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Hayunom Behy NHcTuTtyTa 3a dusuky y beorpamy

Beorpaz, 4. dedbpyap 2020. roaune

IIpeamer: Mouiba 3a OKpeTame MOCTyIKa 3a n300p y 3Bame
HAy4HU CapaTHUK

MOJIB A

C 063upoM J1a MCIIyHaBaM KpPUTEPHjyMe Mpolucane of crpaHe MuHucTapcTBa mpocsere,
HayKe U TeXHOJIOIIKOr pa3Boja 3a U300p y 3Bame Hay4YHM capaJHuK, MoiauMm Hayuno Behe
WucruryTa 3a ¢pusuky y Beorpaay ja mokpeHe mocrynak 3a Moj U300p y 3Bambe HAYJIHH
capaJHuK.

Y mpuIory J0CTaB/baM:

1. MHUIIbEeEe PYKOBOIHMOIA JIA0OpaTOPHje ca IIPEeJIOrOM KOMUCH]e 3a U300p y 3Batbe;
2. cTpyuny buorpadujy;
3. mperJieJl Hay4YHe aKTUBHOCTH;

4. eneMeHTe 3a KBAJUTATUBHY M KBAaHTUTATUBHY OIlEHY Hay4HOI JIOIIPUHOCA Ca JIOKa-
3UMa;

5. cnmcak M Komuje 00jaB/beHHX pPajioBa U APYTHX IMyO/uKanuja;
6. mojaTKe O IMUTUPAHOCTH;

7. yBepeme 0 0JI0pameHo] JOKTOPCKO] JAUCePTallH]ju.
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Hay4unom Behy UHcTHuTyTa 32 pu3uKy y Beorpany

IIpenver: Mumubeme pykosoauona Ilenrpa o uzbopy ap lymana Byaparosuha y 3Bame
HAYYHH CapaJJHHK

Hp Hyman Bynparosuh je 3amocien y JlaGoparopuju 3a ImpHMeHy padyHapa y HaylM, y
okBHpy HamuoHamHOr IeHTpa HM3y3eTHHX BPEIHOCTH 3a W3ydyaBame KOMIUIEKCHUX CHCTEMa
WucturyTa 3a pusuxy y beorpamy. ¥V ucTpaxkuBaukoM paxy 6aBu ce HH3UKOM yIITpaxiIaIHHX
JunonHux bose racosa, Kao M pa3BojeM NapajelHUX HyMEPHUYKHX alrOpUTama 3a IpoydaBamke
oBakBux cucremMa. C 003upoM Ja HCIymaBa CBe IpeJBHhEHE YCIOBE y CKiIamy ca
[IpaBUITHMKOM O TMOCTYNKY, Ha4YdHy BpPEJHOBama M KBAaHTHUTAaTHBHOM HCKAa3MBamy
HayYHOMCTPa)XMBAYKUX pe3ynrata uctpaxuBada MITHTP, carmacan cam ca mokperamem
nocTynka 3a u3bdop ap Jlymana Byaparosuha y 3Bame Hay4HH capaHHK.

3a cacraB komucuje 3a u3bop ap Jlymana Bynparosmha y 3Bame HayuyHH capagHMK
peUIaXKeM:

(1) mp Autyn banax, sayunu caBeTHUK, IHCTUTYT 3a ¢usuky y beorpany,
(2) nmp Visana Bacuh, Bumu Hay4Hu capaaHuk, MHCTHTYT 3a ¢u3uky y Beorpany,
(3) mpod. ap Munan Jlammanosuh, peoBau npodecop Ousmdkor pakyirera YHHBEp3UTETA

y Beorpany.
W

Ip AHTyH Banmax
HAay4HU CaBETHHUK
pykoBoauian LlenTpa 3a uzyuaBame
KOMIUIEKCHUX CACTEMA




Crpyuna ouorpaduja
ymana Byaparosuha

Hyman Byaparosuh je pohen 3. maja 1980. roaune y Cpemckoj Mutposuiin. OcHOBHY
mikosty Jlocurej O6panosuh zasprmo je y [lyrunmuma, a I'mvuazujy Cresan Ilysuh y
Pymyu. Ocnosre crynmje je moxahao na @usnakom dakyarery Yausepsurera y beorpay
Ha cMmepy llpumemena cdusuka m nndopmaruka y mnepuoay o 1999. mo 2005. romumhe.
Tokom crymmja o6uo je crunenanje Munucrapersa nayke Penyosmke Cpbuje n Buajse
Peny6siuke Cpbuje, kao u narpasy 1000 majoossux cryiaenara y Cpouju Hopsemnike amba-
casie y Beorpasy. Hdumtomupao je 2005. rogmne ca mpocevnoMm orieHoM 9.62. Iumiomckmn
paJ o1 nazuBoMm Mepeme edekTuBHE TpaHCBEP3a/IHe eMUTAHCE JOHCKOT CHOIA YPa/Iuo je
10/T PYKOBOICTBOM Tipod. ap MBana Axnuvunna.

Y mepuomy ox 2006. 10 2008. romune Gopasuo je y IIEPH-y (2Kenepa) xkao capaiauk
ua OII6 mpojekruma SEE-GRID-2 (SEE-GRID elnfrastructure for regional eScience) u
EGEE-II (Enabling Grids for E-sciencE).

Hokropcke crynuje na PuznukoMm daxyarery YHusep3urera y Beorpajy ymmcao je
2012. rogune. /lokTopcky jucepranujy 1oj macjaoBom Faraday waves in ultracold dipolar
Bose gases (Dapa/iejeBu Tasacu y yaTpaxiaIHuM JunoaHnM bose racosumMa) ypaleny mos
MeHTopcTBoM Jp AaTyHa Banaxka, omopanno je 24. nenem6pa 2019. romune.

Hyman Bynparosuh je 3amocien y Wuacturyty 3a dusuky y Beorpajy kao ucrtpa-
KuBad capajinuk y Jlaboparopuju 3a npumeny padyHapa y Hayium HarumonajHor nenTpa
N3Y3€THUX BPEIHOCTHU 38 M3ydaBaihe KOMILUIEKCHUX CUCTeMa. Y OKBUDY MehyHapojHe ca-
pajibe, TpeHyTHO je aHrazkoBaH Ha XopusoHT 2020 mpojektuma NI4OS-Europe (National
Initiatives for Open Science in Europe) 1 SMARTCHAIN (Towards Innovation - driven
and smart solutions in short food supply chains).

o cana je dyman Byaparosuh objasuo 23 paja y Mmel)yHapOIHUM 9aCOMUCUMA U BUIIIE
CAOIIIIITEeha ca ME)YHAPOIHUX CKYIIOBa IITAMIIAHUX Y U3BOJLY.



IIpersien HayyHe aKTUBHOCTU
ymana Byaparosuha

Hyman Byaparosuh je zamodeo cBoj mcrpaxkupauku paj Ha ATJIAC komaboparuju
2008. romuue. Amraxkosanoct nHa ATJIAC konabopamuju npexkuga 2012, roaune, HAKOH
Jera, 1oJi MeHTopcTBOM Jip AuTyHa Bastaxka, paju y Jlaboparopuju 3a npumMeny padyHapa
y Haynu na Uuacturyty 3a ¢pusuky y Beorpajy. Y cBom mHaydnoMm pajy 6aBu ce mpobire-
MHUMa YJITPaXJIaJHUX OO30HCKHX racoBa y MPHUCYCTBY JIUIOJ-TUION UHTEPAKIUje, KAo U
pa3BojeM MapaJjeHIX HyMePHUYKNX aJropuTaMa W IporpamMa 3a HyMepHYKe CHMYJIallije
0oBUX (DUBMUKUX CUCTEMA.

Kanpmunar je ycrenrsno pa3suo n IMILIEMEHTAPAO HyMEPUIKI METOI ITO/Ie/HeHOT KOpaKa
3a pemaBambe ['poc-IluraeBcku jenadnne ca KOHTAKTHUM U JIMIIOJTHUM UHTEPAKITUOHIM
y1aHoM. MeTos je IpBO pa3BHjeH 3a yarpaxsajine bose racose umje ce MHTEPaKIIje MOTY
ormcaTu MoMoly KOHTAKTHOT MHTEPAKITMOHOT MOTEHIMjaJsa, a 3aTHM je YOIIITeH Ha CU-
cTeMe y KOjuMa ce, IOopeJi KOHTAKTHE, Y 003UP MOpa y3eTH U JIUIOJI-/IAIIO] WHTEPAKIIHja.
PazBujenu meros omoryhasa pazmarparme aHU30TPOIHUX TPOAMMEH3MOHAJHUX CUCTEMA,
aJIy je TPOIIUPEH U Ha CIeljasaHe HuZKe- TMMEeH3UOHATHE CIydajeBe KOJU Y3UMajy y 003up
pasmyanTe CUMeTpHje 3aMKe Y K0joj je cMmermten bose-AjHITajH KOHIeH3aT: TPOINMEH3U-
OHAJIHE aKCHjaJIHO- U Pa/IMjaTHO-CUMeTPUYHE 3aMKe, JIBOJMMEH3MOHAJHE IUINHIPUIHO-
CUMETpUYHE 3aMKe, U30TPOIHE CPEePHO-CUMETPUYHE W aHU30TPOITHE jeTHO/INME3NOHATTHE
U JIBOJIMMEH3MOHAJIHE 3aMKe. PadyHapcKu KOJIOBU Cy HapaJsiejM30BaHu U IpujiaroheHu
3a kopuiheme Ha rpaduUydKuM KapTullama. Pesyaratu cy mpejicraBbenHn y ciaemehnm
MeD)yHAPOIHUM YacOIMCUMA:

e D. Vudragovié, I. Vidanovi¢, A. Balaz, P. Muruganandam, and S. K. Adhikari,
C' Programs for Solving the Time-dependent Gross-Pitaevskii Equation in a Fully
Anisotropic Trap, Comput. Phys. Commun. 183, 2021 (2012),

M21a; DOI: 10.1016/j.cpc.2009.04.015; 1F(2012) = 3.078;

e R. Kishor Kumar, L. Young-S., D. Vudragovié¢, A. Balaz, P. Muruganandam, and
S. K. Adhikari, Fortran and C Programs for the Time-dependent Dipolar Gross-
Pitaevskii Equation in an Anisotropic Trap, Comput. Phys. Commun. 195, 117
(2015),

M21a; DOI: 10.1016/j.cpc.2015.03.024; IF(2015) = 3.635;

e L. Young-S., D. Vudragovié¢, P. Muruganandam, S. K. Adhikari, and A. Balaz,
OpenMP Fortran and C Programs for Solving the Time-dependent Gross-Pitaevskii

Equation in an Anisotropic Trap, Comput. Phys. Commun. 204, 209 (2016),
M21a; DOL: 10.1016/j.cpc.2016.03.015; IF(2016) = 3.936;

e L. Young-S., P. Muruganandam, S. K. Adhikari, V. Loncar, D. Vudragovié, and
A. Balaz, OpenMP GNU and Intel Fortran programs for solving the time-dependent
Gross-Pitaevskii equation, Comput. Phys. Commun. 220, 503 (2017),

M21a; DOI: 10.1016/j.cpc.2017.07.013; IF(2017) = 3.748.

Y cBoMm ucrpaxkuBamwy [lyman Bygaparosuh je mpoydaBao dpenomene PapajiejeBux u
PE30HAHTHUX TaJjaca T'YCTHHE Y YATPAXJIaHUM OO30HCKUM CHCTEMUMAa Ca KOHTAaKTHOM M



JIATION-TUTIOJ mHTepakijoM. OBaKBU Tajacu HACTAjJy KAO Pe3yJITaT XapMOHU]CKe MO/TyJ1a-
I1je CUCTeMa U IIPeJICTaB/bajy HeJIMHeapHe eKCIUTAIlje CUCTeMa YCIe ] IPUCYCTBa MHTEP-
aKIja, CIpe3ambeM KOJEKTHBHUX OCIHJIAINA]a U TTapaMeTapCKUX PEe30HAHIN. Y OKBUPY
Teopuje CpeIber MoJba PA3BUO je BaphjallmoH! MPHUCTYII 3a onuc guHaMuke PapajiejeBux
U PE30HAHTHUX TaJiaca y JUIMOJHUM KoHJeH3aTuma. (OBaj NpHUCTyN je 3acHOBaH Ha [ay-
COBOM BapHujallMOHOM aH3ally KOjU 3a IlapaMeTpe MMa IMUpPUHE KOHJIeH3aTa, KOHjyroBaHe
daze, a yKbydyje u Mojy/aluje ryCTuHe KaKo OM OMucao JUHAMUKY Tajaca I'yCTUHE.

Kopucrehu pa3Bujenu Bapujariionn TPUCTYII, KAO U IIYH HYMEPUYKHU MPUCTYI, Jie-
TaJ/bHO je poydaBao OCOOMHE Tajaca I'YCTUHE Y JIUIOJTHUM KOHJACH3aTUMa Ha, HYJITOj TEeM-
HepaTypu, rje JUIOJI-/IUI0 HHTePaKInja Ur'Pa BayKHy yJIory 300I Hapylllema CUMeTPHje
ycaen ann3oTpornuje cucreMa. V3Beo je jeanadnne KpeTamba Koje ONUCY]y JUHAMUKY MO-
JIYJIUCAHOT JTUIIOJIHOT OO30HCKOI CHUCTeMa M UJICHTH(HUKOBAO HajHeCTAOMJIHUje MOJEe KOoje
ojnrosapajy PapajiejeBUM M pe30HAHTHUM Tajacuma. Jla/be, Ha OCHOBY Tora, M3BeO je
aHAJIMTUYIKE U3pas3e 3a MPOCTOPHE Mepuoje oba TUIla Tajaca I'yCTUHE, Ka0 U IhUXOBY 3a-
BHCHOCT O/JI jaunlHe KOHTAKTHE W JIUIOJ-IUI0N nHTepakmnuje. lobujerne Bapujannone pe-
3yJITaTe yIOPEINo je ca pe3ylTaTuMa JeTa/bHIX HyMEePpUYKUX CUMYJIAIja Koje perraBajy
qunosiay ['poc-IluraeBckn jeqnadnny y Tpu mpocTopHe JUMEH3HUje U JI00M0 BeoMa J00po
cJarambe.

Hymran Bynparosuh je mpoydaBao u yTuilaj KOHTAKTHE W JTUIOJI-JIUIIO HHTEPAKIU]jE
Ha CBOjCTBa OCHOBHOI' CTaiba U KOJIEKTUBHUX OCITU/IAIN]ja JIUTIOJTHAX KOHJeH3aTa. Jlok mo-
Behambe jaunmHe KOHTaKTHE HHTEPAKIje YBEK JOBOJIM 0 IHpeha KOHIeH3aTa, CUTyaluja
je cIIoKeHmja Kaga ce Memba jadrHa JUII0JI- U0/ HHTepaKIije. 3a 3aMKY y OOJIMKY Iurape
y K0jOj Cy JUIIOJIN OPHUjeHTHCAHU y PaJIfjajHOM CMepy, I0Ka3ao je ja mnoBeharmbe jadunHe
JUIIOJI- JUITIOJI I/IHTepaK]_[I/Ije J0BOIM /10 IINPEha KOHACH3aTa Yy JIOHI'UTY/JINMHAJIHOM IIPpaBIy U
y HpaBILy HoJiapu3aliije, JOK ce mupuHa y Tpehem npasity cmambyje. [lopes Tora, nmpoyda-
Bao je 1 ppeKBeHIHje KOJEKTUBHIX MOJa, I/e ¢y epeKTH HHTEepaKIija Mambe N3ParKeHH.
OBo ce 1mocebHO OJIHOCH HA MOHOMOJIHY (juinyly) u KBajpyIoJHy MOJLY, Y9dje BPEJIHOCTH
MPAKTUIHO OCTajy KOHCTAHTHE Yy II€JIOM PACIOHY €KCIIEPUMEHTAJIHO PeJIeBAaHTHUX BPETHO-
ctn jaunna wHTepaknuja. Ca apyre crpaHe, (hpeKBeHIN]ja paujaHe KBaIPYIIOIHE MOJIE
je oceT/bUBHja HA IIPOMEHY jadrHe MHTEPAKIje, IOCeOHO jaunte KOHTAKTHE WHTEPAKIIT]e,
JIOK TIpUA IIPOMEHH jaduHe JIUIOJI-IUI0] WHTEPaKIMje MOKa3yje HEMOHOTOHO IOHAIIAE.
Pesynratu cy npescrasibenu y ciejiehem mehyHapo HOM Yacomucy:

e D. Vudragovié and A. Balaz, Faraday and Resonant Waves in Dipolar Cigar-
Shaped Bose-Finstein Condensates, Symmetry 11, 1090 (2019)
M22; DOI: 10.3390/sym11091090; IF(2018) = 2.143.



EaemenTn 3a KBaJUTAaTUBHY OIleHY HAYYHOT JOIMPHHOCA
ap dymniana Byaparosuha

1 Kgajaurer HayYHUX pe3yJiTara

1.1 3mnauaj Hay4YHUX pe3yJTara

Hajsnauajuuju pajosu jap lymana Byaparosuha cy:

e D. Vudragovié¢ and A. Balaz, Faraday and Resonant Waves in Dipolar Cigar-
Shaped Bose-Finstein Condensates, Symmetry 11, 1090 (2019)
M22; DOI: 10.3390/sym11091090; IF(2018) = 2.143,;

e D. Vudragovié, I. Vidanovié¢, A. Balaz, P. Muruganandam, and S. K. Adhikari,
C' Programs for Solving the Time-dependent Gross-Pitaevskii Equation in a Fully
Anisotropic Trap, Comput. Phys. Commun. 183, 2021 (2012)

M21a; DOI: 10.1016/j.cpc.2009.04.015; IF(2012) = 3.078.

Y npBOM paTy KaHIWJIAT je Pa3BUO BapUjallMOHU W HyMEPUYKH MPUCTYI 3a Mpoyda-
Baibe 0CcOOMHA Tajaca I'yCTUHE y JUATIOJHUM KOHJEH3aTHMa Ha HYJITO] TeMIIepaTypH, Ie
JIATIOJI-JTTIONT UHTEPAKINja Urpa BaXKHY YJIOI'Y 3000 HAPYIIEHa CUMETPUje YCIe aHU30-
Tpomuje cucrema. Kopucrehn oBe mpucryiie, Ipoydno je:

e KOJIEKTUBHE ociujalyje u guHaMuky PapajejeBux Tajgaca y yaTpax/iajiHuM O030H-
CKIM CUCTEMUMAa Ca KOHTAKTHOM W JTUTIOJI-TATION WHTEPAKITI]OM;

® 110jaBy PE30HAHTHUX TAJIACA U YTUIIA] JTUIIOJI-TUTIO UHTEPAKITUje Ha FIbUXOBE OCOOMHE
y gunoaHuM Boze-AjHINTajH-KOHIEH30BaHUM CHCTEMUMA.

V1unaj KOHTaKTHe U JIAIIOJI-IUIIOJ] MHTEePaKIje Ha (PpeKBeHIrje KOJTeKTUBHIX MOJIa
u ocobune PapajiejeBux Tajiaca y JUMOTHEM Bose-AjHINITajH KOHIEH3aTUMA HCIIUTAO je
JIeTaJbHUM HYMEPUYKUM CHUMYJIaIjaMa W BapujaruoHuM npuctynoMm. l[locebno je mpo-
ydaBao 3aBHCHOCT IIPOCTOPHOI M BpeMeHcKor mepuojga PapajejeBux Tajsaca oOJl jadnte
JIATION-TATION nHTepakimje. CBU MpopadyHHN Cy M3BEJIEHN 38 PeAJNCTHIHe (DU3NTIKe CH-
cTeMe, Kao IITO Cy aTOMCKH TacOBU XpOMa, JUCIPO3UjyMa u epoujyMma.

Tunuraao Bpeme pa3Boja pe30HAHTHUX Tajlaca je MHOT'O Maibe O BpeMeHa Koje je Io-
TpebHo 3a nojaBy PapajiejeBux Tasaca. Kawaugar je mpoydno yTUIR] jadurHe JTUIOJIHE
MHTEepaKIlfje Ha OBa KapaKTepUCTUIHA BpeMmeHa. Takohe, ucrurao je paHuje youeHu de-
HOMEH TI0jaBe CHAXKHUjEr PE30HAHTHOT OJI'OBOPA CUCTEMA 3a MOJIYJIAIIMONY (hPEKBEHIIH]Y
KOja je JaBOCTpyKO Beha oj1 pajmjasine (ppekBeHIje 3aMKe, HaKO OM ce OYEeKUBAJIO Jla Ce
HajBakKHMja pe30HaHIla J00uja Kaja ¢y oBe (DpPEeKBEHIIHje jeIHaKe.

Y npyrom pajty KaHJIUJIAT je pa3BUO HyMEPUUYKY MeTOy 3a peraBambe ['poc-IInraesckn
jenadmnne 3a yaTpaxJjaHe 6030HCKe cUcTeMe ca JIUIIOJTHOM UHTEPAKIUjOM, KOja IIpe/icTa-
BJ/ba PE3YJITAT TeopHuje Cpeliher IoJba. BpemeHcKu 3aBucHa jaurioiHa ['poc-IluraeBcku
jenadmHa je napijasina JudepeHiyjaina jeJHaunna 1Mo MPOCTOPHUM KOOPUHATaAMa U
BpPeMeHY U UMa CTPYKTypy HesmHeapHe [llpennnarepose jenadnae, Tako Jia CaJIpzKu IPBU



U3BOJI, TaJIacHe (PYHKIIHje TI0 BpeMeHY U JpyTe U3BO/Ie TI0 IIPOCTOPHUM KoopimHaTtaMa. Jlu-
IIOJTHA MHTEPAKIIMOHU YJIaH je OIUCaH ITIOMONY IPOCTOPHOT MHTErpaJia, MOIITO je Y IUTaby
JIYTOJIOMEHTHA WHTepakIija. Pa3BujeHu MeToJ IMoJe/beHOI KOpaKa 3a pelraBame ['poc-
[IuraeBckn jeHadumbe yKJbydyje JUCKPETH3AIN]Y MO MPOCTOPY W BPEMEHY, IOjeInHaAIHYy
UHTETPaIfjy 10 IIPOCTOPHUM KOOPJMHATAMa U BPEMEHCKY IpOIaralujy JAUCKPeTU30BaHe
jemnaunne. C 003UPOM Ha BEJIMKY HYMEPUYKY 3aXTEBHOCT TPOIUMEH3UOHATHUX CUMYJIa-
11ja 3a IPOoyYaBalbe peaHuX (PU3NUKUX CUCTEMA, CBU aJTOPUTMHU Cy Tapasie/n30BaHu 1
npuiarohenu 3a Kopuiiheme Ha rpapuIKuM KapTUIIAMA.

1.2 Ilapamerpu KBajimTeTa 4acommca

Kanmunar np /Iyman Byaparosuh je objaBuo yKymHo 8 pajoBa y MehyHApOTHUM Ya-
COIMCUMa U TO:

e 4 paja y mehyHapoanuM dacornucuma u3ysetnux spegaoctu Computer Physics Co-
mmunications ciaegehux mvnakr daxropa IF(2017) = 3.748, IF(2016) = 3.936,
[F(2015) = 3.635, IF(2012) = 3.078, omuocuo SNIP(2017) = 1.92, SNIP(2016) =
2.00, SNIP(2015) — 1.87, SNIP(2012) — 2.12.

e 3 pajsia y BpxyHCKHM Mehynaposjaum dacorucuma Journal of Grid Computing, Co-
mmunications in Computational Physics u Nuclear Instruments and Methods in
Physics Research Section B cnenehux nmnakt dakropa IF(2011) = 1.310, IF(2012)
= 1.863, IF(2015) = 1.389, omnocuo SNIP(2011) = 1.89, SNIP(2012) = 1.32, SNIP
(2015) = 1.00, redom;

e 1 paj y ucrakuyrom mehynapojnom daconucy Symmetry ummnakT dbaxropa [F(2018)
= 2.143, ognocuo SNIP(2018) = 1.05.

Bubsimomerpujcku rmokasare/bu cy cymupanu y ciejiehoj tabesn.

IF M SNIP
YKyIHO 21.102 69.0 13.17
YVcepemeHo 1Mo 4IaHKy 2.638 8.6 1.65
YcpenmeHo 110 ayTopy 4.318 12.9 2.53

1.3 Ilo3uTuBHA HUTHUPAHOCT HAYYHUX PaJI0OBa

[Ipema momanuma u3 6aze Web of Science, pajgosu lymana Bynparosuha (He ykiby-
qyjyhu pagose ATJTAC konaGoparnuje) nurupanu ¢y ykymao 300 myTa, ox dera 290 myra
uzysumajyhm ayrornurare. XHUPIIOB MHJEKC je 6. YKOJIUKO ce y3Mmy y 003uUp U PajioBU
ATJIAC konaboparmje, lyman Byaparosuh je murupan 1,953 myra, ox gera 1,931 myra
nzy3uMajyhu ayronurare. Y OBOM cjydajy XUPIIOB HHIEKC je 15.

1.4 Mebhynapoana capagma

Kangunar nma uzpaxeny mehynapojny capaimy. AKTHBHO capalyje ca rpymama
nap Canxana Kymapa Ajgxukapuja ca Ipxkasnor yausepsurera y Cao [layny (Bpasun),
ap Anekcannpy Hukonmua ca Yuusepsurera y Bykypemry (Pymynuja) u nap Akcena
[Tencrepa ca Texunukor yuusepsurera y Kajsepciaayrepuy (Hemauka). ITopes Tora, ap
Hyman Byaparosuh je yuectBoBao nHa 3 bunarepasina mpojekra uamehy Cpouje u Hemauke
n Ha 15 mpojekara Esporicke kommcuje y mporpamuma FP6, FP7 u Horizon 2020. Ha
BelMHM OBUX IpojeKaTa OWO je PyKOBOJUIAIL PAIHUX ITaKeTa WU PaTHUX 3a/IaTaKa.



2 Hopmupame Opoja KoayTOpCKHX pajaoBa, MaTeHaTa W TeXHWY-
KUX peliewmha

OxkocHunia cBUX pajioBa KaH/IUJIATa je pa3BOj HyMEPUUIKUX METO/a 3a IPOyUaBAIbE
ocoOMHA JTUMOJHUX KOHJIEH3aTa Y KOjUMA JIUIIOJI-UII0/] UHTEPAaKInja UI'Pa BayKHY YJIOTy
3001 Hapylllema CUMEeTPHje ycjel aHu30TPoIIdje cucTeMa. PajgoBu KaHIuaTa KaTeropuje
M21a umajy b uwu 6 ayTopa, 11a OBH PaJOBU He Mebajy 3HAYajHO HOpMUpaH Opoj 0oj10Ba.
Pan kareropuwje M22 uma 2 ayropa m padyHna ce ca myHoMm Texkunom. Ha pajsioBuma u3s
kateropuje M21 6poj ayropa je HEHmITO BUIIKA U OBO JOIPUHOCH pa3juiy usmely yKyI-
nor nenopmupanor 90.0 u Hopmupanor 77.1 6poja 6omosa. IIpoceuan 6poj ayropa Ha
pajioBuma Kareropuje M21 je 8.3, ma je oBa paz/jinKa 3aHeMap/bUBa.

3 VYuenthe y mpojeKTmma, MOTIPOJEKTUMA W ITPOJEKTHUM 3a/]ia-
AMa

Kangunar je ydecrBoBao na ciejiehnm HallMOHAJTHUM MPOjEKTUMA:

e 1pojekar MuHncTapcTBa IpocBere, HayKe U TEXHOJIOIMIKOr pa3Boja Pemybsmke Cp-
ouje OH171017 Moaenupame 1 HyMepUUIKe CHUMYJIAIije CIOXKEHNX BHUINEIECTUIHNX
CUCTEMA;

e mpojekar MuHuUCTApCTBaA MIPOCBETE, HAYKE U TEXHOJIOMIKOT pa3Boja Perybsmke Cp-
ouje MMNM43007 NcrpaxkuBambe KIUMATCKUX TPOMEHA W IbUXOBOT yTUIIAja Ha KH-
BOTHY cpe/nHy - npaheme yTunaja, ajanranuja u ydrakaBarmbe.

Kanmunar je yuectBoBao Ha 6umarepasnnM npojektuma Cpbuje u Hemauke (QDDB,
IBEC, BEC-L) y nepuogy oz 2013. mo 2020. rosume.

Kanpumar je yaectBoBao Ha ciegehum MelhyHaApOIHUM MPOjeKTHMA KaO PYKOBOJIMJIALL
pPAJIHOT MTaKeTa:

e NI4OS-Europe (2019-2022), National Initiatives for Open Science in Europe; European
Commission, Horizon 2020, Implementing the European Open Science Cloud;

e VI-SEEM (2015-2018), Virtual Research Environment (VRE) in Southeast Europe
and the Eastern Mediterranean (SEEM); European Commission, Horizon 2020,
Research and innovation programme;

e SemaGrow (2012-2015), Data intensive techniques to boost the real-time performance
of global agricultural data infrastructures; European Commission, FP7, Research
infrastructures project;

e agINFRA (2011-2014), A data infrastructure to support agricultural scientific communities
Promoting data sharing and development of trust in agricultural sciences; European
Commission, FP7, Research infrastructures project;

e HP-SEE (2010-2012), High-Performance Computing Infrastructure for South East
Europe’s Research Communities; European Commission, FP7, Research infrastructures
project.

Kanmunar je yaecrBoBao Ha cienehum mehyHApOIHUM IIPOjeKTUMa Kao PYKOBO/IMIALL
paJaHor 3a7aTKa:



e SMARTCHAIN (2018-2021), Towards Innovation - driven and smart solutions in
short food supply chains; European Commission, Horizon 2020, Research and innovation
programime;

e SEE-GRID-SCI (2008-2010), European Commission, FP7 project;

e LAQCERN (2008-2010), European Commission, Lifelong Learning Programme.

Kangunar je yuectBoBao Ha ciegehum melyHapogHuM MpojeKTrMa Kao IaH IIPOjeK-
TOT' TUMA:

e PRACE-3IP (2012-2014), Partnership for Advanced Computing in Europe - Third
Implementation Phase Project; European Commission, FP7, Research infrastructures
project;

e PRACE-2IP (2011-2013), Partnership for Advanced Computing in Europe AISBL -
Second Implementation Phase Project; European Commission, FP7, Research infrastructures
project;

e PRACE-1IP (2010-2012), Partnership for Advanced Computing in Europe AISBL -
First Implementation Phase Project; European Commission, FP7, Research infrastructures
project;

e EGI-InSPIRE (2010-2014), Integrated Sustainable Pan-European Infrastructure for
Researchers in Europe; European Commission, FP7, Research infrastructures project;

e EGEE-III (2008-2010), European Commission, FP7 project;

e EGEE-II (2006-2008), Enabling Grids for E-sciencE; European Commission, FP6,
elnfrastructure project;

e SEE-GRID-2 (2006-2008), South Eastern European Grid-enabled elnfrastructure

Development; European Commission, FP-6, regional elnfrastructure project.

4 AKTWBHOCT y HaAyYHUM ¥ HAYYHO-CTPYYHUM APYIITBUMA

4.1 Penens3uje HaydYHUX paJoBa

Hp Hyman Bynparosuh je 6mo perieH3eHT:
e 4 pajna y gaconucy Data Technologies and Applications;
e 2 pasa y daconucy Physics Letters A;

e 1 pajay gacormcy Simulation: Transactions of the Society for Modeling and Simulation
International.

4.2 Opranumsanuja HaQy9YHUX CKYIIOBa

Hp Hyman Byaparosuh 6mo je wian opranun3annoHor ogoopa koudepennuje HP-SEE
User Forum 2012, xoja je ompxkana ox 17. mo 19. okrobpa 2012. romune y HaposHoj
oudmorern Cpbuje y Beorpasy.



4.3 Ilemaromniku paj

Hp Hyman Byaparoesuh je opranm3oao Buiie yBoaHu 1 Hampeganx High-performance
i High-throughput xomIjyTunr peruonajnux TpeHHHIa KOjU Cy y IPOCEKY Tpajasiu JBa
JlaHa U Ha KOjUMa je y IpPOceKy 1o TpeHuHry ydectBoBasio 30 jpyuu. OBre cy HaBeeHH
CaMO HEKU O] FhUX:

e High performance computing in function of business enhancement, 14-15 June 2018,
Belgrade, Serbia;

e VI-SEEM regional climate training event, 11-13 October 2017, Belgrade, Serbia;

e VI-SEEM life sciences regional training, 19-21 October 2016, Belgrade, Serbia;

e Introduction to Parallel Programming with CUDA, 18 February, Belgrade, Serbia;
e Tuning and optimization of HPC application, 1 June, 2012, Belgrade, Serbia;

e PARADOXical training, 14 October 2011, Belgrade, Serbia.

Y nepuomy ox 2015 g0 2016. romure 06jaBuo je cepujy wiaHaka 1o HasuBoM IIpupoaa
Kojia y yaconucy Muayim pusmdap, a ox 2014. rogure y4decTByje Kao mpegasad Ha Haywamo-
eaykaruBHoM Kamiy Mwuxajio Unsopeku [Iynun y Masopy.

5 VYTuiiaj HaydHuX pe3yJaTara

YVTuiaj HaydHux pesyJiTara ce orJiejia y Opojy muraTta KOjUu Cy HABEJEHU y TaduKh 1.3.
OBOT OjleJbKa, a 3Hadaj pesysrara je onucan y Tadkn 1. OBe ce MOXKe HaBECTH U INHHEHUTIA
Ja je jeman M21a paji, Ha KOM je KaHJUaT IIPBU ayTOP, BUCOKO IUTUPaH (TPEHYTHH OPO]
murara je 141) u ma je omoryhuo objaBibuBame HU3a JAPYTUX ITyOJIHKAIH]A.

6 KoHkperaH qonpuHOC KaHJAUJIaTa y peajin3alidju pajioBa y Ha-
YYHUM II€EHTPUMA y 3€MJbU U MHOCTPAHCTBY

Kanaunar je cBe cBoje ucrpakmBadike aKTHBHOCTH peasin3oBao y Mucturyry 3a dbu-
3uky y Beorpajy. Kangumar je 780 K/by9IHU JIOIPUHOC Y CBUM 00jaB/bEHUM PaJIOBUMA, a
ILErOB JIOIIPUHOC Ce OIJIeIa Y U3PaJId NOTPEOHNX HyMEPUIKUX CUMYJIallja, J00ujarby, NH-
TepIpeTAIji W TTPE3eHTAINj HYMEPUIKIX pe3yaTaTa, Mucamy pajgoBa M KOMYyHUKAIA]T
Ca ypEeJHUIIMMA U PEICH3CHTAMAa JaCOINCa.



EaeMeHTn 3a KBAHTUTATUBHY OIleHY HAYYHOT JIOIIPHUHOCA
ap dymniana Byaparosuha

1 OctBapenun M-6010BU 1O KaTeropujamMa myoJuKaliija

. M-6010Ba 1o Bpoj Ykynuo M-6o/10Ba
Kareropuja . .
Iy OJIMKaLju Iy GJInKammja (HOpMI/IpaHO)
M13 7.0 1 0 (7.0)
M21a 10.0 4 40 0 (36.7)
M21 8.0 3 24 0 (15.3)
M22 5.0 1 0 (5.0)
M23 3.0 1 0 (2.5)
M33 1.0 2 0 (1.6)
M34 0.5 6 0 (3.0
MT70 6.0 1 0 (6.0)

2 Ilopeheme ocTBapenor 6poja M-60/10Ba ca MUHUMAJIHAM YCJIO-
BHMAa MOTPEOHUM 3a m300p y 3Bambe HAYyJYHOTI CapaJHUKA

ITorpe6Ho OcTBapeno
(Hopmupano)
YKyIHO 16.0 90.0 (77.1)
M10+M20+M314+M32+M33+M41+M42 10.0 84.0 (71.1)
MI114+M12+M21+M22+M23 6.0 79.0 (66.5)




Cmmcak ob0jaB/beHIX pajgoBa 1 JAPYTUX MyOJMKAII)a
Koju ce 6oayjy

Monorpadcka cryauja/moraasibe y Kbusu M1l uau pajs y TemarckoMm 360p-
nuky Bogeher mehynapoanor 3unagaja (M13)

1. D. Vudragovié, and A. Balaz, Science gateway for the Serbian condensed matter
physics community, Science gateways for distributed computing infrastructures, Ed.
Peter Kacsuk, p. 209-220, Springer (2014),

DOI: 10.1007/978-3-319-11268-8.

PagoBu y mehynapoguum uaconucuma usyserHux Bpeanoctu (M21a)

1. Luis E. Young-S., P. Muruganandam, S. K. Adhikari, V. Lon¢ar, D. Vudragovic¢,
and A. Balaz, OpenMP GNU and Intel Fortran programs for solving the time-
dependent Gross-Pitaevskii equation, Comput. Phys. Commun. 220, 503 (2017),
DOI: 10.1016/j.cpc.2017.07.013; IF(2017) = 3.748.

2. Luis E. Young-S., D. Vudragovié, P. Muruganandam, S. K. Adhikari, and A. Balaz,
OpenMP Fortran and C programs for solving the time-dependent Gross-Pitaevskii

equation in an anisotropic trap, Comput. Phys. Commun. 204, 209 (2016),
DOI: 10.1016/j.cpc.2016.03.015; IF(2016) = 3.936.

3. R. K. Kumar, Luis E. Young-S., D. Vudragovié, A. Balaz, P. Muruganandam,
and S. K. Adhikari, Fortran and C programs for the time-dependent dipolar Gross-
Pitaevskii equation in an anisotropic trap, Comput. Phys. Commun. 195, 117
(2015),

DOI: 10.1016/j.cpc.2015.03.024; IF(2015) = 3.635.

4. D. Vudragovié, I. Vidanovi¢, A. Balaz, P. Muruganandam, and S. K. Adhikari,
C' Programs for solving the time-dependent Gross-Pitaevskii equation in a fully
anisotropic trap, Comput. Phys. Commun. 183, 2021 (2012),

DOI: 10.1016/j.cpc.2009.04.015; IF(2012) = 3.078.

PanoBu y BpxyHckuMm mehynapoaaum daconucuma (M21)

1. B. P. Marinkovi¢, V. Vuj¢i¢, G. Sushko, D. Vudragovié, S. Dordevié¢, S. Ivanovié,
M. Nesié¢, D. Jevremovié¢, A. V. Solov’yov, and N. J. Mason, Development of collisio-
nal data base for elementary processes of electron scattering by atoms and molecules,
Nucl. Instrum. Meth. B 354, 90 (2015),

DOI: 10.1016/j.nimb.2014.12.039, IF(2015) = 1.389.

2. A. Balaz, 1. Vidanovi¢, D. Stojiljkovi¢, D. Vudragovié, A. Beli¢, and A. Bogojevié,
SPEEDUP code for calculation of transition amplitudes via the effective action
approach, Commun. Comput. Phys. 11, 739 (2012),

DOI: 10.4208/cicp.131210.180411a, IF(2012) = 1.863.

3. A. Balaz, O. Prnjat, D. Vudragovié¢, V. Slavni¢, I. Liabotis, E. Atanassov, B. Ja-
kimovski, and M. Savié, Development of Grid e-Infrastructure in South-FEastern
FEurope, J. Grid Comput. 9, 135 (2011),

DOI: 10.1007/s10723-011-9185-0, IF(2011) = 1.310.
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PanoBu y ucrakayrum mehynapoguum yaconucuma (M22)

1. D. Vudragovié, and A. Balaz, Faraday and Resonant Waves in Dipolar Cigar-
Shaped Bose-Finstein Condensates, Symmetry 11, 1090 (2019),
DOI: 10.3390/sym11091090; IF(2018) = 2.143.

Panosu y mehynapoauum yaconucuma (M23)

1. D. Vudragovié¢, L. Ili¢, P. Jovanovié¢, S. Nickovié¢, A. Bogojevié¢, and A. Balaz,
VI-SEEM DREAMCLIMATE Service, Scal. Comput. Pract. Exp. 19, 215 (2018),
DOI: 10.12694 /scpe.v19i2.1396.

Caoninrema ca mehyHapoganx ckymnosa iramiiana y reiauau (M33)

1. D. Vudragovié, P. Jovanovié¢, and A. Balaz, VI-SEEM virtual research environment,
The 10th RO-LCG Conference, Sinaia, Romania, 26-28 October 2017.

2. J. Lappalainen, D. Vudragovié, A. Balaz, F. Ruggieri, R. Barbera, R. Lovas,
G. Stoitsis, and K. Kastrantas, Federating computation and storage resources to
support agricultural science communities, EFITA-WCCA-CIGR conference, Turin,
Italy, 24-27 June 2013.

Caomnmnrema ca MehyHapogaux ckymnosa iramiiana y ussoay (M34)

1. D. Vudragovié, V. Velji¢, . Vasi¢, and A. Balaz, Ground state and collective
modes of dipolar BECs, The 7th International School and Conference on Photonics,
Belgrade, Serbia, 26-30 August 2019.

2. V. Loncar, D. Vudragovié¢, S. K. Adhikari, and A. Balaz, Parallel solvers for
dipolar Gross-Pitaevskii equation, The 6th International School and Conference on
Photonics, Belgrade, Serbia, 28 August - 1 September 2017.

3. V. Loncar, D. Vudragovié, A. Balaz, and A. Pelster, Rosensweig instability due
to three-body interaction or quantum fluctuations?, DPG Spring Meeting 2016,
Hannover, Germany, 29 February - 4 March 2016.

4. D. Vudragovié¢, and A. Balaz, Faraday waves in dipolar Bose-FEinstein condensates,
The 19th Symposium on Condensed Matter Physics - SFKM 2015, Belgrade, Serbia,
7-11 September 2015.

5. D. Vudragovié¢, and A. Balaz, Faraday waves in dipolar Bose-FEinstein condensates,
The 5th International School and Conference on Photonics, Belgrade, Serbia, 24-28
August 2015.

6. V. Lonc¢ar, D. Vudragovié¢, A. Balaz, and A. Pelster, Faraday waves in dipolar
Bose-Einstein condensates, DPG Spring Meeting 2015, Heidelberg, Germany, 23-27
March 2015.
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Cmmcak ob6jaBpenux pagoBa Ha ATJ/IAC koaabopaiuju
1 APYTr¥ PagoBU KOjU HUCY y3€TH y 003UP IIPUJIUKOM
0o10Bama KBAHTUTATUBHUX Pe3yJTaTa KaHIUIATa

Monorpadcka cryauja/moraasibe y Kibusu M1l uaum pajg y temarckoMm 360p-
nuky Bogeher mehynapoanor 3unagaja (M13)

1. O. Prnjat, A. Balaz, D. Vudragovié, I. Liabotis, C. Sener, B. Marovi¢, M. Kozlo-
vszky, and G. Neagu, SEE-GRID elnfrastructure for regional eScience, Data driven
e-Science, Eds. S. C. Lin and E. Yen, p. 91, Springer (2011), DOIL: 10.1007/978-1-
4419-8014-4 7.

Momnorpadcka cryauja/mnorsiasibe y Kibusu M12 nuiaum pag y TeMarckoM 360p-
uuky Bogeher mehynapoanor 3nagaja (M14)

1. D. Stankovié¢, P. Jovanovié, A. Jovié, V. Slavni¢, D. Vudragovié, and A. Balaz,
Implementation and Benchmarking of New FFT Libraries in Quantum ESPRESSO,
High-performance computing infrastructure for South East Europe’s research co-
mmunities, p. 155-162, Springer (2014).

PanoBu y mehynapoauum yaconucuma nsysernux Bpemuoctu (M21a)

1. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., Charged-particle
multiplicities in pp interactions at \/s=900 GeV measured with the ATLAS detector
at the LHC, Phys. Lett. B 688, 21 (2010).

2. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., Search for new
particles in two-jet final states in 7 TeV proton-proton collisions with the ATLAS
detector at the LHC, Phys. Rev. Lett. 105, 161801 (2010).

PanoBu y BpxyHckuMm mehynapoaaum daconucuma (M21)

1. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., Search for quark
contact interactions in dijet angular distributions in pp collisions at \/s=7 TeV
measured with the ATLAS detector, Phys. Lett. B 694, 327 (2011).

2. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié¢, and et al., Performance of
the ATLAS detector using first collision data, J. High Energy Phys. 9, 056 (2010).

PagoBu y ucrakuyrtum mehynapoguaum gaconucuma (M22)

1. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., Studies of the
performance of the ATLAS detector using cosmic-ray muons, Eur. Phys. J. C 71,
1593 (2011).

2. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., Measurement of
inclusive jet and dijet cross sections in proton-proton collisions at 7 TeV centre-of-
mass energy with the ATLAS detector, Eur. Phys. J. C 71, 1512 (2011).

3. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., Readiness of the
ATLAS liquid argon calorimeter for LHC collisions, Eur. Phys. J. C 70, 723 (2010).
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4. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., Drift time
measurement in the ATLAS liquid argon electromagnetic calorimeter using cosmic
muons, Eur. Phys. J. C 70, 755 (2010).

5. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., The ATLAS inner
detector commissioning and calibration, Eur. Phys. J. C 70, 787 (2010).

6. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., The ATLAS
simulation infrastructure, Eur. Phys. J. C 70, 823 (2010).

7. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., Commissioning of
the ATLAS muon spectrometer with cosmic rays, Eur. Phys. J. C 70, 875 (2010).

8. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., Readiness of the
ATLAS tile calorimeter for LHC' collisions, Eur. Phys. J. C 70, 1193 (2010).

Panosu y mehynapoauum yaconucuma (M23)

1. G. Aad, B. Abbott, J. Abdallah, ... D. Vudragovié, and et al., The ATLAS
experiment at the CERN large hadron collider, J. Instrum. 3, S08003 (2008).

2. Lj. Simié¢, N. Vranjes, D. Relji¢, D. Vudragovié, and D. S. Popovi¢, WW production
and triple gauge boson couplings at ATLAS, Acta Phys. Pol. B 38, 525 (2007).

Caoniurema ca Mehynapoguux ckymnosa iramiiana y meianau (M33)

1. V. Slavni¢, B. Ackovié¢, D. Vudragovié, A. Balaz, A. Beli¢, and M. Savié¢, Grid
site monitoring tools developed and used at SCL, SEE-GRID-SCI User Forum 2009,
Istanbul, Turkey, 9-10 December 2009.

2. V. Slavnié¢, B. Ackovi¢, D. Vudragovié, A. Balaz, and A. Beli¢, Operational Grid
tools developed at SCL, SEE-GRID-SCI User Forum 2009, Istanbul, Turkey, 9-10
December 2009.

3. D. Vudragovié, A. Balaz, V. Slavnié¢, and A. Beli¢, Serbian participation in Grid
computing projects, NEC 2009, Varna, Bulgaria, 7-14 September 2009.

4. O.Prnjat, A. Balaz, T. Gurov, M. Kon-Popovska, I. Liabotis, G. Neagu, B. Ortakaya,
C. Sener, and D. Vudragovié, National Grid initiatives set-up and monitoring
gutdelines, The first EELA-2 conference, Bogota, Colombia, 25-27 February 2009.

5. N. Vranjes, Lj. Simié¢, D. Relji¢, D. Vudragovié, and D. S. Popovi¢, WW Pro-
duction at the LHC in NLO Simulations, 6th international conference of the Balkan
physical union, Istanbul, Turkey, 22-26 August 2006.

Caomnmnrema ca Mehynapoguux ckymnosa iraMmiiana y ussony (M34)

1. D. Vudragovié, V. Slavnié¢, 1. Spasojevi¢, V. Nedovi¢, and A. Balaz, AgINFRA
- a data infrastructure to support agricultural scientific communities: promoting

data sharing and development of trust in agricultural sciences, 12th Congress of
Nutrition, Belgrade, Serbia, 31 October 2012.
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sojevi¢, AgINFRA - a data infrastructure to support agricultural scientific communi-

ties: promoting data sharing and development of trust in agricultural sciences, 6th
Central European Congress on Food, Novi Sad, Serbia, 23-26 May 2012.

Caomninrema ca CKyIloBa HAI[MOHAJHOI 3HaYaja mramnana y meiauaun (M63)

1. D. Vudragovié, A. Balaz, A. Beli¢, C. Kourkoumelis, D. Fassouliotis, and S. Voura-
kis, Hybrid Pupil’s Analysis Tool for Interactions in ATLAS, MIPRO 2010, Opatia,
Croatia, 24-28 May 2010.

2. D. Vudragovié, A. Balaz, A. Beli¢, and A. Bogojevi¢, QSPEEDUP: Quasi-MC
Implementation of the SPEEDUP Path Integral Code, INFOTEH 2010, Jahorina,
Bosnia and Herzegovina, 17-19 March 2010.

3. D. Vudragovié, V. Slavni¢, A. Balaz, and A. Beli¢, WMSMON - GLite WMS
Monitoring Tool, MIPRO 2009, Opatia, Croatia, 25-29 May 20009.

4. D. Vudragovié¢, A. Balaz, V. Slavni¢, and A. Beli¢, Dwarf - the Framework
for Authorized YUM/APT Repositories Management, INFOTEH 2009, Jahorina,
Bosnia and Herzegovina, 18-20 March 2009.
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We present Open Multi-Processing (OpenMP) version of Fortran 90 programs for solving the Gross-
Pitaevskii (GP) equation for a Bose-Einstein condensate in one, two, and three spatial dimensions,
optimized for use with GNU and Intel compilers. We use the split-step Crank-Nicolson algorithm
for imaginary- and real-time propagation, which enables efficient calculation of stationary and non-
stationary solutions, respectively. The present OpenMP programs are designed for computers with multi-
core processors and optimized for compiling with both commercially-licensed Intel Fortran and popular
free open-source GNU Fortran compiler. The programs are easy to use and are elaborated with helpful
comments for the users. All input parameters are listed at the beginning of each program. Different output
files provide physical quantities such as energy, chemical potential, root-mean-square sizes, densities, etc.
We also present speedup test results for new versions of the programs.

New version program summary

Program title: BEC-GP-OMP-FOR software package, consisting of: (i) imagld-th, (ii) imag2d-th,
(iii) imag3d-th, (iv) imagaxi-th, (v) imagcir-th, (vi) imagsph-th, (vii) real 1d-th, (viii) real2d-th, (ix) real3d-
th, (x) realaxi-th, (xi) realcir-th, (xii) realsph-th.

Program files doi: http://dx.doi.org/10.17632/y8zk3jgn84.2

Licensing provisions: Apache License 2.0

Programming language: OpenMP GNU and Intel Fortran 90.

Computer: Any multi-core personal computer or workstation with the appropriate OpenMP-capable
Fortran compiler installed.

Number of processors used: All available CPU cores on the executing computer.

Journal reference of previous version: Comput. Phys. Commun. 180 (2009) 1888; ibid. 204 (2016) 209.
Does the new version supersede the previous version?: Not completely. It does supersede previous Fortran
programs from both references above, but not OpenMP C programs from Comput. Phys. Commun. 204
(2016) 209.

Nature of problem: The present Open Multi-Processing (OpenMP) Fortran programs, optimized for use
with commercially-licensed Intel Fortran and free open-source GNU Fortran compilers, solve the time-
dependent nonlinear partial differential (GP) equation for a trapped Bose-Einstein condensate in one
(1d), two (2d), and three (3d) spatial dimensions for six different trap symmetries: axially and radially
symmetric traps in 3d, circularly symmetric traps in 2d, fully isotropic (spherically symmetric) and fully
anisotropic traps in 2d and 3d, as well as 1d traps, where no spatial symmetry is considered.

Solution method: We employ the split-step Crank-Nicolson algorithm to discretize the time-dependent
GP equation in space and time. The discretized equation is then solved by imaginary- or real-time
propagation, employing adequately small space and time steps, to yield the solution of stationary and
non-stationary problems, respectively.
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Reasons for the new version: Previously published Fortran programs [ 1,2] have now become popular tools
[3] for solving the GP equation. These programs have been translated to the C programming language [4]
and later extended to the more complex scenario of dipolar atoms [5]. Now virtually all computers have
multi-core processors and some have motherboards with more than one physical computer processing
unit (CPU), which may increase the number of available CPU cores on a single computer to several tens.
The C programs have been adopted to be very fast on such multi-core modern computers using general-
purpose graphic processing units (GPGPU) with Nvidia CUDA and computer clusters using Message
Passing Interface (MPI) [6]. Nevertheless, previously developed Fortran programs are also commonly used
for scientific computation and most of them use a single CPU core at a time in modern multi-core laptops,
desktops, and workstations. Unless the Fortran programs are made aware and capable of making efficient
use of the available CPU cores, the solution of even a realistic dynamical 1d problem, not to mention the
more complicated 2d and 3d problems, could be time consuming using the Fortran programs. Previously,
we published auto-parallel Fortran programs [2] suitable for Intel (but not GNU) compiler for solving the
GP equation. Hence, a need for the full OpenMP version of the Fortran programs to reduce the execution
time cannot be overemphasized. To address this issue, we provide here such OpenMP Fortran programs,
optimized for both Intel and GNU Fortran compilers and capable of using all available CPU cores, which
can significantly reduce the execution time.

Summary of revisions: Previous Fortran programs [ 1] for solving the time-dependent GP equation in 1d, 2d,
and 3d with different trap symmetries have been parallelized using the OpenMP interface to reduce the
execution time on multi-core processors. There are six different trap symmetries considered, resulting in
six programs for imaginary-time propagation and six for real-time propagation, totaling to 12 programs
included in BEC-GP-OMP-FOR software package.

All input data (number of atoms, scattering length, harmonic oscillator trap length, trap anisotropy,
etc.) are conveniently placed at the beginning of each program, as before [2]. Present programs introduce
a new input parameter, which is designated by Number_of_Threads and defines the number of CPU
cores of the processor to be used in the calculation. If one sets the value 0 for this parameter, all available
CPU cores will be used. For the most efficient calculation it is advisable to leave one CPU core unused for
the background system’s jobs. For example, on a machine with 20 CPU cores such that we used for testing,
it is advisable to use up to 19 CPU cores. However, the total number of used CPU cores can be divided into
more than one job. For instance, one can run three simulations simultaneously using 10, 4, and 5 CPU
cores, respectively, thus totaling to 19 used CPU cores on a 20-core computer.

The Fortran source programs are located in the directory src, and can be compiled by the make
command using the makefile in the root directory BEC-GP-OMP-FOR of the software package. The
examples of produced output files can be found in the directory output, although some large density
files are omitted, to save space. The programs calculate the values of actually used dimensionless
nonlinearities from the physical input parameters, where the input parameters correspond to the identical
nonlinearity values as in the previously published programs [1], so that the output files of the old
and new programs can be directly compared. The output files are conveniently named such that their
contents can be easily identified, following the naming convention introduced in Ref. [2]. For example,
a file named <code>-out.txt, where <code> is a name of the individual program, represents
the general output file containing input data, time and space steps, nonlinearity, energy and chemical
potential, and was named fort.7 in the old Fortran version of programs [1]. A file named <code>-
den.txt is the output file with the condensate density, which had the names fort.3 and fort.4
in the old Fortran version [1] for imaginary- and real-time propagation programs, respectively. Other
possible density outputs, such as the initial density, are commented out in the programs to have a
simpler set of output files, but users can uncomment and re-enable them, if needed. In addition, there
are output files for reduced (integrated) 1d and 2d densities for different programs. In the real-time
programs there is also an output file reporting the dynamics of evolution of root-mean-square sizes
after a perturbation is introduced. The supplied real-time programs solve the stationary GP equation,
and then calculate the dynamics. As the imaginary-time programs are more accurate than the real-time
programs for the solution of a stationary problem, one can first solve the stationary problem using the
imaginary-time programs, adapt the real-time programs to read the pre-calculated wave function and
then study the dynamics. In that case the parameter NSTP in the real-time programs should be set to
zero and the space mesh and nonlinearity parameters should be identical in both programs. The reader
is advised to consult our previous publication where a complete description of the output files is given
[2]. A readme. txt file, included in the root directory, explains the procedure to compile and run the
programs.

We tested our programs on a workstation with two 10-core Intel Xeon E5-2650 v3 CPUs. The
parameters used for testing are given in sample input files, provided in the corresponding directory
together with the programs. In Table 1 we present wall-clock execution times for runs on 1, 6, and 19
CPU cores for programs compiled using Intel and GNU Fortran compilers. The corresponding columns
“Intel speedup” and “GNU speedup” give the ratio of wall-clock execution times of runs on 1 and 19 CPU
cores, and denote the actual measured speedup for 19 CPU cores. In all cases and for all numbers of CPU
cores, although the GNU Fortran compiler gives excellent results, the Intel Fortran compiler turns out to
be slightly faster. Note that during these tests we always ran only a single simulation on a workstation at a
time, to avoid any possible interference issues. Therefore, the obtained wall-clock times are more reliable
than the ones that could be measured with two or more jobs running simultaneously. We also studied
the speedup of the programs as a function of the number of CPU cores used. The performance of the
Intel and GNU Fortran compilers is illustrated in Fig. 1, where we plot the speedup and actual wall-clock
times as functions of the number of CPU cores for 2d and 3d programs. We see that the speedup increases
monotonically with the number of CPU cores in all cases and has large values (between 10 and 14 for 3d
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programs) for the maximal number of cores. This fully justifies the development of OpenMP programs,
which enable much faster and more efficient solving of the GP equation. However, a slow saturation in
the speedup with the further increase in the number of CPU cores is observed in all cases, as expected.
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Fig. 1. (a) Speedup for 2d and 3d programs compiled with the Intel (I) and GNU (G) Fortran compilers as a function of the number of CPU cores, measured on a workstation
with two Intel Xeon E5-2650 v3 CPUs. (b) Wall-clock execution time (in seconds) of 2d and 3d programs compiled with the Intel (I) and GNU (G) Fortran compilers as a

function of the number of CPU cores.
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Fig. 2. Speedup of real2d-th program, compiled with the Intel Fortran 90 compiler and executed on 19 CPU cores on a workstation with two Intel Xeon E5-2650 v3 CPUs, as
a function of the number of spatial discretization points NX=NY.

Table 1

Wall-clock execution times (in seconds) for runs with 1, 6, and 19 CPU cores of different pro-
grams using the Intel Fortran (ifort)and GNU Fortran (gf ortran) compilers on a workstation
with two Intel Xeon E5-2650 v3 CPUs, with a total of 20 CPU cores, and the obtained speedups
for 19 CPU cores.

# of cores 1 1 6 6 19 19 19 19

Fortran Intel GNU Intel GNU Intel GNU Intel GNU
time time time time time time speedup  speedup

imag1d 52 60 22 22 20 22 2.6 2.7
imagcir 22 30 14 15 14 15 1.6 2.0

imagsph 24 30 12 15 12 14 24 2.1
realld 205 345 76 108 62 86 33 4.0
realcir 145 220 55 73 48 59 3.0 3.7
realsph 155 250 57 76 46 61 34 2.7
imag2d 255 415 52 84 27 40 9.4 10.4
imagaxi 260 435 62 105 30 55 8.7 7.9
real2d 325 525 74 107 32 50 10.1 10.5
realaxi 160 265 35 49 16 24 10.0 11.0
imag3d 2080 2630 370 550 200 250 104 10.5

real3d 19500 26000 3650 5600 1410 2250 138 116
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The speedup tends to increase for programs in higher dimensions, as they become more complex and
have to process more data. This is why the speedups of the supplied 2d and 3d programs are larger than
those of 1d programs. Also, for a single program the speedup increases with the size of the spatial grid, i.e.,
with the number of spatial discretization points, since this increases the amount of calculations performed
by the program. To demonstrate this, we tested the supplied real2d-th program and varied the number
of spatial discretization points NX=NY from 20 to 1000. The measured speedup obtained when running
this program on 19 CPU cores as a function of the number of discretization points is shown in Fig. 2. The
speedup first increases rapidly with the number of discretization points and eventually saturates.
Additional comments: Example inputs provided with the programs take less than 30 minutes to run on a
workstation with two Intel Xeon E5-2650 v3 processors (2 QPI links, 10 CPU cores, 25 MB cache, 2.3 GHz).

© 2017 Elsevier B.V. All rights reserved.
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We present new version of previously published Fortran and C programs for solving the Gross-Pitaevskii
equation for a Bose-Einstein condensate with contact interaction in one, two and three spatial dimensions
inimaginary and real time, yielding both stationary and non-stationary solutions. To reduce the execution
time on multicore processors, new versions of parallelized programs are developed using Open Multi-
Processing (OpenMP) interface. The input in the previous versions of programs was the mathematical
quantity nonlinearity for dimensionless form of Gross-Pitaevskii equation, whereas in the present
programs the inputs are quantities of experimental interest, such as, number of atoms, scattering length,
oscillator length for the trap, etc. New output files for some integrated one- and two-dimensional densities
of experimental interest are given. We also present speedup test results for the new programs.

New version program summary

Program title: BEC-GP-OMP package, consisting of: (i) imagld, (ii) imag2d, (iii) imag3d, (iv) imagaxi,
(v) imagcir, (vi) imagsph, (vii) real1d, (viii) real2d, (ix) real3d, (x) realaxi, (xi) realcir, (xii) realsph.
Catalogue identifier: AEDU_v4_0.

Program Summary URL: http://cpc.cs.qub.ac.uk/summaries/AEDU_v4_0.html

Program obtainable from: CPC Program Library, Queen’s University of Belfast, N. Ireland.

Licensing provisions: Apache License 2.0

No. of lines in distributed program, including test data, etc.: 130308.

No. of bytes in distributed program, including test data, etc.: 929062.

Distribution format: tar.gz.

Programming language: OpenMP C; OpenMP Fortran.

Computer: Any multi-core personal computer or workstation.

Operating system: Linux and Windows.

RAM: 1 GB.

Number of processors used: All available CPU cores on the executing computer.

Classification: 2.9, 4.3, 4.12.

Catalogue identifier of previous version: AEDU_v1_0, AEDU_v2_0.

Journal reference of previous version: Comput. Phys. Commun. 180 (2009) 1888; ibid. 183 (2012) 2021.

Does the new version supersede the previous version?: No. It does supersedes versions AEDU_v1_0 and
AEDU_v2_0, but not AEDU_v3_0, which is MPI-parallelized version.

E-mail addresses: luisevery@gmail.com (L.E. Young-S.), dusan.vudragovic@ipb.ac.rs (D. Vudragovi¢), anand@cnld.bdu.ac.in (P. Muruganandam), adhikari@ift.unesp.br
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Nature of problem: The present OpenMP Fortran and C programs solve the time-dependent nonlinear
partial differential Gross-Pitaevskii (GP) equation for a Bose-Einstein condensate in one (1D), two (2D),
and three (3D) spatial dimensions in a harmonic trap with six different symmetries: axial- and radial-
symmetry in 3D, circular-symmetry in 2D, and fully anisotropic in 2D and 3D.

Solution method: The time-dependent GP equation is solved by the split-step Crank-Nicolson method by
discretizing in space and time. The discretized equation is then solved by propagation, in either imaginary
or real time, over small time steps. The method yields the solution of stationary and/or non-stationary
problems.

Reasons for the new version: Previously published Fortran and C programs [ 1,2] for solving the GP equation
are recently enjoying frequent usage [3] and application to a more complex scenario of dipolar atoms [4].
They are also further extended to make use of general purpose graphics processing units (GPGPU) with
Nvidia CUDA [5], as well as computer clusters using Message Passing Interface (MPI) [6]. However, a
vast majority of users use single-computer programs, with which the solution of a realistic dynamical
1D problem, not to mention the more complicated 2D and 3D problems, could be time consuming.
Now practically all computers have multicore processors, ranging from 2 up to 18 and more CPU cores.
Some computers include motherboards with more than one physical CPU, further increasing the possible
number of available CPU cores on a single computer to several tens. The present programs are parallelized
using OpenMP over all the CPU cores and can significantly reduce the execution time. Furthermore, in the
old version of the programs [ 1,2] the inputs were based on the mathematical quantity nonlinearity for the
dimensionless form of the GP equation. The inputs for the present versions of programs are given in terms
of phenomenological variables of experimental interest, as in Refs. [4,5], i.e., number of atoms, scattering
length, harmonic oscillator length of the confining trap, etc. Also, the output files are given names which
make identification of their contents easier, as in Refs. [4,5]. In addition, new output files for integrated
densities of experimental interest are provided, and all programs were thoroughly revised to eliminate
redundancies.

Summary of revisions: Previous Fortran [1] and C [2] programs for the solution of time-dependent GP
equation in 1D, 2D, and 3D with different trap symmetries have been modified to achieve two goals.
First, they are parallelized using OpenMP interface to reduce the execution time in multicore processors.
Previous C programs [2] had OpenMP-parallelized versions of 2D and 3D programs, together with the
serial versions, while here all programs are OpenMP-parallelized. Secondly, the programs now have input
and output files with quantities of phenomenological interest. There are six trap symmetries and both in
C and in Fortran there are twelve programs, six for imaginary-time propagation and six for real-time
propagation, totaling to 24 programs. In 3D, we consider full radial symmetry, axial symmetry and full
anisotropy. In 2D, we consider circular symmetry and full anisotropy. The structure of all programs is
similar.

For the Fortran programs the input data (number of atoms, scattering length, harmonic oscillator trap
length, trap anisotropy, etc.) are conveniently placed at the beginning of each program. For the C programs
the input data are placed in separate input files, examples of which can be found in a directory named
input. The examples of output files for both Fortran and C programs are placed in the corresponding
directories called output. The programs then calculate the dimensionless nonlinearities actually used in
the calculation. The provided programs use physical input parameters that give identical nonlinearity
values as the previously published programs [1,2], so that the output files of the old and new programs
can be directly compared. The output files are conveniently named so that their contents can be easily
identified, following Refs. [4,5]. For example, file named <code>-out.txt, where <code> is a name of the
individual program, is the general output file containing input data, time and space steps, nonlinearity,
energy and chemical potential, and was named fort.7 in the old Fortran version. The file <code>-den.txt
is the output file with the condensate density, which had the names fort.3 and fort.4 in the old Fortran
version for imaginary- and real-time propagation, respectively. Other density outputs, such as the initial
density, are commented out to have a simpler set of output files. The users can re-introduce those by
taking out the comment symbols, if needed.

Table 1

Wall-clock execution times (in seconds) for runs with 1, 6 and 20 CPU cores with different programs using the Intel
Fortran ifort (F-1, F-6 and F-20, respectively) and Intel C icc (C-1, C-6 and C-20, respectively) compilers using a
workstation with two Intel Xeon E5-2650 v3 CPUs, with a total of 20 CPU cores, and obtained speedups (speedup-
F = F-1/F-20, -speedupC = C-1/C-20) for 20 CPU cores.

F-1 F-6 F-20 speedup-F C-1 C-6 C-20 speedup-C
imag1d 32 26 26 1.2 45 28 27 1.7
imagcir 15 15 15 1.0 21 15 15 14
imagsph 12 12 12 1.0 19 12 10 1.9
realld 194 84 72 2.7 304 110 98 3.1
realcir 132 62 57 23 182 78 64 2.8
realsph 119 68 67 1.8 191 76 61 3.1
imag2d 190 66 52 3.7 394 77 33 119
imagaxi 240 74 56 43 499 113 55 9.1
real2d 269 70 47 57 483 96 35 13.8
realaxi 132 37 25 5.3 237 51 22 10.8
imag3d 1682 472 366 4.6 2490 545 202 123

real3d 15,479 3494 2082 7.4 22,228 4558 1438 15.5
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Fig. 1. (a) Speedup of the C and Fortran (F) imag3d programs as a function of the number of CPU cores, measured in a workstation with two Intel Xeon E5-2650 v3 CPUs.
The speedup for the run with N CPU cores was calculated as the ratio between wall-clock execution times with one and N CPU cores. (b) Wall-clock time of the same runs
as a function of the number of CPU cores.

Also, some new output files are introduced in this version of programs. The files <code>-rms.txt are
the output files with values of root-mean-square (rms) sizes in the multi-variable cases. There are new
files with integrated densities, such as imag2d-den1d_x.txt, where the first part (imag2d) denotes that
the density was calculated with the 2D program imag2d, and the second part (den1d_x) stands for the 1D
density in the x-direction, obtained after integrating out the 2D density |¢(x, y)|? in the x-y plane over
y-coordinate,

o0
mot = [ e P (1)
—0Q

Similarly, imag3d-den1d_x.txt and real3d-den1d_x.txt represent 1D densities from a 3D calculation ob-
tained after integrating out the 3D density |¢(x, ¥, z)|* over y- and z-coordinate. The files imag3d-
den2d_xy.txt and real3d-den2d_xy.txt are the integrated 2D densities in the x-y plane from a 3D calcu-
lation obtained after integrating out the 3D density over the z-coordinate, and similarly for other output
files. Again, calculation and saving of these integrated densities is commented out in the programs, and
can be activated by the user, if needed.

In real-time propagation programs there are additional results for the dynamics saved in files, such
as real2d-dyna.txt, where the first column denotes time, the second, third and fourth columns display
rms sizes for the x-, y-, and r-coordinate, respectively. The dynamics is generated by multiplying the
nonlinearity with a pre-defined factor during the NRUN iterations, and starting with the wave function
calculated during the NPAS iterations. Such files were named fort.8 in the old Fortran versions of programs.
There are similar files in the 3D real-time programs as well.

Often it is needed to get a precise stationary state solution by imaginary-time propagation and then
use it in the study of dynamics using real-time propagation. For that purpose, if the integer number NSTP
is set to zero in real-time propagation, the density obtained in the imaginary-time simulation is used as
initial wave function for real-time propagation, as in Refs. [4,5]. In addition, at the end of output files
<code>-out.txt, we have introduced two new outputs, wall-clock execution time and CPU time for each
run.

We tested our programs on a workstation with two 10-core Intel Xeon E5-2650 v3 CPUs, and present
results for all programs compiled with the Intel compiler. In Table 1 we show different wall-clock execu-
tion times for runs on 1, 6 and 20 CPU cores for Fortran and C. The corresponding columns “speedup-F”
and “speedup-C” give the ratio of wall-clock execution times of runs on 1 and 20 CPU cores, and denote
the actual measured speedup for 20 CPU cores. For the programs with effectively one spatial variable, the
Fortran programs turn out to be quicker for small number of cores, whereas for larger number of CPU cores
and for the programs with three spatial variables the C programs are faster. We also studied the speedup
of the programs as a function of the number of available CPU cores. The performance for the imag3d For-
tran and C programs is illustrated in Fig. 1(a) and (b), where we plot the speedup and actual wall-clock
time of the imag3d C and Fortran programs as a function of number of CPU cores in a workstation with two
Intel Xeon E5-2650 v3 CPUs, with a total of 20 CPU cores. The plot in Fig. 1(a) shows that the C program
parallelizes more efficiently than the Fortran program. However, as the wall-clock time in Fortran for a
single CPU core is less than that in C, the wall-clock times in both cases are comparable, viz. Fig. 1(b). A
saturation of the speedup with the increase of the number of CPU cores is expected in all cases. However,
the saturation is attained quicker in Fortran than in C programs, and therefore the use of C programs could
be recommended for larger number of CPU cores. For a small number of CPU cores the Fortran programs
should be preferable. For example, from Table 1 we see that for 6 CPU cores the Fortran programs are faster
than the C programs. In Fig. 1(a) the saturation of the speedup of the Fortran program is achieved for ap-
proximately 10 CPU cores, when the wall-clock time of the C program crosses that of the Fortran program.

Additional comments:

This package consists of 24 programs, see Program title above. For the particular purpose of each program,
please see descriptions below.

Running time:

Example inputs provided with the programs take less than 30 min in a workstation with two Intel Xeon
Processors E5-2650 v3, 2 QPI links, 10 CPU cores (25 MB cache, 2.3 GHz).
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Program summary (i), (v), (vi), (vii), (xi), (xii)
Program title: imag1d, imagcir, imagsph, real1d, realcir, realsph.

Title of electronic files in C: (imag1d.c and imag1d.h), (imagcir.c and imagcir.h), (imagsph.c and imagsph.h),
(realld.c and real1d.h), (realcir.c and realcir.h), (realsph.c and realsph.h).

Title of electronic files in Fortran 90: imag1d.f90, imagcir.f90, imagsph.f90, real1d.f90, realcir.f90,
realsph.f90.

Maximum RAM memory: 1 GB for the supplied programs.
Programming language used: OpenMP C and Fortran 90.
Typical running time: Minutes on a modern four-core PC.

Nature of physical problem: These programs are designed to solve the time-dependent nonlinear partial
differential GP equation in one spatial variable.

Method of solution: The time-dependent GP equation is solved by the split-step Crank-Nicolson method
by discretizing in space and time. The discretized equation is then solved by propagation in imaginary
time over small time steps. The method yields the solution of stationary problems.

Program summary (ii), (iv), (viii), (x)

Program title: imag2d, imagaxi, real2d, realaxi.

Title of electronic files in C: (imag2d.c and imag2d.h), (imagaxi.c and imagaxi.h), (real2d.c and real2d.h),
(realaxi.c and realaxi.h).

Title of electronic files in Fortran 90: imag2d.f90, imagaxi.fo0, real2d.f90, realaxi.f90.
Maximum RAM memory: 1 GB for the supplied programs.

Programming language used: OpenMP C and Fortran 90.

Typical running time: Hour on a modern four-core PC.

Nature of physical problem: These programs are designed to solve the time-dependent nonlinear partial
differential GP equation in two spatial variables.

Method of solution: The time-dependent GP equation is solved by the split-step Crank-Nicolson method
by discretizing in space and time. The discretized equation is then solved by propagation in imaginary
time over small time steps. The method yields the solution of stationary problems.

Program summary (iii), (ix)

Program title: imag3d, real3d.

Title of electronic files in C: (imag3d.c and imag3d.h), (real3d.c and real3d.h).
Title of electronic files in Fortran 90: imag3d.f90, real3d.f90.

Maximum RAM memory: 1 GB for the supplied programs.

Programming language used: OpenMP C and Fortran 90.

Typical running time: Few hours on a modern four-core PC.

Nature of physical problem: These programs are designed to solve the time-dependent nonlinear partial
differential GP equation in three spatial variables.

Method of solution: The time-dependent GP equation is solved by the split-step Crank-Nicolson method
by discretizing in space and time. The discretized equation is then solved by propagation in imaginary
time over small time steps. The method yields the solution of stationary problems.

© 2016 Elsevier B.V. All rights reserved.
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Acknowledgments

L.E.Y.-S. acknowledges support by the FAPESP of Brazil under
project 2012/21871-7 and 2014/16363-8. D.V. and A.B. acknowl-
edge support by the Ministry of Education, Science, and Tech-
nological Development of the Republic of Serbia under projects
011611005, ON171017 and I1143007. P.M. acknowledges support
by the Science and Engineering Research Board, Department
of Science and Technology, Government of India under project
No. EMR/2014/000644. S.K.A. acknowledges support by the CNPq
of Brazil under project 303280/2014-0, and by the FAPESP of Brazil
under project 2012/00451-0.

References

[1] P. Muruganandam, S.K. Adhikari, Comput. Phys. Commun. 180 (2009) 1888.
[2] D. Vudragovi¢, 1. Vidanovi¢, A. BalaZ, P. Muruganandam, S.K. Adhikari, Comput.
Phys. Commun. 183 (2012) 2021.

L. Vasi¢, A. Balaz, (2016) e-print arXiv:1602.03538;

T. Khellil, A. Balaz, A. Pelster, New J. Phys. (2016) e-print arXiv:1510.04985;

T. Khellil, A. Pelster, J. Stat. Mech.-Theory Exp. (2016) e-print arXiv:1511.08882;
J. Akram, A. Pelster, Phys. Rev. A 93 (2016) 023606;

J. Akram, A. Pelster, Phys. Rev. A 93 (2016) 033610;

T. Mithun, K. Porsezian, B. Dey, Phys. Rev. A 93 (2016) 013620;

L. Salasnich, S.K. Adhikari, Acta Phys. Pol. A 128 (2015) 979;

Y.H. Wang, A. Kumar, F. Jendrzejewski, R.M. Wilson, M. Edwards, S. Eckel, G.K.
Campbell, C.W. Clark, New ]. Phys. 17 (2015) 125012;

J.B. Sudharsan, R. Radha, H. Fabrelli, A. Gammal, B.A. Malomed, Phys. Rev. A 92
(2015) 053601;

V.S. Bagnato, D.J. Frantzeskakis, P.G. Kevrekidis, B.A. Malomed, D. Mihalache,
Rom. Rep. Phys. 67 (2015) 5;

K.-T. Xi, J. Li, D.-N. Shi, Phys. B 459 (2015) 6;

H.L.C. Couto, W.B. Cardoso, J. Phys. B: At. Mol. Opt. Phys. 48 (2015) 025301;

E. Chiquillo, J. Phys. A: Math. Theor. 48 (2015) 475001;

S. Sabari, C.P. Jisha, K. Porsezian, V.A. Brazhnyi, Phys. Rev. E 92 (2015) 032905;
W. Wen, T.K. Shui, Y.F. Shan, C.P. Zhuy, ]. Phys. B: At. Mol. Opt. Phys. 48 (2015)
175301;

P. Das, P.K. Panigrahi, Laser Phys. 25 (2015) 125501;



L.E. Young-S. et al. / Computer Physics Communications 204 (2016) 209-213 213

Y.S. Wang, S.T. Ji, Y.E. Luo, Z.Y. Li, ]. Korean. Phys. Soc. 67 (2015) L1504;

S.K. Adhikari, J. Phys. B: At. Mol. Opt. Phys. 48 (2015) 165303;

F.I. Moxley III, T. Byrnes, B. Ma, Y. Yan, W. Dai, J. Comput. Phys. 282 (2015) 303;
S.K. Adhikari, Phys. Rev. E 92 (2015) 042926;

R.R. Sakhel, A.R. Sakhel, H.B. Ghassib, Physica B 478 (2015) 68;

S. Gautam, S.K. Adhikari, Phys. Rev. A 92 (2015) 023616;

D. Novoa, D. Tommasini, J.A. N6voa-Lopez, Phys. Rev. E 91 (2015) 012904;

S. Gautam, S.K. Adhikari, Laser Phys. Lett. 12 (2015) 045501;

K.-T. Xi, J. Li, D.-N. Shi, Physica B 459 (2015) 6;

S. Gautam, S.K. Adhikari, Phys. Rev. A 91 (2015) 013624;

A.L Nicolin, M.C. Raportaru, A. BalaZ, Rom. Rep. Phys. 67 (2015) 143;

S. Gautam, S.K. Adhikari, Phys. Rev. A 91 (2015) 063617;

E.J.M. Madarassy, V.T. Toth, Phys. Rev. D 91 (2015) 044041;

X. Antoine, R. Duboscq, Comput. Phys. Commun. 185 (2014) 2969;

S.K. Adhikari, L.E. Young-S, . Phys. B: At. Mol. Opt. Phys. 47 (2014) 015302;

K. Manikandan, P. Muruganandam, M. Senthilvelan, M. Lakshmanan, Phys. Rev.
E 90 (2014) 062905;

S.K. Adhikari, Phys. Rev. A 90 (2014) 055601;

A. Balaz, R. Paun, A.lL Nicolin, S. Balasubramanian, R. Ramaswamy, Phys. Rev. A
89 (2014) 023609;

S.K. Adhikari, Phys. Rev. A 89 (2014) 013630;

J. Luo, Commun. Nonlinear Sci. Numer. Simul. 19 (2014) 3591;

S.K. Adhikari, Phys. Rev. A 89 (2014) 043609;

K.-T. Xi, J. Li, D.-N. Shi, Physica B 436 (2014) 149;

M.C. Raportaru, J. Jovanovski, B. Jakimovski, D. Jakimovski, A. Mishev, Rom. ].
Phys. 59 (2014) 677;

S. Gautam, S.K. Adhikari, Phys. Rev. A 90 (2014) 043619;

Al Nicolin, A. Balaz, ].B. Sudharsan, R. Radha, Rom. J. Phys. 59 (2014) 204;

K. Sakkaravarthi, T. Kanna, M. Vijayajayanthi, M. Lakshmanan, Phys. Rev. E 90
(2014) 052912;

S.K. Adhikari, J. Phys. B: At. Mol. Opt. Phys. 47 (2014) 225304;

R.K. Kumar, P. Muruganandam, Numerical studies on vortices in rotating dipolar
Bose-Einstein condensates, in: Proceedings of the 22nd International Laser
Physics Workshop, J. Phys. Conf. Ser. 497 (2014) 012036;

AL Nicolin, 1. Rata, Density waves in dipolar Bose-Einstein condensates by
means of symbolic computations, in: High-Performance Computing Infrastruc-
ture for South East Europe’s Research Communities: Results of the HP-SEE User
Forum 2012, in: Springer Series: Modeling and Optimization in Science and
Technologies, vol. 2, 2014, p. 15;

S.K. Adhikari, Phys. Rev. A 89 (2014) 043615;

R.K. Kumar, P. Muruganandam, Eur. Phys. ]. D 68 (2014) 289;

1. Vidanovié, N.J. van Druten, M. Haque, New J. Phys. 15 (2013) 035008;
S.Balasubramanian, R. Ramaswamy, A.L Nicolin, Rom. Rep. Phys. 65 (2013) 820;
L.E. Young-S, S.K. Adhikari, Phys. Rev. A 87 (2013) 013618;

H. Al-Jibbouri, I. Vidanovi¢, A. Balaz, A. Pelster, ]. Phys. B: At. Mol. Opt. Phys. 46
(2013) 065303;

X. Antoine, W. Bao, C. Besse, Comput. Phys. Commun. 184 (2013) 2621;

B. Nikoli¢, A. Balaz, A. Pelster, Phys. Rev. A 88 (2013) 013624;

H. Al-Jibbouri, A. Pelster, Phys. Rev. A 88 (2013) 033621;

S.K. Adhikari, Phys. Rev. A 88 (2013) 043603;

J.B. Sudharsan, R. Radha, P. Muruganandam, J. Phys. B: At. Mol. Opt. Phys. 46
(2013) 155302;

R.R. Sakhel, A.R. Sakhel, H.B. Ghassib, J. Low Temp. Phys. 173 (2013) 177;

E.J.M. Madarassy, V.T. Toth, Comput. Phys. Commun. 184 (2013) 1339;

RK. Kumar, P. Muruganandam, B.A. Malomed, J. Phys. B: At. Mol. Opt. Phys. 46
(2013) 175302;

W. Bao, Q. Tang, Z. Xu, J. Comput. Phys. 235 (2013) 423;

A.L Nicolin, Proc. Rom. Acad. Ser. A-Math. Phys. 14 (2013) 35;

R.M. Caplan, Comput. Phys. Commun. 184 (2013) 1250;

S.K. Adhikari, ]. Phys. B: At. Mol. Opt. Phys. 46 (2013) 115301;

Z. Marojevi¢, E. Goklii, C. Limmerzahl, Comput. Phys. Commun. 184 (2013)
1920;
L.E. Young-S, S.K. Adhikari, Phys. Rev. A 86 (2012) 063611;

S.K. Adhikari, J. Phys. B: At. Mol. Opt. Phys. 45 (2012) 235303.

[4] R. Kishor Kumar, L.E. Young-S, D. Vudragovi¢, A. Balaz, P. Muruganandam, S.K.

Adhikari, Comput. Phys. Commun. 195 (2015) 117.

[5] V. Loncar, A. Balaz, A. Bogojevi¢, S. Skrbi¢, P. Muruganandam, S.K. Adhikari,

Comput. Phys. Commun. 200 (2016) 406.

[6] B.Satarié, V. Slavni¢, A. Beli¢, A. BalaZ, P. Muruganandam, S.K. Adhikari, Comput.

Phys. Commun. 200 (2016) 411.



Computer Physics Communications 195 (2015) 117-128

Computer Physics Communications

. . . . =
Contents lists available at ScienceDirect COMPUNER BHISIOE

CORSMLNICATIORS
SPWALA =01

journal homepage: www.elsevier.com/locate/cpc

Fortran and C programs for the time-dependent dipolar
Gross—Pitaevskii equation in an anisotropic trap”

@ CrossMark

R. Kishor Kumar?, Luis E. Young-S.”, Dusan Vudragovi¢®, Antun BalaZ ¢,
Paulsamy Muruganandam ¢, S.K. Adhikari ™*

2 Instituto de Fisica, Universidade de Sdo Paulo, 05508-090 Sdo Paulo, SP, Brazil

b Instituto de Fisica Teérica, UNESP — Universidade Estadual Paulista, 01.140-070 Sdo Paulo, Sdo Paulo, Brazil

¢ Scientific Computing Laboratory, Institute of Physics Belgrade, University of Belgrade, Pregrevica 118, 11080 Belgrade, Serbia
4 School of Physics, Bharathidasan University, Palkalaiperur Campus, Tiruchirappalli — 620024, Tamil Nadu, India

ARTICLE INFO

ABSTRACT

Article history:

Received 27 May 2014
Received in revised form

4 March 2015

Accepted 30 March 2015
Available online 25 April 2015

Keywords:

Bose-Einstein condensate
Gross-Pitaevskii equation

Split-step Crank-Nicolson scheme
Real- and imaginary-time propagation
Fortran and C programs

Dipolar atoms

Many of the static and dynamic properties of an atomic Bose-Einstein condensate (BEC) are usually
studied by solving the mean-field Gross-Pitaevskii (GP) equation, which is a nonlinear partial differential
equation for short-range atomic interaction. More recently, BEC of atoms with long-range dipolar atomic
interaction are used in theoretical and experimental studies. For dipolar atomic interaction, the GP
equation is a partial integro-differential equation, requiring complex algorithm for its numerical solution.
Here we present numerical algorithms for both stationary and non-stationary solutions of the full three-
dimensional (3D) GP equation for a dipolar BEC, including the contact interaction. We also consider the
simplified one- (1D) and two-dimensional (2D) GP equations satisfied by cigar- and disk-shaped dipolar
BECs. We employ the split-step Crank-Nicolson method with real- and imaginary-time propagations,
respectively, for the numerical solution of the GP equation for dynamic and static properties of a dipolar
BEC. The atoms are considered to be polarized along the z axis and we consider ten different cases,
e.g., stationary and non-stationary solutions of the GP equation for a dipolar BEC in 1D (along x and z
axes), 2D (in x-y and x-z planes), and 3D, and we provide working codes in Fortran 90/95 and C for these
ten cases (twenty programs in all). We present numerical results for energy, chemical potential, root-
mean-square sizes and density of the dipolar BECs and, where available, compare them with results of
other authors and of variational and Thomas-Fermi approximations.
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1. Introduction

After the experimental realization of atomic Bose-Einstein con-
(http://www.sciencedirect. densate (BEC) of alkali-metal and some other atoms, there has
been a great deal of theoretical activity in studying the stat-
ics and dynamics of the condensate using the mean-field time-
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dependent Gross-Pitaevskii (GP) equation under different trap
symmetries [1]. The GP equation in three dimensions (3D) is a



118 R. Kishor Kumar et al. / Computer Physics Communications 195 (2015) 117-128

nonlinear partial differential equation in three space variables and
a time variable and its numerical solution is indeed a difficult task
specially for large nonlinearities encountered in realistic experi-
mental situations [2]. Very special numerical algorithms are nec-
essary for its precise numerical solution. In the case of alkali-metal
atoms the atomic interaction in dilute BEC is essentially of short-
range in nature and is approximated by a contact interaction and
at zero temperature is parametrized by a single parameter in a
dilute BEC — the s-wave atomic scattering length. Under this ap-
proximation the atomic interaction is represented by a cubic non-
linearity in the GP equation. Recently, we published the Fortran [3]
and C [4] versions of useful programs for the numerical solution
of the time-dependent GP equation with cubic nonlinearity under
different trap symmetries using split-step Crank-Nicolson scheme
and real- and imaginary-time propagations. Since then, these pro-
grams enjoyed widespread use [5].

More recently, there has been experimental observation of BEC
of 2Cr[6], 154Dy [7] and '®3Er [8] atoms with large magnetic dipole
moments. In this paper, for all trap symmetries the dipolar atoms
are considered to be polarized along the z axis. In these cases the
atomic interaction has a long-range dipolar counterpart in addition
to the usual contact interaction. The s-wave contact interaction is
local and spherically symmetric, whereas the dipolar interaction
acting in all partial waves is nonlocal and asymmetric. The
resulting GP equation in this case is a partial integro-differential
equation and special algorithms are required for its numerical
solution. Different approaches to the numerical solution of the
dipolar GP equation have been suggested [9-14]. Yi and You [10]
solve the dipolar GP equation for axially-symmetric trap while they
perform the angular integral of the dipolar term, thus reducing it
to one in axial (z, z’) and radial (p, p’) variables involving standard
Elliptical integrals. The dipolar term is regularized by a cut-off
at small distances and then evaluated numerically. The dipolar
GP equation is then solved by imaginary-time propagation. Goral
and Santos [11] treat the dipolar term by a convolution theorem
without approximation, thus transforming it to an inverse Fourier
transformation (FT) of a product of the FT of the dipolar potential
and the condensate density. The FT and inverse FT are then
numerically evaluated by standard fast Fourier transformation
(FFT) routines in Cartesian coordinates. The ground state of
the system is obtained by employing a standard split-operator
technique in imaginary time. This approach is used by some
others [15]. Ronen et al. perform the angular integral in the dipolar
term using axial symmetry. To evaluate it, in stead of FT in x, y, and
z [11], they use Hankel transformation in the radial p variable and
FT in the axial z variable. The ground state wave function is then
obtained by imaginary-time propagation and dynamics by real-
time propagation. This approach is also used by some others [16].
Bao et al. use Euler sine pseudospectral method for computing the
ground states and a time-splitting sine pseudospectral method for
computing the dynamics of dipolar BECs [9]. Blakie et al. solve the
projected dipolar GP equation using a Hermite polynomial-based
spectral representation [13]. Lahaye et al. use FT in x, y, and z to
evaluate the dipolar term and employ imaginary- and real-time
propagation after Crank-Nicolson discretization for stationary and
nonstationary solution of the dipolar GP equation [ 14].

Here we provide Fortran and C versions of programs for the
solution of the dipolar GP equation in a fully anisotropic 3D
trap by real- and imaginary-time propagation. We use split-step
Crank-Nicolson scheme for the nondipolar part as in Refs. [3,4] and
the dipolar term is treated by FT in x, y, z variables. We also present
the Fortran and C programs for reduced dipolar GP equation in one
(1D) and two dimensions (2D) appropriate for a cigar- and disk-
shaped BEC under tight radial (p) and axial (z) trapping, respec-
tively [17]. In the 1D case, we consider two possibilities: the 1D BEC
could be aligned along the polarization direction z or be aligned

perpendicular to the polarization direction along x axis. Similarly,
in the 2D case, two possibilities are considered taking the 2D plane
as x-y, perpendicular to polarization direction z or as x-z contain-
ing the polarization direction. This amounts to five different trap-
ping possibilities — two in 1D and 2D each and one in 3D - and two
solution schemes involving real- and imaginary-time propagation
resulting in ten programs each in Fortran and C.

In Section 2 we present the 3D dipolar GP equation in an
anisotropic trap. In addition to presenting the mean-field model
and a general scheme for its numerical solution in Sections 2.1
and 2.2, we also present two approximate solution schemes in
Sections 2.3 and 2.4 - Gaussian variational approximation and
Thomas-Fermi (TF) approximation - in this case. The reduced 1D
and 2D GP equations appropriate for a cigar- and a disk-shaped
dipolar BEC are next presented in Sections 2.5 and 2.6, respectively.
The details about the computer programs, and their input/output
files, etc. are given in Section 3. The numerical method and results
are given in Section 4. Finally, a brief summary is given in Section 5.

2. Gross-Pitaevskii (GP) equation for dipolar condensates in
three dimensions

2.1. The mean-field Gross—Pitaevskii equation

At ultra-low temperatures the properties of a dipolar conden-
sate of N,; atoms, each of mass m, can be described by the mean-
field GP equation with nonlocal nonlinearity of the form: [10,18]
dp(r.t) [ h? 47 h? aNy

— V24V,
o0 oy + Vigap (1) + -

ih lp(r, )]

+ Nat / Uga(r — 1) |p(x . )] dl"} ¢(r, 1), (1)

where f dr|¢(r, t)]> = 1. The trapping potential, Virap is assumed
to be fully asymmetric of the form

1
Vigap () = m (02X + w)y* + 022°)

where wy, wy and w; are the trap frequencies, a the atomic scatter-
ing length. The dipolar interaction, for magnetic dipoles, is given
by [11,16]

tofit> 1—3cos?6

Usa(R) = =~ R

; (2)

where R = r — r’ determines the relative position of dipoles
and 6 is the angle between R and the direction of polarization z,
Wo is the permeability of free space and i is the dipole moment
of the condensate atom. To compare the contact and dipolar in-
teractions, often it is useful to introduce the length scale aqq =
toft*m/ (127 1%) [6].

Convenient dimensionless parameters can be defined in terms
of a reference frequency o and the corresponding oscillator length
I = 4/h/(mw). Using dimensionless variables r = r/lLR =
R/l,a = a/l,dgq = aga/l,t = tw, X =x/Ly =y/l,Z =2z/l,¢ =
P2¢, Eq. (1) can be rewritten (after removing the overhead bar
from all the variables) as

AP(r, t 1 1
200 _ 1 1o 1 (v*%* + vy 4+ 1°2%) + 4maNy| 9|
ot 2 2
+ 3N,¢aqq f vjé’(R)w(r’,t)Pdr’]qb(r, t), 3)
with
3D 1—3cos26
Vad®) = — 5 (4)
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where y = wy/w,v = wy/®, . = w,/w. The reference frequency
 can be taken as one of the frequencies wy, w, or @, or their
geometric mean (wywy®,)'/>. In the following we shall use Eq. (3)
where we have removed the ‘bar’ from all variables.

Although we are mostly interested in the numerical solution of
Eq. (3), in the following we describe two analytical approximation
methods for its solution in the axially-symmetric case. These ap-
proximation methods - the Gaussian variational and TF approxi-
mations - provide reasonably accurate results under some limiting
conditions and will be used for comparison with the numerical re-
sults. Also, we present reduced 1D and 2D mean-field GP equations
appropriate for the description of a cigar and disk-shaped dipolar
BEC under appropriate trapping condition. The numerical solution
and variational approximation of these reduced equations will be
discussed in this paper. A brief algebraic description of these topics
are presented for the sake of completeness as appropriate for this
study. For a full description of the same the reader is referred to
the original publications.

2.2. Methodology

We perform numerical simulation of the 3D GP equation (3)
using the split-step Crank-Nicolson method described in detail
in Ref. [3]. Here we present the procedure to include the dipolar
term in that algorithm. The inclusion of the dipolar integral term
in the GP equation in coordinate space is not straightforward due to
the singular behavior of the dipolar potential at short distances. It
is interesting to note that this integral is well defined and finite.
This problem has been tackled by evaluating the dipolar term
in the momentum (k) space, where we do not face a singular
behavior. The integral can be simplified in Fourier space by means
of convolution as

/v73D / / _ dk —lkl'
/dr Vig r —)n(r’, t) _/ (27[)3 V (k)n(k t), (5)

where n(r,t) = |¢(r, t)|>. The Fourier transformation (FT) and
inverse FT, respectively, are defined by

A(r) =

AK) = / drA(r)e’", / dKA(K)e T, (6)

(2m)3
The FT of the dipole potential can be obtained analytically [19]

3k2
Vad (k) = h3D(k> 5 (172 - 1>, (7)
so that
/dr/vjc’f(r— n,t) = 4?”/ (2(:()3 e T T (KA, 1), (8)

To obtain Eq. (7), first the angular integration is performed. Then
a cut-off at small r is introduced to perform the radial integration
and eventually the zero cut-off limit is taken in the final result as
shown in Appendix A of Ref.[19]. The FT of density n(r) is evaluated
numerically by means of a standard FFT algorithm. The dipolar
integral in Eq. (3) involving the FT of density multiplied by FT of
dipolar interaction is evaluated by the convolution theorem (5).
The inverse FT is taken by means of the standard FFT algorithm.
The FFT algorithm is carried out in Cartesian coordinates and the
GP equation is solved in 3D irrespective of the symmetry of the
trapping potential. The dipolar interaction integrals in 1D and 2D
GP equations are also evaluated in momentum spaces. The solution
algorithm of the GP equation by the split-step Crank-Nicolson
method is adopted from Refs. [3,4].

The 3D GP equation (3) is numerically the most difficult to solve
involving large RAM and CPU time. A requirement for the success

of the split-step Crank-Nicolson method using a FT continuous at
the origin is that on the boundary of the space discretization region
the wave function and the interaction term should vanish. For the
long-range dipolar potential this is not true and the FT (7) is discon-
tinuous at the origin. The space domain (from —oo to +00) cannot
be restricted to a small region in space just covering the spatial ex-
tension of the BEC as the same domain is also used to calculate the
FT and inverse FT used in treating the long-range dipolar potential.
The use and success of FFT implies a set of noninteracting 3D peri-
odic lattice of BECs in different unit cells. This is not true for long-
range dipolar interaction which will lead to an interaction between
BECs in different cells. Thus, boundary effects can play a role when
finding the FT. Hence a sufficiently large space domain is to be used
to have accurate values of the FT involving the long-range dipolar
potential. It was suggested [ 12] that this could be avoided by trun-
cating the dipolar interaction conveniently at large distancesr = R
so that it does not affect the boundary, provided R is taken to be
larger than the size of the condensate. Then the truncated dipolar
potential will cover the whole condensate wave function and will
have a continuous FT at the origin. This will improve the accuracy
of a calculation using a small space domain. The FT of the dipolar
potential truncated at r = R, as suggested in Ref. [12], is used in
the numerical routines

2 .
Vlff(k) _4r (3k 1) |:1 n 3cos(kR) 3sm(kR)] ’

3 \ K KRZ K3R3
k= |K|. 9)

Needless to say, the difficulty in using a large space domain is the
most severe in 3D. In 3D programs the cut-off R of Eq. (9) improves
the accuracy of calculation and a smaller space region can be used
in numerical treatment. In 1D and 2D, a larger space domain can be
used relatively easily and no cut-off has been used. Also, no conve-
nient and efficient analytic cut-off is known in 1D and 2D [12]. The
truncated dipolar potential (9) has only been used in the numeri-
cal programsin 3D, e.g.,imag3d* and real3d*. In all other numerical
programs in 1D and 2D, and in all analytic results reported in the
following the untruncated potential (7) has been used.

2.3. Gaussian variational approximation

In the axially-symmetric case (y = v), convenient analytic La-
grangian variational approximation of Eq. (3) can be obtained with
the following Gaussian ansatz for the wave function [20]

—3/4

e —
oD = Ove®

+ia(t)p? + iﬂ(t)zz:|

(10)

X exp —L - il
wa,(t) 2w2(t)

wherer = {p, z}, p = {x, ¥}, w,(t) and w, (t) are widths and «(t)
and B(t) are chirps. The time dependence of the variational param-
eters w, (t), w;(t), o (t) and B(t) will not be explicitly shown in the
following.

The Lagrangian density corresponding to Eq. (3) is given by

¢ (r) 3¢(r)} IVo(m?
2

—¢*(r)

L(r) = [(P( r)

+ foﬂpz + A22%)|@(r)* + 27 aNy|p () [*

3addNat

lp(r )IZ/Vdd(R)|¢(r/)|2dr’- (11)
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Consequently, the effective Lagrangian L = f L(r)dr (per particle)
becomes [6,21]

2B VR A2 1 1
L = 2 - z P z 2 2 2
T T T T T T T T
Natla — aqaf (c)]
+w?pr 4 (12)
? «/an%a)z

The Euler-Lagrangian equations with this Lagrangian leads to the
following set of coupled ordinary differential equations (ODE) for
the widths w, and w, [22]:

1 n Na [2a — aqag (k)]

i, + Y w, = — , (13)
p TV e wl o 2n w3 w,
.. 1 2Ny [a — agac(x)]
W, + Mw, = — + ; 14
SRR T e wi? e
withx = w,/w, and
2 — 7k?% — 4k + 9ctd (k)
glk) = 1—x2) , (15)
1+ 10k% — 2«* — 9%d(x)
clk) = =7 ; (16)
) 1+ 2k? — 3ic?d(x) d00) atanh+/1 — k2 (17)
K) = , K) = ———.
1— 2 V1—«2

The widths of a (time-independent) stationary state are obtained
from Egs. (13) and (14) by setting W, = w, = 0. The energy
(per particle) of the stationary state is the Lagrangian (12) with
oa=p=0-eg,

Nula — agaf ()] Vw2 22w?

V2rw,w? 2 4

The chemical potential u = 9E /9N, of the stationary state is given
by [22]

E 1 1

Na  2w?  4w?

(18)

1 1 2Ngla—agf ()] Vw2 22w?

K=-—+-—+ + + - (19
2w/2) 4w22 «/27‘[wzu}l2) 2 4

2.4. Thomas-Fermi (TF) approximation

In the time-dependent axially-symmetric GP equation (3),
when the atomic interaction term is large compared to the kinetic
energy gradient term, the kinetic energy can be neglected and
the useful TF approximation emerges. We assume the normalized
density of the dipolar BEC of the form [1,23-25]

w0 =l ol = 12 i P T o)

T BAR2(DR,(D) R(t) Rt) |’
where R,(t) and R,(t) are the radial and axial sizes. The time
dependence of these sizes will not be explicitly shown in the
following. Using the parabolic density (20), the energy functional
Err may be written as [24]

N(Q2y*R2 + )\ZR;)]

Err = Etrap + Eint =|: 14

15 4maN? Qdd . _
+ 287 RIR, {1—7f(1<)} , (21)

where K = R, /R, is the ratio of the condensate sizes and f (k) is
given by Eq. (17).In Eq. (21), Er4p is the energy in the trap and Ejy, is
the interaction or release energy in the TF approximation. In the TF

regime one has the following set of coupled ODEs for the evolution
of the condensate sizes [23]:

15aN, [ 1 aw (1 3 fG&
Ll il E {()2 - (22)
R,R. |R2  a \R ' 2R —R?

P

. 15aN, | 1 2aqq [ 1 3 f(k)

R, = —A"R =+—|5+= . (23
¢ :+ %2 {jot p <R3+2Rg—R§ (23)

The sizes of a stationary state can be calculated from Egs. (22) and
(23) by setting the time derivatives R, and R, to zero leading to the
transcendental equation for k [23]:

2 b2 2
f(052) ()
=0, (24)

and

[ 15aNa Aaa {3 3 (i) /3
=[P e R )] =

with R, = R, /k. The chemical potential is given by [24]

I'ép _prz

15 4maNy; [ dad ] (26)

T trap int 87 R%RZ a f( )

We have the identities ETF/Nat = 5”71:/7, Eint/Nat = 2/~’LTF/77
Etrap/Nat = 3urr/7.

2.5. One-dimensional GP equation for a cigar-shaped dipolar BEC

2.5.1. z direction

For a cigar-shaped dipolar BEC with a strong axially-symmetric
(v = y)radial trap (A < v, y), we assume that the dynamics of
the BEC in the radial direction is confined in the radial ground state
[22,26,27]

p(p) = exp(—p?/2d3)/(d,/7),  ydy =1, p=xY), (27)

of the transverse trap and the wave function ¢(r) can be written
as

o(r, t) = pip(z, t) X ¢(p)

02

1
[md? |: 2d;

where ¢1p(z, t) is the effective 1D wave function for the axial
dynamics and d,, is the radial harmonic oscillator length.

To derive the effective 1D equation for the cigar-shaped dipolar
BEC, we substitute the ansatz (28) in Eq. (3), multiply by the
ground-state wave function ¢(p) and integrate over p to get the
1D equation [22,26]

i| ¢1D(za t)a (28)

0¢1p(z, 1) [ 97 2’2 2aNy|pip|?
R B el
ot 2 2 d2
+3addNat/ Vit 1z — 2Dl (@, f)|2d2,:|¢m(2, t), (29)
D _ 2 f
Vi (Z) = 7\5% [33(\/5) + 24w
~ A+ et 1 - et/ | (30)

where w = [Z/(«/Edp)]z, Z = |z — Z/|. Here and in all reductions
in Sections 2.5 and 2.6 we use the untruncated dipolar potential
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(7) and not the truncated potential (9). The integral term in the 1D
GP equation (29) is conveniently evaluated in momentum space
using the following convolution identity [22]

o0
/ VIP(1z — 2 Dlpio(e. 0)2dz’

o0
4 d,Z ﬂk 7 k dp
= 2%k, t)h , 31
3 ). 2}{ n(k;, t)hip ﬁ (31)
where
00 .
ke, ) = f e gz, Ddz, (32)
—00

fik,) = / P |gap(0)Pdp = 9Bk, = JI2 K2 (33)
! / dk 3k 1| [fk,)|?

—_— — —1|[n(k

(2m)? 7l K ?

1 /ood [ 322 _1] . _kzdp (34)
an% ; u s e, é’—ﬁ.

The 1D GP equation (29) can be solved analytically using the
Lagrangian variational formalism with the following Gaussian
ansatz for the wave function [22]:

hip(¢) =

¢1D(Z7 t) =

-1/ [ 72 ,
exp | — +iB(t)z :| (35)

~w,(t) 211)22 ()

where w,(t) is the width and B(t) is the chirp. The Lagrangian

variational formalism leads to the following equation for the width

w, (t) [22]:

2Ny [a — agac(R)]

1
+
wi(t)  V2m  d2wi(t)

i, (t) + 2w, (t) =

d/o
w,(t) .

The time-independent width of a stationary state can be obtained
from Eq. (36) by setting w,(t) = 0. The variational chemical
potential for the stationary state is given by [22]

1 2Nula - aaf ®)] | 22w?

K=

(36)

(37)

+ +
dw? V2rw,d2 4
The energy per particle is given by
E 1 Nyla — agaf (R 22w?
E_ 1 Nl ®)] 2 a8
Nat 4wz £V, 2 wzdf, 4

2.5.2. x direction

For a cigar-shaped dipolar BEC with a strong axially-symmetric
(v = A)radial trap (y < v, 1), we assume that the dynamics of the
BEC in the radial direction is confined in the radial ground state
[22,26,27]

P(p) = exp(—p?/2d3) /(d,/70), p=(.2), (39)

of the transverse trap and the wave function ¢ (r) can be written as

vdf) =1,

2

1
= ——eX
[ d? I.)|: 2d?
o

where ¢1p(x, t) is the effective 1D wave function for the dynamics
along x axis and d,, is the radial harmonic oscillator length.

To derive the effective 1D equation for the cigar-shaped dipolar
BEC, we substitute the ansatz (40) in Eq. (3), multiply by the

¢(r, t) = pip(x, 1) x ¢(p) } $1p(x,t), (40)

ground-state wave function ¢(p) and integrate over p to get the
1D equation

ia¢1D(X7 t) _ _373 " y2x? n 2aNy¢|$ipl?
ot 2 2 d2
OQ dkx 71kxx~
+ 47 agaNat — n(ky, )jip(tx) [@1p(x, 1), (41)
oo 2T

where 7, = d,k,/~/2 and

(2 1 /dl 3k2
) = —— —
J1ip(Tx 2m)? e
V2, d,k
= 2md, | o drye” Y hyp(t), 15 = psz, T= /1t + 1],

(42)

1] fik,)|*

hop(7) = [2 — 3 /me" t{1 — erf()}]. (43)

1
V2md,

To derive Eq. (41), the dipolar term in Eq. (3) is first written in
momentum space using Eq. (8) and the integrations over k, and
k, are performed in the dipolar term.

2.6. Two-dimensional GP equation for a disk-shaped dipolar BEC

2.6.1. x-y plane

For an axially-symmetric (v = y ) disk-shaped dipolar BEC with
a strong axial trap (A > v, y), we assume that the dynamics of the
BEC in the axial direction is confined in the axial ground state

d, = V1/(0), (44)

¢(z) = exp(—2*/2d2) [ (wd2)"/*,

and we have for the wave function
2

1 z
d(r) = ¢(2) X ¢ap(p, t) = W exp |:_2d§j| dap(p, t),
(45)

where p = (x, ¥), p2p(p, t) is the effective 2D wave function for the
radial dynamics and d, is the axial harmonic oscillator length. To
derive the effective 2D equation for the disk-shaped dipolar BEC,
we use ansatz (45) in Eq. (3), multiply by the ground-state wave
function ¢ (z) and integrate over z to get the 2D equation [22,28]
Pewo. ) T V5 |y 40y
ac L 2 2
dk,

@2m)?
where k, = | /kZ + k7, and

k. 0) = / dpe™ *|¢an(p. 1),

47TaNat|¢2D|2

2md,
k,
B -ikpp3; (K, f)th( \/_ )i|¢2D(P, t), (46)

+ 4naddNat /

(47)
n(k,) = /dze""zzl¢>(z)|2 — K2/,

1 [ 3k?
hzo(’;)zg/ dk, [1—1] k)2

—00

1 k,d,
= [2 —3VmEexp(ED){1 —erf(©)})], &= -"=. (48)
2md, ﬁ
To derive Eq. (46), the dipolar term in Eq. (3) is first written in
momentum space using Eq. (8) and the integration over k, is
performed in the dipolar term.
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The 2D GP equation (46) can be solved analytically using the
Lagrangian variational formalism with the following Gaussian
ansatz for the wave function [22]:

12 . pz N
xp | ——2

w,® TP | T 2020

where w,(t) is the width and «(t) is the chirp. The Lagrangian

variational formalism leads to the following equation for the width
w, [22]:

¢2D(pv t) =

ia(t)p2:| , (49)

1 n Ny [2a — agag (k)]
wi)  V2r wid,
7= w;iz(f). (50)

The time-independent width of a stationary state can be obtained
from Eq. (50) by setting w,(t) = 0. The variational chemical
potential for the stationary state is given by [22]

1 2Nala—aaf @] v*w)
2w? V2 d,w? 2
The energy per particle is given by
Nula — aaf @] | v*wj

V2rd,w? 2

i, (1) + Y w,(t) =

E 1
Nat_wa,

2.6.2. x-z plane
For a disk-shaped dipolar BEC with a strong axial trap along y

direction (v > A, y), we assume that the dynamics of the BEC in

the y direction is confined in the ground state

d) = exp(—y*/2d0) /(d)*, dy = /1/(v), (53)

and we have for the wave function

2

2d2j| ¢ap(p, t),

(54)

1
o) = P(y) X dap(p, t) = W exp |:

where now p = (x, z), and ¢,p(p, t) is the circularly-asymmetric
effective 2D wave function for the 2D dynamics and d, is the
harmonic oscillator length along y direction. To derive the effective
2D equation for the disk-shaped dipolar BEC, we use ansatz (54)
in Eq. (3), multiply by the ground-state wave function ¢(y) and
integrate over y to get the 2D equation

Pewlp ) [V, v 42
ot 2 2

47 aNyc|pap |*

v2md,

k
4 N, 14 —zkpﬁ ! Jt t
+4maqq t/(z )2 nck, )Jzn(\/—>i|¢zn(ﬂ ), (55)
where k, = \/k? + k2, and

jn®) = 5= / dk [kz —1] ity
= Jﬂd [ 1+3\/_ eXD(EZ){l—erf(S)}],
kod, k.d,
7 = . 56
E=2 b= (56)

To derive Eq. (55), the dipolar term in Eq. (3) is first written in
momentum space using Eq. (8) and the integration over k, is
performed in the dipolar term.

3. Details about the programs

3.1. Description of the programs

In this subsection we describe the numerical codes for solving
the dipolar GP equations (29) and (41) in 1D, Egs. (46) and (55) in
2D, and Eq. (3) in 3D using real- and imaginary-time propagations.
The real-time propagation yields the time-dependent dynamical
results and the imaginary-time propagation yields the time-
independent stationary solution for the lowest-energy state for a
specific symmetry. We use the split-step Crank-Nicolson method
for the solution of the equations described in Ref. [3]. The present
programs have the same structure as in Ref. [3] with added
subroutines to calculate the dipolar integrals. In the absence of
dipolar interaction the present programs will be identical with the
previously published ones [3]. A general instruction to use these
programs in the nondipolar case can be found in Ref. [3] and we
refer the interested reader to this article for the same.

The present Fortran programs named (‘imagldX.f90’,
‘imag1dZ.f90’), (‘imag2dXY.f90’, ‘imag2dXZ.f90’), ‘imag3d.fo0’,
(‘real1dX.f90’, ‘real1dZ.f90’), (‘real2dXY.f90’, ‘real2dXZ.f90’),

‘real3d.f90’, deal with imaginary- and real-time propagations
in 1D, 2D, and 3D and are to be contrasted with previously
published programs [3] ‘imagtime1d.F, ‘imagtime2d.f90’, ‘imag-
time3d.fo0’, ‘realtime1d.F’, ‘realtime2d.f90’, and ‘realtime3d.f90’,
for the nondipolar case. The input parameters in Fortran pro-
grams are introduced in the beginning of each program. The cor-
responding C codes are called (imag1dX.c, imag1dX.h, imag1dZ.c,
imag1dZ.h,), (imag2dXY.c,imag2dXY.h,imag2dXZ.c,imag2dXZ.h,),
(imag3d.c, imag3d.h), (real1dX.c, real1dX.h, real1dZ.c, real1dZ.h,),
(real2dXY.c, real2dXY.h, real2dXZ.c, real2dXZ.h,), (real3d.c,
real3d.h), with respective input files (‘imagldX-input’, ‘imag1dZ-
input’), (‘imag2dXY-input’, ‘imag2dXZ-input’), ‘imag3d-input’,
(‘realldX-input’, ‘realldZ-input’), (‘real2dXY-input’, ‘realldXZ
-input’), ‘real3d-input’, which perform identical executions as in
the Fortran programs.

We present in the following a description of input parameters.
The parameters NX, NY, and NZ in 3D (NX and NY in 2DXY, NX
and NZ in 2DXZ), and N in 1D stand for total number of space
points in x, y and z directions, where the respective space steps
DX, DY, and DZ can be made equal or different; DT is the time
step. The parameters NSTP, NPAS, and NRUN denote number of
time iterations. The parameters GAMMA (y ), NU (v), and LAMBDA
(A) denote the anisotropy of the trap. The number of atoms is
denoted NATOMS (N,), the scattering length is denoted AS (a) and
dipolar length ADD (aqq). The parameters GO (47 Ny:a) and GDDO
(3a4qNy,;) are the contact and dipolar nonlinearities. The parameter
OPTION = 2 (default) defines the equations of the present paper
with a factor of half before the kinetic energy and trap; OPTION = 1
defines a different set of GP equations without these factors, viz
Ref. [3]. The parameter AHO is the unit of length and Bohr_a0 is
the Bohr radius. In 1D the parameter DRHO is the radial harmonic
oscillator d, and in 2D the parameter D_Z or D_Y is the axial
harmonic oscillator length d, or d,. The parameter CUTOFF is the
cut-off R of Eq. (9) in the 3D programs. The parameters GPAR and
GDPAR are constants which multiply the nonlinearities GO and
GDDO in realtime routines before NRUN time iterations to study
the dynamics.

The programs, as supplied, solve the GP equations for specific
values of dipolar and contact nonlinearities and write the wave
function, chemical potential, energy, and root-mean-square (rms)
size(s), etc. For solving a stationary problem, the imaginary-time
programs are far more accurate and should be used. The real-time
programs should be used for studying non-equilibrium problems
reading an initial wave function calculated by the imaginary-time
program with identical set of parameters (set NSTP = 0, for this
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purpose, in the real-time programs). The real-time programs can
also calculate stationary solutions in NSTP time steps (set NSTP #
0 in real-time programs), however, with less accuracy compared to
the imaginary-time programs. The larger the value of NSTP in real-
time programs, more accurate will be the result [3]. The nonzero
integer parameter NSTP refers to the number of time iterations
during which the nonlinear terms are slowly introduced during
the time propagation for calculating the wave function. After
introducing the nonlinearities in NSTP iterations the imaginary-
time programs calculate the final result in NPAS plus NRUN time
steps and write some of the results after NPAS steps to check
convergence. The real-time programs run the dynamics during
NPAS steps with unchanged initial parameters so as to check the
stability and accuracy of the results. Some of the nonlinearities
are then slightly modified after NPAS iterations and the small
oscillation of the system is studied during NRUN iterations.

Each program is preset at fixed values of contact and dipolar
nonlinearities as calculated from input scattering length(s), dipolar
strength(s), and number of atom(s), correlated DX-DT values and
NSTP, NPAS, and NRUN, etc. A study of the correlated DX and DT
values in the nondipolar case can be found in Ref. [3]. Smaller the
steps DX, DY, DZ and DT, more accurate will be the result, provided
we integrate over a reasonably large space region by increasing NX,
NY, and NZ, etc. Each supplied program produces result up to a
desired precision consistent with the parameters employed — GO,
GDDO, DX, DY, DZ, DT, NX, NY, NZ, NSTP, NPAS, and NRUN, etc.

3.2. Description of Output files

Programs ‘imagnd® (n = 1, 2, 3, C and Fortran): They write fi-
nal density in files ‘imagnd-den.txt’ after NRUN iterations. In addi-
tion, in 2D and 3D, integrated 1D densities ‘imagnd*-den1d_x.txt’,
‘imagnd*-denld_y.txt’, ‘imagnd*-denld_z.txt’, along x, y, and z,
etc.,, are given. These densities are obtained by integrating the
densities over eliminated space variables. In addition, in 3D inte-
grated 2D densities ‘imag3d-den2d_xy.txt’, ‘imag3d-den2d_yz.txt’,
‘imag3d-den2d_zx.txt’, in xy, yz, and zx planes can be written (com-
mented out by default). The files ‘imagnd*-out.txt’ provide differ-
ent initial input data, as well as chemical potential, energy, size, etc.
at different stages (initial, after NSTP, NPAS, and after NRUN itera-
tions), from which a convergence of the result can be inferred. The
files ‘imagnd*-rms.txt’ provide the different rms sizes at different
stages (initial, after NSTP, NPAS, and after NRUN iterations).

Programs ‘realnd* (n = 1, 2, 3, Cand Fortran): The same output
files as in the imaginary-time programs are available in the real-
time programs. The real-time densities are reported after NPAS
iterations. In addition in the ‘realnd*-dyna.txt’ file the temporal
evolution of the widths are given during NPAS and NRUN itera-
tions. Before NRUN iterations the nonlinearities GO and GDDO are
multiplied by parameters GPAR and GDPAR to start an oscillation
dynamics.

3.3. Running the programs

In addition to installing the respective Fortran and C compil-
ers one needs also to install the FFT routine FFTW in the com-
puter. To run the Fortran programs the supplied routine fftw3.f03
should be included in compilation. The commands for running
the Fortran programs using INTEL, GFortran, and Oracle Sun com-
pilers are given inside the Fortran programs. The programs are
submitted in directories with option to compile using the com-
mand ‘make’. There are two files with general information about
the programs and FT for user named ‘readme.txt’ and ‘readme-
fftw.txt’. The Fortran and C programs are in directories./f_program
and./c_program. Inside these directories there are subdirectories
such as./input,./Joutput,./src. The subdirectory ./output contains

output files the programs generate, ./input contains input files for C
programs, and ./src contains the different programs. The command
‘make’ in the directory ./f_program or ./c_program compiles all the
programs and generates the corresponding executable files to run.
The command ‘make’ for INTEL, GFortran and OracleSun Fortran
are given.

4. Numerical results

In this section we present results for energy, chemical potential
and root-mean-square (rms) sizes for different stationary BECs
in 1D, 2D, and 3D, and compare with those obtained by using
Gaussian variational and TF approximations, wherever possible.
We also compare with available results by other authors. For a fixed
space and time step, sufficient number of space discretizing points
and time iterations are to be allowed to get convergence.

First we present in Table 1 numerical results for the energy
E, chemical potential u, and rms size (z) calculated using the
imaginary-time program for the 1D dipolar GP Eq. (29) for >2Cr
atoms with a = 6 nm (=113qy with ag the Bohr radius), and
agqa = 16qo for A = 1,d, = 1,1 = 1 um and for different num-
ber of atoms N, and different space and time steps dz and dt. The
Gaussian variational approximations obtained from Eqs. (36)-(38)
are also given for comparison. The variational results provide bet-
ter approximation to the numerical solution for a smaller number
of atoms.

In Table 2 we present results for the energy E, chemical
potential u, and rms size (p) of the 2D GP Eq. (46) for y =
v = 1,d;, = 1,1 = 1 pm. The numerical results are calculated
using different space and time steps dx, dy and dt and different
number N, of *>Cr atoms with agq = 16ap and a = 6 nm.
Axially-symmetric Gaussian variational approximations obtained
from Eqgs. (50)-(52) are also presented for comparison.

Now we present results of the solution of the 3D GP Eq. (3) with
some axially-symmetric traps. In this case we take advantage of
the cut-off introduced in Eq. (9) to improve the accuracy of the nu-
merical calculation. The cut-off parameter R was taken larger than
the condensate size and smaller than the discretization box. First
we consider the model 3D GP equation with a = 0 and different
gad = 3agaNa = 1, 2, 3, 4 in an axially-symmetric trap with A =
1/2 and v = y = 1. The numerical results for different number of
space and time steps together with Gaussian variational results ob-
tained from Eqs. (18) and (19) are shown in Table 3. These results
for energy E and chemical potential « are compared with those cal-
culated by Asad-uz-Zaman et al. [ 16,29]. The present calculation is
performed in the Cartesian x, y, z coordinates and the dipolar term
is evaluated by FT to momentum space. Asad-uz-Zaman et al. take
advantage of the axial symmetry and perform the calculation in the
axial p, z (p = x, y) variables and evaluate the dipolar term by a
combined Hankel-Fourier transformation to momentum space for
p and z, respectively. The calculations of Asad-uz-Zaman et al. for
stationary states involving two variables (p and z) thus could be
more economic and accurate than the present calculation involv-
ing three Cartesian variables for the axially-symmetric configura-
tion considered in Table 3. However, the present method, unlike
that of Ref. [16], is readily applicable to the fully asymmetric con-
figurations. Moreover, the present calculation for dynamics (non-
stationary states) in 3D are more realistic than the calculations of
Asad-uz-Zaman et al., where one degree of freedom is frozen. For
example, a vortex could be unstable [30] in a full 3D calculation,
whereas a 2D calculation could make the same vortex stable.

Next we consider the solution of the 3D GP Eq. (3) for a model
condensate of >2Cr atoms in a cigar-shaped axially-symmetric trap
with y = v = 1,1 = 1/2, first considered by Bao et al. [9].
The nonlinearities considered there (4ra = 0.20716,4waqq =
0.033146) correspond to the following approximate values of
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Table 1
The energy per particle E/Ny, chemical potential x, and rms size (z) of the 1D GP Eq. (29) for A = 1,d, = 1 pm for the 52Cr BEC witha = 6 nm, agg = 16ag
and different number of atoms N,. In Egs. (3) and (29) the lengths are expressed in oscillator unit: | = 1 wm. Numerical results are calculated for parameters (A)
dz = 0.05, dt = 0.0005, N = 2048 (B)dz = 0.1, dt = 0.001, N = 1024 and compared with variational results obtained from Egs. (36)-(38).
Nat (z) (z) (z) E/Na E/Nat E/Nat M I I3
var (B) (A) var (B) (A) var (B) (A)
100 0.7939 0.7937 0.7937 0.7239 0.7222 0.7222 0.9344 0.9297 0.9297
500 1.0425 1.0381 1.0381 1.4371 1.4166 1.4166 2.2157 2.1691 2.1691
1000 1.2477 1.2375 1.2375 2.1376 2.0920 2.0920 3.4165 3.3234 3.3234
5000 2.0249 1.9939 1.9939 5.8739 5.6910 5.6910 9.6671 9.3488 9.3488
10,000 2.5233 2.4815 2.4815 9.2129 8.913 8.913 15.223 14.715 14.715
50,000 4.2451 4.1719 4.1719 26.505 25.622 25.622 43.993 42.527 42.527
Table 2

The energy per particle E/N,, chemical potential j, and rms size (p) of the 2D GP Eq. (46) for y = v = 1,d, = 1 wm for the >>Cr BEC with a = 6 nm, agy = 16ay and
different number of atoms N,. In Eqs. (3) and (46) the lengths are expressed in oscillator unit: [ = 1 pwm. Numerical results are calculated for space and time steps (A)
dx = dy = 0.1,dt = 0.0005, NX = NY = & = 768, (B)dx = dy = 0.2,dt = 0.002, ;¥ = 384, and compared with variational results obtained from Eqgs. (50), (51) and

(52).

Nae (p) (p) (o) E/Nae E/Nye E/Ny M H I
var (B) (A) var (B) (A) var (B) (A)
100 1.0985 1.097 1.097 1.2182 1.2156 1.2157 1.4187 1.4120 14119
500 1.3514 1.342 1.342 1.8653 1.8383 1.8383 2.5437 2.4840 2.4840
1000 1.5482 1530 1531 2.4571 2.3988 2.3988 3.5070 3.3901 3.3901
5000 2.2549 2.208 2.208 5.2206 4.9989 4.9989 7.8005 7.4249 7.4249
10,000 2.6824 2.619 2.619 7.3787 7.029 7.029 11.090 10.522 10.522
50,000 4.0420 3.934 3.934 16.680 15.793 15.793 25.161 23.789 23.789
Table 3

Energy per particle E /N, and chemical potential . from a solution of Eq. (3)for y = v = 1, A> = 0.25, a = 0 and different nonlinearity g4q = 3aaqNx. The present numerical
results are compared with Gaussian variational results obtained from Eqs. (18) and (19) as well as numerical results of Asad-uz-Zaman et al. [ 16,29]. Numerical results are
calculated for the following space and time steps and the following space discretizing points in the Crank-Nicolson discretization: (A) dx = dy = dz = 0.05, dt = 0.0004,
(NX =NY =NZ =N = 384);(B)0.1,dt = 0.002, (~# = 128,R = 6); and (C) 0.2, dt = 0.007, (N = 64,R = 6).

8dd E/Nat E/Nyt E /Ny E/Nat E/Nat 2 " H Iz M
var © (B) (A) [29] var (€ (B) (A) [29]
0 1.2500 1.2498 1.2500 1.2500 1.2500 1.2500 1.2498 1.2500 1.2500 1.2500
1 1.2230 1.2220 1.2222 1.2222 1.2222 1.1934 1.1910 1.1912 1.1911 1.1911
2 1.1907 1.1872 1.1875 1.1874 1.1874 1.1203 1.1100 1.1100 1.1100 1.1100
3 1.1521 1.143 1.1439 1.1438 1.1437 1.0253 0.995 0.996 0.996 0.9955
4 1.1051 1.085 1.0857 1.0857 1.0856 0.8950 0.805 0.803 0.806 0.8062
Table 4

Energy per particle E/N,, and chemical potential u from a solution of Eq. (3) fory = v =
N, of atoms. These nonlinearity parameters taken from Ref. [9] correspond to a >>Cr dipolar BEC with a

~

1,A%2 = 0.25,4mwa = 0.20716, 4wagq = 0.033146 and different number
100ay and aqq & 16ag and oscillator length | ~ 0.321 pm.

Variational and TF results as well as numerical results of Bao et al. [9] are also shown. Numerical results are calculated using the following space and time steps and the
= 0.002; (B)dx = dy = dz = 0.3,dt =

following space discretizing points in the Crank-Nicolson discretization: (A) dx = dy = dz =

0.15, dt

0.005. In (A) we

take NX = NY = NZ = & = 128,R = 9 for N, = 100, 500, 1000 and & = 192, R = 14, for N,; = 5000, 10,000, 50,000; and in (B) we take &' = 64,R = 9, for
N, = 100, 500, 1000 and & = 96, R = 14, for N,; = 5000, 10,000, 50,000.

' E/Nat E/Nat E/Nat E/Nat E/Nat iz iz I iz Iz
var TF (B) (A) [9] var TF (B) (A) [9]
100 1.579 0.945 1.567 1.567 1.567 1.840 1.322 1.813 1.813 1.813
500 2.287 1.798 2.224 2.224 2.225 2951 2518 2.835 2.835 2.837
1000 2.836 2.373 2.728 2.728 2.728 3.767 3.322 3.583 3.582 3.583
5000 5.036 4517 4.744 4.744 4.745 6.935 6.324 6.485 6.486 6.488
10,000 6.563 5.960 6.146 6.146 6.147 9.100 8.344 8.475 8.475 8.479
50,000 12.34 11.35 11.46 11.46 11.47 17.23 15.89 15.96 15.97 15.98
Table 5
The rms sizes (x) and (z) for the same systems illustrated in Table 4 using the same cut-off parameter R.
N (2) (2) (2) (2) (2) (x) x) (x) (x) (x)
TF var (B) (A) [9] TF var (B) (A) [9]
100 1.285 1.316 1.305 1.303 1.299 0.600 0.799 0.794 0.795 0.796
500 1.773 1.797 1.752 1.752 1.745 0.828 0.952 0.938 0.939 0.940
1000 2.037 2.079 2014 2014 2.009 0.951 1.054 1.035 1.035 1.035
5000 2.810 2.904 2.795 2.795 2.790 1.313 1.392 1.353 1.353 1.354
10,000 3.228 3.345 3.217 3.216 3.212 1.508 1.586 1.537 1.537 1.538
50,000 4.454 4.629 4.450 4.450 4.441 2.080 2171 2.093 2.093 2.095
a,aqq and l: a ~ 100qap, aqq ~ 16ag, and I = 0.321 pm. variational and Thomas-Fermi (TF) results in this case together

We present results for energy E and chemical potential © in
Table 4 and rms sizes (z) and (x) in Table 5. We also present

with results of numerical calculation of Bao et al. [9]. The TF energy
and chemical potential in Table 4 are calculated using Egs. (21)
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Table 6

Energy per particle E /N,;, chemical potential .z, and rms sizes from a solution of Eq. (3) for *>Cratoms withy = 1, v> = 1/2, A = 1/4, a = 110ay, agy = 16ay, and harmonic
oscillator length | = 1 wm for different N,;. Numerical results are calculated using the following space and time steps and the following space discretizing points in the
Crank-Nicolson discretization: (A) dx = dy = dz = 0.1, dt = 0.001; and (B) 0.2, dt = 0.003. In (A) we take NX = NY = NZ = N = 128, R = 6 for N,y = 100, 500, 1000
and & = 256, R = 10.5, for N, = 5000, 10,000, 50,000; and in (B) we take & = 64, R = 6, for N;; = 100, 500, 1000 and & = 128, R = 12, for N;; = 5000, 10,000, 50,000.

N E/Nat E/Nqt w w (x) W) (2) (x) W (2)
(B) (A) (B) (A) (B) (B) (B) (A) (A) (A)
100 1.219 1.219 1.321 1.321 0.742 0.901 1.120 0.742 0.901 1.119
500 1525 1.525 1.830 1.830 0.818 1.032 1.379 0.818 1.032 1.379
1000 1.784 1.784 2.232 2.232 0.874 1.128 1.559 0.874 1.129 1.558
5000 2.885 2.885 3.857 3.858 1.079 1.463 2.132 1.079 1.463 2.132
10,000 3.673 3.673 4.992 4.992 1.206 1.660 2.450 1.206 1.660 2.449
50,000 6.713 6.713 9.306 9.306 1.609 2.260 3.383 1.609 2.260 3.383
a o1 N=1000 e 3D (num) —— b 04 N =1000 3D (num) ——
a=6nm 1SDD( (varg a=6nm Z%D( (var)
num) e Iyt S
0121 aqq = 164, 1D (var) = 03 2D (var)
g g
S 0.08 3 0.2
= =
0.04 0.1
04 L R — o]
-10 -5 0 5 10 -4 -2 0 2 4
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Fig. 1. (a) Numerical (num) and variational (var) results for the one-dimensional axial density nip(z) = |¢1p(z)|? along z axis forv = y = 1,A = 0.25 of a cigar-

shaped BEC of N; = 1000 atoms obtained using the 1D Eq. (29) and that obtained after integrating the 3D density from Eq. (3) over x and y: nyp(z) = [ | (r)|?dxdy. (b)
Numerical (num) and variational (var) results for the 1D radial density nip(x) = [ |¢(r)|>dydz along x axis for v = y = 1, A = 4 of a disk-shaped BEC of N;; = 1000
atoms obtained after integrating the 3D density from Eq. (3) over y and z and after integrating the 2D density from Eq. (46) over y as follows: np(x) = f dy|éap(x,y)|* and

nip(x) = [ dydz|¢sp(x, y, z)|*. In all cases a = 6 nm and agq = 164o.

and (26), respectively. The TF sizes (x) and (z) in Table 5 are
obtained from Eqs. (24) and (25) using the TF density (20). For small
nonlinearities or small number of atoms, the Gaussian variational
results obtained from Egs. (13), (14), (18), and (19) are in good
agreement with the numerical calculations as the wave function
for small nonlinearities has a quasi-Gaussian shape. However, for
large nonlinearities or large number of atoms, the wave function
has an approximate TF shape (20), and the TF results provide
better approximation to the numerical results, as can be seen from
Tables 4 and 5.

After the consideration of 3D axially-symmetric trap now we
consider a fully anisotropic trap in 3D. In Table 6 we present
the results for energy E/Nj;, chemical potential i and rms sizes
(x), (), (z) ofa>2Cr BECin a fully anisotropic trapwithy = 1, v =
1/+/2, & = 1/2 for different number of atoms. In this case we take
a = 110aq, agqg = 1649 and I = 1 pwm. The convergence of the cal-
culation is studied by taking reduced space and time steps dx and
dt and different number of space discretization points. Sufficient
number of time iterations are to be allowed in each case to obtain
convergence. In 3D the estimated numerical error in the calcula-
tion is less than 0.05%. The error is associated with the intrinsic
accuracy of the FFT routine for long-range dipolar interaction.

The 1D and 2D GP Egs. (29) and (46) are valid for cigar- and
disk-shaped BECs, respectively. In case of cigar shape the 1D GP
equation yields results for axial density and in this case it is
appropriate to compare this density with the reduced axial density
obtained by integrating the 3D density over radial coordinates:
niz) = lp@* = [l¢x.y,2)|*dxdy. In Fig. 1(a) we compare
two axial densities obtained from the 1D and 3D GP equations. We
also show the densities calculated from the Gaussian variational
approximation in both cases. In the cigar case the trap parameters
arev = y = 1,12 = 1/4. Similarly, for the disk shape it is
interesting to compare the density along the radial direction in the
plane of the disk as obtained from the 3D Eq. (3) and the 2D Eq. (46).
In this case it is appropriate to calculate the 1D radial density along,
say, x direction by integrating 2D and 3D densities as follows:

mp(x) = [dylgap(x,y)1* and nip(x) = [ dydz|gsp(x,y,2)|%.

In Fig. 1(b) we compare two radial densities obtained from the
2D and 3D GP equations. We also show the densities calculated
from the Gaussian variational approximation in both cases. For this
illustration, we consider the trap parametersv = y = 1, A = 4.
In both Figs. 1(a) and (b), the densities obtained from the solution
of the 3D GP equation are in satisfactory agreement with those
obtained from a solution of the reduced 1D and 2D equations. In
Fig. 1, the numerical and variational densities are pretty close to
each other, so are the results obtained from the 3D Eq. (3), on the
one hand, and the ones obtained from the 1D and 2D Egs. (29) and
(46), on the other.

A dipolar BEC is stable for the number of atoms N, below a
critical value [31]. Independent of trap parameters, such a BEC
collapses as N, crosses the critical value. This can be studied
by solving the 3D GP equation using imaginary-time propagation
with a nonzero value of NSTP while the nonlinearities are slowly
increased. In Fig. 2(a) we present the N, — a stability phase plot
for a 14Dy BEC with agq = 130qy in the disk-shaped trap with
v = y = 1,2 = 5 and 7. The oscillator length is taken to be
I = 1m. The shaded areain these plots shows a metastable region
where biconcave structure in 3D density appears. The metastable
region corresponds to a local minimum in energy in contrast to a
global minimum for a stable state. It has been established that this
metastability is a manifestation of roton instability encountered by
the system in the shaded region [31]. The biconcave structure in
3D density in a disk-shaped dipolar BEC is a direct consequence
of dipolar interaction: the dipolar repulsion in the plane of the
disk removes the atoms from the center to the peripheral region
thus creating a biconcave shape in density. In Fig. 2(b) and (c) we
plot the 3D isodensity contour of the condensate for A = 5 with
parameters in the shaded region corresponding to metastability. In
Fig. 2(b) the density on the contour is 0.001 whereas in Fig. 2(c), itis
0.027. Only for a larger density on the contour the biconcave shape
is visible. The biconcave shape predominates near the central
region of the metastable dipolar BEC.

In Fig. 1 we critically tested the reduced 1D and 2D Egs. (29)
and (46) along the z axis and in the x-y plane, respectively, by



126

104 A . . .
a

unstable

> 10% 4 aqq = 130ag
stable
Pt --- A=5
r — A=7
102 T
-20 0 20 40 60 80
a(ap)

Fig. 2. (a) The N,; — a stability phase plot for a '**Dy BEC with aqq = 1304y in a disk-shaped trap with v =
The 3D isodensity contour plot of density of a disk-shaped '54Dy BEC with agq = 130ap forv =y = 1,1 =5,
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Fig. 3. (a) Numerical results for the 1D radial density nqp(x) = f |¢(r)|?dydz along x axis and nyp(z) = f |¢(r)|?>dxdy along z axis for . = y = 1, v = 4 of a disk-shaped
BEC of N,; = 2000 54Dy atoms obtained after integrating the 3D density from Eq. (3) and the 2D density from Eq. (55) over the eliminated variables. (b) Numerical results
for the 1D axial density nyp(x) = along x axis for v = A = 16, y = 1 of a cigar-shaped BEC of N,; = 2000 >2Cr atoms obtained using the 1D Eq. (41) and that obtained after
integrating the 3D density from Eq. (3) over z and y: nyp(x) = f |¢(r)|>dzdy. In all cases a = 120ay and (a) agg = 132.7aq (b) agg = 164.

comparing the different 1D densities from these equations with
those obtained from a solution of the 3D Eq. (3) as well as with
the variational densities. Now we perform a similar test with the
reduced 1D and 2D Egs. (41) and (55) along the x axis and in the
x-z plane, respectively. We consider a BEC of 2000 atoms in a disk-
shaped trap in the x-z plane with .. = y = 1and v = 4. Because
of the strong trap in the y direction, the resultant BEC is of quasi-
2D shape in the x-z plane without circular symmetry in that plane
because of the anisotropic dipolar interaction. The integrated linear
density along the x and z axes as calculated from the 2D GP Eq. (55)
and the 3D GP Eq. (3) are illustrated in Fig. 3(a). Next we consider
the BEC of 2000 atoms in a cigar-shaped trap along the x axis with
v = A = 16 and y = 1. The integrated linear density along the
x axis in this case calculated from the 3D Eq. (3) is compared with
the same as calculate using the reduced 1D Eq. (41) in Fig. 3(b). In
both cases the densities calculated from the 3D GP equation are
in reasonable agreement with those calculated using the reduced
Eqgs.(55)and (41). Another interesting feature emerges from Figs. 1

and 3: the reduced 2D GP Eqgs. (46) and (55) with appropriate disk-

shaped traps yield results for densities in better agreement with

the 3D GP Eq. (3) as compared to the 1D GP Egs. (29) and (41)

with appropriate cigar-shaped traps. This feature, also observed in

non-dipolar BECs [17], is expected as the derivation of the reduced

1D equations involving two spatial integrations represent more
drastic approximation compared to the same of the reduced 2D
equations involving one spatial integration.

Now we report the dynamics of the dipolar BEC by real-time
propagation using the stationary state calculated by imaginary-
time propagation. In Fig. 4(a) we show the oscillation of the rms
sizes (z) and (p) from the reduced 1D and 2D GP Eqgs. (29) and (46),
respectively. In Fig. 4(a) we consider N,y = 10,000, agqq = 16ap
(appropriate for *Cr), a = 6 nm (&1134a) and oscillator length
I = 1pm.In 1D, we take dx = 0.025, dt = 0.0001, A = 1,d, =1,

number of space points N = 2048, and in 2D, we take dx = dy =
0.2,dt = 0.001,y = v = 1,d, = 1,NX = NY = 512.in
real-time simulation the oscillation is started by multiplying the
nonlinearities with the factor 1.05. To implement this, in real-time
routine we take GPAR = GDPAR = 1.1 and also take NSTP = 0 to
read the initial wave function. In 1D and 2D we also present re-
sults of the Gaussian variational approximations after a numeri-
cal solution of Egs. (36) and (50), respectively. The frequency of
the resultant oscillations agree well with the numerical 1D and 2D
calculations. However, slight adjustment of the initial conditions,
or initial values of width and its derivative, were necessary to get
an agreement of the amplitude of oscillation obtained from varia-
tional approximation and numerical simulation. The initial values
of width and its derivative are necessary to solve the variational
equations (36) and (50). In Fig. 4(b) we illustrate the oscillation of
the rms sizes (x), (y), and (z) in 3D using Eq. (3), where we perform
real-time simulation using the bound state obtained by imaginary-
time simulation as the initial state. The parameters used are N;; =

1000, a = 110ap, agq = 16ap,y = 1,v = 1//2, % = 1/2,1 =

1pm,NX = NY =NZ = 128,dx = dy = dz = 0.2, dt = 0.002

in both real- and imaginary-time simulations. In addition, in real-
time simulation the oscillation is started by multiplying the nonlin-

earities with the factor 1.1. To implement this, in real-time routine
we take GPAR = GDPAR = 1.1 and also take NSTP = O to read the
initial wave function.

5. Summary

We have presented useful numerical programs in Fortran
and C for solving the dipolar GP equation including the contact
interaction in 1D, 2D, 3D. Two sets of programs are provided.
The imaginary-time programs are appropriate for solving the
stationary problems, while the real-time codes can be used for
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Fig.4. (a) Numerical (n) and variational (v) results for oscillation of rms sizes (z) and (p) from the real-time simulation using Eq. (29) in 1D and Eq. (46) in 2D, respectively,
for Ny = 10,000, a = 6 nm, aqq = 16ap, | = 1 wm, while a and a4y were both multiplied by 1.05 after NPAS iterations at t = 10. The wave function was first calculated
by imaginary-time routine with parameters dx = 0.025, dt = 0.0001,1 = 1,d, = 1, NPAS = 10°, N = 2048 in 1D, and dx = dy = 0.2, dt = 0.001, y =1,d, =
INPAS = 10 NX = NY = 512 in 2D. The results of the variational approximations in 1D and 2D as obtained from a numerical solution of Eqgs. (36) and (50) are also
shown. (b) Numerical results for oscillation of rms sizes (x), (y) and (z) from the real-time simulation in 3D using Eq. (3), for N;x = 1000, a = 110ag, agq = 16ap,! = 1 um,
y=1Lv= 1/ﬁ, A =1/2,NX =NY = NZ = 128, dx = dy = dz = 0.2, and dt = 0.002 while a and aqq were both multiplied by 1.1 after NPAS iterations. In all cases the
real-time calculation was performed with NSTP = 0 reading the 3D density from the numerical solution of the imaginary-time program using the same parameters.

studying non-stationary dynamics. The programs are developed
in Cartesian coordinates. We have compared the results of
numerical calculations for statics and dynamics of dipolar BECs
with those of Gaussian variational approximation, Thomas-Fermi
approximation, and numerical calculations of other authors, where
possible.
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We present C programming language versions of earlier published Fortran programs (Muruganandam and
Adhikari (2009) [1]) for calculating both stationary and non-stationary solutions of the time-dependent
Gross-Pitaevskii (GP) equation. The GP equation describes the properties of dilute Bose-Einstein
condensates at ultra-cold temperatures. C versions of programs use the same algorithms as the Fortran
ones, involving real- and imaginary-time propagation based on a split-step Crank-Nicolson method.
In a one-space-variable form of the GP equation, we consider the one-dimensional, two-dimensional,
circularly-symmetric, and the three-dimensional spherically-symmetric harmonic-oscillator traps. In
the two-space-variable form, we consider the GP equation in two-dimensional anisotropic and three-
dimensional axially-symmetric traps. The fully-anisotropic three-dimensional GP equation is also
considered. In addition to these twelve programs, for six algorithms that involve two and three space
variables, we have also developed threaded (OpenMP parallelized) programs, which allow numerical
simulations to use all available CPU cores on a computer. All 18 programs are optimized and accompanied
by makefiles for several popular C compilers. We present typical results for scalability of threaded
codes and demonstrate almost linear speedup obtained with the new programs, allowing a decrease in
execution times by an order of magnitude on modern multi-core computers.

New version program summary

Program title: GP-SCL package, consisting of: (i) imagtimeld, (ii) imagtime2d, (iii) imagtime2d-th,
(iv) imagtimecir, (v) imagtime3d, (vi) imagtime3d-th, (vii) imagtimeaxial, (viii) imagtimeaxial-th,
(ix) imagtimesph, (x) realtime1d, (xi) realtime2d, (xii) realtime2d-th, (xiii) realtimecir, (xiv) realtime3d,
(xv) realtime3d-th, (xvi) realtimeaxial, (xvii) realtimeaxial-th, (xviii) realtimesph.

Catalogue identifier: AEDU_v2_0.

Program Summary URL: http://cpc.cs.qub.ac.uk/summaries/AEDU_v2_0.html.

Program obtainable from: CPC Program Library, Queen’s University of Belfast, N. Ireland.

Licensing provisions: Standard CPC licence, http://cpc.cs.qub.ac.uk/licence/licence.html.

No. of lines in distributed program, including test data, etc.: 180583.

No. of bytes in distributed program, including test data, etc.: 1188 688.

Distribution format: tar.gz.

Programming language: C and C/OpenMP.

Computer: Any modern computer with C language compiler installed.

Operating system: Linux, Unix, Mac OS, Windows.

RAM: Memory used with the supplied input files: 2-4 MB (i, iv, ix, X, xiii, xvi, xvii, xviii), 8 MB
(xi, xii), 32 MB (vii, viii), 80 MB (i, iii), 700 MB (xiv, xv), 1.2 GB (v, vi).

Number of processors used: For threaded (OpenMP parallelized) programs, all available CPU cores on the
computer.

Classification: 2.9, 4.3, 4.12.
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Catalogue identifier of previous version: AEDU_v1_0.
Journal reference of previous version: Comput. Phys. Commun. 180 (2009) 1888.
Does the new version supersede the previous version?: No.
Nature of problem: These programs are designed to solve the time-dependent Gross-Pitaevskii (GP)
nonlinear partial differential equation in one-, two- or three-space dimensions with a harmonic,
circularly-symmetric, spherically-symmetric, axially-symmetric or fully anisotropic trap. The GP equation
describes the properties of a dilute trapped Bose-Einstein condensate.
Solution method: The time-dependent GP equation is solved by the split-step Crank-Nicolson method by
discretizing in space and time. The discretized equation is then solved by propagation, in either imaginary
or real time, over small time steps. The method yields solutions of stationary and/or non-stationary
problems.
Reasons for the new version: Previous Fortran programs [1] are used within the ultra-cold atoms
[2-11] and nonlinear optics [12,13] communities, as well as in various other fields [14-16]. This new
version represents translation of all programs to the C programming language, which will make it
accessible to the wider parts of the corresponding communities. It is well known that numerical
simulations of the GP equation in highly experimentally relevant geometries with two or three space
variables are computationally very demanding, which presents an obstacle in detailed numerical studies
of such systems. For this reason, we have developed threaded (OpenMP parallelized) versions of
programs imagtime2d, imagtime3d, imagtimeaxial, realtime2d, realtime3d, realtimeaxial, which are
named imagtime2d-th, imagtime3d-th, imagtimeaxial-th, realtime2d-th, realtime3d-th, realtimeaxial-
th, respectively. Fig. 1 shows the scalability results obtained for OpenMP versions of programs realtime2d
and realtime3d. As we can see, the speedup is almost linear, and on a computer with the total of 8 CPU
cores we observe in Fig. 1(a) a maximal speedup of around 7, or roughly 90% of the ideal speedup, while
on a computer with 12 CPU cores we find in Fig. 1(b) that the maximal speedup is around 9.6, or 80% of
the ideal speedup. Such a speedup represents significant improvement in the performance.
Summary of revisions: All Fortran programs from the previous version [1] are translated to C and named
in the same way. The structure of all programs is identical. We have introduced the use of comprehensive
input files, where all parameters are explained in detail and can be set by a user. We have also
included makefiles with tested and verified settings for GNU’s gcc compiler, Intel’s icc compiler, IBM’s
xlc compiler, PGI's pgcc compiler, and Oracle’s suncc (former Sun’s) compiler. In addition to this, 6 new
threaded (OpenMP parallelized) programs are supplied (imagtime2d-th, imagtime3d-th, imagtimeaxial-
th, realtime2d-th, realtime3d-th, realtimeaxial-th) for algorithms involving two or three space variables.
They are written by OpenMP-parallelizing the most computationally demanding loops in functions
performing time evolution (calcnu, calclux, calcluy, calcluz), normalization (calcnorm), and calculation
of physical quantities (calcmuen, calcrms). Since some of the dynamically allocated array variables are
used within such loops, they had to be made private for each thread. This was done by allocating matrices
instead of arrays, with the first index in all such matrices corresponding to a thread number.
Additional comments: This package consists of 18 programs, see Program title above, out of which 12
programs (i, ii, iv, v, vii, ix, X, Xi, Xiii, xiv, Xvi, xviii) are serial, while 6 programs (iii, vi, viii, xii, Xv, xvii)
are threaded (OpenMP parallelized). For the particular purpose of each program, please see descriptions
below.
Running time: All running times given in descriptions below refer to programs compiled with gcc on quad-
core Intel Xeon X5460 at 3.16 GHz (CPU1), and programs compiled with icc on quad-core Intel Nehalem
E5540 at 2.53 GHz (CPU2). With the supplied input files, running times on CPU1 are: 5 min (i, iv, ix, xii,
Xiii, xvii, Xviii), 10 min (viii, Xvi), 15 min (iii, X, xi), 30 min (ii, vi, vii), 2 h (v), 4 h (xv), 15 h (xiv). On CPU2,
running times are: 5 min (i, iii, iv, viii, ix, xii, Xiii, xvi, Xvii, xviii), 10 min (vi, X, xi), 20 min (ii, vii), 1 h
(v), 2 h (xv), 12 h (xiv).

© 2012 Elsevier B.V. All rights reserved.

New version program summary (i)
Program title: imagtime1d.
Title of electronic files: imagtime1d.c, imagtime1d.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 4 MB.

Programming language used: C.

Typical running time: 2 min (CPU1), 1 min (CPU2).

Nature of physical problem: This program is designed to solve the
time-dependent GP nonlinear partial differential equation in one

space dimension with a harmonic trap. The GP equation describes
the properties of a dilute trapped Bose-Einstein condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
imaginary time over small time steps. The method yields solutions
of stationary problems.

New version program summary (ii)

Program title: imagtime2d.

Title of electronic files: imagtime2d.c, imagtime2d.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 80 MB.

Programming language used: C.

Typical running time: 30 min (CPU1), 20 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation
in two space dimensions with an anisotropic trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
imaginary time over small time steps. The method yields solutions
of stationary problems.
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New version program summary (iii)

Program title: imagtime2d-th.

Title of electronic files: imagtime2d-th.c, imagtime2d-th.h.
Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 80 MB.

Programming language used: C/OpenMP.

Typical running time: 15 min (CPU1), 5 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation
in two space dimensions with an anisotropic trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
imaginary time over small time steps. The method yields solutions
of stationary problems.

New version program summary (iv)

Program title: imagtimecir.

Title of electronic files: imagtimecir.c, imagtimecir.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 2 MB.

Programming language used: C.

Typical running time: 2 min (CPU1), 1 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation in
two space dimensions with a circularly-symmetric trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
imaginary time over small time steps. The method yields solutions
of stationary problems.

New version program summary (v)

Program title: imagtime3d.

Title of electronic files: imagtime3d.c, imagtime3d.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 1.2 GB.

Programming language used: C.

Typical running time: 1.5 h (CPU1), 1 h (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation
in three space dimensions with an anisotropic trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
imaginary time over small time steps. The method yields solutions
of stationary problems.

New version program summary (vi)

Program title: imagtime3d-th.

Title of electronic files: imagtime3d-th.c, imagtime3d-th.h.
Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 1.2 GB.

Programming language used: C/OpenMP.

Typical running time: 25 min (CPU1), 10 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation

in three space dimensions with an anisotropic trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
imaginary time over small time steps. The method yields solutions
of stationary problems.

New version program summary (vii)

Program title: imagtimeaxial.

Title of electronic files: imagtimeaxial.c, imagtimeaxial.h.
Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 32 MB.

Programming language used: C.

Typical running time: 30 min (CPU1), 20 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation in
three space dimensions with an axially-symmetric trap. The GP

equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
imaginary time over small time steps. The method yields solutions
of stationary problems.

New version program summary (viii)
Program title: imagtimeaxial-th.
Title of electronic files: imagtimeaxial-th.c, imagtimeaxial-th.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 32 MB.

Programming language used: C/OpenMP.

Typical running time: 10 min (CPU1), 5 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation in
three space dimensions with an axially-symmetric trap. The GP

equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
imaginary time over small time steps. The method yields solutions
of stationary problems.

New version program summary (ix)

Program title: imagtimesph.

Title of electronic files: imagtimesph.c, imagtimesph.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 2.5 MB.

Programming language used: C.

Typical running time: 2 min (CPU1), 1 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation in
three space dimensions with a spherically-symmetric trap. The GP

equation describes the properties of a dilute trapped Bose-Einstein
condensate.



2024 D. Vudragovic et al. | Computer Physics Communications 183 (2012) 2021-2025

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
imaginary time over small time steps. The method yields solutions
of stationary problems.

New version program summary (X)

Program title: realtime1d.

Title of electronic files: realtime1d.c, realtime1d.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 4 MB.

Programming language used: C.

Typical running time: 15 min (CPU1), 10 min (CPU2).

Nature of physical problem: This program is designed to solve the
time-dependent GP nonlinear partial differential equation in one
space dimension with a harmonic trap. The GP equation describes
the properties of a dilute trapped Bose-Einstein condensate.
Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
real time over small time steps. The method yields solutions of
stationary and non-stationary problems.

New version program summary (Xi)

Program title: realtime2d.

Title of electronic files: realtime2d.c, realtime2d.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 8 MB.

Programming language used: C.

Typical running time: 15 min (CPU1), 10 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation
in two space dimensions with an anisotropic trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
real time over small time steps. The method yields solutions of
stationary and non-stationary problems.

New version program summary (xii)

Program title: realtime2d-th.

Title of electronic files: realtime2d-th.c, realtime2d-th.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 8 MB.

Programming language used: C/OpenMP.

Typical running time: 5 min (CPU1), 2 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation
in two space dimensions with an anisotropic trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
real time over small time steps. The method yields solutions of
stationary and non-stationary problems.

New version program summary (Xiii)

Program title: realtimecir.

Title of electronic files: realtimecir.c, realtimecir.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 3 MB.

Programming language used: C.

Typical running time: 5 min (CPU1), 5 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation in
two space dimensions with a circularly-symmetric trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
real time over small time steps. The method yields solutions of
stationary and non-stationary problems.

New version program summary (Xiv)

Program title: realtime3d.

Title of electronic files: realtime3d.c, realtime3d.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 700 MB.

Programming language used: C.

Typical running time: 15 h (CPU1), 12 h (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation
in three space dimensions with an anisotropic trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
real time over small time steps. The method yields solutions of
stationary and non-stationary problems.

New version program summary (Xv)

Program title: realtime3d-th.

Title of electronic files: realtime3d-th.c, realtime3d-th.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 700 MB.

Programming language used: C/OpenMP.

Typical running time: 4 h (CPU1), 1.8 h (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation
in three space dimensions with an anisotropic trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
real time over small time steps. The method yields solutions of
stationary and non-stationary problems.

New version program summary (Xxvi)

Program title: realtimeaxial.

Title of electronic files: realtimeaxial.c, realtimeaxial.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 4 MB.

Programming language used: C.

Typical running time: 10 min (CPU1), 5 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation in
three space dimensions with an axially-symmetric trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
real time over small time steps. The method yields solutions of
stationary and non-stationary problems.
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Fig. 1. (Colour online) Speedup in the execution time of realtime2d-th and realtime3d-th threaded (OpenMP parallelized) programs as a function of the number of CPU
cores used. The results are obtained: (a) on an 8-core machine with 2x quad-core Intel Nehalem E5540 CPU at 2.53 GHz, using the icc compiler, (b) on a 12-core machine
with 2 x six-core Intel Nehalem X5650 CPU at 2.66 GHz, using the pgcc compiler. The spatial grid sizes used are 2000 x 2000 (realtime2d-th) and 1000 x 1000 x 300

(realtime3d-th).

New version program summary (Xvii)

Program title: realtimeaxial-th.

Title of electronic files: realtimeaxial-th.c, realtimeaxial-th.h.
Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 4 MB.

Programming language used: C/OpenMP.

Typical running time: 5 min (CPU1), 1 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation in
three space dimensions with an axially-symmetric trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
real time over small time steps. The method yields solutions of
stationary and non-stationary problems.

New version program summary (Xviii)

Program title: realtimesph.

Title of electronic files: realtimesph.c, realtimesph.h.

Computer: Any modern computer with C language compiler
installed.

Maximum RAM memory: 2.5 MB.

Programming language used: C.

Typical running time: 5 min (CPU1), 5 min (CPU2).

Nature of physical problem: This program is designed to solve
the time-dependent GP nonlinear partial differential equation in
three space dimensions with a spherically-symmetric trap. The GP
equation describes the properties of a dilute trapped Bose-Einstein
condensate.

Method of solution: The time-dependent GP equation is solved by
the split-step Crank-Nicolson method by discretizing in space and
time. The discretized equation is then solved by propagation in
real time over small time steps. The method yields solutions of
stationary and non-stationary problems.
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We present a progress report on the development of the Belgrade electron/molecule data base which is
hosted by The Institute of Physics, University of Belgrade and The Astronomical Observatory Belgrade.
The data base has been developed under the standards of Virtual Atomic Molecular Data Centre (VAMDC)
project which provides a common portal for several European data bases that maintain atomic and
molecular data. The Belgrade data base (BEAMDB) covers collisional data of electron interactions with
atoms and molecules in the form of differential (DCS) and integrated cross sections as well as energy loss
spectra. The final goal of BEAMDB becoming both a node within the VAMDC consortium and within the
radiation damage RADAM data base has been achieved.

© 2014 Elsevier B.V. All rights reserved.

1. Introduction

Curating, maintaining and distributing the large amounts of
atomic and molecular (A&M) data that is produced from funda-
mental experiments and calculations is now widely recognised to
be a necessity for the modern research community. There are many
disparate communities which would benefit from such data collec-
tions including those engaged in astrophysical and atmospheric
physics [1], plasma science and technology (with its applications
to the plasma processing [2] or lighting [3] industries), biomedi-
cine/biophysics and to other fundamental and applied research
disciplines such as spectroscopy or surface science [4].

Such communities expect to be able to search for A&M data
through a computerised and networked web-based infrastructure,
e.g., a newly formed EU consortium (developed through a COST
Action MP1002) is creating the RADAM (RAdiation DAMage) data-
base [5] in order to provide A&M data to the radiation chemistry
community. The idea of the RADAM database is to provide access
to relevant data which spans from elementary processes through

* Corresponding author at: Institute of Physics, University of Belgrade, Pregrevica
118, 11080 Belgrade, Serbia.
E-mail address: bratislav.marinkovic@ipb.ac.rs (B.P. Marinkovi¢).

http://dx.doi.org/10.1016/j.nimb.2014.12.039
0168-583X/© 2014 Elsevier B.V. All rights reserved.

to multi-scale and biological effect processes such that those
developing models and radiotherapy tools can have access to
current state of the art data. The importance of such data is high-
lighted by its use in the development of models of particle therapy
that start from track structure and end by predicting cellular dam-
age; such models are the basis of treatment planning [6]. In order
to determine such track structures and to model the role of low
energy electrons and positrons in biologically relevant media it is
necessary to have a full set of cross sections that govern the
elementary interactions along the track [7]. In addition, there is a
necessity for predicting radiation induced DNA damage due to
multi-scale processes or thermo-mechanical effects caused by the
passage of charged particles such as heavy ions that are propagat-
ing through the tissue [8]. The present Belgrade data base (BEAM-
DB) is addressing a part of these needs being centred on electron
collisions by molecular species and more specifically on biomole-
cules or molecules of biological relevance. Thus the newly created
Belgrade database is oriented towards those researchers searching
for state of the art collisional data.

Current data bases that cover the field of atomic and molecular
physics can be distinguished between those that maintain mainly
bibliographic data about the published work on atomic processes
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Fig. 1. The data model of BEAMDB, the Belgrade electron/molecule database, with entities and attributes. The relationships of one-to-one, one-to-many and many-to-many

are shown.

(such as NIST bibliographic database on Atomic Transition Proba-
bilities [9]) and those that maintain actual data sets of evaluated
and recommended values [10]. A new era of data accessibility
opened with the idea of the Virtual Atomic and Molecular Data
Centre (VAMDC) [11] that creates a common portal for different
data bases in the field which use the same data protocol for
exchanging and representing data in the format of so the called
“xsams” xml files (XML Schema for Atomics & Molecular Spectros-
copy [12]). VAMDC now provides a scientific data e-infrastructure
enabling easy access to atomic and molecular data [13].

While there is a vast amount of structural and transition data in
the current VAMDC data bases, the number of collisional data bases
is currently rather small. Our goal is to make a functional data base
that will maintain data on electron/atom and molecule interactions.
These data are in the form of differential and integral cross sections
for elastic scattering and electronic excitation processes. In addition
energy loss spectra as relative intensities of scattered electrons ver-
sus electron energy loss at the fixed impact electron energy and scat-
tering angle are stored in the present data base since these may be
important for direct comparison with theory and useful in determin-

ing ‘total’ energy transfer into a medium. The aim of BEAMDB was to
create a specialised node within VAMDC consortium and RADAM
database and this goal has been achieved.

2. The Belgrade database (BEAMDB)

The first ideas for developing a Belgrade data base came
through a combination of the research interests of those involved
in the development of expert and information systems and those
producing A&M data in Belgrade. It was realised that the establish-
ment of such an A&M database would both facilitate data analysis
and ensure the long term curation of measured sets of data in elec-
tron atom/molecule interactions. The process model was defined
and further developed from the context level to several hierarchi-
cal levels each of them represented by the data flow diagram [14].
This relational data model was then developed and ultimately
implemented.

The present data base follows the VAMDC data model which
defines A&M processes in domain of three classes: radiative,
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Fig. 2. A screen shot of the BEAMDB database at Belgrade server station.

non-radiative and collisional. BEAMDB follows the protocols
defined for presentation of data for collisional processes. In colli-
sions there are always a reactant and a product. In the case of
BEAMDB one of the reactants and one of the products is an elec-
tron. The target in the reactant side could be either an atom or a
molecule but it is always assumed to be in the ground level state.
For molecules it is assumed that the target is in an ensemble of
rotationally excited states that corresponds to the molecule being
in thermal equilibrium at the temperature that is evidenced under
the entity of ‘environment temperature’. The product after the
interaction with an electron can be either in the ground state (elas-
tic scattering) or in an excited state, at present only electronic state
excitations are included but also other types of inelastic processes
(e.g., vibrational excitation or ionisation) can easily be added as
database develops.

The data model of the Belgrade electron/molecule data base
(BEAMDB) is shown in Fig. 1 in which the relationships between
entities of one-to-one and one-to-many are shown. The principle
adopted for data storage is that only those data that have been pre-
viously published and so have been subject to a formal refereeing
procedure, should be included. This principle follows from discus-
sion amongst A&M community and is a consensus of the views of
the data providers, who measure and calculate these A&M data. For
such reasons the sources of the data are therefore included in the
data base with all their crucial entities (authors, journal, volume,
pages, doi, Bibtex). Atoms and molecules are covered by the entity
‘Species’ and are characterised by their state i.e., ‘SpeciesState’
entity. The data itself are organised within ‘DataSets’ which include
‘TabulatedData’ of cross sections or spectroscopic data.

This database is a natural extension of VAMDC software which
provides infrastructure for implementing atomic and molecular
data as a web service. VAMDC software is implemented in Django,
a Python-based web framework which offers forward and reverse
database generation, automatised object-relational mapping, loose
coupling of software modules, automatic administrative interface,
extensible templating system and other advanced features. The
relational database of choice is MySQL, the web server is Nginx
and Python application server is Gunicorn, hosted on a Linux
machine.

VAMDC software requires customisation in terms of writing
data models, mapping fields in the database to keywords in VAM-
DC dictionaries and adapting query functions to connect the xml
generator with the database. Dictionaries are lists of names which
identify certain type of data, key-value pairs that indicate which
attributes could be used in filtering the data on user’s end (“restric-
tables”) and what kind of data can be returned from the database
end (“returnables”).

In cases where the generator does not support desired xml out-
put out-of-the-box, it can be overridden. For the BEAMDB node, we
had to provide 3-dimensional data structure represented with two
X axes and one Y axis. Such data structure is supported in xsams
schema but not implemented in VAMDC generator, which expects
single X and Y axes. For such specific needs, VAMDC software
allows writing a function named XML() on the specific entity in
the model that needs alteration. In this way, a generator is
bypassed and desired custom output can be controlled by the node
owner which adds flexibility and removes potential bottleneck in
software development.

Access to the data is possible via Table Access Protocol (TAP), a
Virtual Observatory standard of a web service or via AJAX-enabled
web interface (http://servo.aob.rs/emol/). Relying on JQuery (a
javascript framework) libraries, the web interface allows asynchro-
nous access to database which enhances the dynamic nature of the
application. Both queries return data in xsams format.

3. Data sets

A screen shot of BEAMDB Database at Belgrade server station is
shown in Fig. 2. Since the intention of the authors was to easily
identify what kind of electron collisional data could be retrieved,
the front page of BEAMDB is created in such manner that it consists
of simple and small number (four) combo-boxes. Within the field
entity entitled ‘Collision Type’ one can choose between ‘Elastic’
and ‘Electronic Excitation’ or ‘Energy-loss Spectrum’ and ‘Total
Scattering’. One also can select under the entity ‘Species’ all avail-
able atomic and molecular targets that are currently maintained in
the data base. After selecting one of the targets, automatically the
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Table 1
Data set represented in ‘xsams’ format for electron excitation of silver atom [15].
</Processes>
<Collisions>
<CollisionalTransition id=*‘‘PIPBemol-C29°° >
<SourceRef>BIPBemol-NIMB279_53_2012_1-s2.0-50168583X11010263-main_SDTosic_etal
</SourceRef>
<ProcessClass>
<UserDefinition>Electronic Excitation</UserDefinition>
<Code>exci</Code>
<IAEACode>EEX</IAEACode>
</ProcessClass>
<Reactant>
<SpeciesRef>XIPBemol-1l4</SpeciesRef>
<StateRef>SIPBemol-43</StateRef>
</Reactant>
<Reactant>
<SpeciesRef>XIPBemol-XElectron</SpeciesRef>
</Reactant>
<Product><SpeciesRef>XIPBemol-1l4</SpeciesRef>
<StateRef>SIPBemol-44</StateRef>
</Product>
<DataSets>
<DataSet dataDescription=¢‘IPB(2012) Ag_2P DCS small angels’’>
<TabulatedData>
<SourceRef>BIPBemol-NIMB279_53_2012_1-s2.0-50168583X11010263-main_SDTosic_etal
</SourceRef>
<Xunits=¢¢eV’’ parameter=‘‘energy’’><DatalList count=°¢567>>>1010101010101010101010101020202020202020
2020204040404040404040606060606060606060808080808080808080100100100100100100100100</Datalist></X>
<Xunits=°¢‘deg’’ parameter="‘‘angle’’><Datalist count=¢57"’>3456789101112131415567891011121314567
891011124567891011124567891011123456789 10</DataList></X>
<Y units=‘‘m2/sr’’ parameter=‘‘DCS’’>
<DataList count=*¢57’’>52.9e-20 49.7e-20 46.5e-20 43.4e-20 40.3e-20 37.2e-20 34e-20 30.9e-20 28e-20 25.1e-20
22.6e-20 20.4e-20 18.7e-20 67.4e-20 57.9e-20 48.9e-20 40.7e-20 33.5e-20 27.4e-20 22.4e-20 18.4e-20 15.3e-20 13e-20 62e-20
46.5e-20 34.4e-20 25.4e-20 18.9e-20 14.3e-20 11.1e-20 8.9e-20 85e-20 55.7e-20 36.2e-20 23.6e-20 15.5e-20 10.4e-20 7.3e-20
5.3e-204.01e-20 64e-20 40e-2025.6e-2016.6e-20 10.9e-20 7.2e-20 4.8e-20 3.28e-20 2.34e-20 112e-20 57e-20 30.9e-20 18.1e-20
11.2e-20 7e-20 4.2e-20 1.95e-20</DatalList>
<Accuracy relative=¢‘false’’ type=‘‘statistical’’>
<ErrorList count=¢“57"">6.6e-20 5.7e-20 5.1e-20 4.7e-20 4.3e-20 3.9e-20 3.5e-20 3.2e-20 2.9e-20 2.6e-20 2.3e-20
2.1e-201.9e-207.4e-20 6.2e-20 5.2e-20 4.2e-20 3.5e-20 2.8e-202.3e-201.9e-20 1.6e-20 1.4e-20 11e-20 7.8e-20 5.7e-20 4.3e-20
3.2e-20 2.5e-20 2e-20 1.6e-20 19e-20 12.3e-20 7.8e-20 5e-20 3.3e-20 2.2e-20 1.5e-20 1.1e-20 0.86e-20 18e-20 11e-20 6.7e-20
4.2e-202.8e-20 1.8e-20 1.2e-20 0.84e-20 0.6e-20 38e-20 18e-20 9.6e-20 5.5e-20 3.4e-20 2.1e-20 1.3e-20 0.59e-20</ErrorList>
</Accuracy>
</Y>
</TabulatedData>
</DataSet>
</DataSets>
</CollisionalTransition>
</Collisions>
</Processes>

choice of ‘Species State’ can be selected. Finally, one may select
‘Cross Section Type’ that is of interest for a specific species and
states and this includes differential (DCS) or other integrated cross
sections (integral, Qr, momentum transfer, Qur and viscosity
cross sections, Qys).

The BEAMDB provides data in the ‘xsams’ xml format only. Pro-
viding the datasets in some other reader friendly formats is
achieved through data portals, both VAMDC and RADAM, where
the current data base is registered as a node. Both portals use spe-
cific data tools that converts ‘xsams’ data in either tabular form or
graphical representation. One of the VAMDC consortium goals is to
improve accessibility and presentation of data via standardised
graphic interface. BEAMDB implement these tools as soon as they
become available.

All data maintained within the BEAMDB data base are arranged
in the form of strings, e.g., for the DCS sets of data there are two
strings for the X axes (X1 - scattering angle and X2 - impact
energy) and two strings for Y axes (values of DCS and an accompa-
nied string with uncertainties). Examples of such data sets are

those published for absolute differential cross sections for electron
excitation of silver at small scattering angles [15] (see Table 1) or
for elastic electron scattering from the formamide molecule [16].

An example of the visualisation of a data set that represents the
differential cross section surface versus impact electron energy and
scattering angle for elastic scattering from formamide [16] is
shown in Fig. 3.

For integrated cross sections (Qint, Qur, Quis) the data requires
only one X axis (Impact Energy) while the Y axes displays both val-
ues and uncertainties. When Energy Loss spectra are presented
then the X axis represents energy loss and Y axis represent counts
that are obtained in the specific scan. An example of an energy loss
spectrum is shown in Fig. 4 for 80 eV electrons scattered at the
angle of 2° from the alanine molecule CH;-CH(NH,)-COOH [17,18].

4. Conclusions and prospects

The present Belgrade BEAMDB data base curates and displays
electron/(atom)molecule interaction data published in the scien-
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Fig. 3. Differential cross section (DCS) surface versus impact electron energy and scattering angle for elastic scattering from formamide. The DCS is in units of 1072° m?/srad,
the impact energy is expressed in eV and the scattering angle in degrees. The data points are represented by open circles while the connecting lines are interpolated values.
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Fig. 4. An energy loss spectrum of 80 eV electrons scattered at the angle of 2° from
alanine, CH3-CH(NH,)-COOH, molecule.

tific literature and contains a unique set of data within the VAMDC
consortium. It is therefore contributing to the e-infrastructure that
has been created the VAMDC project. The aim of this database is to
be accessible to, and be used by, the wider scientific community
and its accessibility through VAMDC will allow this.

Another aim of the BEAMDB database is to facilitate the evalu-
ation of data undertaken by the Electron-Molecule Data Board
(eMol-board), a team of experts that meets regularly and perform
critical analysis of published electron/molecule data on specific
molecular targets. The combination of data sets within this data-
base and other databases that contain collisional data (e.g., [19])
with data reviews (e.g., [2,20]) will facilitate the task of eMol-board
to provide recommended cross-section values and consider future
data needs [13].

The BEAMDB is also included in the wider scope of RADAM data
base which covers the specific needs of radiation community. The
RADAM data base [21] has five distinctive areas that cover complex
processes met in radiation damage i.e., photon, ion, electron/posi-
tron interactions, multi-scale processes and biological effects [5].
In future, the present electron interaction database may be used

to make a clone database that would maintain the same structure
but would curate positron interaction data sets.
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Abstract. We present Path Integral Monte Carlo C code for calculation of quantum
mechanical transition amplitudes for 1D models. The SPEEDUP C code is based on the
use of higher-order short-time effective actions and implemented to the maximal order
p=18 in the time of propagation (Monte Carlo time step), which substantially improves
the convergence of discretized amplitudes to their exact continuum values. Symbolic
derivation of higher-order effective actions is implemented in SPEEDUP Mathematica
codes, using the recursive Schrodinger equation approach. In addition to the general
1D quantum theory, developed Mathematica codes are capable of calculating effective
actions for specific models, for general 2D and 3D potentials, as well as for a general
many-body theory in arbitrary number of spatial dimensions.
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1 Introduction

Exact solution of a given many-body model in quantum mechanics is usually expressed
in terms of eigenvalues and eigenfunction of its Hamiltonian

M

AD
A=Y P4 v(q,,qm), (1.1)
— 2m;

but it can be also expressed through analytic solution for general transition amplitude
A(a,b;T) = (ble~'TH/"|a) from the initial state |a) to the final state |b) during the time of
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propagation T. Calculation of transition amplitudes is more suitable if one uses path inte-
gral formalism [1-3], but in principle, if eigenproblem of the Hamiltonian can be solved,
one should be able to calculate general transition amplitudes, and vice versa. However,
mathematical difficulties may prevent this, and even more importantly, exact solutions
can be found only in a very limited number of cases. Therefore, use of various analytic
approximation techniques or numerical treatment is necessary for detailed understand-
ing of the behavior of almost all models of interest.

In numerical approaches it could be demanding and involved to translate numerical
knowledge of transition amplitudes to (or from) eigenstates, but practically can be always
achieved. It has been implemented in various setups, e.g. through extraction of the
energy spectra from the partition function [2-5], and using the diagonalization of space-
discretized matrix of the evolution operator, i.e. matrix of transition amplitudes [6-10].
All these applications use the imaginary-time formalism [11, 12], typical for numerical
simulations of such systems.

Recently introduced effective action approach [13-17] provides an ideal framework
for exact numerical calculation of quantum mechanical amplitudes. It gives systematic
short-time expansion of amplitudes for a general potential, thus allowing accurate cal-
culation of short-time properties of quantum systems directly, as has been demonstrated
in [8-10]. For numerical calculations that require long times of propagation to be con-
sidered using e.g. Monte Carlo method, effective action approach provides improved
discretized actions leading to the speedup in the convergence of numerically calculated
discretized quantities to their exact continuum values. This has been also demonstrated
in Monte Carlo calculations of energy expectation values using the improved energy es-
timators [5, 18].

In this paper we present SPEEDUP codes [19] which implement the effective action
approach, and which were used for numerical simulations in [4,5,8-10,13-17]. The pa-
per is organized as follows. In Section 2 we briefly review the recursive approach for
analytic derivation of higher-order effective actions. SPEEDUP Mathematica codes capa-
ble of symbolic derivation of effective actions for a general one- and many-body theory
as well as for specific models is described in detail in Section 3, while in Section 4 we
describe SPEEDUP Path Integral Monte Carlo C code, developed for numerical calcula-
tion of transition amplitudes for 1D models. Section 5 summarizes presented results and
gives outlook for further development of the code.

2 Theoretical background

From inception of the path integral formalism, expansion of short-time amplitudes in
the time of propagation was used for the definition of path integrals through the time-
discretization procedure [2,3]. This is also straightforwardly implemented in the Path
Integral Monte Carlo approaches [20], where one usually relies on the naive discretization
of the action. Several improved discretized actions, mainly based on the Trotter formula
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and its generalizations, were developed and used in the past [21-23]. A recent analysis of
this method can be found in Jang et al [24]. Several related investigations dealing with the
speed of convergence have focused on improvements in short-time propagation [25, 26]
or the action [27]. More recently, split-operator method has also been developed [28-32],
later extended to include higher-order terms [33-36], and systematically improved using
the multi-product expansion [37-39].

The effective action approach is based on the ideal discretization concept [16]. It was
introduced first for single-particle 1D models [13-15] and later extended to general many-
body systems in arbitrary number of spatial dimensions [5,17]. This approach allows
systematic derivation of higher-order terms to a chosen order p in the short time of prop-
agation.

Recursive method for deriving discretized effective actions, established in [17], is
based on solving the underlying Schrodinger equation for the amplitude. It has proven
to be the most efficient tool for treatment of higher-order expansion. In this section we
give brief overview of the recursive method, which will be implemented in Mathematica
in the next section. We start with the case of single particle in 1D, used in the SPEEDUP
C code. Throughout the paper we will use natural system of units, in which 7 and all
masses are set to unity.

2.1 One particle in one dimension

In the effective action approach, transition amplitudes are expressed in terms of the ideal
discretized action S* in the form
Ty 1 —S*(a,b;T)

A(a,b;T) 27rTe , 2.1)
which can be also seen as a definition of the ideal action [16]. Therefore, by definition,
the above expression is correct not only for short times of propagation, but for arbitrary
large times T. We also introduce the ideal effective potential W,

N 1/b—a\?

reminiscent of the naive discretized action, with the arguments of the effective potential
(a, b, T) usually written as W(#, b%” ,'T), to emphasize that we will be using mid-point
prescription.

However, ideal effective action and effective potential can be calculated analytically
only for exactly solvable models, while in all other cases we have to use some approxi-
mative method. We use expansion in the time of propagation, assuming that the time T
is small. If this is not the case, we can always divide the propagation into N time steps,
so that e=T/N is small. Long-time amplitude is than obtained by integrating over all
short-time ones,

A(a,b;T) :/dql---qu_l A(a,q1;€) A(q1,925€) - A(gn-1,bs¢€), (2.3)

, 2.2)
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paving the way towards Path Integral Monte Carlo calculation, which is actually imple-
mented in the SPEEDUP C code.

If we consider general amplitude A(gq,4’;¢), introduce the mid-point coordinate x =
(9+49')/2 and deviation ¥ = (q'—q) /2, and express A using the effective potential,

T 2o ew(es
Alagie)=—=e ePeW(n ) 2.4)

the time-dependent Schrodinger equation for the amplitude leads to the following equa-
tion for W
=3 L L Lo 2, Lo 1

W4 xdW +ed, W — gsa W— gsa W+ gt (OW)~+ 3¢ (OW)“ = 5 (Va+Vo), (2.5)
where V=V (x£x),i.e. V_=V(q), V.:=V(q'). The short-time expansion assumes that we
expand W to power series in ¢ to a given order, and calculate the appropriate coefficients
using Eq. (2.5). We could further expect that this results in coefficients depending on the
potential V(x) and its higher derivatives. However, this scheme is not complete, since
the effective potential depends not only on the mid-point x, but also on the deviation
%, and the obtained equations for the coefficients cannot be solved in a closed form. In
order to resolve this in a systematic way, we make use of the fact that, for short time of
propagation, deviation ¥ is on the average given by the diffusion relation ¥? ¢, allowing
double expansion of W in the form

e} m
W(x,xe)= ) Zcm,k(x)em_kfy‘. (2.6)
m=0k=0

Restricting the above sum over m to p—1 leads to level p effective potential W, (x,%;e)
which gives expansion of the effective action Sy, to order ¢7, and hence the level desig-
nation p for both the effective action and the corresponding potential W,. Thus, if the
diffusion relation is applicable (which is always the case in Monte Carlo calculations), in-
stead of the general double expansion in ¥ and ¢, we are able to obtain simpler, systematic
expansion in ¢ only.

As shown previously [13-15], when used in Path Integral Monte Carlo simulations for
calculation of long time amplitudes according to Eq. (2.3), use of level p effective action
leads to the convergence of discretized amplitudes proportional to €7, i.e. as 1/ N?, where
N is the number of time steps used in the discretization.

If we insert the above level p expansion of the effective potential to Eq. (2.5), we obtain
the recursion relation derived in [17],

m—2
8(m+k+1)cu k= (2k+2)(2k+1) Canjer1 16— Y Y€tk
I=0 r
m—2
- Z ZZV(Zk_Zr‘*—Z)Cl,r Cm—1—1k—r+1, (2~7)
I=1 r
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Figure 1: Order in which the coefficients c,, ; are calculated: diagonal ones from Eq. (2.8), off-diagonal from
recursion (2.7).

where the sum over r goes from max{0, k—m+I1+2} to min{k, I}. This recursion can
be used to calculate all coefficients c,, x to a given level p, starting from the known initial
condition, cgp = V. The diagonal coefficients can be calculated immediately,

Vv (@2m)

Cm,m= W, (28)

and for a given value of m=0,---p—1, the coefficients c,, x follow recursively from evalu-
ating (2.7) for k=m—1,---,1,0, as illustrated in Fig. 1.

2.2 Extension to many-body systems

The above outlined approach can be straightforwardly applied to many-body systems.
Again the amplitude is expressed through the effective action and the corresponding
effective potential, which now depends on mid-point positions and deviations of all par-
ticles. For simplicity, these vectors are usually combined into D x M dimensional vectors
x and X, where D is spatial dimensionality, and M is the number of particles. In this
notation,

, 1 20 %
A(q,q ;S):We £X SW(X,X,S)’ (29)
where initial and final position q=(q1,---,qum) and q'=(q},---,q},) are analogously de-
fined D x M dimensional vectors. Here we will not consider quantum statistics of parti-
cles. The required symmetrization or antisymmetrization must be applied after transition
amplitudes are calculated using the effective potential.

Many-body transition amplitudes satisfy D x M-dimensional generalization of the
time-dependent Schrodinger equation, which leads to the equation for the effective po-
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tential similar to Eq. (2.5), with vectors replacing previously scalar quantities,

= 1 1 - 1 1,5, 1
W% IW +ed; W — 2 ed™W - gSaZW+ € @W) 2@ W) =3 (Vi +Vo).  (210)
The effective potential for short-time amplitudes again can be written in the form of the
double expansion in € and x. However, it turns out to be advantageous to use the expan-
sion

W(x,x;¢) Z Zsm kak (x,X), (2.11)
m=0k=0

and work with fully contracted quantities W, x
Wm,k(x,f() = fil fiz leka k ok (X) , (212)

rather than with the respective coefficients ¢l k . In this way we avoid the computa-
tionally expensive symmetrization over all 1nd1ces i1,---,ipk. After inserting the above
expansion into the equation for the effective potential, we obtain the recursion relation
which represents a generalization of previously derived Eq. (2.7) for 1D case, and has the
form

m—2

(4K 1) Wi = 0 W13 Woner1 = Y Y (OWL)- (0Won-i-24r)
I=0 r

- ZZ (OW1,) - (OWn— i1 f—r+1)- (2.13)

The sum over r runs from max{0, k—m+I[+42} to min{k, I}, while diagonal quantities
Wi, can be calculated directly,

L x-9)2"V. (2.14)

Wm,m: m(x )

The above recursion disentangles, in complete analogy with the previously outlined case
of one particle in 1D, and is solved in the order shown in Fig. 1.

3 SPEEDUP Mathematica codes for deriving the higher-order
effective actions

The effective action approach can be used for numerically exact calculation of short-time
amplitudes if the effective potential W, can be analytically derived to sufficiently high
values of p such that the associated error is smaller than the required numerical pre-
cision. The error e’ for the effective action, obtained when level p effective potential
is used, translates into e?"PM/2 for a general many-body short-time amplitude. How-
ever, when amplitudes are calculated using the Path Integral Monte Carlo SPEEDUP C
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code [19], which will be presented in the next section, the errors of numerically calculated
amplitudes are always proportional to e’ ~1/N?, where N is number of time-steps in the
discretization of the propagation time T.

Therefore, accessibility of higher-order effective actions is central to the application of
this approach if it is used for direct calculation of short-time amplitudes [8-10], as well
as in the case when PIMC code is used [4, 5, 18]. However, increase in the level p leads
to the increase in complexity of analytic expressions for the effective potential. On one
hand, this limits the maximal accessible level p by the amount of memory required for
symbolic derivation of the effective potential. On the other hand, practical use of large
expressions for W, may slow down numerical calculations, and one can opt to use lower
than the maximal available level p when optimizing total CPU time required for numer-
ical simulation. The suggested approach is to study time-complexity of the algorithm in
practical applications, and to choose optimal level p by minimizing the execution time
required to achieve fixed numerical precision.

We have implemented efficient symbolic derivation of higher-order effective actions
in Mathematica using the recursive approach. All source files described in this section
are located in the Mathematica directory of the SPEEDUP code distribution.

3.1 General 1D Mathematica code

SPEEDUP code [19] for symbolic derivation of the effective potential to specified level
p is implemented in Mathematica [40], and is available in the EffectiveAction-1D.nb
notebook. It implements the algorithm depicted in Fig. 1 and calculates the coefficients
Cpk for m=0,---,p—1 and k=m,---,0, starting from the initial condition cgo=V. For a
given value of m, the diagonal coefficient c,, s, is first calculated from Eq. (2.8), and then
all off-diagonal coefficients are calculated from the recursion (2.7).

In this code the potential V(x) is not specified, and the effective potential is derived
for a general one-particle 1D theory. The resulting coefficients c,, , and the effective po-
tential are expressed in terms of the potential V and its higher derivatives. Level p effec-
tive potential, constructed as

p=1 m
Wy(x, )= Y Y cmp(x)e" 2, (3.1)
m=0k=0

contains derivatives of V to order 2p —2.

The only input parameter of this Mathematica code is the level p to which the effec-
tive potential should be calculated. As the code runs, it prints used amount of memory
(in MB) and CPU time. This information can be used to estimate the required comput-
ing resources for higher values of p. The calculated coefficients can be exported to a
tile, and later imported for further numerical calculations. As an illustration, the file
EffectiveAction-1D-export-p5.m contains exported definition of all the coefficients
cm k calculated at level p =5, while the notebook EffectiveAction-1D-matching-p5.nb
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contains matching output from the interactive session used to produce the above p =5
result.

The execution of this code on a typical 2 GHz CPU for level p =10 requires 10-15 MB
of RAM and several seconds of CPU time. We have successfully run this code for levels as
high as p =35 [19]. SPEEDUP C code implements effective actions to the maximal level
p = 18, with the size of the corresponding C function around 2 MB. If needed, higher
levels p can be easily implemented in C and added to the existing SPEEDUP code.

3.2 General 2D and 3D Mathematica code

Although we have developed Mathematica code capable of deriving effective actions
for a general many-body theory in arbitrary number of spatial dimensions, in practical
applications in 2D and 3D it can be very advantageous to use simpler codes, able to
produce results to higher levels p than the general code [9,10].

This is done in files EffectiveAction-2D.nb and EffectiveAction-3D.nb, where
the recursive approach is implemented directly in 2D and 3D. Execution of these codes
requires more memory: for p =10 effective action one needs 60 MB in 2D case, while
in 3D case the needed amount of memory increases to 860 MB. On the other hand, the
execution time is several minutes for 2D code and around 30 minutes for 3D code.

The distribution of the SPEEDUP code contains exported p =5 definitions of con-
tractions W, x for both 2D and 3D general potential, as well as matching outputs from
interactive sessions used to generate these results.

3.3 Model-specific Mathematica codes

When general expressions for the effective actions, obtained using the above described
SPEEDUP Mathematica codes, are used in numerical simulations, one has to specify the
potential V and its higher derivatives to order 2p—2 in order to be able to calculate tran-
sition amplitudes. Such approach is justified for systems where the complexity of higher
derivatives increases. However, for systems where this is not the case, or where only a
limited number of derivatives is non-trivial (e.g. polynomial interactions), it might be
substantially beneficial to specify the potential at the beginning of the Mathematica code
and calculate the derivatives explicitly when iterating the recursion.

Using this approach, one is able to obtain coefficients c,, ; and the effective poten-
tial W directly as functions of the mid-point x. This is implemented in the notebooks
EffectiveAction-1D-AHO.nb and EffectiveAction-2D-AHO.nb for the case of anhar-
monic oscillators in 1D and 2D,

A

VlD_AHo(x) = §x2+%x4, (3.2)
A

VZD_AHO(x):E(x2+y2)+2g—4(x2+y2)2. (33)



A. Balaz etal. / Commun. Comput. Phys., 11 (2012), pp. 739-755 747

These codes can be easily executed within few seconds and with the minimal amounts of
memory even for p =20. For 1D anharmonic oscillator we have successfully calculated
effective actions to excessively large value p =144, and in 2D to p =67 [19], to illustrate
the advantage of this model-specific method.

Similar approach can be also used in another extreme case, when the complexity of
higher derivatives of the potential V increases very fast, so that entering the correspond-
ing expressions to the code becomes impractical. Even in this situation expressions for
effective actions can be usually simplified using some appropriate model-specific ansatz.
The form of such ansatz can be deduced from the form of model-specific effective po-
tentials, and then used to simplify their derivation. Such use-case is illustrated in the
SPEEDUP Mathematica code for the modified Poscl-Teller potential,

Vip—mpr(X) =— ( A

coshax)?’ (3-4)

For this potential, the coefficients c,, x of the effective potential can be expressed in the

form ( )21
11 tanhax
Cm,k(x) = l;)dm,k,l (COShDCX)zm_21+2 4

(3.5)

and newly introduced constant coefficients d,, i ; can be calculated using the model-speci-
fic recursion in EffectiveAction-1D-MPT.nb. The form of the ansatz (3.5) is deduced
from the results of executing general 1D Mathematica code, with the model-specific po-
tential (3.4) defined before the recursion calculation of the coefficients is performed. Us-
ing this approach, we were able to obtain maximal level p =41 effective action [19].

3.4 General many-body Mathematica code

SPEEDUP Mathematica code for calculation of effective action for a general many-body
theory is implemented using the MathTensor [41] package for tensorial calculations in
Mathematica. This general implementation required some new functions related to the
tensor calculus to be defined in the source notebook EffectiveAction-ManyBody .nb pro-
vided with the SPEEDUP code.

The function GenNewInd[n] generates the required number n of upper and lower in-
dices using the MathTensor function UpLo, with the assighed names up1, 101,---, as well
as lists upi and loi, each containing n strings corresponding to the names of generated
indices. These new indices are used in the implementation of the recursion for calcula-
tion of derivatives of W, x, contractions of the effective potential, and for this reason had
to be explicitly named and properly introduced.

The expressions obtained by iterating the recursion contain large numbers of contrac-
tions, and function NewDefUnique [contr] replaces all contracted indices with the newly-
introduced dummy ones in the contraction contr, so that they do not interfere with the
calculation of derivatives in the recursion. This is necessary since the derivatives in re-
cursion do not distinguish contracted indices from non-contracted ones if their names
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happen to be generated by the function GenNewInd. Note that the expression contr does
not have to be full contraction, i.e. function NewDefUnique will successfully act on ten-
sors of any kind if they have contracted indices, while it will leave them unchanged if no
contractions are present.

The function NewDerivativeVec[contr, vec, ind] implements calculation of the
first derivative of the tensor contr (which may or may not contain contracted indices,
but if it does, they are supposed to be uniquely defined dummy ones, which is achieved
using the function NewDefUnique). The derivative is calculated with respect to vector vec
with the vectorial index ind. The index ind can be either lower or upper one, and has to
be generated previously by the function GenNewInd.

Finally, the function NewLaplacianVec [contr, vec] implements the Laplacian of the
tensor contr with respect to the vector vec, i.e. it performs the calculation of contractions
of the type

I -contr. (3.6)

dvec; dvec!

After all described functions are defined, the execution of the code proceeds by set-
ting the desired level of the effective action p, generating the needed number of named
indices using the function call GenNewInd[2 p + 2], and then by performing the recur-
sion according to the scheme illustrated in Fig. 1. The use of MathTensor function CanAll
in the recursion ensures that the obtained expressions for Wlm, k] will be simplified if
possible. This is achieved in MathTensor by sorting and renaming all dummy indices
using the same algorithm and trying to simplify the expression obtained in such way. By
default, Mathematica will distinguish contracted indices in two expressions if they are
named differently, and MathTensor works around it using the renaming scheme imple-
mented in CanAll.

The computing resources required for the execution of the many-body SPEEDUP
Mathematica code depend strongly on the level of the effective action. For example,
for level p =5 the code can be run within few seconds with the minimal memory re-
quirements. The notebook with the matching output of this calculation is available as
EffectiveAction-ManyBody-matching-p5.nb, and the exported results for Wlm, k] are
available in EffectiveAction-ManyBody-export-p5.m. We were able to achieve maxi-
mal level p =10 [19], with the CPU time of around 2 days on a recent 2 GHz processor.
The memory used by Mathematica was approximately 1.6 GB.

Note that exporting the definition of the effective potential from Mathematica to a file
will yield lower and upper indices named 111, uui, etc. In order to import previous re-
sults and use them for further calculations with the provided Mathematica code, it is nec-
essary to replace indices in the exported file to the proper index names used by the func-
tion GenNewInd. This is easily done using find /replace feature of any text editor. Prior to
importing definition of the effective potential, it is necessary to initialize MathTensor and
all additional functions defined in the notebook EffectiveAction-ManyBody.nb, and to
generate the needed number of named indices using the function call GenNewInd [2p+2].
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4 SPEEDUP C codes for Monte Carlo calculation of 1D
transition amplitudes

For short times of propagation, the effective actions derived using the above described
Mathematica codes can be directly used. This has been extensively used in [8, 9], where
SPEEDUP codes were applied for numerical studies of several lower-dimensional models
and calculation of large number of energy eigenvalues and eigenfunctions. The similar
approach is used in [10], where SPEEDUP code was used to study properties of fast-
rotating Bose-Einstein condensates in anharmonic trapping potentials. The availability
of a large number of eigenstates allowed not only precise calculation of global properties
of the condensate (such as condensation temperature and ground state occupancy), but
also study of density profiles and construction of time-of-flight absorption graphs, with
the exact quantum treatment of all available eigenfunctions.

However, in majority of applications the time of propagation cannot be assumed to
be small. The effective actions are found to have finite radius of convergence [8], and if
the typical propagation times in the considered case exceed this critical value, Path Inte-
gral Monte Carlo approach must be used in order to accurately calculate the transition
amplitudes and the corresponding expectation values [4,18]. As outlined earlier, in this
case the time of propagation T is divided into N time steps, such that e=T/N is suffi-
ciently small and that the effective action approach can be used. The discretization of the
propagation time leads to the following expression for the discretized amplitude

dql'-'qu,1 _clp
AJ(VP)W'Z”T):/ oL @1

where S ;f,’ ) stands for the discretized level p effective action,

N-1 —q.)2
S;\l;): Z [W"‘Ewp(xk/fk;g) , (4.2)

and qo=a, qn =b, Xx = (qks1+qx) /2, Tk = (Gxs1— k) / 2.

Level p discretized effective action is constructed from the corresponding effective
potential W,, calculated as power series expansion to order ¢” 1. Since it enters the action
multiplied by ¢, this leads to discretized actions correct to order €7, i.e. with the errors of

the order ¢?*1. The long-time transition amplitude A](\’f) (a,b;T) is a product of N short-
time amplitudes, and its errors are expected to scale as N .ePT1~1/NP, as has been shown
in [5,13-15] for transition amplitudes, and in [5, 18] for expectation values, calculated
using the corresponding consistently improved estimators.

4.1 Algorithm and structure of the code

SPEEDUP C source is located in the src directory of the code distribution [19]. It uses the
standard Path Integral Monte Carlo algorithm for calculation of transition amplitudes.
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The trajectories are generates by the bisection algorithm [20], hence the number of time-
steps N is always given as a power of two, N =2°. When the amplitude is calculated
with 2° time steps, we can also easily calculate all discretized amplitudes in the hierarchy
25-1 ... 20 a4t no extra cost. This requires only minor additional CPU time and memory,
since the needed trajectories are already generated as subsets of maximal trajectories with
2° time-steps.

The trajectory is constructed starting from bisection level n =0, where we only have
initial and final position of the particle. At bisection level n=1 the propagation is divided
into two time-steps, and we have to generate coordinate g of the particle at the moment
T/2, thus constructing the piecewise trajectory connecting points a at the time t =0, g
att=T/2,and b at t =T. The coordinate g is generated from the Gaussian probability
density function centered at (a+b)/2 and with the width 07 =+/T/2. The procedure
continues iteratively, and each time a set of points is added to the piecewise trajectory. At
each bisection level n the coordinates are generated from the Gaussian centered at mid-
point of coordinates generated at level n—1, with the width ¢,, =+/T/2". To generate
numbers 7 from the Gaussian centered at zero we use Box-Miiller method,

=1/ —202In¢; cos2mly, (4.3)

where numbers ¢; and ¢, are generated from the uniform distribution on the interval
[0,1], using the SPRNG library [42]. If the target bisection level is s, then at bisection
level n <s we generate 2"~! numbers using the above formula, and construct the new
trajectory by adding to already existing points the new ones, according to

q[i‘zs—n-i-l] +q[(i+1) ‘zs—n-i-l]
2 7

al(1+20)- 27" =5+ (4.4
where i runs from 0 to 2"~1—1. This ensures that at bisection level s we get trajectory
with N =2° time-steps, consisting of N+1 points, with boundary conditions g[0] =a and
q[N]=b. At each lower bisection level n, the trajectory consists of 2" +1 points obtained
from the maximal one (level s trajectory) as a subset of points q[i-2°~"] fori=0,1,---,2".

The use of trajectories generated by the bisection algorithm requires normalization
factors from all Gaussian probability density functions with different widths to be taken
into account. This normalization is different for each bisection level, but can be calculated
easily during the initialization phase.

The basic C code is organized in three source files, main.c, p.c and potential.c,
with the accompanying header files. The file potential. c (its name can be changed, and
specified at compile time) must contain a user-supplied function V0 (), defining the po-
tential V. For a given input value of the coordinate, VO() should initialize appropriate
variables to the value of the potential V and its higher derivatives to the required or-
der 2p—2. When this file is prepared, SPEEDUP code can be compiled and used. The
distributed source contains definition of 1D-AHO potential in the file potential.c, the
same as in the file 1D-AHO. c.
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The execution of the SPEEDUP code starts with the initialization and allocation of
memory in the main() function, and then the array of amplitudes and associated MC
error estimates for each bisection level n =0,---,s is calculated by calling the function
mc (). After printing the output, main() deallocates used memory and exits. Function
mc () which implements the described MC algorithm is also located in the file main.c, as
well as the function distr (), which generates maximal (level s) trajectories.

The function mc () contains main MC sampling loop. In each step new level s trajec-
tory is generated by calling the function distr (). Afterwards, for each bisection level 7,
function func () is invoked. This function is located in the file p. ¢, and returns the value
of the function e~%, properly normalized, as described earlier. This value (and its square)
is accumulated in the MC loop for each bisection level n and later averaged to obtain the
estimate of the corresponding discretized amplitude and the associated MC error.

The function func () makes use of C implementation of earlier derived effective ac-
tions for a general 1D potential. For a given trajectory at the bisection level n, func()
will first initialize appropriate variables with the values of the potential and its higher
derivatives (to the required level 2p—2) by calling the user-supplied function V0 (), lo-
cated in the file potential.c. Afterwards the effective action is calculated according to
Eq. (4.2), where the effective potential is calculated by the function Wp (), located in the
file p.c. The desired level p of the effective action is selected by defining the appropriate
pre-processor variable when the code is compiled.

In addition to this basic mode, when SPEEDUP code uses general expression for level
p effective action, we have also implemented model-specific mode, described earlier. If
effective actions are derived for a specific model, then user can specify an alternative p.c
file to be used within the directory src/models/<model>, where <model> corresponds
to the name of the model. If this mode is selected at compile time, the compiler will
ignore p. ¢ from the top src directory, and use the model-specific one, defined by the user.
The distributed source contains model definitions for 1D-AHO and 1D-MPT potentials
in directories src/models/1D-AHO and src/models/1D-MPT. Note that in this mode the
potential is specified directly in the definition of the effective potential, and therefore the
function VO () is not used (nor the potential.c file).

4.2 Compiling and using SPEEDUP C code

SPEEDUP C source can be easily compiled using the Makefile provided in the top direc-
tory of the distribution. The compilation has been thoroughly tested with GNU, Intel and
IBM XLC compilers. In order to compile the code one has to specify the compiler which
will be used in the Makefile by setting appropriately the variable COMPILER, and then to
proceed with the standard command of the type make <target>, where <target> could
be one of all, speedup, sprng, clean-all, clean-speedup, clean-sprng.

The SPRNG library [42] is an external dependency, and for this reason it is located in
the directory src/deps/sprng4.0. In principle, it has to be compiled only once, after the
compiler has been set. This is achieved by executing the command make sprng. After-
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wards the SPEEDUP code can be compiled and easily linked with the already compiled
SPRNG library. Note that if the compiler is changed, SPRNG library has to be recompiled
with the same compiler in order to be successfully linked with the SPEEDUP code.

To compile the code with level p=10 effective action and user-supplied function V0 ()
located in the file src/1D-AHO. ¢, the following command can be used:

make speedup P=10 POTENTIAL=1D-AHO.c

If not specified, POTENTIAL=potential.c is used, while the default level of the effective
action is P=1. To compile the code using a model-specific definition of the effective poten-
tial, instead of the POTENTIAL variable, we have to appropriately set the MODEL variable
on the command line. For example, to compile the supplied p. c file for 1D-MPT model
located in the directory src/models/1D-MPT using the level p =5 effective action, the fol-
lowing command can be used:

make speedup P=5 MODEL=1D-MPT

All binaries compiled using the POTENTIAL mode are stored in the bin directory, while the
binaries for the MODEL mode are stored in the appropriate bin/models/<model> directory.
This information is provided by the make command after each successful compilation is
done.

The compilation is documented in more details in the supplied README. txt files. The
distribution of the SPEEDUP code also contains examples of compilation with the GNU,
Intel and IBM XLC compilers, as well as matching outputs and results of the execution
for each tested compiler, each model, and for a range of levels of the effective action p.

Once compiled, the SPEEDUP code can be used to calculate long-time amplitudes of
a system in the specified potential V. If executed without any command-line arguments,
the binary will print help message, with details of the usage. The obligatory arguments
are time of propagation T, initial and final position a and b, maximal bisection level s,
number of MC samples Nmc and seed for initialization of the SPRNG random number
generator. All further arguments are converted to numbers of the double type and made
available in the array par to the function V0 (), or to the model-specific functions in the
file src/models/<model>/p.c. The output of the execution contains calculated value of
the amplitude for each bisection level n=0,---,s and the corresponding MC estimate of
its error (standard deviation). At bisection level n =0, where no integrals are actually
calculated and the discretized N=1 amplitude is simply given by an analytic expression,
zero is printed as the error estimate.

Fig. 2 illustrates the typical results obtained from the SPEEDUP code on the example
of 1D-MPT theory. In this figure we can see the convergence of numerically calculated
amplitudes with the number of time-steps N to the exact continuum value, obtained in
the limit N — co. Such convergence is obtained for each level p of the effective action
used. However, the convergence is much faster when higher-order effective action is
used. Note that all results corresponding to the one value of level p on the graph are
obtained from a single run of the SPEEDUP code with the maximal bisection level s =10.
The simplest way to estimate the continuum value of the amplitude is to fit numerical
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Figure 2: Convergence of SPEEDUP Monte-Carlo results for the transition amplitude A\’(—0.5,0.5;1) of 1D-
MPT potential as a function of the number of time steps N, calculated with level p=1,2,10 effective actions,
with the parameters of the potential A=a=1. The full lines give the fitted functions (4.5), where the constant
term Ay corresponds to the continuum-theory amplitude A(—0.5,0.5;1). The number of Monte-Carlo samples
was Ny =10°.
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Figure 3: (left) The anharmonic potential 1D-AHO, its energy eigenvalues (horizontal lines) and eigenfunctions,
obtained by direct diagonalization of the space-discretized matrix of the evolution operator with level p =21

effective action and parameters A=1, g=48. The discretization cutoff was L =8, spacing A=9.76-10"%, and
time of propagation t=0.02. (right) Results for the double-well potential, A=—10, g=12, L=10, A=1.22-1073,
t=0.1. On both graphs, left y-axis corresponds to V(x) and energy eigenvalues, while scale on the right y-axis
corresponds to values of eigenfunctions, each vertically shifted to level with the appropriate eigenvalue.

results from single run of the code to the appropriate level p fitting function [13-15],

B(r) clr+1)

(p) _
Ay _A(p)—i_ﬁ—’_w

+-- (4.5)
The constant term obtained by fitting corresponds to the best estimate of the exact ampli-
tude which can be found from the available numerical results.

As mentioned earlier, the effective action approach can be used for accurate calcula-
tion of a large number of energy eigenstates and eigenvalues by diagonalization of the
space-discretized matrix of transition amplitudes [6-10]. Fig. 3 illustrates this for the case
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of an anharmonic and double-well potential. The graph on the left gives several eigenval-
ues and eigenstates for 1D-AHO potential with A =1 and quartic anharmonicity g=48,
while the graph on the right gives low-lying spectrum and eigenfunctions of the double-
well potential, obtained for A = —10, with the moderate anharmonicity ¢ =12. More
details on this approach, including study of all errors associated with the discretization
process, can be found in [8,9].

5 Conclusions

In this paper we have presented SPEEDUP Mathematica and C codes, which implement
the effective action approach for calculation of quantum mechanical transition ampli-
tudes. The developed Mathematica codes provide an efficient tool for symbolic deriva-
tion of effective actions to high orders for specific models, for a general 1D, 2D and 3D
single-particle theory, as well as for a general many-body systems in arbitrary number of
spatial dimensions. The recursive implementation of the code allows symbolic calcula-
tion of extremely high levels of effective actions, required for high-precision calculation
of transition amplitudes.

For calculation of long-time amplitudes we have developed SPEEDUP C Path Integral
Monte Carlo code. The C implementation of a general 1D effective action to maximal
level p =18 and model-specific effective actions provide fast 1/NF convergence to the
exact continuum amplitudes.

Further development of the SPEEDUP C codes will include parallelization using MPI,
OPENMP and hybrid programming model, C implementation of the effective potential
to higher levels p, as well as providing model-specific effective actions for relevant po-
tentials, including many-body systems.
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Abstract Over the period of six years and three
phases, the SEE-GRID programme has estab-
lished a strong regional human network in the
area of distributed scientific computing and has
set up a powerful regional Grid infrastructure.
It attracted a number of user communities and
applications from diverse fields from countries
throughout the South-Eastern Europe. From the
infrastructure point view, the first project phase
has established a pilot Grid infrastructure with
more than 20 resource centers in 11 countries.
During the subsequent two phases of the project,
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the infrastructure has grown to currently 55 re-
source centers with more than 6,600 CPUs and 750
TBs of disk storage, distributed in 16 participating
countries. Inclusion of new resource centers to
the existing infrastructure, as well as a support
to new user communities, has demanded setup
of regionally distributed core services, develop-
ment of new monitoring and operational tools,
and close collaboration of all partner institution
in managing such a complex infrastructure. In
this paper we give an overview of the develop-
ment and current status of SEE-GRID regional
infrastructure and describe its transition to the
NGI-based Grid model in EGI, with the strong
SEE regional collaboration.

Keywords Grid - e-Infrastructure -
Distributed computing

1 Introduction

The transition of the traditional science to e-
Science is fueled by the ever increasing need
for processing of exceedingly large amounts of
data and exponentially increasing computational
requirements: in order to realistically describe
and solve real-world problems, numerical simu-
lations are becoming more detailed, experimen-
tal sciences use more sophisticated sensors to
make precise measurements; and shift from the
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individuals-based science work towards collabora-
tive research model now starts to dominate.

Computing resources and services able to sup-
port needs of such a new model of scientific work
are available at different layers: local computing
centers, national and regional computing centers,
and supercomputing centers. The gap between the
needs of various user communities and dispersed
computing resources able to satisfy their require-
ments is effectively bridged by introduction of
Grid technology on the top of the networking
layer and local resource management layers.

Computing Grids are conceptually not unlike
electrical Grids. In an electrical Grid, the wall
outlets allow us to link to and use an infrastructure
of resources, which generate, distribute, and bill
for electrical power. When we connect to the elec-
trical Grid, we do not need to know details on the
power plant currently generating the electricity we
use. In the same way Grid technology uses mid-
dleware layer to coordinate and organize into one
logical resource a set of available distributed com-
puting and storage resources across a network,
allowing users to access them in a unified fashion.
The computing Grids, like electrical Grids, aim to
provide users with easy access to all the resources
they need, whenever they need them, regardless
of the underlying physical topology and manage-
ment model of individual clusters.

Grids address two distinct but related goals:
providing remote access to information technol-
ogy (IT) assets, and aggregating processing and
storage power. The most obvious resources in-
cluded in Grids are processors (CPUs) and data
storage systems, but Grids also can encompass
various sensors, applications, and other advanced
types of resources. One of the first commonly
known Grid initiatives was the SETIRQHOME
project, which solicited several millions of volun-
teers to download a screensaver, which was able to
use idle processor time to analyze the astronomi-
cal data in the search for extraterrestrial life.

In the past six years the European Commission
has funded, through a number of targeted ini-
tiatives, activation of new user communities and
enabling collaborative research across a number
of fields in order to close existing technologi-
cal and scientific gaps. In addition, this helps in
bridging the digital divide, stimulating research

@ Springer

and consequently alleviating the brain drain in
the less-developed regions of Europe. This was
especially successful in the South-Eastern Eu-
rope (SEE), where a number of such initiatives
show excellent results. In the Grid arena, the
South-East European GRid e-Infrastructure De-
velopment (SEE-GRID) series of projects [1, 2],
through its first two 2-year phases, has established
a strong human network in the area of scientific
computing and has set up a powerful regional
Grid infrastructure, attracting large number of
applications from diverse fields from countries
throughout the South-Eastern Europe. The third
2-year phase of the SEE-GRID programme, SEE-
GRID-SCI [3] project, has aimed and succeeded
in having a catalytic effect on a number of SEE
user groups, with a strong focus on the key seismo-
logical, meteorological, and environmental com-
munities.

One of the main successes of the SEE-GRID
programme is cumulative structuring effort on
the establishment of National Grid Initiatives
(NGIs) in SEE countries and collaborative work
on achieving sustainable model of operation, sup-
ported strongly from national funding sources.
The regional SEE-GRID initiative has also sup-
ported and coordinated a successful transition of
all SEE countries from the centralized opera-
tions model to the NGI-based EGI infrastructure,
which is clearly visible from the participation of
all partner countries in the 4-year EGI-InSPIRE
project [4].

2 Resource Centers

The regional Grid infrastructure operated by
SEE-GRID-SCI project was built on top of the
pilot infrastructure established by the first SEE-
GRID project (2004-2006), which was since then
substantially extended and enlarged in terms of
resources and number of Grid sites, and upgraded
in terms of the deployed middleware and core
services provided to existing and new user com-
munities during the SEE-GRID-2 project (2006—
2008).

The operations activity adopted the pragmatic
model of the 2-layered infrastructures in which
mature sites were migrated to the EGEE [5]
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production infrastructure, while the start-up sites
from new institutes and user communities were
incubated within the SEE-GRID infrastructure
until they were ready to follow the requirements
of the full-scale production infrastructure. In this
way, both SEE-wide and national-level applica-
tions were able to benefit from the computing
resources of both infrastructures, by mainly using
the pilot infrastructure in the incubation phase
and production infrastructure later, when they
reach the production phase. Moreover, this ap-
proach ensured that smaller sites, typical for the
region, have a chance to be a part of the regional
SEE-GRID infrastructure acting as an incubator
for their maturing into EGEE production.

As applications developed in the region have
matured, new Virtual Organizations (VOs) have
spun off with the relevant core services supported
by the SEE-GRID-SCI operations activity SA1.
Discipline-specific services were deployed in mul-
tiple instances (for failover and for achieving load-
balancing through a wide geographic distribution)
over the e-Infrastructure and operationally main-
tained and supported by SA1. Sophisticated op-
erational tools, some of them being developed
within the joint research activity JRA1 of the

Fig. 1 Overview of the SEE-GRID-SCI infrastructure

SEE-GRID-SCI project, were used to enhance
infrastructure performance.

SEE-GRID-SCI project has continued to op-
erate and further extend, develop and improve
this infrastructure, with the aim to cater for the
needs of all activated user communities in the
region, with special emphasis on the three iden-
tified target areas: meteorology, seismology, and
environmental sciences. Apart from computing
and storage resources made available to these user
communities, SA1 activity provided and main-
tained a set of existing and new operational and
monitoring tools so as to ensure proper operation
of the infrastructure, and a set of primary and
secondary core services for all deployed VOs in
order to ensure optimal geographical distribution
according to the underlying network structure,
load sharing, and quality of the service to end
users.

Currently SEE-GRID-SCI infrastructure en-
compasses approximately 55 Grid sites, more than
6600 CPUs, and around 750 TBs of available data
storage capacity, which is illustrated in Fig. 1, with
further details given in Table 1. Overall number
of CPUs has grown from 2400 at the beginning of
the SEE-GRID-SCI project in May 2008 to cur-
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Table1 SEE-GRID-SCI computing and storage resources

Country Total number Total storage
of CPUs [TB]
Greece 1,200 66.8
Bulgaria 1,210 423
Romania 120 4.0
Turkey 2,380 528.0
Hungary 8 2.0
Albania 34 13
Bosnia-Herzegovina 80 1.1
FYR of Macedonia 80 4.1
Serbia 974 97.0
Montenegro 40 0.6
Moldova 24 6.5
Croatia 44 0.2
Armenia 424 0.2
Georgia 16 0.1
Total 6,634 754.2

rently more than 6600, while the number of dedi-
cated CPUs for SEE-GRID-SCI VOs is currently
around 1500. Grid operations activity successfully
maintains such a large, geographically disperse
and ever-growing infrastructure, harmonizing its
operation with the pan-European EGEE/EGI in-
frastructure. In addition to this, one of the most
important achievements of SA1 activity is transfer
of knowledge and Grid know-how to all partici-
pating countries, and support to their NGI opera-
tion teams to reach the level of expertise needed
for sustainable NGI-based operational model in
EGL

After the completion of the SEE-GRID-SCI
project in April 2010, the regional Grid in-
frastructure was seamlessly integrated to the
EGI infrastructure, and continues to support all
deployed Virtual Organizations (VOs) and appli-
cations developed during the 6-year SEE-GRID
programme. The strong human network remains
in place and still supports on-going transition of all
countries to independent NGI operations through
the SEE Regional Operations Centre. The catch-
all SEE-GRID Certification Authority will con-
tinue its operation until all the countries from
the region deploy their own national certification
authorities. In terms of Grid operations, currently
almost all (with only a few exceptions) NGI opera-
tions teams and infrastructures are fully validated
by EGI teams, while validation for the remaining
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SEE countries is expected to finish within a few
months, i.e. by mid-2011.

3 User Communities

The core objective of the SEE-GRID-SCI project
was to engage user communities from different
regional countries in close collaboration. This
strategy had a structuring effect for crucial re-
gional communities. The target applications were
selected from core earth science disciplines in
the region, namely, seismology, meteorology and
environmental protection. Thus, the focus of the
project was to engage these three core cross-
border communities in the research fields crucial
for the region, structured in the form of Virtual
Organizations (VO):

— Seismology VO had six applications ranging
from Seismic Data Service to Earthquake
Location Finding, from Numerical Mod-
elling of Mantle Convection to Seismic Risk
Assessment [6-12].

— Meteorology VO, with two large-scale appli-
cations, follows an innovative approach to
weather forecasting that uses a multitude of
weather models and bases the final forecast on
an ensemble of weather model outputs. The
other problem tackled within this VO is the
reproduction/forecasting of the airflow over
complex terrain [13-21].

— Environmental Protection VO supports eight
applications focusing on environmental pro-
tection/response and environment-oriented
satellite image processing [22-32].

In the Seismology VO, the work was orga-
nized around the development of Seismic Data
Server (SDS) application services, providing dis-
tributed storage and serving of seismic data from
different partner countries, logical organization
and indexing of distributed seismic data, and pro-
gramming tools (called iterators) that provide
easy access to seismic data. In terms of applica-
tions, the focus was on gridification of five seis-
mology applications from different South-eastern
European countries: Seismic Risk Assessment
(SRA), Numerical Modeling of Mantle Convec-
tion (NMMC3D), Fault Plane Solution (FPS),
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Earthquake Location Finding (ELF) and Massive
Digital Seismological Signal Processing with the
Wavelet Analysis (MDSSP-WA).

In the Meteorology VO, with the aim to con-
tribute to the improvement of the forecasts in
the Mediterranean, among other techniques, the
regional ensemble forecasting technique has been
explored in the frame of the SEE-GRID-SCI.
Indeed the regional ensemble forecasting system
built over the Mediterranean, involves the need
of large infrastructure that was not easily available
at medium-scale research centres and institutions.
For that reason, the Grid infrastructure was ex-
plored for its ability to support the high CPU
and storage needs of such a regional ensemble
forecasting system. This application allowed the
meteorological entities participating in the project
to assess the probability of a particular weather
event to occur. This information is being made
freely available (to the participants and to the
general public, etc) through the project web page,
helping thus when needed, to make the necessary
decisions based on this probabilistic information.
In addition, another set of applications permitted
the entities participating in the project to improve
the quality of the understanding and forecasting
of the airflow over regions characterized by the
complex terrain. Further an important benefit of
this application is the possibility offered to use this
model for operational weather forecasting. Op-
erational weather forecasting model chains based
on this model have been developed in the frame
of this project over Bosnia and Herzegovina,
Armenia and Georgia. This is considered as an
important benefit for the meteorological services
of the aforementioned countries that did not have
up to now the infrastructure support to run op-

erationally weather forecasting models for their
region.

The Environmental VO has dealt with several
important problem areas in the domain of envi-
ronmental modeling and environmental protec-
tion and the applications developed within the VO
advanced the scientific knowledge and affected
the policy and decision-making process, respond-
ing to the EU directives and national priorities.
New modeling techniques and algorithms were
employed in several of the applications, using
the power of the Grid in order to increase the
spatial and temporal resolution and obtain more
adequate representation of the natural processes
under investigation. In other applications, estab-
lished techniques were used, combined with filters
and scripts developed by the project partners
in order to accommodate these systems to the
specifics of the Balkan region. The beneficiaries
of the systems developed during the projects life-
time include not only environmental scientists,
but also the relevant governmental and interna-
tional organizations, for example the international
air quality monitoring bodies. By employing the
Grid to increase the resolution these applications
are now starting to target new beneficiaries like
municipal authorities, small and medium enter-
prises and media. For many of the applications
the validation of the models and standardizing the
computational processes has been an important
achievement, since the methodological aspect of
these studies was a challenging one, especially in
the Balkan region.

Figure 2 gives some details on the size of ac-
tivated user communities, and the distribution of
computing resources they have utilized during the
project lifetime. Overall, during the period 2008—

& rresee-grid-sch.ew
& mituo.iee-grid-sci. eu
SEEMD SeEprid-pclew

Fig. 2 The distribution of the size of three target user communities (/eft, number of end users per VO), and the distribution

of the computing resources used by VOs (right)
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2010, SEE-GRID-SCI project has provided more
than 22.5 million elapsed CPU hours or 2,566
CPU years, and more than 4.5 million jobs were
executed on the regional infrastructure. Out of
this, SEE-GRID-SCI and national VOs amounted
to 16.4 million CPU hours or 1,872 CPU years
(73%). The total utilization of dedicated resources
(based on the average number of 1050 available
CPUs) was quite high, around 89%, and this has
attracted the growth of supported user communi-
ties, and enabled them to achieve the enormous
amount of new scientific results, as can be seen
by the large number of scientific papers published
in per-reviewed research journals [33-38] and pre-
sented at numerous scientific conferences [6-32].
The project itself has organized SEE-GRID-SCI
User Forum in December 2009, where the most
significant results were presented.

4 Core Services

To operationally provide computational and stor-
age resource to the three target scientific commu-

Fig. 3 Geographical distribution of core services

@ Springer

nities supported by the SEE-GRID-SCI project,
three different VOs have been created: METEO,
SEISMO, and ENV VO. The support for these
VOs, as well as to the catch-all SEEGRID VO,
has been configured on all Resource Centres par-
ticipating in the regional infrastructure, and a set
of core services was installed and deployed by SA1
activity, as illustrated in Fig. 3.

For each VO a primary and secondary VO
Management Service (VOMS) has been deployed
and maintained by institutes involved in the cor-
responding VO application development. Addi-
tionally, a set of core Grid services was de-
ployed in order to support job management
operations (Workload Management System—
WMS, Logging and Bookkeeping—LB), Grid
information system (Berkeley Database Infor-
mation Index—BDII), data storage and trans-
fer operations (Logical File Catalog—LFC, File
Transfer Service—FTS, ARDA Metadata Grid
Application—AMGA), and management of digi-
tal credentials (MyProxy—PX). Deployment de-
tails of primary core Grid services are given in
Table 2.
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Table 2 List gf Plfimfgy Service METEO VO ENV VO SEISMO VO

;(;e\fg vices deploye VOMS voms.grid.auth.gr voms.ipp.acad.bg voms.ulakbim.gov.tr
WMS & LB wms.ipb.ac.rs wms.ipp.acad.bg wms.ulakbim.gov.tr
BDII bdii.ipb.ac.rs bdii.ipp.acad.bg bdii.ulakbim.gov.tr
LFC grid02.rcub.bg.ac.rs  IfcOl.mosigrid.utcluj.ro  Ifc.ulakbim.gov.tr
FTS grid16.rcub.bg.ac.rs fts.ulakbim.gov.tr
AMGA grid16.rcub.bg.ac.rs amga.ulakbim.gov.tr
PX myproxy.ipb.ac.rs myproxy.ipp.acad.bg myproxy.ulakbim.gov.tr

5 Grid Operations sibilities for their deployment and maintaining.

This section gives brief description of operational
procedures and key tools developed during the
course of the SEE-GRID programme. In addi-
tion, a number of operational tools have been
developed, improved and deployed by the SEE-
GRID-SCI SAT1 activity and used in day-to-day
infrastructure management, as illustrated in Fig. 4.
Table 3 lists all currently deployed tools including
those used for monitoring of the infrastructure,
some of which are described in more detail in the
next section, while Fig. 4 gives their geographi-
cal distribution, as well as distribution of respon-

The interactions and collaboration on the devel-
opment and usage of described tools with other
Grid initiatives/projects are emphasized wherever
applicable.

Recognizing that improvements in the quality
and shaping-up of the SEE-GRID infrastructure
are an important and continuous effort, necessary
for the successful work of SEE-GRID applica-
tion developers, as well as for the usage of our
infrastructure by the existing user communities,
the pro-active monitoring of Grid sites in the
region was organized through rotating shifts by
SA1 country representatives (Grid Infrastructure

] ke P L i

Fig. 4 Geographical distribution of SEE-GRID operational and monitoring tools
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Table 3 Deployment of Service

Service URL

operational and
monitoring tools in the
SEE-GRID
infrastructure

HGSM

BBmSAM
BBmobileSAM

Gstat

Accounting Portal
Nagios

Googlemap
MonALISA

Real Time Monitor
WatG Browser

WMS Monitoring Tool
Repository Service
Dwarf
Grid-Operator-On-Duty
Helpdesk

SEE-GRID Wiki
P-Grade Portal

https://hgsm.grid.org.tr/
https://c01.grid.etfbl.net/bbmsam/
https://c01.grid.etfbl.net/bbmsam/mobile.php
http://gstat.gridops.org/gstat/seegrid/
http://gserv4.ipp.acad.bg:8080/AccountingPortal/
https://portal.ipp.acad.bg:7443/seegridnagios/
http://www.grid.org.tr/eng/
http://monitor.seegrid.grid.pub.ro:8080/
http://gridportal.hep.ph.ic.ac.uk/rtm/applet.html
http://watgbrowser.scl.rs:8080/
http://wmsmon.scl.rs/
http://rpm.egee-see.org/yum/SEE-GRID/
https://dwarf.scl.rs/
http://wiki.egee-see.org/index.php/SG_GOOD
http://helpdesk.see-grid.eu/
http://wiki.egee-see.org/index.php/SEE-GRID_Wiki
http://portal.p-grade.hu/multi-grid

Managers—GIMs). During each shift, the corre-
sponding GIM is designated as Grid-Operator-
On-Duty, or GOOD [39].

Basically, the idea is that each GIM (i.e. GIM
team from one country) is on duty during one
week overseeing the infrastructure and opening
trouble tickets in the SEE-GRID Helpdesk to
sites from all countries where operational prob-
lems are identified using the available monitoring
tools. Of course, all GIMs are expected to contin-
ually monitor and provide support to sites from
their countries—this is their day-to-day duty, in
addition to regular regional GOOD shifts. Details
of the organization of GOOD shifts are given at
the SEE-GRID Wiki [39, 40]. For problems iden-
tified by GOODs, trouble tickets were created in
the SEE-GRID Helpdesk [42], and site managers
were expected to deal with such operational prob-
lems and provide feedback on the steps taken.
Typically, simple problems were resolved within
one working day, while for more complex issues
typical resolution time was up to three working
days.

On the request of applications which need MPI
support on sites, GOODs are expected to test
MPI setup on all SEE-GRID sites which support
MPI. The MPI setup tests are performed at least
once a week, and GOODs ensure that the test
parallel jobs run at the same time on at least
two WNss (to test ssh setup as well). More details
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can be found on the Wiki page on Testing MPI
support [40].

In this section we describe two selected tools
used for Grid operations: HGSM database (used
for maintaining the database of Grid resources
and personnel), Dwarf portal related to software
development and repositories (especially impor-
tant in maintaining updated of Grid middleware
and application software).

5.1 HGSM

Hierarchical Grid Site Management—HGSM [43]
is a web based management application primarily
geared towards Grid site administrators. At the
beginning it was designed to store static informa-
tion about Grid sites and personnel responsible
for the sites, but later it evolved to the central
information hub, also used for other Grid moni-
toring and checking services.

The idea behind the HGSM is to reflect the nat-
ural hierarchy present in the infrastructure. For
each supported infrastructure, HGSM has a ROC
(Regional Operational Centers) associated with it
at the top. These ROCs contain the countries that
participate in a particular infrastructure. Grid sites
of each country are listed under the respective
country tree, and all details related to a specific
Grid site can be viewed under the respective site
entry in the web front end of HGSM (Fig. 5). The
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Fig. 5 Overview of HGSM portal

management personnel information is also stored
for each organizational level (ROC, country, site),
containing contacts with both administrative and
management privileges.

While HGSM holds vast information about
Grid sites and core services, it also contains per-
sonal information for named contacts (names, e-
mail addresses and phone numbers). To properly
protect this information, HGSM uses a digital
certificate-based authentication system. HGSM
server only authorizes people with a valid Grid
certificate to view the information in HGSM web
front-end. Editing information is only allowed to
authorized personnel with administrative privi-
leges. The authorization is organized in a hier-
archical manner, so that an administrator at the
higher level can manage every aspect (including
the administrators) at lower organizational levels.

HGSM has already been used by communi-
ties and projects other than SEE-GRID, e.g.,
by the Deployment of Remote Instrumentation
Infrastructure—DORII project [44], as well as by
the Spanish and Portuguese NGIs [45].

5.2 Dwarf

Web-based Dwarf tool is composed of the Dwarf
web portal [46], Dwarf modules and Dwarf data-
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base. Using the Public Key Infrastructure (PKI),
Dwarf framework provides digital certificate-
based management of RPM uploading and cre-
ation of APT and YUM repositories. The Dwarf
web portal home page, shown in Fig. 6, gives
an overview of repository structure together with
information on the context of each repository, and
latest build’s timestamp.

From the Dwarf web portal, properly authenti-
cated and authorized user can perform the follow-
ing operations on the repository:

— Create and change repository structure: Users
can create paths to new distributions and com-
ponents, by specifying their names. In the cur-
rent implementation of the Dwarf framework,
the users are able to create APT and YUM
repositories, as well as to create a MIRROR
to an existing remote repository.

— Package uploading: Users can upload differ-
ent software packages, but only to sections of
the repository for which they are authorized as
contributors.

— Build repository: After each RPM upload, a
user should re-build the repository structure.
If not, Dwarf system will do it automatically,
through a cron job.
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Fig. 6 Overview of the SEE-GRID Dwarf web portal

Dwarf modules are implemented as bash scripts
which handle appropriate build actions on various
repositories.

After a new APT repository structure is cre-
ated from the Dwarf web portal, the RPMs must
be indexed to create the APT database. This is
done by the APT Dwarf module, which uses the
genbasedir tool for this purpose. It analyzes RPM
packages in a directory tree and builds informa-
tion files so that that directory tree can be used as
a proper APT repository.

The Dwarf database contains information
on security (authentication and authorization),
repositories types and metadata, mirror repos-
itories, and logging information. Dwarf data-
base contains metadata repository information on
build’s timestamps, contexts, and descriptions of
the repositories, as well as repository types. The
rules for creation of mirror repositories are also
kept in the Dwarf database. In addition, for se-
curity and auditing reasons, the database con-
tains a log of all user-initiated actions. The Dwarf
database is realized using the MySQL database
technology.
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Once the repository is constructed, it is made
available by HTTP and FTP servers configured
and working on the Dwarf web portal. The
DWAREF framework provides configurations that
should be included in the local HTTP and FTP
servers configuration files in order to provide the
context of repositories.

6 Monitoring of SEE-GRID Infrastructure

The monitoring of the heterogeneous and widely
geographically dispersed Grid infrastructure is an
essential task for achieving the required quality
of service to supported user communities. This
has been defined through the SEE-GRID Service
Level Agreement (SLA), which has served as a
prototype for the later adopted EGEE SLA. The
monitoring of the performance of sites is not only
used for formal assessment of the conformance
to SLA, but also for day-to-day Grid operations,
since various monitoring tools provide the main
channel for identification and diagnostics of oper-
ational problems by Grid Operators on Duty and
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GIMs. The most important such tools are listed in
Table 3, and we briefly describe them in this sec-
tion. To illustrate how the conformance of avail-
abilities of Grid services to the adopted SLA was
monitored and assessed, Fig. 7 gives overview of
the availability monitoring results for the second
year of the SEE-GRID-SCI project (May 2009 to
April 2010). Using the BBmSAM tool (described
below), precise measurement of the availability of
all services was systematically done, and detailed
results were provided at different levels or gran-
ularity: per service, per site, per country, and per
SEE-GRID infrastructure. For example, the over-
all availability of resources (weighted by the CPU
number of individual clusters) for the last four
quarters increased from around 78% in Q5 (May-
July 2009) to around 89% in Q8 (February—April
2010). Strict enforcement of SLA lead to a steady
increase in the availability and reliability of Grid
services offered to our target user communities.

6.1 BBmSAM

Availability monitoring of the infrastructure
is carried out using the Service Availability
Monitoring—SAM [47] framework developed in
EGEE project [5], which is further developed and
extended by SEE-GRID series of projects and
deployed by its SA1 activity. The original SAM
system consists of server and client components
which communicate using web services. The client

Fig. 7 Overview of
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initiates periodical tests of the infrastructure and
publishes data to the server which stores them in
the Oracle database. Main change in the SAM
framework in its adaptation for the SEE-GRID
community was its porting to MySQL, suitable for
the deployment in the region and in line with the
SEE-GRID open source philosophy.

BBmSAM [48-50] Platform is a web applica-
tion coded in PHP and using the MySQL Data-
base as data storage back-end (although any
standard-compliant SQL database server could be
used, since it does not rely on any of MySQL-
specific features). It has been tested under Apache
HTTPD and Microsoft IIS web servers, and
should work with any web server supporting PHP
(at least through CGI). Main features of BBm-
SAM system are:

— Use of unaltered client and sensor compo-
nents of EGEE SAM system.

— Synchronization with central HGSM service.

— Use of free and open source technologies.

BBmSAM client and sensors are the same as
ones used in the standard EGEE SAM distribu-
tion, and they operate in identical way. In design-
ing BBmSAM portal and dependent web services,
special care was taken so that the solution would
be compatible with EGEE/EGI tools and prac-
tices. This was achieved by implementing the same
web services in PHP/MySQL implementation as
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the ones used in the original Java/Oracle-based
SAM.

Main part of the BBmSAM web front-end,
shown in Fig. 8, is a summary of current results for
all tested Grid sites, containing site names, coun-
tries and other relevant details for each service.

6.2 SEE-GRID Accounting Portal

Accounting Portal [51] is a web-service based util-
ity to collect and statistically present information

on the CPU accounting data for the SEE-GRID
computing resources. Its main purpose is to collect
and manage accounting data for the sites in SEE-
GRID infrastructure. Recently a new publisher
was released, capable of collecting and processing
data for parallel MPI jobs, which are not properly
accounted for when using the standard publisher
provided by glite. The accounting processing
structure is based on two services: MPI log parser
and accounting publisher. The MPI log parser tool
processes PBS Server logs and inserts the data on
MPI jobs in the MPI accounting database on the
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MON node. Afterwards, the accounting publisher
aggregates the data from the standard accounting
database and MPI database and sends it to the
central accounting portal database. The publisher
is based on an independent module architecture
which allow the two modules (MPI and standard
serial) to work independently, so that sites that do
not support MPI can use the same publisher.
New web front-end interface of the accounting
portal (Fig. 9) is created to dynamically generates
account statistics and charts. It is written in Adobe
Flex and Java and implements the MVC design
pattern. The View module of the portal is written
in Flex, offering an interactive environment with
dynamic visualization of the accounting data man-
aged in tables, bar and pie charts. The Interface
module is a Java web service which accepts input
parameters such as data type, job type, period,
rows and columns for the tables. In addition, it is
capable of filtering the data by VO, country and
site, offering more flexible data organization. It
can also generate SQL queries based on the pro-

vided parameters and extract required data from
the accounting database. The data are returned
in XML form, suitable for import to a variety of
other applications. The web portal is hosted on
a web server running under Apache Tomcat with
installed Apache Axis web-service framework.

6.3 WatG Browser

The What is at the Grid—WatG Browser [52] is
a web-based Grid Information System (GIS) visu-
alization application providing detailed overview
of the status and availability of various Grid re-
sources in a given glite-based e-Infrastructure. It
is able to query and present data obtained from
Grid information systems at different layers: from
local resource information system for a particular
Grid service (GRIS), to the Grid site information
system (site BDII), and to the top-level informa-
tion system for the whole Grid infrastructure (top-
level BDII).
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Fig. 9 Overview of the SEE-GRID accounting portal

@ Springer



148

A. Balaz et al.

The efficient implementation of WatG Browser
allows quick and easy navigation through entries
and objects of the LDAP tree retrieved by the
specified query, even if the size of the output
is huge and hierarchically very complex. Highly
responsibility is achieved with implementation of
partial refreshes and asynchonization of a web
page. A partial refresh of WatG application can be
observed when an interaction event is triggered,
for example click on the plus icon of the LDAP
tree. The server processes the information and
returns a limited response specific to the data it
receives, for example LDAP’s subtree that re-
quires given condition. One may notice that WatG
server does not send back an entire page, like the
conventional “click, wait and refresh” web appli-
cations. Instead, WatG client updates the page
based on the response. This means that only part
of the page is updated. In other words, WatG’s
initial page (Fig. 10) is treated like a template:
WatG server and client exchange the data and the
client updates parts of the template based on the
data it receives from the server. Another way to

ﬁiﬁ\] watg Browser

think about it is to consider WatG application as
driven by events and data, whereas conventional
web applications are driven by pages. Asynchro-
nization of the WatG application is reflected in
the fact that after sending data to the server, the
client can continue processing while the server
does its processing in the background. During all
this, a user can continue interacting with the client
without noticing interruption or a lag in the re-
sponse. For example, a user can click on any plus
or minus icon even during the loading, and in that
way a new request will be created and executed
afterwards. The client does not have to wait for a
response from the server before continuing, as is
the case in the traditional, synchronous approach.
The WatG Browser is deployed by SCL [53] and
publicly available at the address given in [52].

6.4 WMS Monitoring Tool

The complex task of computing resources discov-
ery and management on behalf of user applica-
tions in the glite Grid environment is done by the
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Workload Management System (WMS) service.
WMS monitoring tool WMSMon [54] provides re-
liable, site-independent, centralized, and uniform
monitoring of glite WMS services.

WMSMon tool, developed and deployed by
SCL [53], is based on the collector-agent archi-
tecture that ensures monitoring of all properties
relevant for successful operation of glite WMS
service and triggering of the alarms if certain mon-
itored parameter values exceed predefined limits.
In addition, the tool provides links to the appro-
priate troubleshooting guides when problems are
identified.

WMSMon tool consists of two parts of soft-
ware. The first one, WMSMon Agent, should
be installed on all monitored WMS services,
and locally aggregates the values of all rele-
vant parameters described in the previous section.
The second component of WMSMon software is
WMSMon Collector, installed on a specific ma-
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chine equipped with the web server and gridFTP
client, with the aim to collect the data from all
WMSMon Agents and to provide web interface to
the graphical presentation of the collected data.

WMSMon web portal presents information
from diverse WMS sources in a unified way, as
can be seen in Fig. 11. The main page provides the
aggregated status view of all monitored WMS ser-
vices from the target Grid infrastructure. This part
of the portal presents the data in a simplified way,
with the emphasis on WMS services identified not
to work properly. The portal also provides links
to pages with detailed information and graphs
for each monitored WMS service. These pages
contain the latest data, as well as historical data
presented in the graphical form.

In addition to the main WMSMon instance de-
ployed by SCL [53], other instances of WMSMon
are installed and used at Grid Operations Centre
at CERN [55] and at NIKHEF [56].
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Fig. 11 Overview of WMSMon Portal
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7 SEE Involvement in High Performance
Computing

The Grid developments in the region, de-
scribed in this paper, are currently being comple-
mented with supercomputing/High-Performance
Computing (HPC) actions. The HP-SEE project
[57] (High-Performance Computing Infrastruc-
ture for South East Europes Research Commu-
nities) is currently work across several strategic
lines of action. First, it is linking the existing HPC
facilities in the region into a common infrastruc-
ture, and providing operational and management
solutions for it. Second, it is striving to open this
infrastructure to a wide range of new user commu-
nities, including those of non-resourced countries,
fostering collaboration and providing advanced
capabilities to more researchers, with an empha-
sis on strategic groups in computational physics,
computational chemistry and life sciences. Finally,
it acts as a catalyst for establishment of national
HPC initiatives, and will act as a SEE bridge for
DEISA [58], also presented in this edition, as well
as PRACE [59] infrastructure.

Figure 12 depicts the multi-dimensional re-
gional e-Infrastructure in South-East Europe,
where HP-SEE effectively adds the new Research
Infrastructure: HPC infrastructure and knowl-
edge/user layer, on top of the existing network
plane, and parallel to the existing Grid plane, thus

Fig. 12 SEE
e-Infrastructure with
HPC, and new user
communities

Table 4 Current and planned computing power (TFlops)
by HP-SEE countries (double precision for CPU and single
precision for GPU)

Country 2010 2011 2012

Greece 0 40 80

Serbia 0 20 40

Bulgaria 25 3048 GPU 40420 GPU
Romania 10 204100 GPU 304100 GPU
Hungary 1 30 60

Overall 36 140+108 GPU 2504120 GPU

optimising all layers and further enabling a wide
range of new cross-border e-Science applications
to be deployed over the regional e-Infrastructure.
This approach effectively creates an integrated e-
Infrastructure for new virtual research communi-
ties, and provides a platform for collaboration be-
tween ICT engineers and computational scientists
dealing with the infrastructure on one hand, and
on the other the scientists from diverse scientific
communities in the region.

It should be noted that this vision will pro-
vide an integrated infrastructure, where Grid and
HPC layers and not mutually exclusive but rather
complementary, and tailored for the type of ap-
plications supported. Table 4 gives the overview
of the current and planned HPC resources that
will be available to the HP-SEE Virtual Research
Communities within the project.

Comp physics,
Comp cham, Life scianoes
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The available resources will be integrated
into a common infrastructure available for the
regional Virtual Research Communities. The cur-
rent and planned HPC infrastructure is heteroge-
neous, comprising of BlueGene supercomputers,
Intel/AMD clusters and enhanced with GPU com-
puting accelerators. Concerning the middleware
deployments, we believe the upcoming Unified
Middleware Distribution, which will combine
Unicore, glite and ARC will be well suited for
the regional HPC infrastructure, taking into ac-
count the current situation, where various com-
binations of these middleware stacks with batch
systems and workflow management systems ex-
ist. The regional HP-SEE infrastructure will be
operated through the operations centre that will
be established within the project, which will carry
out analysis, requirements capture and evaluation,
and deployment of the existing solutions for sys-
tem management of the regional infrastructure;
will identify missing components, and provide op-
timal solutions. Solutions by system vendors and
successful developments from European projects,
especially DEISA, and PRACE, will be taken into
account. Wherever possible the existing solutions
will be adapted and enhanced for deployment in
the regional infrastructure. A set of operational
tools will be deployed, including user adminis-
tration, accounting, distributed data management,
security, authentication and authorization, mon-
itoring of distributed resources, resource man-
agement and allocation, and helpdesk for user
support.

The identified target user communities include
computational physics, computational chemistry
and life sciences. Computational physics is rep-
resented by 8 applications from 6 countries and
covers the fields of many-body condensed mat-
ter physics, including modeling of electron trans-
port, modeling of complex gas dynamics and
convection, plasma physics and image processing.
Computational chemistry community includes 7
applications from 6 countries, covering the fields
of molecular dynamics and simulations, and
materials science. Life sciences community has
7 applications from 5 countries, covering the
fields of computational biology, computational
genomics, computational biophysics and DNA
sequencing.

8 Transition to EGI and Conclusions

Over the period of six years and three phases, the
SEE-GRID programme aimed at creating inde-
pendent and sustainable NGIs in each country of
the South-Eastern Europe. That has allowed all
the countries to participate as full-fledged mem-
bers of the wider European Grid infrastructure
realized through the series of EGEE projects and
currently by the European Grid Initiative, EGI
[4]. EGI is established as a coordinating orga-
nization for the European Grid Infrastructure,
based on the federation of individual NGIs, aim-
ing to support a wide variety of multi-disciplinary
user communities. To facilitate the above aim,
the SEE-GRID programme has focused both at
stimulating the support to policy makers as well as
for creating sustainable operational structures in
each of the countries in the region.

In particular, on the policy level, the last two
years of the SEE-GRID programme have focused
on monitoring and improving the status of NGIs
in partner countries, and providing support for
their evolution and integration into the environ-
ment standardized by EGI, aiming to achieve
sustainability as active partners in this new pan-
European collaboration model. This effort re-
sulted in one of main successes of the project, with
all countries of the region currently members or
associate members of EGI and participating as
partners in the EGI-InSPIRE project.

On the operational level, the focus of SEE-
GRID was to create and increase the capacity
of Grid resources in the region, create indepen-
dent and stable operational structures, increase
the availability of Grid resources, deploy core
services in all countries of the region, as well
as to develop geographically distributed network
of Grid experts able to provide operational and
application level support to end users. At the end
of the 6th year of the SEE-GRID programme,
all SEE countries are providing such an opera-
tional infrastructure for the local and international
user communities from the pan-European EGI
infrastructure, either as independent NGIs or as
a part of the South-Easterrn Europe Regional
Operations Centre.

We describe bellow the procedure taken by
most of the countries in the region in order to
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become fully independent operational NGIs from
the technical point of view. The new NGIs use
EGIs Grid Operations Database, GOCDB [60]
to register their NGI management structure, sites
and operational personnel. Most of the SEE NGls
base their operational portal on the central portal
that is provided by EGI, performing operations
via the NGI view that it offers. In cases like the
Greek NGI, a standalone operational portal has
been setup. During the course of the SEE-GRID
projects the regional Helpdesk was based on One-
OrZero as it has also been discussed in Section 4.
The SEE-GRID Helpdesk by the end of the SEE-
GRID projects was fully integrated with GGUS
and therefore it is a candidate system for NGls, to
use as their national Helpdesk solution integrated
with the Global Grid User Support, GGUS [61].
Further to that Request Tracker, RT [62] has been
integrated with GGUS and can offer the same
functionality. Based on the above the NGIs of
the regional can select which helpdesk solution to
use (either directly GGUS, OneOrZero, or RT).
Since infrastructure monitoring in EGI has moved
from SAM to Nagios, all new NGIs install and
operate their own instance of Nagios that inte-
grates with the rest of EGIs monitoring systems.
Finally, SEE NGIs use the Unified Middleware
Distribution (UMD) as a central repository for
installing basic middleware components while still
use the regional repository or even some national
repositories, for software packages that are tai-
lored to specific needs of their countries and are
not available in UMD.

Towards the end of the SEE-GRID-SCI
project (May 2010) all NGIs of the project where
migrated to EGEE/EGI via the SEE-ROC, utiliz-
ing the existing ROC infrastructure and services.
Since May 2010 and up to now (January 2011)
almost all the NGIs have migrated to the EGI
operational model. The average time for an NGI
to migrate its operational structure from SEE-
ROC to EGl is between 1 and 3 months.

The SEE-GRID programme had pivotal role
in bridging the digital divide in the SEE region,
in spearheading regional research collaborations,
and in creating a strong human network in ICT
field paving the way towards full integration of the
region into the European Research Area (ERA).
This work continues with the HP-SEE project

@ Springer

[57], that aims at bringing together the national
HPC infrastructures in the region of South East-
ern Europe and the regional Virtual Research
Communities of Computational Physics, Compu-
tational Chemistry and Life Sciences. Enabling
of those user communities to get access to HPC
resources for their scientific work is the prime goal
of this new project, and demonstrates the success
of SEE-GRID series of projects in involving scien-
tists from the region in the development and pro-
duction use of distributed research infrastructures.
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Abstract: Faraday and resonant density waves emerge in Bose-Einstein condensates as a result of
harmonic driving of the system. They represent nonlinear excitations and are generated due to
the interaction-induced coupling of collective oscillation modes and the existence of parametric
resonances. Using a mean-field variational and a full numerical approach, we studied density waves
in dipolar condensates at zero temperature, where breaking of the symmetry due to anisotropy of the
dipole-dipole interaction (DDI) plays an important role. We derived variational equations of motion
for the dynamics of a driven dipolar system and identify the most unstable modes that correspond
to the Faraday and resonant waves. Based on this, we derived the analytical expressions for spatial
periods of both types of density waves as functions of the contact and the DDI strength. We compared
the obtained variational results with the results of extensive numerical simulations that solve the
dipolar Gross-Pitaevskii equation in 3D, and found a very good agreement.

Keywords: Bose-Einstein condensate; pattern formation; dipole-dipole interaction; parametric
resonance; interaction effects

1. Introduction

After pioneering experiments that realized Bose-Einstein condensates (BEC) in systems with weak
contact interactions, it took a decade of work on improvements of experimental techniques to enable
measurement of effects of the dipole-dipole interaction (DDI) that exist between atoms or molecules
with a permanent or induced electrical or magnetic dipole moment. The very first such experiment
was realized in 2005 with chromium atoms >2Cr [1], followed by the experiments with atoms with
much larger magnetic moments, such as dysprosium *4Dy [2] and erbium '%Er [3]. Furthermore,
the dipolar BECs comprised of polar molecules with much stronger electrical [4] and magnetic [5]
dipole moments were also realized. While the contact interaction is symmetric and has a short-range,
the DDI between atoms or molecules is anisotropic and long-range. These features are responsible for
a whole series of new phenomena that appear in ultracold dipolar gases [6]. If we take into account
that the strength of the contact interactions can be varied over many orders of magnitude using the
Feshbach resonance [7] technique, and that the DDI strength can be also tuned using a fast rotating
magnetic or electric field [8,9], it is easy to see that such a versatility of dipolar quantum gases is
unparalleled and makes them an obligatory element in a toolbox for engineering quantum devices
and sensors.

Bose-Einstein condensates are usually termed quantum fluids, which encompasses a broader
range of physical systems where quantum effects are either dominant or very much pronounced.
Despite their name, some of quantum fluids do not share the trademark property of classical fluids,
incompressibility. In fact, the BECs are made of rarefied gases, but their fluid-like behavior stems from
the quantum coherence of such systems. Therefore, while in classical fluids density modulations can

Symmetry 2019, 11, 1090; doi:10.3390/sym11091090 www.mdpi.com/journal /symmetry
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be excited only under extreme conditions, in quantum fluids the density waves represent one of the
natural collective excitations. They appear due to nonlinearity in ultracold quantum gases, and can
be induced by a harmonic modulation of the trap frequencies or interaction strengths. However,
the motivation for study of such excitations comes from the classical phenomenon of Faraday waves,
which may appear on the surface of the shallow layer of liquid under certain conditions. Namely,
if the container with the liquid is harmonically oscillated in a vertical direction, the wave patterns may
emerge, depending on the ratio of the liquid depth and the container size, as well as depending on the
modulation frequency. This phenomenon was first studied and described by Michael Faraday at the
beginning of 19th century [10]. The interest for this type of excitations arose again during the 1980s,
as a consequence of the study of nonlinear liquids. In the context of ultracold gases, Faraday waves
were first investigated theoretically in 2002 by Staliunas [11]. After these theoretical and numerical
results for the systems with contact interaction, where it was assumed that the interaction strength is
harmonically modulated, the Faraday waves were first measured in BEC experiments with 8Rb in
2007 by Engels [12], and more recently with ’Li by Hulet and Bagnato [13,14]. In the first experiment,
the radial part of the harmonic trap was modulated, while the other two experiments have modulated
the contact interaction strength. However, qualitatively, this leads to the same type of density waves.

Parametric driving of system parameters can lead to pattern formation not only in BECs, where
Faraday waves are experimentally observed in cigar-shaped condensates [12-14], but also in helium
cells [15]. The actual experimental observation of this phenomenon in 2007 was preceded by numerical
studies starting in 2002 [11,16-20], all focusing on systems with short-range, contact interactions.
More recently, Faraday waves have been studied in dipolar [21-23] and two-component condensates,
including the systems with spatially-dependent contact interaction [24,25]. Numerical studies of
Faraday waves have also been extended to mixtures of Bose and Fermi gases [26], as well as Fermi
gases exhibiting superfluid behavior [27,28].

Faraday waves in ultracold gases are a consequence of the existence of parametric resonances
in the system. While the spatial period of these waves depends on the geometry of the system and
other parameters, the frequency of their oscillations is constant and is two times smaller than the
modulation frequency. This is a characteristic of all parametric resonant phenomena, and in the
variational approach leads to the Mathieu’s differential equation [29], which gives the observed ratio
of the frequency of Faraday waves and the modulation. The Faraday density waves with half of the
modulation frequency are not the only nonlinear excitation of the system. In a driven system, there are
always excitations with the same frequency as the modulation. However, they become resonant when
the modulation frequency corresponds to one of the collective modes or the trap frequencies, or their
linear combination. The resonant waves develop in the system and grow exponentially [30], faster
than the Faraday waves. Therefore, these two phenomena can be easily distinguished, not only by
comparing their frequencies, but also the corresponding onset times. We note that resonant behavior
can appear not only due to the modulation of the interaction strength or the trapping potential, but also
due to its spatial modulation [31-40].

In the context of dipolar BECs, the study of Faraday waves was limited mostly to their excitation
spectrum in one-dimensional and two-dimensional systems [21], while the properties of resonant
waves, to the best of our knowledge, have not been studied yet. In Section 2, we develop a mean-field
variational approach for the dynamics of a driven dipolar BEC at zero temperature and identify the
instability of the system leading to the emergence of Faraday and resonant waves. Using this approach,
we derive analytic expressions for the dependence of density wave properties on the strength of the
contact and the dipole-dipole interaction. In Section 3, we numerically study how such waves develop
and can be characterized in ultracold systems of three experimentally relevant magnetic dipolar species:
chromium 2Cr, erbium '%8Er, and dysprosium '*Dy. In Section 4, the analytically obtained expressions
for the spatial period of Faraday are compared to results of the extensive numerical simulations, which
solve the full three-dimensional mean-field equations for a dipolar BEC. The emergence of resonant
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waves and comparison of the corresponding analytical and numerical results is given in Section 5.
Finally, Section 6 summarizes our conclusions and presents outlook for future research.

2. Variational Approach

We consider the system in an experimentally-inspired setup, where the condensate is confined
into a cigar-shaped harmonic trap, with the equilibrium frequencies wy = 27t X 7 Hz, wy = w, = Oy =
27 x 160.5 Hz. These are typical values taken from Reference [12]. The dipole moments of the atoms
are assumed to be oriented along z direction, i.e., orthogonal to the weak-confinement axis x (which
we refer to as the longitudinal axis), since this maximizes the stability of the system. To ensure stability
of the system, we consider the condensate to have N = 10 atoms for all three species. The driving of
the system is achieved by harmonic modulation of the radial (y — z) part of the trap,

wy(t) = w,(t) = Qo (14 esinwpt), (1)

where € = 0.1 — 0.2 is the modulation amplitude and w,; is the modulation frequency.

For a variational study of Faraday and resonant waves in dipolar condensates, we use
a modification of the Gaussian ansatz [16-20,23-25,30,41,42] to capture the induced density waves in
the longitudinal, weak-confinement direction x,

_%_i—%+ix2¢x+iy2¢y+izz¢z
7l [1+4 (a+iB) coskx] , 2)

where the normalization of the wave function to unity is ensured by the prefactor

1 V2

3/4 ’
7T Ux Uy Uz \/2 + a2 + B2 + 4 e—k2uk/4 4 (a2 + B2) P

A= A(T/lx, Uy, Uz, &, .BI k) = (3)

The above variational ansatz involves eight variational parameters {u;, ¢;, «, B}, which are
functions of time. The parameters u; represent the condensate widths, while ¢; are the conjugated
phases, which are necessary to properly describe the system’s dynamics. Note that these phases can be
omitted when we are interested only in the ground state. The multiplicative factor 1 + (a + i) cos kx
describes the density modulation along x direction, and the variational parameters « and 3 represent
the real and the imaginary part of the amplitude of the wave. The wave vector k, which is related to
the spatial period ¢ of the density waves by ¢ = 271/k, is not treated here as a variational parameter.
We determine its value from the condition for the instability emergence, which leads to Faraday or
resonant waves.

The use of the Gaussian variational ansatz corresponds to the weak interaction regime with low
density of atoms, while the Thomas-Fermi profile is more appropriate for systems with high particle
density. Although the emergence of Faraday and resonant waves leads to higher particle densities,
we still use the Gaussian ansatz in all regimes. This is done since we are mostly interested just in
the onset of longitudinal density modulations, but also for mathematical convenience. Let us note
that tunability of all variational parameters may improve the accuracy of the applied approximation.
Nevertheless, the use of this ansatz can be fully justified only a posteriori, by comparison with
numerical results [16].

Note that we use the dimensionless units, where a chosen referent frequency w, defines the length
scale through the harmonic oscillator length /% /(mw;), where m is the mass of the corresponding
atomic species, the time scale as 1/w;, and the energy scale as fiw;. The trapping frequencies are also
expressed in units of w, through the trap aspect ratios v = wy/wy, v = wy/wy, and A = w;/wy, as well
as the modulation frequency #,, = wy,/w,. We choose below the value w, = )y, corresponding to
v = A = 1, but for now we keep all three aspect ratios as free parameters, for generality.
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If we insert the modified Gaussian ansatz (Equation (2)) into the Lagrangian density that yields
the dipolar Gross-Pitaevskii equation, we can express the Lagrangian of the system as a sum of five
terms. The first term reads

i . v Lo Y 5, af — Bi
=7 [dr = gd") = —5 (e + iy +0d:) ~ 53 @
while the kinetic and the potential energy terms yield, respectively,

_1 a1 1 T 2.2 2.2 2.2\ (o +B*) K2

_Z/dNP Ay = 4 <u§+u§+u2+4MX¢"+4uy¢y+4uz¢z 22+a2+p2)"7 ©
1
= —/dr ( Y2x® + v2y2+ Lz, 2) lp|* = -1 (’yzui+v2u§,+)»2u§) ) (6)
The contact interaction term corresponds to
Na at + 1642 +2a2p% + p4)

Ly(t) = ~27Nas [ dr |gf* = - : ( ) 7
4(t) s 9] Vo gt 202+ a2+ p2)2 @)

where a5 is the s-wave scattering length of atoms, expressed in units of the harmonic oscillator length.
The Lagrangian term that corresponds to the DDI energy is given by

3Na
Ls(t) = — zdd

[drdd g 1)y () Uaalx = 7 p(ep(x), ®
where the dipolar potential reads Ugq(r) = (1 —3cos?8)/r3, 0 is the angle between the dipoles’
orientation (z axis) and vector r, and a4q is the DDI interaction strength, that depends on the dipole
moment of atoms d and their mass m as agq = omd?/ (127th%). Note that it is conveniently expressed
in units of length and cast into a dimensionless quantity as outlined above. However, due to the spatial
modulation term in the modified Gaussian ansatz, it is not possible to perform exact integration and
obtain Ls(t). Using the convolution theorem, the DDI term can be written as

rs [ e (Ul () 7 [10F] 00, ©)

Ls(t) = —
where F stands for the Fourier transform, and
F[19P] () = Blke, B, ) e 3 (05 TG 74215 (10)
The coefficient B can be explicitly calculated and reads

4+4(e K (k—2ky )12 +e K (k+2kx )12 )a—i—(Z—i—e_k(k ky)u X+e—k(k+kx) )(062+ﬁ2)

B(kXI uJC/ 0(,.3, k)
2 [2+4e #0004 (14 e F8) (a2 4 )]

(11)
To proceed further, we take into account that the condensate width in the weak confinement
direction is large compared to the other widths, as well as compared to the spatial period of the density
waves, such that ku, > 1. We also take into account that the wave amplitude is small immediately
after the waves emerge, such that a, f < 1. Since the integral over k in Equation (9) cannot be
analytically performed even using these approximations, we replace B2, stemming from the square of
the Fourier transform F [||?], by its average over ky, and neglect all terms proportional to e~ ku3/8
and its powers, as already argued that ki, is a large quantity. The integration over k can now proceed
smoothly, yielding
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N N{Ildd Uy Uy _ 80(2
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where f is the standard dipolar anisotropy function [43].

Now that we have the explicit expression for the Lagrangian of the system L(t) = Y2, L;(t),
we can derive the corresponding Euler-Lagrange equations. We assume that the wave amplitudes «
and f are small, such that their quadratic and higher order terms can be neglected in the equations
of motion. The three equations for the phases yield ¢; = 1;/(2u;) and can be used to eliminate the
phases ¢; from the corresponding set of equations for the condensate widths u;, which have the form
of the second order differential equations,

1 2 N Uy U u
i R el _ Zx 7Y “x
iy + Y Uy " \/nu%uyuz as addf<uzzuz)+adduzf1< )
1 2 N Uy U u Uy U
.. 2 x “y Y x "y
- /= - oy L=, =0, 14
iy +viuy e 7wy as ﬂddf(uz uz)+adduzf2< . Z)] (14)

1 2 N U, U u
T N _ dr My M
iy + A%u, " SRR as addf(uz o ﬂdduzfl
i (15)

where f; and f, are partial derivatives of the anisotropy function with respect to the first and the
second argument. The Euler-Lagrange equation for the variational parameter g yields g = 2i/k?,
which we use to eliminate  from the corresponding equation for the parameter &, as was done with
the phases. With this, the equation for a turns out to be the second order differential equation,

T+ ETRTRTS (as +dqa f (uZu)) k™| a=0. (16)

In the context of variational analysis of Faraday and resonant waves, the above equation of motion
for the wave amplitude « is usually cast into the form of the Mathieu-like equation [29]

& +

&+ [a(k) +eb(k)sin2t]a = 0. (17)

This equation can be solved perturbatively in the small modulation amplitude e. Assuming
a solution in the form of a harmonic oscillator

a(t,€) = P(eT) cos (T\/@) + Q(et) sin (T\/M) , (18)

we obtain that functions P and Q are exponentials of the form ¢*¢¢T, where ¢ is a complex number.

The existence of the imaginary part of ¢ leads to the instability, i.e., to the exponential growth of
the wave amplitude, which yields Faraday or resonant waves. It was shown in Reference [29] that
the nonvanishing imaginary part of ¢ appears for a(k) = n%, where n € N, and this represents the
mathematical form of the instability condition.

To cast Equation (16) into the Mathieu-like form (Equation (17)), we need to take into account that
the radial trap frequencies are modulated, such that the corresponding trap aspect ratio is given by
v(t) = A(t) = Ag(1 + esinnpt), where Ag = g/ wy. This generates the dynamics of the system and
we need to obtain approximate expressions for the condensate widths in order to get explicit form of
the quantities a(k) and b(k). We assume that the condensate width u, slowly varies, and can be taken
to be constant at the onset of instability. We also assume that second derivatives of the radial widths
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uy and uz, with respect to time, can be neglected, since they are proportional to the small modulation
amplitude €. Furthermore, for simplicity, we assume uy, ~ u; = u,, which now satisfies the modified
Equation (14) or (15) in the form

2 N a u u
2 4 dd P ! [
M (Bup =144/ 2 [as + 57 <u> — agaf: <u)] , (19)

where f;(x) = f(x, x). On the right-hand side of the above equation, we assume that the ratio u, /1y
is constant and equal to the corresponding ratio for the ground state, which can be calculated from
Equations (13)—(15). If we express u% from Equation (19), and use it to estimate the quantity u,u, ~ u%
in Equation (16), we obtain the equation for the variational parameter « in the form

) [k4 AK?

&+

where A is given by
4,/2N o= 0 £ (32)]
. {1+ \/%% {ﬂs"f' a9a £, (%) — aqaf! (Z—i)} }1/2

After inserting the explicit form for A(f) into Equation (20), we still need to make a variable
change 77, — 27 in order to transform it into the Mathieu-like Equation (17). This finally yields the
expressions for the coefficients a(k) and b(k),

A — (21)

_ K AAR?
U

_ AgAK?
Na

a(k) ;o b(k) (22)
As previously discussed, the instability condition for the Faraday waves reads a(k) = 1, which

can be used to calculate the wave vector of density waves shortly after their emergence,

ApA A2A2
kp—J—gﬂ/gm,%z. (23)

This represents our analytical result for the wave vector kr and the spatial period {r = 27t/kr of
the Faraday waves, which can be directly compared with numerical or experimental results. Let us also
stress that the above analysis is consistent with the main characteristic of the Faraday waves, namely,
that their oscillation frequency is half that of the driving frequency. This can be concluded according
to T = n;,t/2 and Equation (18), where we see that indeed the solution of the derived Mathiue-like
equation oscillates with the frequency whose aspect ratio is #,, /2, i.e., with the frequency wy, /2.

If the modulation frequency is close to one of the characteristic oscillation modes of the system,
it will exhibit resonant behavior, which is suppressed for an arbitrary value of the modulation frequency.

While the system’s dynamics will certainly include the Faraday mode at the frequency wy, /2 even
close to a resonance, the resonant mode with the frequency wy, will have a larger amplitude and will
develop much faster. Although it is clear that the above analysis would break down, the condition for
the emergence of resonant waves still corresponds to a(k) = 22, i.e., the wave vector of the resonant

wave is given by
ApA AZA2
kR:J—gﬂ/an,%r (24)
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In that case, according to T = #,,t/2 and Equation (18), the resonant density wave will oscillate
with the frequency whose aspect ratio is (,1/2)V22 = i, i.e., with the frequency wy,. Depending
on the system’s parameters, higher resonant modes can also appear corresponding to the conditions
a(k) = n?, where n is an integer, corresponding to the oscillation frequencies 1wy, /2.

3. Faraday Waves in Chromium, Erbium, and Dysprosium Condensates

To study Faraday waves in dipolar condensates, we performed extensive numerical simulations of
the real-time dynamics and solved the dipolar Gross-Pitaevskii equation using the programs described
in References [44-52]. The parameters of these simulations match the physical parameters of BECs of
chromium %2Cr, erbium %8Er, and dysprosium '**Dy, which, respectively ,have the dipole moments
d = 6up, d = 7up, and d = 10up, where B is the Bohr magneton. The corresponding background
s-wave scattering lengths are a; = 105a¢, a; = 10049, and as = 1004, where ag is the Bohr radius.
We used these interaction strengths, unless otherwise specified.

As discussed previously, Faraday waves are expected as a main excitation mode of the system
when the modulation frequency w;, does not match any of the characteristic frequencies of the
system. For this reason, we used the value w;,;, = 200 x 27t Hz, for which we verified that these
conditions are satisfied. To characterize the density waves, we typically analyze their FFT spectra in the
time-frequency and spatial-frequency domains. However, instead of directly analyzing their density
profiles, for FFT, it is advantageous to have a clearer signal, which can be obtained by considering
only the density variations compared to the initial state, i.e., the ground state of the system, before
the modulation is switched on. Therefore, Figure 1 shows time dependence of the integrated density
profile variations in the weak confinement direction én(x, t) = n(x,t) —n(x,t = 0). Here, n(x, t) is
the column density profile calculated by integrating the 3D condensate density || over the radial
coordinates y and z.

The emergence of spatial patterns is clearly visible for all three atomic species after around 150 ms.
This is consistent with earlier experimental observations [12-14] and theoretical results [16,24,25].
The density waves in x direction from Figure 1 take time to develop and are a result of the transfer of
energy from the modes that are directly excited in the radial directions, where the trap is modulated.
On the other hand, the density waves in the radial directions (which are not shown here) emerge
immediately after the modulation is switched on at t = 0, and their frequency is equal to the modulation
frequency. By looking at Figure 1, we can even estimate the main oscillation frequency, e.g., counting
the number of maxima or minima in a given time interval. For instance, in the last 50 ms in each of the
panels in Figure 1, we count five periods, which corresponds to the frequency 100 x 27t Hz = wy, /2.
This is a distinguishing characteristic of Faraday waves, and therefore we can directly determine that
in this case the system develops this type of collective oscillations.

However, this way we can determine only the main excitation modes. The dynamics of the system
contains other modes as well, and over the time they can develop and even start to dominate the
behavior of the system. Therefore, it is important to analyze the spectra in more detail. This is done in
Figure 2 for all integrated density profile variations, separately for each spatial direction. For simplicity,
the FFT analysis is performed for the profiles at the trap center. As expected, in the weak confinement
direction (left column of Figure 2), the main excitation mode has a frequency wy, /2. In addition to
this, we observe two other modes, at w;, and 3 wy, /2. This is expected from the theoretical analysis in
Section 2, but could not be discerned directly from the density profiles or their variations.
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Figure 1. Time evolution of the integrated density profile variation dn(x, t) in the weak-confinement
direction for a BEC of chromium %2Cr (top), erbium '%8Er (middle), and dysprosium 164Dy (bottom),
for the modulation frequency wy, = 200 x 27t Hz and amplitude € = 0.2, and the system parameters
given in Section 2.

In the Fourier spectra of the integrated density profile variations in the radial directions (middle
and right columns of Figure 2), we see a somewhat richer set of excitation modes. In addition to the
main mode corresponding to the trap modulation at w;,, we see that also the breathing mode is excited
at the frequency wp =~ 321 x 27t Hz. This value can be calculated by linearizing the equations of
motion from Section 2. The spectra prominently contain the second modulation harmonic at 2 wy, as
well. We also see some other peaks, for instance the small peak at around 120 x 27t Hz, which can be
due to the linear combination of the modes wp — wy,. However, such an identification would require
further theoretical and numerical analysis, which is out of the scope of the present paper.
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Figure 2. The Fourier spectrum in the time-frequency domain of the integrated 1D density profile
variations of Faraday waves at the trap center dn(x = 0, ) in x direction (left column), én(y = 0,t)
in y direction (middle column), and én(z = 0,t) in z direction (right column) for a BEC of chromium
52Cr (top row), erbium 98Er (middle row), and dysprosium **Dy (bottom row). Vertical blue lines
represent theoretical predictions, where wy, /2 corresponds to Faraday waves, wy,;, 3wy /2, and 2 wy, to
resonant waves, and wp is the variational result for the breathing mode frequency, which is obtained
by linearization of the equations of motion from Section 2.

While the Fourier analysis in the time-frequency domain can be used to determine the character
of the induced density waves (Faraday, collective, and resonant), the analysis in the spatial-frequency
domain enables us to characterize the density patterns and calculate their spatial period. This is
illustrated in Figure 3 for Faraday waves for all three considered atomic species. The integrated
density profile variations are analyzed at appropriate times, which are determined to correspond to
the evolution stage when Faraday waves have fully emerged, but the system is still far from the violent
dynamics that inevitably follows after the long driving period.

In all three panels of Figure 3, the main peak corresponds to the wave vector kr of the Faraday
waves, and we see significant differences: for 52Cr, we obtained kr = 0.57 um™~!, yielding the spatial
period ¢r = 27/kr = 11.02 um; for 168Ey, we obtained kr = 0.98 um ! and ¢f = 6.41 um; and, for
164Dy, we obtained kr = 1.10 um ! and /¢ = 5.71 um. The variational analysis presented in Section 2
yields results which are in good agreement with the numerical ones, namely kr = 0.51 pm~! for >2Cr,
kp = 0.91 um~! for 198Er, and kr = 1.06 um ™! for 164Dy. These variational results are shown in Figure 3
by vertical blue lines, which illustrate their agreement with the Fourier analysis. The presented spectra
also contain some additional peaks that correspond to other geometrical features of the analyzed
density profile variations, such as the condensate widths and their higher harmonics, as well as the
higher harmonics of the Faraday waves periods, and linear combinations of all of these. However,
they are not of interest for our analysis and we did not study them further.
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Figure 3. The Fourier spectrum in the spatial-frequency domain of the integrated 1D density profile
variations of Faraday waves in x direction én(x,t = 272 ms) for 52Cr (left), on(x,t = 225 ms) for
168Er (middle), and én(x, t = 193 ms) for 164Dy (right) BECs with N = 10* atoms. The corresponding
density profile variations are shown in Figure 1. Vertical blue lines represent theoretical predictions for
the wave vector kr of the Faraday waves, Equation (23).

Note that the spatial period of Faraday waves can also be determined by directly looking at the
density profile variations in Figure 1, and estimating the spacing between the consecutive minima or
maxima at the appropriate evolution time. For instance, for chromium, we count three minima over
the spatial extent of 30 um, yielding an estimate {r ~ 10 um, and similarly for other species. Obviously,
such estimates are not as precise as the Fourier analysis results, and therefore we rely on FFT spectra
to systematically determine the spatial periods of Faraday waves and their functional dependencies on
the contact and the DDI strength.

4. Interaction Effects and Properties of Faraday Waves

In the previous section, we show how the Fourier analysis can be used to calculate the spatial
period of Faraday waves. Next, we systematically studied the interaction effects, namely how the
contact and the DDI strength affect the properties of generated density waves. First, we explored the
influence of the contact interaction on the emergence time and the spatial period of Faraday waves for
a fixed value of the DDI strength. In experiments, this can be achieved by employing the Feshbach
resonance technique, which allows tuning as by changing the external magnetic field, thus changing
the electronic structure of atoms and their scattering properties.

The existence of Faraday waves is a consequence of nonlinearity of the system, i.e., the presence of
the contact and the DDI terms in the Hamiltonian. In a linear system, described by the pure Schrodinger
equation, the harmonic modulation of the trap in the radial direction would not be transferred into the
longitudinal direction. Therefore, the emergence time of Faraday waves (and other types of density
waves in the longitudinal direction) critically depends on the strength of interatomic interactions.
However, if interaction strengths become sulfficiently large, the emergence time is less sensitive to their
changes. Since the DDI is strong in erbium and dysprosium, we can expect that the emergence time of
Faraday waves significantly depends on the contact interaction strength only in chromium, where a44
is small.

This is illustrated in Figure 4, where we see the density profile variations for chromium for three
different values of a;. Let us first note that the amplitude of density variations is much smaller in
the top panel for a; = 604y than in the middle panel for a; = 80 a9, and significantly smaller than
in the bottom panel for a; = 1504y. This is also evident from the fact that in the top and middle
panel we can clearly see the quadrupole collective oscillation mode, which has a frequency of around
wg = 12 x 27t Hz. This can be estimated from the figure and compared to the variational value of wg,
which can be obtained by linearizing the equations of motion in Section 2. When the interaction is
sufficiently large, the amplitude of Faraday waves is much larger than those of the collective modes,
and they cannot be even discerned in the bottom panel in Figure 4. Only for a weak interaction the
amplitude of the Faraday waves is comparable to the amplitude of the collective modes, and this is
why we can see them all for small values of a;.
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Figure 4. Emergence of Faraday waves for different strengths of the contact interaction: as = 60ag
(top), as = 804y (middle), and a5 = 150 ay (bottom) for a BEC of 52Cr. We observe that Faraday waves
emerge faster as the contact interaction strength increases.

As with all other excitations, Faraday waves start to develop immediately after the modulation
is switched on. The question on their emergence time is related to their amplitude, which is
time-dependent and grows exponentially, as can be seen from the solution (Equation (18)) of the
Mathieu-like equation that describes the dynamics of the Faraday density oscillations. The imaginary
part of the parameter ¢ in Equation (18) is responsible for the exponential growth of the Faraday waves’
amplitude, which is not the case for collective modes. Therefore, in practical terms, the definition
of the emergence time of Faraday waves is always arbitrary and can be expressed as a time needed
for the density variations to reach a certain absolute or relative (compared to the total density) value.
One can even relate this to the experimental point of view, where there is a threshold for the density
variations that can be observed, due to measurement errors. However, in numerical simulations, there
are no such limitations and one can easily use an arbitrary definition to estimate the emergence time of
density waves. The more relevant quantity to study would be the exponent that governs the growth of
the wave amplitude, which depends on the interaction strength.

Now, we turn our attention to spatial features of the Faraday waves. Figure 5 presents the
dependence of the wave vector kr on the s-wave scattering length a, for all three considered species.
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We also show the variational results for the dependence kr(as) derived in Section 2. The agreement is
very good, with errors of the order of 10-15%. We stress that the derived variational expression closely
follows the numerical results not only by their values, but, more importantly, also their functional
dependence properly.

52br simulation —a— 1.6 4 S ‘simulation —a— ] 1.6 1641y simulation —a— 1
variational —— variational © variational ——
06 L | I
g g g
= L = 12 S 12}
e 0.5 ¢ 1 & &
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Figure 5. Wave vector of the Faraday waves kr as a function of the contact interaction strength for a BEC
of 2Cr (left), 1®Er (middle), and '**Dy (right), for a fixed DDI strength. Red upper triangles were
numerically obtained values using the FFT analysis as in Figure 3, and blue lines are the variational
results according to Equation (23).

Next, we studied the effects of the DDI strength for a fixed value of the contact interaction. Figure 6
shows the corresponding dependence of kr on a44. In contrast to the contact interaction dependence,
where kr is a decreasing function of a5, here we see that kr increases as the DDI strength is increased.
Figure 6 also shows the variational results, where the level of agreement with the numerically obtained
results is different, with errors as small as 7% for chromium and up to around 25% for erbium and
dysprosium for largest values of a44. Due to complex approximations made in the derivation of
variational results, in particular those related to the DDI term, the obtained functional dependence is
not as good as in the case of contact interaction, but still provides reasonable estimates of the wave
vector values for the Faraday waves.
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Figure 6. Wave vector of the Faraday waves kr as a function of the DDI strength for a BEC of >Cr
(left), 18Er (middle), and 1®*Dy (right), for a fixed contact interaction strength. Red upper triangles
represent numerically obtained values using the FFT analysis as in Figure 3, and blue lines are the
variational results according to Equation (23).

5. Resonant Waves

In the presence of interactions, various excitation modes in dipolar BECs are coupled and the
energy pumped into the system by periodic driving can be transferred from the driving direction to
other, orthogonal directions. In the previous section, we show this for non-resonant driving, when
the harmonic modulation in the radial direction was transferred to the longitudinal direction in the
form of Faraday waves, which were the main excitation mode generated. The main distinguishing
property of these excitations is halving of the oscillation frequency, i.e., the induced density waves
have the frequency w;, /2. Next, we studied the other important case, when the modulation frequency
is resonant, such that the induced density waves have the same frequency. This happens when wy, is
close to one of the characteristic frequencies of the system, e.g., one of the frequencies of the collective
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oscillation modes or one of the trap frequencies. Although Faraday waves and all other collective
oscillation modes are also excited in this case, the largest amplitude corresponds to resonant waves
with the frequency w;,. When generated, these resonant waves dominate the behavior of the system
and make all other excitations negligible for the dynamics.

Figure 7 shows the integrated density profile variation of 1%8Er for a resonant wave induced
by a harmonic modulation of the radial part of the trapping potential at w;;, = (g, i.e., when the
modulation frequency coincides with the radial trapping frequency. The density waves in this case
develop much more quickly than for the non-resonant modulation and are clearly visible already after
55 ms. Due to a violent dynamics that emerges in the system very quickly, it is not easy to estimate
the frequency of the waves directly from Figure 7, as was possible before. Therefore, we relied on the
Fourier analysis in the time-frequency domain, as presented in the left panel of Figure 8. The obtained
FFT spectrum clearly shows that the main excitation mode has the frequency equal to w;,. We also see
that the spectrum is continuous, practically without distinct individual peaks, and only the second
harmonic at 2w, = 321 x 27t Hz yields a small local maximum. This demonstrates that the system is
far from the regime of small perturbations, where individual excitation modes can be observed.

In the right panel of Figure 8, we see the Fourier spectrum in the spatial-frequency domain, which
yields the wave factor kg of resonant waves. The FFT results give the value kg = 1.59 um~! and
the corresponding spatial period ¢ = 271/kgr = 3.95 um for %8Er. In the figure we also present the
variational result kg = 1.40 pm !, calculated using Equation (24). The agreement is again quite good,
which indicates that the variational approach developed in this paper can be reliably used not only for
the Faraday waves, but also for the resonant waves.
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Figure 7. Time evolution of the integrated density profile variation in the weak confinement direction
for a BEC of 198Er, with the modulation frequency equal to the weak confinement frequency, wy, = Q.
We observe resonant behavior corresponding to the first harmonic of the resonant frequency g, which
sets in after around 55 ms.

This can also be concluded from Figure 9, which presents the results for the dependence of
the resonant wave vector kg on the contact and the DDI strength. The agreement between the
numerical and variational results is of the order of 10% over the whole experimentally relevant domain.
We see similar behavior for the resonant waves as for the Faraday ones, namely the wave vector
decreases as the contact interaction strength increases, while the opposite is true for the DDI. Again,
the functional dependence obtained from the variational approach properly describes the numerical
results, thus confirming that Equation (24) can be used to calculate spatial period of resonant waves.
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Figure 8. The Fourier spectrum of the integrated 1D density profile variations dn(x, t) at the trap center
in the time-frequency domain (left), and of the density profile variations in x direction dn(x, t = 68 ms)
in the spatial-frequency domain (right) of resonant waves for a BEC of ®®Er. Vertical blue line in
the left panel represents the modulation frequency wy,, while in the right panel it corresponds to the
theoretical prediction for the wave vector kg of the resonant waves, Equation (24).
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Figure 9. Wave vector of the resonant waves kg as a function of the contact (left) and the DDI
(right) strength for a BEC of '%8Er. The results in the left panel are obtained for a fixed DDI strength,
and similarly in the right panel a fixed contact interaction strength is used. In both panels, red upper
triangles represent numerically obtained values using the FFT analysis as in the right panel of Figure 8,
and blue lines are the variational results according to Equation (24).

It is interesting to note that resonant behavior appears not only under conditions mentioned
above, when wy, is equal to one of the characteristic frequencies, but also when it matches their higher
harmonics. Figure 10 illustrates this for ®Er, which is harmonically modulated at twice the radial
trapping frequency, wy, = 20y = 321 x 27t Hz. In this case, the amplitude of the resonant mode grows
even more quickly and significant density variations can be observed already after 30 ms. Therefore,
we see that the modulation at the second harmonic yields even more violent dynamics than the first
harmonic. The Fourier analysis in the time-frequency domain reveals that the main excitation mode
again has a frequency of g, but the mode at w;;, = 2Q)y is also present. From the experimental point
of view, resonant driving is very dangerous and leads to the destruction of the system in a matter of
tens of milliseconds. While numerical simulations can be performed for longer time periods, the atoms
leave the condensate due to a large, resonant transfer of energy to the system. As the condensate is
depleted, the mean-field description of the system breaks down and it can no longer be simulated by

the dipolar Gross-Pitaevskii equation.
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Figure 10. Time evolution of the integrated density profile variation in the weak confinement direction
for a BEC of 1%®Er. The modulation frequency is equal to twice the weak confinement frequency,

wm = 20)y. We observe resonant behavior corresponding to the second harmonic of the resonant
frequency (), which sets in more quickly than the first harmonic, already after around 30 ms.

6. Conclusions

We investigated here the Faraday and resonant density waves in ultracold dipolar Bose-Einstein
condensates for experimentally relevant atomic species with the permanent magnetic dipole moment:
chromium 2Cr, erbium '%Er, and dysprosium '®4Dy. The interplay of the contact and the dipole-dipole
interaction in such systems is a hot research topic today, but detailed understanding of their dynamics
and even their stability is still lacking. Our results contribute to variational and numerical description
of driven dipolar systems and their properties, which are important for ongoing experiments, and will
be of particular interest as the strongly dipolar regime becomes experimentally available.

To describe the dynamics of the Faraday and resonant waves in dipolar BECs, we relied here
on the variational approach introduced in Ref. [16] (and references therein), which was already used
in various setups [17-20,23-25,30,41,42]. This approach is based on the Gaussian variational ansatz
and includes the condensate widths and the conjugated dynamical phases as parameters. The ansatz
also includes the density modulations in order to capture the dynamics of density waves. Using our
variational approach, the obtained equations for the dynamical evolution of the system are cast into the
form of the Mathieu-like differential equation. This allowed us to identify the most unstable solutions
of the Mathieu’s equation with the Faraday and the resonant waves, which we observed numerically.
Based on this idea, we derived analytical expressions for the periods of these two types of density
waves. Performing the FFT analysis of the results of extensive numerical simulations, we were able
to calculate the corresponding periods numerically, as functions of the contact and the dipole-dipole
interaction strength. The comparison of variational and numerical results shows very good agreement
and demonstrates that the derived analytical expressions provide full understanding of the properties
of density waves in dipolar condensates.

In the future, we plan to study onset times for the emergence of Faraday and resonant waves,
and in particular the corresponding exponents and their dependence on the contact and the DDI.
It is well known that the periodic driving of a dipolar system may lead to its collapse, and we plan
to investigate if recently observed quantum droplets, that appear as a result of stabilization due to
quantum fluctuations, may also appear in a scenario which leads to Faraday waves.
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VI-SEEM DREAMCLIMATE SERVICE

DUSAN VUDRAGOVIC? LUKA ILIC] PETAR JOVANOVIC! SLOBODAN NICKOVIC! ALEKSANDAR BOGOJEVICT
AND ANTUN BALAZI

Abstract. Premature human mortality due to cardiopulmonary disease and lung cancer is found in epidemiological studies to
be correlated to increased levels of atmospheric particulate matter. Such negative dust effects on the human mortality in the North
Africa — Europe — Middle East region can be successfully studied by the DREAM dust model. However, to assess health effects
of dust and its other impacts on the environment, a detailed modelling of the climate for a period of one year in a high-resolution
mode is required. We describe here a parallel implementation of the DREAM dust model, the DREAMCLIMATE service, which is
optimised for use on the high-performance regional infrastructure provided by the VI-SEEM project. In addition to development
and integration of this service, we also present a use-case study of premature mortality due to desert dust in the North Africa —
Europe — Middle East region for the year 2005, to demonstrate how the newly deployed service can be used.

Key words: DREAM model, dust effects, human mortality, VI-SEEM project, application service

AMS subject classifications. 68W10, 68M14, 68N30

1. Introduction. Exposure to airborne mineral dust particles can significantly influence human health.
Atmospheric dust particles are primarily driven by mesoscale and synoptic processes, and may be present in high
concentrations near the sources and carried over long distances while having adverse health effects. Drought and
desertification, as climate-related changes and human activities such as changes in land use, affect potential dust
sources of fine particulate matter in arid areas. Therefore, numerical modelling with sufficiently high resolution
of the processes of the atmospheric dust cycle that drive dust emissions and transport is a useful approach to
assessment of the potential health effects of exposure to dust.

The previously developed Dust REgional Atmospheric Modeling (DREAM) system [1] is a component of
a comprehensive atmospheric model designed to simulate and predict the atmospheric cycle of mineral dust
aerosols. The DREAM provides a climatology of dust based on long-term re-analysis of the model. It is widely
used by the research and operational dust forecasting communities in more than 20 countries, including its
recent use in a series of NASA-funded projects [2, 3, 4, 5] dealing with health aspects of dust suspended in
the air. The Institute of Physics Belgrade group, which is a partner in the Sand and Dust Storm Warning
Advisory and Assessment System (SDS-WAS) project of the World Meteorological Organization, uses DREAM
to provide daily dust forecasts to the SDS-WAS model inter-comparisons and validation activities. Also, it is
used for investigation on how fine particulate matter contributes to air pollution in North Africa — Europe —
Middle East region.

To assess health effects of dust in the region and other dust impacts on the environment, it is usual to
consider at least a one-year modelling climatology for the given region. In this case this was achieved by
solving the DREAM model in a high-resolution mode with the horizontal grid resolution of 15 km. Such a
high resolution model is capable to accurately describe the behaviour of small-scale dust sources in the desert
areas (Sahara, Middle East), as well as the mesoscale atmospheric conditions. However, due to numerical
complexity it requires a parallelised version of the DREAM code, which we created and optimised for usage on
high-performance computing infrastructures available today.
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In parallel to development of the DREAM model, a number of initiatives were crucial for enabling high-
quality climate research in the region. This was achieved by providing e-Infrastructure resources, application
support and training through the VI-SEEM project [6], funded by the EU H2020 programme. The project
brings together regional e-Infrastructures in order to build capacity and better utilise synergies, as well as to
provide improved service within a unified virtual research environment for several inter-disciplinary scientific
user communities. The overall aim is to offer a user-friendly integrated e-Infrastructure platform for regional
cross-border scientific communities in climatology, life sciences, and cultural heritage. This includes integration
of computing, data, and visualisation resources, as well as services, models, software solutions and tools. The
VI-SEEM virtual research environment provides the support to scientists in a full lifecycle of collaborative
research.

By efforts of the DREAM code developers and the VI-SEEM support team, the DREAM model was
successfully refactored and tuned for usage on high-performance computing infrastructures in a form of the
DREAMCLIMATE service, presented here. Section 2 briefly describes the DREAM model, which is capable of
producing results in the required high-resolution mode for a one year period. The DREAMCLIMATE service
is presented in detail in Section 3, while Section 4 describes produced datasets and main results. By using
an order of magnitude finer DREAM model grid than available before, we perform a detailed analysis of dust
impacts to public health.

2. DREAM model. Premature human mortality due to cardiopulmonary disease and lung cancer is found
in epidemiological studies to be correlated to increased levels of atmospheric particulate matter, in particular
to long-term exposure to particulate matter with an aerodynamic diameter smaller than 2.5 ym. In order to
estimate the premature mortality caused by the long-term exposure to airborne desert dust, we use results of
the DREAM gridded model dust climatology of fine particulate matter and dust concentrations. This analysis
follows the previous study [7] that indicates that there is a large number of premature deaths by cardiopulmonary
disease and a significant number of deaths by lung cancer, mostly in the dust belt region neighbouring Sahara
and Middle East deserts.

The DREAM model is developed as an add-on component of a comprehensive atmospheric model and
is designed to simulate and/or predict the atmospheric cycle of mineral dust aerosols. It solves a coupled
system of the Euler-type partial differential nonlinear equations for dust mass continuity, one equation for each
particle size class, which is one of the governing prognostic equations in an atmospheric numerical prediction
model [8, 9, 10]. The DREAM model takes into account all major processes of the atmospheric dust cycle.
During the model simulation, calculation of the surface dust emission fluxes is made over the model cells
declared as deserts. A viscous sub-layer parameterisation regulates the amount of dust mass emission for a
range of near-surface turbulent regimes. Once injected into the air, dust aerosols are driven by the atmospheric
dynamics and corresponding physical quantities: by turbulence in the early stage of the process, when dust is
lifted from the ground to the upper levels; by winds in later phases of the process, when dust travels away from
the sources; and finally, by thermodynamic processes, rainfall and land cover features that provide wet and dry
deposition of dust over the Earth surface.

The model is implemented as a bundle of Fortran programs and libraries. These components are divided into
three groups: the preprocessing system, the model operational system, and post-processing and visualisation
tools. The preprocessing consists of two phases. The first is the setup in which the simulation domain, model
configuration and interpolation of terrestrial data are defined. These parameters are mostly hard-coded and any
change to parameters in this phase requires recompilation. The second stage of preprocessing is interpolation of
the meteorological input data from the global meteorological model to the current simulation domain, as well as
a setup of initial boundary conditions for the dust model. The model operational system is the main component,
and it runs the numerical integration program. Post-processing and visualisation tools include GrADS [11] with
conversion from Arakawa E-grid to geo-referenced grid and plots.

The code is predominantly written in the style of the Fortran 77 standard. Some of the more pressing con-
straints of the standard were the lack of support for dynamic memory allocation and command line arguments.
These two constraints required for a number of parameters to be hard-coded. As a consequence, this limited
the number of users who could use the application independently, and the number of parallel tests that could be
ran at once. Recompilation also requires a deep technical knowledge of the implementation itself, which reduces
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usability and dissemination of the model.

3. DREAMCLIMATE service. Within the framework of the VI-SEEM project, the DREAM model
was successfully re-factored and tuned for usage on high-performance computing infrastructures. The DREAM-
CLIMATE service was developed and deployed using the VI-SEEM infrastructure modules. Configuration of
the considered physical system is separated from the source code of the application, and all relevant parameters
are grouped into a single configuration file. Such an improved configuration approach enabled more user-friendly
way to configure various model setups, without the need for each user to dive into the code and technical details
of the implementation. This also enables multiple users to run their model instances independently. Important
additional improvements include significant reduction of the disk-space consumption, as well as standardisation
of its usage through an environment-module approach.

Configuration files follow the format of the Python configuration parser, which is a convenient, flexible, and
powerful way for parsing configuration files. It uses simple INI style configuration syntax, i.e., a text file with
a basic structure composed of sections, properties, and values. Parameters are divided into sections which are
designated by square brackets. Within one section, each parameter is specified in a separate line and its name
and value are delimited by the equals sign. In-line comments are also permissible and corresponding lines begin
with a semicolon. In addition to this, a support for variable interpolation is included as well.

The DREAM processing stages remain similar to the original version of the code, and consist of the pre-
processing, the model operational processing, and the post-processing phase. Majority of changes are related to
reducing the complexity of configuration in the setup stage of preprocessing. In a typical use-case, a user begins
the simulation project by loading the environment module for the DREAMCLIMATE service, which sets the
environment paths for the commands used to initialise and prepare the DREAM model simulation. Afterwards,
by invoking the dreamclimate_init script the default configuration file is created in the working directory and
files needed for a configuration of the local simulation instance are created in the .dreamclimate subdirectory.
After the parameters are set in the configuration file, the dreamclimate _reconfig script is called to execute the
setup stage, which encapsulates recompilation of the components, depending on the parameters changed. The
resulting binaries, which are used to run simulation, are placed in the .dreamclimate/bin directory. This step
isolates each user’s simulation instance from others and enables multiple instances to work without interference.
The next step in this stage generates and interpolates vegetation and soil texture for the forecast domain, by
calling the gt30mounth, gt30source, gt30vegetadirect, textdeta, and texteta components.

After the setup, preprocessing continues by invoking the dreamclimate_preproc script whose role is to
prepare input data for the Eta model grid. This script invokes the following components:

e climsst — horizontal grid (IMT, JMT) Eta model indexing from the SST as a function of the month,

e anecw — horizontal grid (IMT, JMT) Eta model indexing from global initial data,

e pusiWRF — set of the vertical variables and vertical interpolation of the pressure to sigma surfaces,

e const — conversion of the initial fields in Eta model coordinates from 2D horizontal (IMT, JMT)
indexing to 1D (IMJM), definition of dummy initial boundary soil moisture and temperature values,
and calculation of the constants needed for the 1D version of the soil model,

e dboco — creation of the boundary condition files,

e gfdlco2 — interpolation of the transmission functions grid, for which the transmission functions have
been pre-calculated, to the grid structure.

This preprocessing step produces binary files interpolated to the model grid (i.e., Arakawa E-grid) in
the output directory specified in the configuration file. All the routines of the model itself, which describe
atmospheric processes including the dust cycle, are built into the main executable file. This is a parallel MPI
program that runs the simulation and is submitted to the job scheduling system using the job description
script, which is automatically generated earlier in the setup stage. The post-processing includes the conversion
of the main GrADS output file from the Arakawa E-grid to the GrADS grid. These steps are handled by the
dreamclimate_post-process script.

Many of the configuration parameters in the generated configuration file have sensible default values, to
minimise the need for users to search through lengthy lists of output file locations. The domain parameters of
interest for configuring the model itself, inside the ALLINC section, are:

e TLMOD - longitude of the centre point of the domain,
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TPHOD — latitude of the centre point of the domain,
WBD — western boundary of the domain with respect to the centre point (always less than 0),
SBD - southern boundary of the domain with respect to the centre point (always less than 0),
DLMD - longitudinal model grid resolution,
DPHD - latitudinal model grid resolution,
DTB — time step of the model, which depends on DLMD and DPHD values by means of the Couranf-
Friedrichs-Lewy (CFL) criteria,
e LM — the number of vertical levels.

Another set of commonly changed model parameters are dimensions of the model grid. These are grouped

in the PARMETA section of the configuration file:
e IM — the number of mass grid points along the first row, essentially half of the total number of grid
points in the west-east direction, due to the horizontal staggering of mass and wind points,
e JM — the number of rows in the north-south direction.
These parameters also influence the number of processes and the topology of the MPI parallel execution.

The rest of the parameters in the configuration file specify paths for input, output and intermediate files.
With these paths defined during configuration, a significant reduction in disk space usage was achieved, as the
data files no longer need to be copied together with the code, and no longer have to be in fixed relative locations.

The DREAMCLIMATE service is deployed during the first VI-SEEM development access call at the PARA-
DOX high-performance computing cluster [12], hosted by the Scientific Computing Laboratory, Center for the
Study of Complex Systems of the Institute of Physics Belgrade. This cluster is part of the VI-SEEM infrastruc-
ture, and consists of 106 working nodes. Working nodes (HP ProLiant SL250s Gen8) are configured with two
Intel Xeon E5-2670 8-core Sandy Bridge processors, at a frequency of 2.6 GHz and 32 GB of RAM. The total
number of CPU-cores available in the cluster is 1696, and each working node contains an additional GP-GPU
card (NVIDIA Tesla M2090) with 6 GB of RAM. The peak computing power is 105 TFlops. The PARADOX
provides a data storage system, which consists of two service nodes (HP DL380p Gen8) and 5 additional disk
enclosures. One disk enclosure is configured with 12 SAS drives of 300 GB each (3.6 TB in total), while the
other four disk enclosures are configured each with 12 SATA drives of 2 TB (96 TB in total), so that the cluster
provides around 100 TB of storage space. Storage space is distributed via a Lustre high-performance parallel
file system that uses Infiniband QDR interconnect technology, and is available on both working and service
nodes.

Although the DREAMCLIMATE code is a copyright-protected software, it can be obtained for research
purposes with the permission of the principal investigator (S. Nickovi¢). Therefore, the DREAMECLIMATE
service source code is only internally available at the VI-SEEM code repository [13], as well as a module at
the PARADOX cluster software repository. Transfer of the software to third parties or its use for commercial
purposes is not permitted, unless a written permission from the author is received.

4. Produced datasets and results. Using the DREAMCLIMATE service at PARADOX during the
first VI-SEEM call for production use of resources and services, we produced a dataset with the aerosol optical
thickness and surface dust concentration for the one-year period. We selected the year 2005 for this analysis,
which serves as an example and demonstrates usability of DREAMCLIMATE service. The dataset covers wide
region of North Africa, Southern Europe and Middle East in 30 km horizontal resolution with 28 vertical levels,
and is made publicly available via the VI-SEEM data repository [14].

In addition to this initial dataset, we also produced a dataset with a higher resolution of 15 km for the same
region and period of time. The global mean DREAMCLIMATE-modelled dust concentration for year 2005 is
presented in Fig. 4.1.

Using the human health impact function introduced in Refs. [15, 16], we can relate the changes in pollutant
concentrations to the changes in human mortality, and estimate the global annual premature mortality due to
airborne desert dust. For this, we use as a baseline the mortality rate estimated by the World Health Orga-
nization (WHO) Statistical Information System on the country-level based on the International Classification
of Diseases 10th Revision (ICD-10) classification, and regional data from the WHO Global burden of disease
for countries with no data. Population statistics we used for the year 2005 is based on the United Nations
Department of Economic and Social Affairs (UNDES 2011) database, while gridded global population numbers
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Fic. 4.1. Calculated mean dust concentrations in ug/m?’, obtained from the DREAMCLIMATE model. The model integration
area covers region of North Africa, Southern Europe and Middle East, with 15 km horizontal resolution in 28 vertical levels for
the year 2005.

TABLE 4.1
Total CPD and LC premature mortalities for the threshold concentrations between 0 and 10 ,ug/m?’.

Baseline concentration

(in pg/m?) 0 5.0 7.5 10
CPD premature mortality

(in thousands) 765 615 567 524
LC premature mortality

(in thousands) 14.8 10.2 9.1 8.4

are taken from the Columbia University Center for International Earth Science Information Network (CIESIN)
database. We used the population cohort of 30 years and older in the health impact function.

Applying the health impact function to the considered population, the DREAM model output suggests
a significant contribution of desert dust to premature human mortality. For the global background of dust
concentration of 7.5 ug/ m® i.e., threshold below which no premature mortality occurs, the estimated premature
mortality (per grid cell) by cardiopulmonary disease (CPD) and lung cancer (LC) is illustrated in Fig. 4.2. In
total, around 570,000 premature deaths in the model domain are predicted to occur during a one-year period,
as a negative consequence of dust. According to our results, top five countries with the highest induced CPD-
mortality in the year 2005 are: Egypt with 74,000; Iraq with 67,000; Iran with 50,000; Nigeria with 46,000;
Sudan with 45,000. On the other hand, top five countries with the highest induced LC-mortality in the same
year are: Iraq with 1,200; Iran with 900; Sudan with 800; Egypt with 800; Uzbekistan and Turkey with 500
premature deaths each.

We also investigated the sensitivity of our results on the value of the threshold concentrations, which is
above assumed to be 7.5 pg/ m”. Table 4.1 gives the obtained total CPD and LC premature mortalities for the
threshold concentrations between 0 and 10 ug/ m®. This analysis is presented to showcase capabilities of the
model and the developed DREAMCLIMATE service, and can be efficiently used to study desired regions and
time periods if the required input data are provided.

5. Conclusions. Using the VI-SEEM project infrastructure and services, we have successfully re-factored
the DREAM atmospheric model. We have developed and implemented the DREAMCLIMATE service, which
is tuned for usage on high-performance computing infrastructures available today. In order to demonstrate a
typical use-case, we have produced a dataset with the aerosol optical thickness and surface dust concentration
for the one-year period for the wide region of North Africa, Southern Europe and Middle East. We have used
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Fic. 4.2. Estimated global premature mortality per grid cell by cardiopulmonary disease (top) and lung cancer (down) due to
the long-term exposure to desert dust with an aerodynamic diameter smaller than 2.5 um, calculated by the VI-SEEM DREAM-
CLIMATE service.

both the 30 km and the 15 km horizontal resolution, with 28 vertical levels. To showcase how results of the
DREAMCLIMATE service can be applied, using the human health impact function and calculated global fine
particulate matter concentrations, we have estimated the premature mortality caused by the long-term exposure
to airborne desert dust with an aerodynamic diameter smaller than 2.5 pm for the year 2005 in the considered
region. The results show that the large total number of premature deaths (around 570,000) in the model domain
is mainly due to cardiopulmonary disease, but a significant number of deaths is also caused by lung cancer. The
model also shows high sensitivity of the results on the threshold concentration, which is a significant parameter
of relevance to public health.
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VI-SEEM Virtual Research Environment

Dusan Vudragovict, Petar Jovanovi¢!, and Antun Balaz?
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In the last decade, a number of initiatives were crucial for enabling high-quality
research in both South-East Europe and Eastern Mediterranean region. This was
achieved by providing e-Infrastructure resources, application support and training in
these two areas. VI-SEEM project brings together these e-Infrastructures to build
capacity and better utilize synergies, for an improved service provision within a unified
virtual research environment for the inter-disciplinary scientific user communities in
those regions. The overall aim is to provide user-friendly integrated e-Infrastructure
platform for regional cross-border scientific communities in climatology, life sciences,
and cultural heritage. This includes linking computing, data, and visualization resources,
as well as services, models, software and tools. The VI-SEEM virtual research
environment provides the scientists and researchers with the support in a full lifecycle
of collaborative research: accessing and sharing relevant research data, using it with
provided codes and tools to carry out new experiments and simulations on large-scale
e-Infrastructures, and producing new knowledge and data. The VI-SEEM consortium
brings together e-Infrastructure operators and scientific communities in a common
endeavor that will be presented in this talk. We will also point out how the audience
may benefit from this newly created virtual research environment.

Underlying e-Infrastructure of the VI-SEEM project consists of heterogeneous
resources - HPC resources - clusters and supercomputers with different hardware
architectures, Grid sites, Clouds with possibility to launch virtual machines (VMs) for
services and distributed computing, and storage resources with possibility for short and
long-term storage. The heterogeneous nature of the infrastructure presents
management challenges to the project's operational team, but is also an advantage for
the users because of its ability to support different types of applications, or different
segments of the same application. These are modern, state-of-the-art technologies for
computing, virtualization, data storage and transfer.

Efficient management of the available computing and storage resources, as well
as interoperability of the infrastructure is achieved by a set of operational tools. Static
technical information, such as name, geographical location, contact and downtime
information, list of service-endpoints provided by a particular resource center within the
infrastructure etc., is manually entered and made available through the VI-SEEM GOCDB
database. Based on this information, project monitoring system is able to automatically
trigger execution of monitoring service probes, and to enable efficient access to results
of the probes via a customized monitoring web portal. Using standardized metrics, the
VI-SEEM accounting system accumulates and reports utilization of the different types of

RO-LCG 2017, Sinaia, Romania, 26-28 October 2017
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resources. User support and service-related problems are resolved mainly through the
helpdesk system, but via a technical mailing list as well. The VI-SEEM source code
repository contains all codes developed within the project, while the technical wiki
collects technical documentation, know-hows, best practices, guidelines, etc.

A solid but flexible IT service management is one of the keystones of the
foundation for the service-oriented design. The specifics of the federated environment,
such as the one found in the VI-SEEM consortium, impose requirements for service
management tools that cannot be met using common off-the-shelf solutions. Hence,
special care is taken in the design and the implementation of easy to use, custom
solutions that are tailor-made for the scientific communities. Our application-level and
data services are managed through the VI-SEEM service portfolio management system.
It has been developed to support the service portfolio management process within the
project as well as to being usable for other infrastructures, if required. The main
requirements for the creation of this tool have been collected from the service
management process design, and it is designed to be compatible with the FitSM service
portfolio management.

The VI-SEEM authentication and authorization infrastructure relies on the Login
service. It enables research communities to access VI-SEEM e-Infrastructure resources
in a user-friendly and secure way. More specifically, the VI-SEEM Login allows
researchers whose home organizations participate in one of the eduGAIN federations to
access the VI-SEEM infrastructure and services using the same credentials they are
using at their home institutions. Furthermore, the VI-SEEM Login supports user
authentication through social identities, enabling even those users who do not have a
federated account at home institutions to be able to seamlessly access the VI-SEEM
services without compromising the security of the VI-SEEM infrastructure.

The provided infrastructure resources and services are mainly used through the
development access, as well as through the calls for production use of resources and
services. The VI-SEEM development access facilitates the development and integration
of services by the selected collaborating user communities: climatology, life sciences,
and cultural heritage. In this process, applications are given access to the infrastructure
and necessary computational resources for a six-month period, during which application
developers are expected to develop and integrate relevant services. The calls for
production use of resources and services target specific communities and research
groups that have already began development of their projects. These calls are intended
for mature projects, which require significant resources and services to realize their
workplans. Therefore, a significant utilization of the VI-SEEM resources comes from the
calls for production use of resources and services, and an order-of-magnitude smaller
utilization comes from the development access.

RO-LCG 2017, Sinaia, Romania, 26-28 October 2017
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ABSTRACT

Agricultural sciences are one of the largest and most significant examples of Big Data
research communities. The development of this research field brings about demands for
larger, more powerful and trustable computing infrastructures to support the work of
agricultural scientists. On the other hand, Cloud and Grid technologies have emerged in
the last decade as a way to integrate large-scale data infrastructures. In the present work,
we describe a federation of large computation and storage infrastructures developed
within the agINFRA project, and the interfaces to use them. The new data infrastructure
and its interfaces allow different user profiles to access and take advantage of
applications and services to manage, process, navigate, and visualize trustable
information on agricultural science topics.

Keywords: Grid computing, cloud computing, federation, interfaces, big data.
1. INTRODUCTION

Agricultural sciences are one of the largest and most significant examples of Big Data
research communities in growth the past decade. As the size of our knowledge grows
and the science becomes more and more interconnected, the complexity of the scientific

J. Lappalainen, D. Vudragovic, A. Balaz, F. Ruggieri, R. Barbera, R. Lovas, G. Stoitsis,
K. Kastrantas. “Federating Computation and Storage Resources to support Agricultural
Science Communities”. EFITA-WCCA-CIGR Conference “Sustainable Agriculture through
ICT Innovation”, Turin, Italy, 24-27 June 2013. The authors are solely responsible for the
content of this technical presentation. The technical presentation does not necessarily reflect the
official position of the Internation Commission of Agricultural and Biosystems Engineering
(CIGR) and of the EFITA association, and its printing and distribution does not constitute an
endorsement of views which may be expressed. Technical presentations are not subject to the
formal peer review process by CIGR editorial committees; therefore, they are not to be
presented as refereed publications.
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inquiry increases. Also, science is becoming largely digital - it needs to deal with ever
increasing amounts of data and computational power. To engage the technological
challenges of the scientific practice, it is necessary to efficiently build computing
compounds that bring data analysis and processing to a new level.

The agINFRA data infrastructure aims to enhance the co-operation, data sharing,
federation and data exchange between research communities in the agricultural sciences
by providing a robust new data infrastructure to compliment the building of trust and
federation between agricultural researchers, enhancing the field and creating new
opportunities for joint work and research sharing.

2. THE AGINFRA INFRASTRUCTURE

AgINFRA has been conceived as a sustainable data infrastructure for agricultural
research. The project addresses implementation of services relevant for a wide range of
users: from infrastructure providers, developers of data processing and data
management software, data providers, information managers, librarians, developers of
high-level portals, to end-users (researchers, educators, citizens). Design of the
infrastructure relies on adaptation of the existing resources, their customization, and the
development of new components that will ensure balance in the system and its seamless
use.

2.1 Science Gateways

On top of the Grid and Cloud infrastructure, the layer of Science gateways (SG)
provides seamless access to the distributed infrastructure for software developers. Two
different Science gateway architectures are deployed within the agINFRA project.
Together, they address different usage patterns and requests, and complement each
other in providing advanced grid access mechanisms.
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Figure 1. Catania SG Architecture Figure 2. gUSE architecture
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The Catania Science Gateway, shown in Figure 1, provides a full-featured environment
accessing with single software architecture to many distributed infrastructure resources.
It also allows creating high-level user interfaces able to submit and control Grid jobs,
manage data and metadata content, manage Cloud nodes, provide both secure and
anonymous access to the Cloud hosted services and more in general avoid its user
community to deal directly with the technicalities and the complexities of each specific
distributed infrastructures.

SZTAKI has developed the gUSE (grid User Support Environment), shown in Figure 2,
which is a grid virtualization environment providing a scalable set of high-level Grid
services by which interoperation between Grids and user communities can be achieved.
Incorporating a more flexible workflow concept and enabling its distribution on clusters
and different Grid sites, gUSE is aimed to extend the objectives and features of P-
GRADE Portal based on Liferay. SZTAKI is currently developing a generic-purpose
gateway technology as a toolset to provide seamless access to major computing, data
and networking infrastructures and services in Europe including clusters,
supercomputers, and grids, academic and commercial clouds.

The SZTAKI SG implementation focuses on the management of complex job
workflows, while the Catania SG implementation focuses on user membership
management through the adoption of the Identity Federations and Identity Providers
approach, allowing the single sign-on across many supported institutions, but also
offering a vertical interface to all user levels.

2.2 AGINFRA STORAGE BACKEND

In parallel to the two general-purpose SG implementations, agINFRA RESTful
gateway’ is provided as well, as a third agINFRA layer. This gateway is developed
within the project, and its main responsibilities are cataloging, off-line processing, and
management of data. As a catalog facility, agINFRA RESTful gateway keeps user's
configurations of Grid-ported applications, datasets' metadata information and locations,
arbitrary user-defined metadata information, and allows querying of these information.

The gateway carries out automatic replication of datasets, ensures the existence of the
same dataset on different storage systems, and its exposure through the HTTP protocol.
Instead of perpetual reorganization of schemas, the database back-end has been
migrated to the document-oriented data model. Due to several additional features, such
as offline replication, Multi-Version Concurrency Control, incremental replication,
fault-tolerance, we have decided to replace MySQL with CouchDB' technology.
Existing tables and rows are reorganized into CouchDB JSON documents that could be
now directly transferred via REST API incorporated in CouchDB.

? agINFRA RESTful gateway documentation, http://agro.ipb.ac.rs/
' CouchDB official web site, http://couchdb.apache.org/
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2.3 Public Clouds

Some of the proposed agINFRA services require an on-demand delivery of service with
a sort of interactive response such as agriDrupal and Omeka data components. The grid
was initially designed to support long-term job runs, rather than online response
capabilities. The integrated approach of agINFRA, requires also that the services (on
Virtual Machines) should be available with an user friendly access to the infrastructure.
For these reasons, agINFRA is able to connect with Cloud infrastructures, such as
CLEVER (TUSA et al., 2010) and OKEANOS (KOUKIS et al. 2013).

3. LAYERED ARCHITECTURE

The conceptual architecture of agINFRA is depicted in Figure 3. On the top of the
infrastructure lay the integrated services, existing portals that provide to end-users with
high quality information on a specific topic or sub-domain of an agricultural science.
Considered integrated service examples in agINFRA are Organic.Edunet
(MANOUSELIS et al., 2009) portal, AGRIS (SUBIRATS et al., 2008) and CIARD
RING (PESCE et al., 2011).

In a layer conceptually below integrated services are the data components, software
packages that provided advanced data processing, management, visualization and
navigation capabilities to users and integrated service managers.

If we look at the grid infrastructure conceptually in terms of APIs, the Figure 3, depicts
its main elements. Web-based components and integrated services use APIs to access
the infrastructure service layer.

In turn, these services use existing generic Grid resources. It should be noted that here
the term “API” is used in a broad sense, as it includes any kind of interface exposed by
the infrastructure, including REST APIs, exposure in the form of RDF LD, as well as
any other mechanism for exposing data management and processing services.

In Figure 5 there is a detail of the agINFRA infrastructure showing how IS and data
components can access two kinds of services Conceptually, there are four subsystems
inside the infrastructure that fulfill different missions. The functional data flow and
interactions with data components is shown in Figure 5.

C0281 J. Lappalainen, D. Vudragovic, A. Balaz, F. Ruggieri, R. Barbera, R. Lovas, G.
Stoitsis, K. Kastrantas. “Federating Computation and Storage Resources to support
Agricultural Science Communities”. EFITA-WCCA-CIGR Conference “Sustainable
Agriculture through ICT Innovation”, Turin, Italy, 24-27 June 2013.
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The Data Management layer (DML) is responsible for the creation, update and
management of datasets, including their metadata and actual contents when required.
The DML offers a Dataset API externally and also to the rest of the internal elements,
and acts as a central repository of datasets, its versions and derivatives. The Data
Processing Layer (DPL) carries out the execution of offline jobs over the data. These
jobs are scheduled using grid middlewares and provide users with non-interactive
powerful computation services. The Data Transformation Layer (DTL) deals with
metadata schema transformation services. These functions are key to interlink datasets
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and ensure interoperability of data. This adds an important value to the available
content. Finally, the Data Exposure Layer (DEL) is in charge of exposing content and
metadata in LD, allowing machines to consume high-quality integrated data and
services.

Web-based components and services
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Figure 5. Functional data flow

4. RELATED WORK

Among the wide range of agINFRA related projects, the iPlant Collaborative (GOOF et
al., 2011) is one of excellent examples of e-Infrastructures designed to solve challenges,
here in particular for plant science. It successfully merges the plant biology tools and
services for data analysis, mining and visualization, workflow and education resources.
The project develops applications to support remote collaborations and virtual
organizations.

The agINFRA science gateways provided by INFN and SZTAKI are an analogy to the
iPlant DE. The science gateway technologies provide various modules for web-based
graphical user interface creation, user-friendly data management, visual workflow
construction, and application deployment in the Grid and HPC environments. In
addition, science gateway frameworks, through Grid technology, supply authentication
and authorization mechanism that naturally enables easy integration of geographically
distributed new computing and storage resources. Furthermore, existing Grid
components afford high-level meta-scheduling, workflow execution, task tracking, data
and metadata catalogues, replication of data, delegation and renewal of credentials,
accounting functionality, etc.

C0281 J. Lappalainen, D. Vudragovic, A. Balaz, F. Ruggieri, R. Barbera, R. Lovas, G.
Stoitsis, K. Kastrantas. “Federating Computation and Storage Resources to support
Agricultural Science Communities”. EFITA-WCCA-CIGR Conference “Sustainable
Agriculture through ICT Innovation”, Turin, Italy, 24-27 June 2013.
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Environment provided by iPlant Atmosphere could be compared with gLite user
interface machine (UI). Currently, in agINFRA UI machines can be used remotely at the
infrastructure partners' resource centers through command line interfaces, and in some
cases by VNC. The other possibility for a user is to install gLite-UI VM image locally at
a personal computer. Such gLite-UI image is provided by INFN, and is available for
download. Beside the standard gl ite interface, this VM image can include particular
agINFRA applications and tools. In both cases, user is provided with application
programming interfaces (APIs), for software development or for specific data analysis.
Furthermore, user is able to access to all agINFRA computing and storage resources, to
use all previously installed applications, and to create various tasks workflows.

Under the scope of agINFRA, the SemaGrow"' project aims to develop data intensive
techniques to boost the real-time performance of global agricultural data infrastructures,
achiving scalability when querying distributed and big data agricultural data
repositories.

5. CONCLUSIONS

This paper describes the technical achievements of the project agINFRA. We have
shown how existing technologies can be customized and integrated to set up the
foundations to build an advanced data infrastructure to support agricultural science
communities. This data infrastructure has been conceived as a set of layers that group
different functionalities to manage datasets. These layers provide services that process,
retrieve, store, transform and publish heterogeneous data easily.
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Ground state and collective modes of dipolar BECs

D. Vudragovié¢!, V. Velji¢!, I. Vasi¢! and A. Balaz!
v Scientific Computing Laboratory, Center for the Study of Complex: Systens,
Institute of Physics Belgrade, University of Belgrade, Serbia
e-mail: dusan.vudragovic@ipb.ac.ts

We study the effects of the dipole-dipole interaction on the ground state and collective modes of
quasi-one-dimensional dipolar Bose-EFinstein condensates of atomic gases of chromium Ct,
erbium '68Er, and dysprosium '%4Dy. Through extensive numerical simulations and detailed
variational treatment, we analyze the dependence of condensate widths on the dipole-dipole
interaction strength, as well as the interaction-induced frequency shifts of collective oscillation
modes. Furthermore, we show that the Gaussian variational approach gives a good qualitative
description of the system's ground state, and an excellent quantitative description of the
condensates' low-lying excitation modes.
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Parallel solvers for dipolar Gross-Pitaevskii equation

V. Lonéar!, D. Vudragovi¢!, S. K. Adhikari’, and A. Balaz'
Scientific Computing Laboratory, Center for the Study of Complex Systems,
Institute of Physics Belgrade, University of Belgrade, Serbia
nstituto de Fisica Teérica, UNESP — Universidade Estadual Paulista, Sdo Paulo, Brazil
e-mail:vladimir.loncar@ipb.ac.rs

We present serial and parallel semi-implicit split-step Crank-Nicolson algorithms for solving the dipolar
Gross-Pitaevskii equation [1, 2], used for study of ultracold Bose systems with the dipole-dipole interaction.
Six parallel algorithms will be presented: C implementation parallelized with OpenMP targeting single shared
memory system [3], CUDA implementation targeting single Nvidia GPU [4], hybrid C/CUDA implementation
combining the two previous approaches, and their parallelizations to distributed memory systems using MPI
[5]. We first give an overview of the split-step Crank-Nicolson method and describe how the dipolar term is
computed using FFT, which forms the basis of all presented algorithms. We then move on to describing the
concepts used in each of the parallel implementations, and finally present a performance evaluation of each
algorithm. In our tests OpenMP implementation demonstrates a speedup of 12 on a 16-core workstation,
CUDA version has a speedup of up to 13, hybrid version has a speedup of up to 16, while the MPI
parallelization yields a further speedup of 16 for the OpenMP/MPI version, speedup of 10 for the CUDA/MPI
version, and speedup of 6 for the hybrid version.
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Group Report Q 17.1 Tue 11:00 001
Rosensweig instability and solitary waves in a dipolar Bose-
Einstein condensate — eMarTHIAS WENZEL, HOLGER KaDAU,
MatTHIAS SCHMITT, IGOR FERRIER-BARBUT, and TiLmMAN Prau —
5. Physikalisches Institut and Center for Integrated Quantum Sci-
ence and Technology, Universitiat Stuttgart, Pfaffenwaldring 57, 70569
Stuttgart, Germany

Ferrofluids show unusual hydrodynamic effects due to the magnetic
nature of their constituents. For increasing magnetization a classical
ferrofluid undergoes a Rosensweig instability and creates self-organized
ordered surface structures or droplet crystals.

In the experiment we observe a similar behavior in a sample of ultra-
cold dysprosium atoms, a quantum ferrofluid. By controlling the short-
range interaction with a Feshbach resonance we can induce a finite-
wavelength instability due to the dipolar interaction.

Subsequently, we observe the spontaneous transition from an unstruc-
tured superfluid to an ordered arrangement of droplets by in situ imag-
ing. These patterns are surprisingly long-lived and show hysteretic be-
havior. When transferring the sample to a waveguide we observe mu-
tually interacting solitary waves. Time-of-flight measurements allow
us to show the existence of an equilibrium between dipolar attraction
and short-range repulsion. In addition we observe interference between
droplets.

In conclusion, our system shows both superfluidity and translational
symmetry breaking. This novel state of matter is thus a possible can-
didate for a supersolid ground state.

Q 17.2 Tue 11:30 001
Rosensweig instability due to three-body interaction or quan-
tum fluctuations? — Vviapmmir Loncar!, Dusan Vubpracoviél,
e ANTUN BaLaz!, and AXEL PELsTER? — !Scientific Computing Lab-
oratory, Institute of Physics Belgrade, University of Belgrade, Serbia
— 2Physics Department and Research Center OPTIMAS, Technical
University of Kaiserslautern, Germany

In the recent experiment [1], the Rosensweig instability was observed
in a 164Dy Bose-Einstein condensate, which represents a quantum fer-
rofluid due to the large atomic magnetic dipole moments. After a
sudden reduction of the scattering length, which is realized by tuning
the external magnetic field far away from a Feshbach resonance, the
dipolar quantum gas creates self-ordered surface structures in form of
droplet crystals. As the underlying Gross-Pitaevskii equation is not
able to explain the emergence of that Rosensweig instability, we ex-
tend it by both three-body interactions [2-4] and quantum fluctuations
[5]. We then use extensive numerical simulations in order to study the
interplay of three-body interactions as well as quantum fluctuations on
the emergence of the Rosensweig instability.

[1] H. Kadau, M. Schmitt, et al., arXiv:1508.05007v2 (2015).

[2] H. Al-Jibbouri, I. Vidanovi¢, A. BalaZz, and A. Pelster, J. Phys. B
46, 065303 (2013).

[3] R. N. Bisset and P. B. Blakie, arXiv:1510.09013 (2015).

[4] K.-T. Xi and H. Saito, arXiv:1510.07842 (2015).

[5] A. R. P. Lima and A. Pelster, Phys. Rev. A 84, 041604(R) (2011);
Phys. Rev. A 86, 063609 (2012).

Q 17.3 Tue 11:45 €001
Phonon to roton crossover and droplet formation in trapped
dipolar Bose-Einstein condensates — eFALK WACHTLER and Luis
SaNnTOs — Institut fiir Theoretische Physik, Leibniz Universitdt Han-
nover, Hannover, Germany

The stability, elementary excitations, and instability dynamics of dipo-
lar Bose-Einstein condensates depend crucially on the trap geometry.
In particular, dipolar condensates in a pancake trap with its main plane
orthogonal to the dipole orientation are expected to present under
proper conditions a roton-like dispersion minimum, which if softening
induces the so-called roton instability. On the contrary, cigar-shape
traps are expected to present no dispersion minimum, and to undergo
phonon (global) instability if destabilized. In this talk we investigate by
means of numerical simulations of the non-local non-linear Schrédinger
equation and the corresponding Bogoliubov-de Gennes equations the
stability threshold as a function of the trap aspect ratio, mapping the
crossover between phonon and roton instability. We will discuss in
particular how this crossover may be observed in destabilization ex-

Location: e001

periments to reveal rotonization.

In a second part, motivated by recent experiments on droplet forma-
tion in Stuttgart, we introduce large conservative three-body interac-
tions, and study how these forces affect the destabilization dynamics.
‘We will discuss the ground-state physics of the individual droplets, and
the crucial role that is played by the interplay between internal droplet
energy, external center-of mass energy of the droplets, and energy dis-
sipation in the nucleation of droplets observed in experiments.

Q174 Tue 12:00 €001
Lattice Physics with Ultracold Magnetic Erbium — eSimoN
Baier!, Manrrep J. Marxk!2, DanierL PreTTER!', KrvoTaka
Atkawal, LaurRiaNE CHomaz' 2, Z1 Car?, MikHAIL BaraNovZ, PE-
TER ZoLLER?3, and FrRaNcEscA FErLaiNo!2 — lInstitut fiir Exper-
imentalphysik, Universitat Innsbruck, Technikerstrafte 25, 6020 Inns-
bruck, Austria — Z2Institut fiir Quantenoptik und Quanteninforma-
tion, Osterreichische Akademie der Wissenschaften, 6020 Innsbruck,
Austria — 3Institut fiir Theoretische Physik, Universitiat Innsbruck,
Technikerstrafte 21A, 6020 Innsbruck, Austria

Strongly magnetic atoms are an ideal systems to study many-body
quantum phenomena with anisotropic and long-range interactions.
Here, we report on the first observation of the manifestation of mag-
netic dipolar interaction in extended Bose-Hubbard (eBH) dynamics
by studying an ultracold gas of Er atoms in a three-dimensional optical
lattice. We drive the superfluid-to-Mott-insulator (SF-to-MI) quan-
tum phase transition and demonstrate that the dipolar interaction
can favor the SF or the MI phase depending on the orientation of
the atomic dipoles. The system is well described by the individual
terms of the eBH Hamiltonian. This includes the onsite interaction,
which, additional to the isotropic contact interaction, can be tuned
with the dipole-dipole interaction by changing the dipole orientation
and the shape of the onsite Wannier functions. We find for the first
time the presence of the nearest-neighbor interaction between two adja-
cent particles. Future work will investigate dipolar effects with erbium
molecules and fermions as well as spin physics in our lattice system.

Q 17.5 Tue 12:15 €001
Strong-wave-turbulence character of non-thermal fixed
points in Bose gases — eIsara CHaNTEsaNA''23 and THomas
GaseENzER?3 — llnstitut fiir Theoretische Physik, Ruprecht-Karls-
Universitdt Heidelberg, Philosophenweg 16, 69120 Heidelberg, Ger-
many — 2Kirchhoff Institut fiir Physik, INF 227, 69120 Heidelberg,
Germany — 3ExtreMe Matter Institute EMMI, GSI Helmholtzzen-
trum fiir Schwerionenforschung GmbH, Planckstrafe 1, 64291 Darm-
stadt, Germany

Far-from equilibrium dynamics of a dilute Bose gas is studied by means
of the two-particle irreducible effective action formalism. We investi-
gate the properties of non-thermal fixed points predicted previously,
which are related to non-perturbative strong wave turbulence solu-
tions of the many-body dynamic equations. Instead of using a scaling
analysis, we study the Boltzmann equation of the scattering integral
by means of direct integration equation for sound waves. In this way
we obtain a direct prediction of the scaling behaviour of the possible
fixed-point solutions in the context of sound-wave turbulence. Impli-
cation for the real-time dynamics of the non-equilibrium system are
discussed.

Q 17.6 Tue 12:30 €001

Evidence of Non-Thermal Fixed Points in one-dimensional

Bose gases — oSEBASTIAN ErNED24 ROBERT BUCKER?,
WoLrcaNG RosrINGER?, Tuomas Gasenzerb?3, and Jora
ScHMIEDMAYER? — lInstitut fiir Theoretische Physik, Ruprecht-

Karls-Universitdt Heidelberg, Philosophenweg 16, 69120 Heidelberg,
Germany — 2ExtreMe Matter Institute EMMI, GSI Helmholtzzen-
trum fiir Schwerionenforschung GmbH, Planckstrae 1, 64291 Darm-
stadt, Germany — 3Kirchhoff-Institut fiir Physik, INF 227, 69120 Hei-
delberg, Germany — *Vienna Center for Quantum Science and Tech-
nology (VCQ), Atominstitut, TU Wien, Vienna, Austria

This work investigates the rapid cooling quench over the dimensional-
and quasicondensate-crossover. Analyzing experiments performed at
the Atominstitut, we study the relaxation of such a far-from equilib-
rium system. The early stage of condensate formation is dominated
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Faraday Waves in Dipolar Bose-Einstein
Condensates

Dusan Vudragovi¢* and Antun Balaz*

“Scientific Computing Laboratory, Institute of Physics Belgrade, University of Belgrade,
Pregrevica 118, 11080 Belgrade, Serbia

Abstract. We study the emergence of Faraday waves in quasi-one-dimensional dipolar Bose-
Einstein condensates of 32Cr and '*Dy subject to periodic modulation of the radial confinement. We
investigate through extensive numerical simulations and detailed variational treatment the effects of
the strong dipolar interaction on the spatial and time-period of the Faraday waves. Unlike in the case
of homogeneous [1] or inhomogeneous contact interactions [2], the emergence of Faraday waves
is found to further destabilize the condensate in the presence of strong dipolar interaction. The
interesting effect of spatial period variation of generated density patterns is observed numerically
and studied within the Gaussian variational approach.

REFERENCES

1. Balaz, A., and Nicolin, A. I., Phys. Rev. A 85, 023613 (2012).

2. Balaz, A., Paun, R., Nicolin, A. 1., Balasubramanian, S., and Ramaswamy, R., Phys. Rev. A 89,
023609 (2014).
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semiclassical approximation and derive with this self-consistency equations between the
disorder ensemble-averages of particle density and condensate density. Invoking,
furthermore, the Thomas-Fermi approximation we obtain results that reproduce for weak
disorder the seminal results of a Bogoliubov theory of dirty bosons [1-3], but do not yield
for strong disorder a Bose-glass phase. Afterwards, we go beyond the Thomas-Fermi
approximation and perform a full numerical treatment of the self-consistency equations
based on the Crank-Nicolson split-step semi-implicit imaginary-time propagation [4],
which yields a quantum phase transition to a Bose-glass phase for strong disorder [5].

REFERENCES

[1] K. Huang, H.-F. Meng, Phys. Rev. Lett. 69, 644 (1992).

[2] G. M. Falco, A. Pelster, R. Graham, Phys. Rev. A 75,063619 (2007).
[3] G. M. Falco, A. Pelster, R. Graham, Phys. Rev. A 76, 013624 (2007).
[4] D. Vudragovic¢ et al., Comput. Phys. Comm.. 183,2021 (2012).

[5] P. Navez, A. Pelster, R. Graham, Appl. Phys. B 86, 395 (2007).

Faraday Waves in Dipolar Bose-Einstein Condensates

D. Vudragovi¢ and A. Balaz
Scientific Computing Laboratory, Institute of Physics Belgrade,
University of Belgrade, Pregrevica 118, 11080 Belgrade, Serbia
e-mail: dusan@ipb.ac.rs

We present the emergence of Faraday waves in cigar-shaped “>Cr and '*Dy Bose-
Einstein condensates. These density waves are induced by periodic modulation of the
frequency of the trapping potential. We study through extensive numerical simulations
and detailed variational treatment the effects of the strong dipolar interaction on the
spatial and time-period of the Faraday waves. Unlike in the case of homogeneous [1] or
inhomogeneous contact interactions [2], the emergence of Faraday waves is found to
further destabilize the condensate in the presence of strong dipolar interaction. The
interesting effect of spatial period variation of generated density patterns is observed
numerically and studied within the Gaussian variational approach.

REFERENCES
[1] A. Balaz, A. 1. Nicolin, Phys. Rev. A 85,023613 (2012).
[2] A. Balaz et al., Phys. Rev. A 89, 023609 (2014).
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Q 12.1 Mon 14:30 P/H2
Dynamics of Bose-Einstein condensates in a one-dimensional
correlated disorder potential — eJuan PaBLo RAMIREZ
VaLpes!, AnDrReas BucuLerrNeErD2, and Twaomas WELLENs!
— 1Physikalisches Institut, Albert-Ludwigs-Universitit Freiburg,
Herman-Herder-Str. 3, 79104 Freiburg, Germany — 2Freiburg Insti-
tute for Advanced Studies, Albert-Ludwigs-Universitiat, Albertstr. 19,
79104 Freiburg

We study the expansion of an initially confined one-dimensional Bose-
Einstein condensate in a weak random potential with finite correlation
length. At long times, the expansion comes to a halt due to destruc-
tive interferences leading to Anderson Localization [1]. We develop an
improved analytical description of the asymptotic disorder-averaged
condensate density, which we compare to the results of numerical sim-
ulations based on a finite-element discrete variable representation. In
particular, we thereby analyze the influence of inter-atomic interac-
tions on the localization properties.

[1] L. Sanchez-Palencia, D. Clément, P. Lugan, P. Bouyer, G. V.
Shlyapnikov, and A. Aspect, Phys. Rev. Lett. 98, 210401 (2007).

Q 12.2 Mon 14:45 P/H2
Growing bosonic Laughlin states in a lattice — FaBian
GruspTh2, eFaBiaN LeTscHer!, Mouammap Harezi®4, and
MicHAEL FrEiscHHAUER! — IDepartment of Physics and Re-
search Center OPTIMAS, University of Kaiserslautern, Germany
— 2Graduate School Materials Science in Mainz, Gottlieb-Daimler-
Strasse 47, 67663 Kaiserslautern, Germany — 3Joint Quantum Insti-
tute, NIST/University of Maryland, College Park, Maryland 20742,
USA — 4ECE Department and Institute for Research in Electronics
and Applied Physics, University of Maryland, College Park, Maryland
20742, USA

We present a scheme for the preparation of highly correlated Laughlin
states in bosonic lattice systems. The scheme is based on the idea of
growing such states by adding weakly interacting composite fermions
along with magnetic flux quanta one by one. The topologically pro-
tected Thouless pump is used to create two localized flux quanta result-
ing in a hole excitation, which is subsequently filled by a single boson
using a coherent pump. A single boson together with one flux quantum
forms a composite fermion. Using our protocol, filling v = 1/2 Laugh-
lin states can be grown in a time increasing linearly with the particle
number N and strongly suppressed number fluctuations. Furthermore,
we analyse the scaling of the fidelity with particle number N, including
particle loss and nonadiabatic transitions. We present exact numeri-
cal simulations in small lattice systems to show the feasibility of our
scheme.

Q 12.3 Mon 15:00 P/H2
Twisted superfluidity in optical lattices — eOLE JURGENSEN,
Kraus SENGsTOCK, and DIRK-SOREN LUHMANN — Institut fiir Laser-
physik, Universitdt Hamburg

An unconventional quantum phase with a complex order parameter
has been observed recently in a hexagonal optical lattice [1] but still
lacks a conclusive theoretical understanding. We show how correlated
pair tunneling in the extended Bose-Hubbard model can drive the tran-
sition to this twisted superfluid phase. We present the full phase dia-
gram showing a multitude of quantum phases including checkerboard
insulators, supersolids and pair superfluids. Furthermore, off-site in-
teractions support dimerized insulator phases where particles are de-
localized on several lattice sites. For two components we find twisted
superfluid phases already for surprisingly small pair-tunneling ampli-
tudes. Interestingly, this ground state shows an infinite degeneracy
ranging continuously from a supersolid to a twisted superfluid.

[1] P. Soltan-Panahi et al., Nature Physics 8, 71 (2012).

Q 124 Mon 15:15 P/H2
Bose-Hubbard ladder subject to effective magnetic field:
geometry and dynamics — eWLADIMIR T'scHISCHIK, RODERICH
MoEssNER, and Masubp HAQUE — Max Planck Institute for the
Physics of Complex Systems, Dresden

Motivated by a recent experimental realization of an optical lattice
system with an effective magnetic field (Atala et al., Nature Physics
10, 588 (2014)), we study a Bose-Hubbard system on a two-leg lad-

Location: P/H2

der with complex hopping amplitudes. This system shows a quan-
tum phase transition already without interactions. We examine and
present differences between the periodic, open-boundary, and harmon-
ically trapped cases. We present a striking ”slowing down” effect in
the collective mode dynamics near the phase transition.

Q 12,5 Mon 15:30 P/H2
Faraday Waves in Dipolar Bose-Einstein Condensates —
DusaN Vubpracgovi¢ and e ANTUN Baraz — Scientific Computing
Laboratory, Institute of Physics Belgrade, University of Belgrade, Pre-
grevica 118, 11080 Belgrade, Serbia

We study the emergence of Faraday waves in quasi-one-dimensional
dipolar Bose-Einstein condensates of >2Cr and 64Dy subject to pe-
riodic modulation of the radial confinement. We investigate through
extensive numerical simulations and detailed variational treatment the
effects of the strong dipolar interaction on the spatial period of the
Faraday waves. Unlike in the case of homogeneous [1] or inhomoge-
neous contact interactions [2], the emergence of Faraday waves is found
to further destabilize the condensate in the presence of strong dipolar
interaction. The interesting effect of spatial period doubling of gener-
ated density patterns is observed numerically and studied within the
Gaussian variational approach.

[1] A. Balaz and A. I. Nicolin, Phys. Rev. A 85, 023613 (2012).
[2] A. Balaz, R. Paun, A. I. Nicolin, S. Balasubramanian, and R. Ra-
maswamy, Phys. Rev. A 89, 023609 (2014).

Q 12.6 Mon 15:45 P/H2
Ground states for the Bose-Hubbard model with flat bands —
ePETRA PUDLEINER! and ANDREAS MIELKEZ — lInstitute of Physics,
Johannes Gutenberg University, Mainz, Germany — 2Institute for
Theoretical Physics, Ruprecht-Karls University, Heidelberg, Germany

Flat band systems have been studied intensively in experiment and
theory. They are a prototype for strongly correlated systems. Es-
pecially for bosons in a flat band, several interesting questions arise:
What is the nature of the ground state? Are there regions in phase
space where one can see a Bose transition?

The Bose-Hubbard model is used to visualize low energies on two-
dimensional lattices which exhibit a lowest flat energy band. Up to
the critical lattice filling constant, an eigenstate of the aforementioned
band can be constructed by means of the charge density wave (CDW)
as many-body ground state. Huber and Altman [1] explored ground
states in the vicinity of the critical filling on the kagome lattice via
a mean-field calculation; however, by restricting the calculation to a
weakly interacting Hamiltonian.

The purpose of this talk is, firstly, to present similar results which
are obtained by transferring their methods to the checkerboard lattice
and, secondly, to demonstrate initial steps to extend to strong inter-
actions. In this regard, one boson is added to the well-known ground
state. The distribution of this additional particle seems to be local-
ized, in contrast to the weakly interacting limit; here we observe a Bose
condensation.

[1] S. Huber and E. Altman, PRB 82, 184502 (2010)
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Realistic matter-wave interferometry with non-unitary oper-
ators — eLuis FERNANDO BARRAGAN-GIL and REINHOLD WALSER
— Institut fiir angewandte Physik, Technische Universitdt Darmstadt,
Hochschulestr. 4a, 64289 Darmstadt

The realization of Bose-Einstein condensates in p-gravity conditions,
at the ZARM drop tower in Bremen by the QUANTUS collaboration
[1,2] , has opened the possibility to measure corrections to local grav-
itational field of the Earth beyond the linear Earth’s acceleration (g)
[3,4]. This is known as the gravity gradient correction and it is the
next dominant contribution found in classical Newtonian Physics as
well as in general relativistic view of gravity.

We use thermal ensembles and non-unitary operator formalism [5]
(particle loss, temperature, realistic detector) to implement an atom
interferometer in the presence of the harmonic corrections to the grav-
itational potential, and look for the effects of misalignment and tem-
perature on the fringe pattern.

[1] Quantus Collaboration http://www.igo.uni-hannover.de/quantus. html



Chapter 15
Science Gateway for the Serbian
Condensed Matter Physics Community

Dusan Vudragovi¢ and Antun Balaz

Abstract The Academic and Educational Grid Initiative of Serbia hosts and
maintains the scientific gateway of the Serbian condensed matter physics com-
munity. The gateway is built around a code set addressing problems from the
physics of ultracold quantum gases, solving the nonlinear Schroedinger equation,
the Gross—Pitaevskii equation in real and imaginary time, and a path integral
algorithm for estimation of quantum-mechanical transition amplitudes, which are
relevant for various applications. Here we present the realization of the gateway and
technologies used for its implementation.

15.1 Introduction

Condensed matter physics and materials science address problems that highly rel-
evant for fundamental research, as well as for practical applications and society.
The development of high-impact materials with enhanced and engineered proper-
ties, or research in quantum information, for example, depend on the results from
these areas of physical sciences, and contribute to the IT and smartphone industry,
semiconductor technology, the energy sector, and others.

Numerical simulations are now indispensible tools in science and technology,
and are used to speed up the research and development while decreasing the costs.
In condensed matter physics, scientists deploy a broad range of algorithms, such as
solving nonlinear partial differential equations, classical and quantum Monte Carlo
techniques, including solving of the Bose—Hubbard and Fermi—Hubbard models,
exact diagonalization techniques for strongly correlated systems, etc. Whichever
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algorithm is used, typically it requires large-scale computing resources for simu-
lations of relevant physical systems.

In the Serbian condensed matter physics community (CMPC), the most prom-
inent use of computing resources is related to the three applications developed at the
national level: SPEEDUP, QSPEEDUP, and GP-SCL.

SPEEDUP code (Balaz 2012-1) uses Monte Carlo-based path integral algorithms
for the calculation of quantum mechanical transition amplitudes for 1D models. It is
based on the use of higher-order short-time effective actions in the time of prop-
agation (Monte Carlo time step), which substantially improves the convergence of
discretized amplitudes to their exact continuum values.

QSPEEDUP code (Vudrag 2010) presents a quasi-Monte Carlo extension of the
SPEEDUP code. The extended algorithm uses Sobol’s set of quasi-random num-
bers for generation of trajectories relevant for calculation of transition amplitudes in
the path integral formalism. Both applications use identical algorithm, supplied with
different random number generators, which allows their unification into a single
application designated as (Q)SPEEDUP.

GP-SCL (Vudrag 2012) is a set of codes parallelized using the OpenMP
approach for calculating the dynamics and ground states of quantum fluids (such as
Bose—Finstein condensates and superfluids). Quantum fluids represent macroscopic
quantum phenomena where large numbers of atoms or molecules behave coher-
ently, allowing special properties to emerge. In the mean-field regime, such systems
can be described by a nonlinear Schroedinger equation, usually called the
Gross—Pitaevskii equation (Pethick 2008). GP-SCL codes solve the time-(in)
dependent Gross—Pitaevskii nonlinear partial differential equation in one, two, and
three space dimensions in an arbitrary trapping potential using imaginary-time and
real-time propagation. The equation is solved using the semi-implicit split-step
Crank—Nicolson method by discretizing space and time, as described in Murug
(2009). The discretized equation is then propagated in imaginary or real time over
small time steps.

Applications have been developed by scientists from the Scientific Computing
Laboratory (SCL 2014) of the Institute of Physics Belgrade (IPB 2014) and are used
by an increasing number of collaborators within Serbia and also from other
countries in Europe, as well as from Brazil, India, and China. The applications are
deployed on the computing infrastructure provided by the Academic and Educa-
tional Grid Initiative of Serbia (AEGIS 2014), which is part of the European Grid
Infrastructure (EGI 2014).

To increase the potential user base of the applications, we have decided to create
the AEGIS CMPC science gateway (SG) in the framework of the SCI-BUS project
(SCI-BUS 2014), to provide seamless access to the software and the data generated
by the applications. This science gateway also hides the complexity of use of the
Grid and applications, which was a barrier for many scientists.
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15.2 Building the Science Gateway

Before the AEGIS CMPC science gateway was built and put into production, the
default interface to DCI within the AEGIS CMPC was based on gLite technology
provided by the European Middleware Initiative (EMI 2014). This is a command
line interface, and it requires a personal certificate issued by one of recognized
certificate authorities, membership in a virtual organization (VO) that supports the
applications, and access to a user interface (UI) machine. A personal certificate is
obtainable from the national AEGIS CA, while the Serbian AEGIS National Grid
Initiative provides the VO membership service. A central UI machine is available at
the IPB, but within the community personal Ul virtual machines are used as well.

In this approach, the use of AEGIS CMPC applications requires preparation of a
parameter input file that describes the physical system of interest. In addition, the
DCI description of computational task has to be prepared as well. In a gLite- based
UI machine this is typically done using the Job Description Language (JDL).
Depending on machine architecture and the software stack provided by DCI in
terms of available compilers, a CMPC application could be compiled locally at a UL
machine or remotely at a DCI, on a target worker node. In the first case, a statically
linked executable is submitted to the predefined architectures, while in the latter
case the source code is transferred to the computation node, where one of the
various predeployed compilers performs the compilation. A CMPC application with
a physical system description from the parameter input file and with a DCI
description of the computational task from the JDL file is submitted from the UI
machine to the DCI by the gLite command line interface. Further job management
(job cancelation, monitoring, and output retrieval) is done by the glite command
line interface as well.

This approach demands several skills: knowledge of CMPC application source
codes and their parallelization techniques, knowledge of different compiler tech-
nologies, knowledge of Linux operating system and its common tools, and
knowledge of gLite command line interface and DCI technology. This variety of
skills, which is required for solving even trivial problems, creates a strong barrier
that prevents ready use of CMPC applications within the community, and adversely
affects attracting new people who are interested in numerical simulations based on
the available set of codes. Since the knowledge of the underlying physics (quantum
theory and Bose—Einstein condensation) and understanding of CMPC applications
should be the only real requirements, the development of a scientific gateway
effectively solves the identified problems and enables new users to perform
numerical simulations in this field without much technical knowledge of the
operating system, compiler technology, low-level DCI interface, and DCI itself.
Furthermore, AEGIS CMPC SG promotes sharing of the results of simulations
within the community, and in this way increases understanding of the behavior of
particular physical systems of interest.

The desired level of automation of CMPC applications is achieved through the
use of WS-PGRADE/gUSE (gUSE 2014) workflows. For example, typical usage of
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the GP-SCL application first requires calculation of the ground state of the system,
achieved by the imaginary-time propagation until convergence is reached, and then,
starting from this result, one can study the dynamics of the system through the real
time-propagation. A workflow concept unifies these two kinds of time-propagation
algorithms into a single task, hiding the complexity from the end user. Furthermore,
besides the results in the form of raw data that describe the propagation of
the system in time, AEGIS CMPC scientific gateway provides visualization of the
propagation in the form of graphs and movies.

In the case of the (Q)SPEEDUP codes, numerical convergence of quantum-
mechanical transition amplitudes to their continuum values is achieved only when
the number of Monte Carlo samples goes to infinity. The central limit theorem
states that the statistical distribution of numerical results obtained using a large
number of independent Monte Carlo samples is always a Gaussian. This allows
automation of a process workflow for a desired maximal error of calculated tran-
sition amplitude, which is introduced as a new, more generic input parameter. In
other words, for a described physical system of interest and predefined acceptable
error of the result, AEGIS CMPC SG workflow provides sufficient statistics in
execution of the code to achieve the desired accuracy of the amplitude.

15.3 Architecture of the Science Gateway

AEGIS CMPC science gateway has been developed to support SPEEDUP,
QSPEEDUP, and GP-SCL applications. These programs are fully written in the C
programming language, and do not depend on any external library. Codes could be
compiled with different popular compilers: GNU’s gcc compiler, Intel’s icc com-
piler, IBM’s xlc compiler, PGI’s pgcc compiler, and Oracle’s suncc (former Sun)
compiler. Besides serial versions of the codes, parallel versions are produced as
well. In the case of SPEEDUP and QSPEEDUP applications, parallelization is
achieved through the message passing interface (MPI), while the GP-SCL code is
parallelized using OpenMP API. All codes are accompanied by appropriate
makefiles, which allow specification of the compiler, type of parallelization, and
customization of compiler optimization flags. These makefiles play a significant
role in the porting process, and simplify utilization of various hardware resources.

Although applications use different algorithms, from a purely technical point of
view they have the common use scenario: for a particular description of physical
system of interest, given in the form of a single input file, after considerable
number-crunching each application produces corresponding output with numerical
results. The generated numerical results are analyzed, classified, and visualized by
the scientific gateway. This allows for the creation of a generic architecture for all
AEGIS CMPC applications.

The generic architecture behind the AEGIS CMPC scientific gateway is illus-
trated in Fig. 15.1. It consists of four main blocks: the AEGIS CMPC portal, the
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Fig. 15.1 Generic architecture behind AEGIS CMPC workflows

WS-PGRADE/gUSE portal, the database back-end, and the DCI used for
calculations.

The AEGIS CMPC portal (CMPC 2014) (Fig. 15.2) is a user-oriented interface
that visually unifies outputs of SPEEDUP, QSPEEDUP and GP-SCL applications.
It provides a summary of collected numerical results, which is organized per
application and per configuration of a physical system. In addition, the AEGIS
CMCEP portal allows querying of the available configurations, as well as submission
of new configurations. While the submission requires authentication, browsing of
the results is publicly available. Applications’ configurations and results are stored
in the database back-end. Communication between the portal and the database is
established through a dedicated RESTful web service. On the database side, the
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workflow submission engine (WSE) daemon process looks for configurations
waiting for the executions, and performs application-specific workflow submission
through the WS-PGRADE/gUSE Remote API interface. The portal was developed
within the Google Web Toolkit (Tacy 2013) environment using Bootstrap (Cochran
2012) front-end framework, and it was deployed through the Apache Tomcat
(Brittain 2007) server (available at: http://sci-bus.ipb.ac.rs/).

The WS-PGRADE/gUSE Portal is a workflow developer-oriented interface based
on the WS-PGRADE/gUSE technology. It allows creation of new workflows,
modification of existing ones, and manual testing. Use of the portal requires a Lif-
eray-based (Liferay 2014) account, a valid digital certificate and membership in
cmpc.aegis.rs VO. Potential users are able to request Liferay-based account by filling
out the generic Liferay Create Account form available at home page of AEGIS
CMPC SG. The National Grid Initiative (NGI) AEGIS VOMS-admin portal provides
management of cmpc.aegis.rs VO membership. The membership request form of the
VOMS-admin portal requires a digital certificate, and therefore, in order to fill it out, a
workflow developer has to import a personal certificate into the web browser. The
AEGIS WS-PGRADE/gUSE Portal extends the default WS-PGRADE/gUSE
installation with the Remote API plugin that enables usage of the core gUSE services
without the WS-PGRADE user interface component. The Remote API allows one
to run and manage workflows from a custom user interface, such as the AEGIS
CMPC Portal.

Workflows of AEGIS CMPC applications are created within the WS-PGRADE/
gUSE Portal, and are exposed for the external usage through the Remote API
component. Since SPEEDUP and QSPEEDUP applications use identical algo-
rithms, just supplied with different random number generators, both applications
use a single workflow—a (Q)SPEEDUP workflow. In order to minimize the net-
work overhead, all application binaries are preinstalled on each of DCI resource
centers supporting the cmpc.aegis.rs VO. The VO software area is used for this
purpose, while the installation and upgrade of particular applications is performed
by VO managers.

The workflow behind the (Q)SPEEDUP application is illustrated in Fig 15.3. It
has three main components:

e (Q)SPEEDUP-PREPARATION retrieves user-defined physical system configu-
rations from the database. Retrieved JSON output is then converted to the
application-specific configuration file, which is forwarded to the next process in
the workflow. Together with the configuration file, technical metadata (consumed
CPU time, application version, random number generator stream, etc.) produced
in this part of the workflow are forwarded to the next process. This is not a CPU-
intensive task, and it is executed at the server that hosts the WS-PGRADE/gUSE
portal (localhost).

e (Q)SPEEDUP-EXECUTION is responsible for the application execution at the
DCI, and then it retrieves the results. It equips the application with the wrapper that
is able to determine the location of the preinstalled application at the DCI, sup-
ply input parameters, initiate execution, and collect results. This CPU-intensive
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Fig. 15.3 AEGIS CMPC (Q)SPEEDUP (fop) and GP-SCL (bottom) workflows

task is executed on the DCI. Outputs of the application are permanently stored on
the storage elements provided by the DCI, while the workflow engine is informed
of their locations.

e (Q)SPEEDUP-PUBLICATION transforms the collected results from the pre-
vious two tasks to a corresponding JSON structure, and stores the result in the
database through the RESTful web service.

The AEGIS CMPC GP-SCL portlet relies on the workflow illustrated in
Fig. 15.3. The workflow has the following components:

e GP-SCL-PREPARATION retrieves the physical system configuration from the
database, and produces an application-specific parameter input file. The task is
executed on the server hosting the WS-PGRADE/gUSE portal. Technical
metadata collected in this part of the workflow are forwarded to the next pro-
cess. Each node in the workflow will expand this initial metadata structure,
while the last node will upload collected metadata together with the application
results to the database.

e GP-SCL-EXECUTION performs submission of the simulation to the DCI and
output retrieval. After the execution, the produced results are divided between
two tasks running in parallel: GP-SCL-GRAPH and GP-SCL-ANIMATION.
Results are permanently stored on the DCI, and only their locations are trans-
ferred back to the science gateway.

e GP-SCL-GRAPH produces graphs requested in the configuration. Graphs are
produced using gnuplot-based APIs. This task is not CPU-intensive, and
therefore it is performed on the local machine. Only part of the total output
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produced within the GP-SCL-EXECUTION task is transferred from the DCI to
the machine running the science gateway for this purpose.

e GP-SCL-ANIMATION produces animation (movie) of a dilute, trapped
Bose-Einstein condensate evolution in time. This part of the workflow is CPU
intensive and is executed on the DCI.

e GP-SCL-PUBLICATION accumulates results, technical metadata, graphs, and
locations of the movies, and stores them in the document-oriented database.

AEGIS CMPC DB is a document-oriented database that stores configurations
and numerical results from all applications supported by the science gateway.
Initially, it was deployed using a relational database, but with the increase of the
number of physical properties to be monitored, it has become very difficult to break-
out the design of the SG into relational schemas. Instead of perpetual reorganization
of schemas, the database back-end has been migrated to the document-oriented data
model. Due to several additional features, such as offline replication, multiversion
concurrency control, incremental replication, and fault-tolerance, MySQL tech-
nology (Harrison 2008) has been replaced by CouchDB technology (Anderson
2009).

Querying of and structuring the information available in the science gateway is
realized by CouchDB views. Different views are constructed by functions that act as
a mapping part of the map/reduce operation. These functions take the documents
and transform them into single values that they return. CouchDB indexes the view
and keep the indexes updated as new documents are added, removed, or updated.

Authentication and authorization of the requests coming to the AEGIS CMPC
SG, together with the tracking and merging mechanisms, are implemented as an
additional layer placed in front of the CouchDB. In order to change or add new
information (POST and PUT methods), a workflow developer has to be authenti-
cated and authorized; however, reading of information is publicly available (GET
method). Authentication and authorization could be done by username/password,
an X.509 certificate, or an X.509 RFC 3,820-compliant proxy certificate; this is
followed by an update of the document with the JSON tracking structure. This
section contains workflow developer information, the IP address of the client from
which the request was triggered, and the timestamp of the action. For this reason,
each document stored in AEGIS CMPC CouchDB has additional JSON structure
related to the tracking mechanism.

All documents stored in CouchDB are versioned, and CouchDB determines
which of the changes will be stored as the latest revision. When doing this, it does
not attempt to merge the conflicting revision. A developer always decides how the
merging should be done, and it is up to a developer to specify the latest revision.
This task is simplified with the AEGIS CMPC CouchDB merging mechanism, and
a workflow developer no longer needs to deal with the CouchDB revisions. The
system automatically discovers the latest version of a particular document, and
performs merging of the existing information with additional information. Existing
CouchDB documents could be updated with different or new information only,
which is not the case in the standard CouchDB model. In addition, the AEGIS
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CMPC CouchDB instance sanctions DELETE requests in order to prevent loss of
any information.

DCT used by the AEGIS CMPC SG is organized around the cmpc.aegis.rs VO.
Establishment of a separate VO has allowed lobbying at the resource providers for
additional or new resources. Also, it guaranties execution of jobs submitted from
the scientific gateways in reasonable time, and provides an exact mechanism for
tracking the of number of users, CPU usage, and other DCI-related statistics. The
cmpc.aegis.rs VO is currently supported by three NGI_AEGIS Grid sites, part of
EGI infrastructure (AEGISO1-IPB-SCL, AEGIS04-KG, and AEGIS11-MISANU),
and by the largest HPC installation in Serbia, the PARADOX cluster, totaling to
more than 2,700 CPUs and 140 TBs of storage space. Recently, AEGIS CMPC
scientific gateway has been also supported by the largest HPC installation in Serbia.
PARADOX cluster is equipped with 1,696 Sandy Bridge CPUs at a frequency of
2.6 GHz, 106 NVIDIA Tesla M2090 GPU cards, and 100 TBs of storage space. It is
interconnected via the QDR Infiniband technology, and achieves peak computing
performance of 105 TFlops.

Management of VO membership is centralized and provided by the NGI_AEGIS
VOMS-admin portal. Core Grid services necessary for users to be able to access all
computing and data storage resources are provided by the NGI_AEGIS as well, in
particular: the BDII information system (bdii.ipb.ac.rs), workload management
system (wms.ipb.ac.rs, wms-aegis.ipb.ac.rs), logging and bookkeeping service (Ib.
ipb.ac.rs, Ib-aegis.ipb.ac.rs), myproxy service (myproxy.ipb.ac.rs), and logical file
catalogue (Ifc.ipb.ac.rs). All services are running the latest version of the middle-
ware EMI 3 (Monte Bianco) release.

15.4 Usage of the Scientific Gateway

AEGIS CMPC SG achieved production mode in September 2013. Currently, there
are 20 registered users, and according to the EGI accounting portal, 19,000 cmpc.
aegis.rs VO jobs have been so far submitted from the portal. Jobs are uniformly
distributed over the CMPC applications, while the average execution time per job is
around 24 h.

With the introduction of the science gateway, the CPMC job success rate has
dramatically increased. One of the indicators is the ratio between totally consumed
CPU time and the number of jobs. Currently this ratio is approximately 23 h, which
corresponds to the average execution time per job. In the case of failures, this time
would be smaller. Users are allowed to tune application’s configuration only, so
there is not much space for changes that will lead to application crashes or an
unpredictable behavior. Also, only CPU-intensive parts of the workflow are exe-
cuted on the DCI, and other tasks are executed locally, on the machine running the
science gateway. The success rate of the local jobs is practically 100 %, while the
jobs submitted to the DCI may fail due to various infrastructure problems. For this
reason, each job submitted to the DCI is configured to allow automatic resubmission.
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There are two kinds of resubmissions supported by the NGI_AEGIS DCI: deep
resubmission and shallow resubmission. The resubmission is deep when the job fails
after it has started running on the computation node, and shallow otherwise. Both
deep and shallow resubmissions are limited by default to five attempts for AEGIS
CMPC SG jobs. Furthermore, even if after these five attempts (Q)SPEEDUP job
fails, it will not affect the results, since they are obtained using a large number of
independent jobs. For GP-SCL jobs this is not the case, and results will not be
produced if the workflow node fails. This could be overseen by an additional module
that monitors relations between configurations and corresponding results, and per-
forms complete workflow resubmissions when necessary.
In this period, AEGIS CMPC SG was mainly used for:

e Study of Faraday waves in binary nonmiscible Bose—Einstein condensates
(Balaz 2012-2);

e Study of Faraday waves in single-component Bose—Finstein condensates with
spatially inhomogeneous atomic interactions (Balaz 2014), as well as conden-
sates with dipolar interactions (Nikolic 2013);

e Study of fragmentation of a Bose—Finstein condensate through periodic mod-
ulation of the scattering length (Vidan 2011);

e Study of geometric resonances in Bose—FEinstein condensates with two- and
three-body interactions (Jibbouri 2013).

Using the numerical results obtained via the AEGIS CMPC SG and analytical
variational calculations, it was shown that elongated binary nonmiscible Bose—
Einstein condensates subject to periodic modulation of the radial confinement
exhibit a Faraday instability, similar to that seen in one-component condensates.
Modulation of the radial confinement leads to the emergence of density waves in
the longitudinal direction. Considering two hyperfine states of rubidium conden-
sates, AEGIS CMPC GP-SCL application was able to calculate two experimentally
relevant stationary-state configurations: one in which the components form a dark-
bright symbiotic pair (the ground state of the system), and one in which the
components are segregated (first excited state). For each of these two configura-
tions, it was shown numerically that far from resonances, the Faraday waves excited
in the two components are of similar periods, emerge simultaneously, and do not
impact the dynamics of the bulk of the condensate. This numerical result was
confirmed analytically, and it was shown that the period of the Faraday waves can
be estimated using a variational treatment of the coupled Gross—Pitaevskii equa-
tions combined with a Mathieu-type analysis for the selection mechanism of the
excited waves.

Numerical study of Faraday waves in systems with spatially inhomogeneous
atomic interactions has revealed that in the regime of weak inhomogeneity, the
system practically behaves as in the homogeneous case. However, for the case of
strong inhomogeneity, the properties of density waves substantially depend on the
typical inhomogeneity scale. For systems with dipolar interaction, the stability of
the ground state was found to be the major issue. Only for smaller numbers of
atoms (up to several tens of thousands) is the system stable enough to support the
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Fig. 15.4 Emergence of Faraday waves in the density profile of dipolar Bose-Einstein condensate
of chromium

ground state. Harmonic modulation of the radial part of the confining potential is
found again to generate Faraday density waves. For strong dipolar interaction,
periods of emergent density waves (see Fig. 15.4) are found to be multiples of the
corresponding periods when only contact interaction is present—a feature that has
yet to be understood.

Investigation of fragmentation of Bose—Finstein condensates through periodic
modulation of the scattering length is motivated by recent experimental results on
the dynamics of a cigar-shaped Bose—Finstein condensate of atomic lithium.
Dynamics of such system is investigated numerically, using the AEGIS CMPC SG,
and analytically. It was shown that for resonant drives of large amplitude the
condensate reaches a fragmented state. The fragmented state is a hybrid state of the
condensate that includes a quadrupole mode on which a longitudinal resonant
density wave is grafted.

Geometric resonances in Bose—Einstein condensates were investigated by
solving the underlying time-dependent Gross—Pitaevskii equation for systems with
two- and three-body interactions in an axially symmetric harmonic trap. For this, a
recently developed analytical method (Vidan 2011) was used, as well as a detailed
numerical study of a set of ordinary differential equations for variational parame-
ters. By changing the anisotropy of the confining potential, strong nonlinear effects
can be observed numerically and analytically—these are shifts in the frequencies of
collective oscillation modes of the system. Additionally, coupling of collective
modes can be seen, with the coupling strength strongly depending on the geometry
of the system. Such results are highly relevant for experimental studies and help
plan the parameters of experimental setups.
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15.5 Conclusions

A new AEGIS CMPC science gateway (CMPC 2014) was developed and deployed
for the Serbian condensed matter physics community in the framework of the
SCI-BUS (2014) project. It was based on the WS-PGRADE/gUSE technology, and
was implemented using the workflows approach. Three modules within the science
gateway are responsible for managing user interaction with the supported appli-
cations (SPEEDUP, QSPEEDUP, and GP-SCL). Since September 2013, when this
science gateway achieved the production status, its usage is steadily increasing, and
the job success rate is high and stable.

Further developments will include support for more applications used within this
user community, as well as adding more workflows for specific use cases requested
by the scientists. We also plan to extend support to the Serbian computational
chemistry community, which is of considerable size and already uses a number of
applications on computing resources of the Academic and Educational Grid Ini-
tiative of Serbia (AEGIS 2014) and European Grid Initiative (EGI 2014).
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Title: C programs for solving the time-dependent Gross-Pitaevskii equation in a fully anisotropic trap 28 23 14 18 1 141 15.67
By: Vudragovic, Dusan; Vidanovic, Ivana; Balaz, Antun; et al.
Source: COMPUTER PHYSICS COMMUNICATIONS Volume: 183 Issue: 9 Pages: 2021-2025 Published:
SEP 2012
Title: Fortran and C programs for the time-dependent dipolar Gross-Pitaevskii equation in an 21 18 12 12 0 67 1117
anisotropic trap
By: Kumar, R. Kishor; Young-S, Luis E.; Vudragovic, Dusan; et al.
Source: COMPUTER PHYSICS COMMUNICATIONS Volume: 195 Pages: 117-128 Published: OCT 2015
Title: OpenMP Fortran and C programs for solving the time-dependent Gross-Pitaevskii equation in an 7 1 9 12 0 39 7.80
anisotropic trap
By: Young-S., Luis E.; Vudragovic, Dugan; Muruganandam, Paulsamy; et al.
Source: COMPUTER PHYSICS COMMUNICATIONS Volume: 204 Pages: 209-213 Published: JUL 2016
Title: Development of Grid e-Infrastructure in South-Eastern Europe 2 2 0 1 0 23 230
By: Balaz, Antun; Prnjat, Ognjen; Vudragovic, Dusan; et al.
Source: JOURNAL OF GRID COMPUTING Volume: 9 Issue: 2 Special Issue: S| Pages:
135-154 Published: JUN 2011
Title: OpenMP GNU and Intel Fortran programs for solving the time-dependent Gross-Pitaevskii 0 2 2 1 0 15 3.75
equation
By: Young-S, Luis E.; Muruganandam, Paulsamy; Adhikari, Sadhan K.; et al.
Source: COMPUTER PHYSICS COMMUNICATIONS Volume: 220 Pages: 503-506 Published: NOV 2017
Title: Development of collisional data base for elementary processes of electron scattering by atoms 1 5 0 1 1 8 133
and molecules
By: Marinkovic, Bratislav P.; Vujcic, Veljko; Sushko, Gennady; et al.
Source: NUCLEAR INSTRUMENTS & METHODS IN PHYSICS RESEARCH SECTION B-BEAM INTERACTIONS
WITH MATERIALS AND ATOMS Volume: 354 Pages: 90-95 Published: JUL 12015
Title: SPEEDUP Code for Calculation of Transition Amplitudes via the Effective Action Approach 1 0 0 0 0 6 0.67
By: Balaz, Antun; Vidanovic, Ivana; Stojiljkovic, Danica; et al.
Source: COMMUNICATIONS IN COMPUTATIONAL PHYSICS Volume: 11 Issue: 3 Pages:
739-755 Published: MAR 2012
Title: SEE-GRID elnfrastructure for Regional eScience 0 0 0 0 0 1 0.10
By: Prnjat, Ognjen; Balaz, Antun; Vudragovic, Dusan; et al.
Edited by: Lin, SC; Yen, E
Conference: International Sympesium on Grid Computing Location: Academia Sinica, Taipei, TAIWAN
Date: MAR 09-12, 2010
Source: DATA DRIVEN E-SCIENCE, ISGC 2010: USE CASES AND SUCCESSFUL APPLICATIONS OF
DISTRIBUTED COMPUTING INFRASTRUCTURES Pages: 91-103 Published: 2011
Title: Faraday and Resonant Waves in Dipolar Cigar-Shaped Bose-Einstein Condensates 0 0 0 0 0 0 0.00
By: Vudragovic, Dusan; Balaz, Antun
Source: SYMMETRY-BASEL Volume: 11 Issue: 9 Article Number: 1090 Published: SEP 2019
Title: VI-SEEM DREAMCLIMATE SERVICE 0 0 0 0 0 0 0.00

By: Vudragovic, Dusan; llic, Luka; Jovanovic, Petar; et al.
Source: SCALABLE COMPUTING-PRACTICE AND EXPERIENCE Volume: 19 Issue: 2 Special Issue:
S| Pages: 215-221 Published: JUN 2018



Title: Implementation and Benchmarking of New FFT Libraries in Quantum ESPRESSO

By: Stankovic, Dusan; Jovanovic, Petar; Jovic, Aleksandar; et al.

Edited by: Dulea, M; Karaivanova, A; Oulas, A; et al.

Conference: HP-SEE User Forum Location: Natl Lib Serbia, Belgrade, SERBIA Date: OCT 17-19, 2012
Sponsor(s): Inst Phys Belgrade

Source: HIGH-PERFORMANCE COMPUTING INFRASTRUCTURE FOR SOUTH EAST EUROPE'S RESEARCH
COMMUNITIES: RESULTS OF THE HP-SEE USER FORUM 2012 Book Series: Modeling and Optimization
in Science and Technclogies Volume: 2 Pages: 155-162 Published: 2014

Title: WW production and triple gauge boson couplings at ATLAS

By: Simic, L. J.; Vranjes, N.; Reljic, D.; et al.

Conference: 3rd Physics at LHC Conference Location: Cracow, POLAND Date: JUL 03-08, 2006
Sponsor(s): Inst Nucl Phys Polish Acad Sci; AGH Univ Sci & Technol; Polish Acad Arts Sci; Univ Florida;
CERN; DAPHNIA CEA; Polish Minist Educ & Sci; Charles Univ; Czech Tech Univ

Source: ACTA PHYSICA POLONICAB Volume: 38 Issue: 2 Pages: 525-530 Published: FEB 2007

Title: WW production at the LHC in NLO simulations

By: Vranjes, N.; Simic, Lj.; Reljic, D.; et al.

Edited by: Cetin, SA; Hikmet, |

Conference: 6th International Conference of the Balkan-Physical-Union Location: Istanbul, TURKEY
Date: AUG 22-26, 2006 Sponsor(s): Balkan Phys Union; Turkish Phys Soc; Istanbul Univ; Yildiz Tech Univ;
Bogaz Univ; Dogus Univ; European Phys Soc; Govt Istanbul; Istanbul Metropolitan Municipal; Turkish
Atomic Energy Author; Sci & Technol Res Council Turkey; United Natl Educ Sci & Cultutal Org; NEL
Electronik

Source: SIX INTERNATIONAL CONFERENCE OF THE BALKAN PHYSICAL UNION Book Series: AIP
Conference Proceedings Volume: 899 Pages: 225-+ Published: 2007

Average
Citations
per Year

33.33

0.00

0.00

0.00
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Total Publications Ld h-index e Sum of Times Cited o Citing articles

26 Analyze 15 1’953 1,566 Analyze

II Average citations per item Without self citations Without self citations
[ ] | i T

2000 2019 75.12 1,931 1,558 Analyze

Sum of Times Cited per Year

280
260
240

T T T T T T T T T g
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Title: The ATLAS Simulation Infrastructure

By: Aad, G.; Abbott, B.; Abdallah, J.; et al.

Group Author(s): ATLAS Collaboration

Source: EUROPEAN PHYSICAL JOURNAL C Volume: 70 Issue: 3 Pages: 823-874 Published: DEC 2010

Title: Charged-particle multiplicities in pp interactions at root s=900 GeV measured with the ATLAS
detector at the LHC ATLAS Collaboration

By: Aad, G.; Abat, E.; Abbott, B.; et al.

Group Author(s): ATLAS Collaboration

Source: PHYSICS LETTERS B Volume: 688 Issue: 1 Pages: 21-42 Published: APR 26 2010

Title: C programs for solving the time-dependent Gross-Pitaevskii equation in a fully anisotropic trap
By: Vudragovic, Dusan; Vidanovic, Ivana; Balaz, Antun; et al.

Source: COMPUTER PHYSICS COMMUNICATIONS Volume: 183 Issue: 9 Pages: 2021-2025 Published:
SEP 2012

Title: Measurement of inclusive jet and dijet cross sections in proton-proton collisions at 7 TeV centre-
of-mass energy with the ATLAS detector

By: Aad, G.; Abbott, B.; Abdallah, J.; et al.

Group Author(s): ATLAS Collaboration

Source: EUROPEAN PHYSICAL JOURNAL C Volume: 71 Issue: 2 Article Number: 1512 Published: FEB
2011

Title: Search for New Particles in Two-Jet Final States in 7 TeV Proton-Proton Collisions with the ATLAS
Detector at the LHC

By: Aad, G.; Abbott, B.; Abdallah, J.; et al.

Group Author(s): ATLAS Collaboration

Source: PHYSICAL REVIEW LETTERS Velume: 105 Issue: 16 Article Number: 161801 Published: OCT
112010

Title: Readiness of the ATLAS Tile Calorimeter for LHC collisions

By: Aad, G.; Abbott, B.; Abdallah, J.; etal.

Group Author(s): ATLAS Collaboration

Source: EUROPEAN PHYSICAL JOURNAL C Volume: 70 Issue:4 Published: DEC 8 2010

Title: The ATLAS Inner Detector commissioning and calibration

By: Aad, G.; Abbott, B.; Abdallah, J.; etal.

Group Author(s): ATLAS Collaboration

Source: EUROPEAN PHYSICAL JOURNAL C Volume: 70 Issue: 3 Published: AUG 20 2010

Title: Fortran and C programs for the time-dependent dipolar Gross-Pitaevskii equation in an
anisotropic trap

By: Kumar, R. Kishor; Young-S, Luis E.; Vudragovic, Dusan; et al.

Source: COMPUTER PHYSICS COMMUNICATIONS Volume: 195 Pages: 117-128 Published: OCT 2015

Title: Search for quark contact interactions in dijet angular distributions in pp cellisions at root =7 TeV
measured with the ATLAS detector

By: Aad, G.; Abbott, B.; Abdallah, J.; et al.

Group Author(s): ATLAS Collaboration

Source: PHYSICS LETTERS B Volume: 694 Issue: 4-5 Pages: 327-345 Published: JAN 32011

Title: Measurement of the W -> lv and Z/gamma* - || production cross sections in proton-proten
collisions at root s=7 TeV with the ATLAS detector

By: Aad, G.; Abbott, B.; Abdallah, J.; et al.

Group Author(s): ATLAS Collaboration

Source: JOURNAL OF HIGH ENERGY PHYSICS Issue: 12 Article Number: 060 Published: DEC 2010

2016

240

127

28

21

2017

226

100

12

10

12

18

2018

194

114

14

12

2019

169

18

10

12

2020

Total

1953

883

148

141

123

119

3

67

61

56

Average
Citations
per Year

177.55

80.27

13.45

15.67

12.30

10.82

7.55

6.64

1117

6.10

5.09



11.

12.

13.

14.

15.

16.

17.

18.

19.

20.

Title: Readiness of the ATLAS liquid argon calorimeter for LHC collisions

By: Aad, G.; Abbott, B.; Abdallah, J.; et al.

Group Author(s): ATLAS Collaboration

Source: EUROPEAN PHYSICAL JOURNAL C Volume: 70 Issue: 3 Pages: 723-753 Published: DEC 2010

Title: OpenMP Fortran and C programs for solving the time-dependent Gross-Pitaevskii equation in an
anisotropic trap

By: Young-S., Luis E.; Vudragovic, Dugan; Muruganandam, Paulsamy; et al.

Source: COMPUTER PHYSICS COMMUNICATIONS Volume: 204 Pages: 209-213 Published: JUL 2016

Title: Development of Grid e-Infrastructure in Scuth-Eastern Europe

By: Balaz, Antun; Prnjat, Ognjen; Vudragovic, Dusan; et al.

Source: JOURNAL OF GRID COMPUTING Volume: 9 Issue: 2 Special Issue: S| Pages:
135-154 Published: JUN 2011

Title: Performance of the ATLAS detector using first collision data

By: Aad, G.; Abat, E.; Abbott, B.; et al.

Group Author(s): ATLAS Collaboration

Source: JOURNAL OF HIGH ENERGY PHYSICS Issue: 9 Article Number: 056 Published: SEP 2010

Title: Studies of the performance of the ATLAS detector using cosmic-ray muons

By: Aad, G.; Abbott, B.; Abdallah, J.; et al.

Group Author(s): ATLAS Collaboration

Source: EUROPEAN PHYSICAL JOURNAL C Volume: 71 Issue: 3 Article Number: 1593 Published:
MAR 2011

2016

240

2017

226

11

2018

194

2019

169

12

2020

Total

1953

41

39

19

Average
Citations
per Year

177.55

313

7.80

230

2.00

1.90

Title: OpenMP GNU and Intel Fortran programs for solving the time-dependent Gross-Pitaevskii
equation

By: Young-S, Luis E.; Muruganandam, Paulsamy; Adhikari, Sadhan K ; et al.

Source: COMPUTER PHYSICS COMMUNICATIONS Veolume: 220 Pages: 503-506 Published: NOV 2017

Title: Commissiening of the ATLAS Muon Spectrometer with cosmic rays

By: Aad, G.; Abbott, B.; Abdallah, J.; et al.

Group Author(s): ATLAS Collaboration

Source: EUROPEAN PHYSICAL JOURNAL C Velume: 70 Issue: 3 Pages: 875-916 Published: DEC 2010

Title: Drift Time Measurement in the ATLAS Liquid Argon Electromagnetic Calorimeter using Cosmic
Muons

By: Aad, G.; Abbott, B.; Abdallah, J.; et al.

Group Author(s): ATLAS Collaboration

Source: EUROPEAN PHYSICAL JOURNAL C Volume: 70 Issue: 3 Pages: 755-785 Published: DEC 2010

Title: Development of collisional data base for elementary processes of electron scattering by atoms
and molecules

By: Marinkovic, Bratislav P.; Vujcic, Veljko; Sushko, Gennady; et al.

Source: NUCLEAR INSTRUMENTS & METHODS IN PHYSICS RESEARCH SECTION B-BEAM INTERACTIONS
WITH MATERIALS AND ATOMS Volume: 354 Pages: 90-95 Published: JUL 12015

Title: SPEEDUP Code for Calculation of Transition Amplitudes via the Effective Action Approach
By: Balaz, Antun; Vidanovic, Ivana; Stojiljkovic, Danica; et al.

Source: COMMUNICATIONS IN COMPUTATIONAL PHYSICS Volume: 11 Issue: 3 Pages:

739-755 Published: MAR 2012

1

15

15

10

3.75

1.36

0.91

133

0.67



Title: SEE-GRID elnfrastructure for Regional eScience

By: Prnjat, Ognjen; Balaz, Antun; Vudragovic, Dusan; et al.

Edited by: Lin, SC; Yen, E

Conference: International Symposium on Grid Computing Location: Academia Sinica, Taipei, TAIWAN
Date: MAR 09-12, 2010

Source: DATA DRIVEN E-SCIENCE, ISGC 2010: USE CASES AND SUCCESSFUL APPLICATIONS OF
DISTRIBUTED COMPUTING INFRASTRUCTURES Pages: 91-103 Published: 2011

Title: Faraday and Resonant Waves in Dipolar Cigar-Shaped Bose-Einstein Condensates
By: Vudragovic, Dusan; Balaz, Antun
Source: SYMMETRY-BASEL Volume: 11 Issue:9 Article Number: 1090 Published: SEP 2019

Title: VI-SEEM DREAMCLIMATE SERVICE

By: Vudragovic, Dusan; Ilic, Luka; Jovanovic, Petar; et al.

Source: SCALABLE COMPUTING-PRACTICE AND EXPERIENCE Volume: 19 Issue: 2 Special Issue:
S| Pages: 215-221 Published: JUN 2018

Title: Implementation and Benchmarking of New FFT Libraries in Quantum ESPRESSO

By: Stankovic, Dusan; Jovanovic, Petar; Jovic, Aleksandar; et al.

Edited by: Dulea, M; Karaivanova, A; Oulas, A; et al.

Conference: HP-SEE User Forum Location: Natl Lib Serbia, Belgrade, SERBIA Date: OCT 17-19, 2012
Sponsor(s): Inst Phys Belgrade

Source: HIGH-PERFORMANCE COMPUTING INFRASTRUCTURE FOR SOUTH EAST EUROPE'S RESEARCH
COMMUNITIES: RESULTS OF THE HP-SEE USER FORUM 2012 Book Series: Modeling and Optimization
in Science and Technelogies Velume: 2 Pages: 155-162 Published: 2014

Title: WW production and triple gauge boson couplings at ATLAS

By: Simic, L. J.; Vranjes, N.; Reljic, D.; et al.

Conference: 3rd Physics at LHC Conference Location: Cracow, POLAND Date: JUL 03-08, 2006
Spenser(s): Inst Nucl Phys Polish Acad Sci; AGH Univ Sci & Technol; Polish Acad Arts Sci; Univ Florida;
CERN; DAPHNIA CEA; Polish Minist Educ & Sci; Charles Univ; Czech Tech Univ

Source: ACTA PHYSICA POLONICAB Volume: 38 Issue: 2 Pages: 525-530 Published: FEB 2007

Title: WW production at the LHC in NLO simulations

By: Vranjes, N.; Simic, Lj.; Reljic, D.; et al.

Edited by: Cetin, SA; Hikmet, |

Conference: 6th International Conference of the Balkan-Physical-Union Location: Istanbul, TURKEY
Date: AUG 22-26, 2006 Sponsor(s): Balkan Phys Union; Turkish Phys Soc; Istanbul Univ; Yildiz Tech Univ;
Bogaz Univ; Dogus Univ; European Phys Soc; Govt Istanbul; Istanbul Metropolitan Municipal; Turkish
Atomic Energy Author; Sci & Technol Res Council Turkey; United Natl Educ Sci & Cultutal Org; NEL
Electronik

Source: SIX INTERNATIONAL CONFERENCE OF THE BALKAN PHYSICAL UNION Book Series: AIP
Conference Proceedings Volume: 839 Pages: 225-+ Published: 2007

Average
Citations
per Year

177.55

0.10

0.00

0.00

0.00

0.00

0.00



Penybnuka Cpbuja
YHUBEP3WUTET Y BEOTPALY - OU3UYKWN OAKYNTET

IR Exy CTYALNTCHA WY 8-8

” SAN 28

Ha ocHoBy YnaHa 29 3akoHa O onwTem ynpaBHOM mocTynky («Cnyx6eHn rnacHuk PC»
6poj 18/2016 1 95/2018), u ynaHa 149 Cratyta YHuBep3uTeTa y beorpagy - ®Pusunykor ¢pakynrera,
no 3axtesy AYLWAHA BYJPATOBURA, mactep pusunyapa, usgaje ce cnegehe

YBEPEME

AOYLWAH BYAPATOBUR, mactep ¢dusnuap, aaHa 24. geuembpa 2019. roguHe, oabpatuo
je AOKTOpCKy AucepTauujy noj Ha3uBom

"FARADAY WAVES IN ULTRACOLD DIPOLAR BOSE GASES"
(Papapejesu Tanacu y ynTpaxnagHum gUnonHum bose racosuma)

npea Komucujom YHuBep3suTeta y beorpagy - Pusnykor pakyateta v TMme UCMyHUO CBE YCIOBE 3a
npomouujy y AOKTOPA HAYKA — ®U3NYKE HAYKE.

YBepere Ce U3gaje Ha /IMYHM 3axTeB, a CAY)XXWM pagu peryaucarba npasa M3 pagHor
0/IHOCa M BaXku A0 NPOMOLMje, OAHOCHO A0bUjatba LOKTOPCKE AUNAoMe.

YBepeme je ocnoboheHo nnahara Takce.

YHuBep3uTeT y beorpagy - ®usnuku dakyntet, CryaeHTckun Tpr 12, 11158 beorpaa
+ 381117158 151, + 381 11 7158 162, www.ff.bg.ac.rs, dekanat@ff.bg.ac.rs
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High performance computing in function of business enhanceme
14 Jun 2018, 09:00 — 15 Jun 20
@ Science Technology Park Belgrade

Description Institute of Physics Belgrade (partner in the VI-SEEM project) and the Regional Economic Development Agency for Sumadija and Pomoravlje
(partner in the InnoHPC project) jointly organize dissemination event at the Science Technology Park Belgrade, Serbia on 14 and 15 June 2018.
The main aims of the event is to demonstrate HPC as a general-purpose technology capable to enhance innovative capacities of enterprises,
especially SMEs.

The first day is organize at the Science Technology Park Belgrade. Through the several presentations and panel discussions business
development opportunities that High Performance Computing can provide to small and middle scale companies will be presented. Among the
panel speakers are the representative from the Ministry of Education, Science and Technological Development of the Republic of Serbia, the

directors of participating institutions, as well as coordinator of the VI-SEEM project.

On the second day of the event, participant will visit largest Serbian HPC installation (PARADOX cluster), as well as other research laboratories at
the Institute of Physics Belgrade.

DusSan Vudragovié [ dusan@ipb.acrs

THURSDAY, 14 JUNE
Registration

Panel: HPC for SMEs

leksandar Bogojevic (Institu sics B de, Director), Dragan Sataric (A y of Edu Sclence and Technologica elopment of the
)» Nenad Popovic (RE director), Dr Ognjen Pmjat (Greek Research and Technolagy Network), Radisa Vicevic (Science Technology Park

InnoHPC project
Speaker: Jasminka Lukovic Jaglicic (Regional Economic Development Agency for Sumadija and Pomoravije)

InnoHPC virtual laboratories
Speaker: Prof. Srdjan Skrbic (Faculty

VI-SEEM Virtual Research Environment

Speaker: Dusan Vudragovic (Instiute of Physics Belgrade)

HPC resources, capabilities and applications
Speaker: Dusan Vudragovic (Institute of Physics

HPC ities and li

Speaker: Dr Milos Ivanovic (F f Science, |

HPC ities and li

Speaker: Dr Marko Dimitrijevic (Faculty of Electronic Engineering, University of Nis)
Open questions of representatives of the SME sector and the HPC centers

Cocktail

FRIDAY, 15 JUNE

Presentation of the project CERN Serbia
Speaker: Dr Aleksandar Bogojevic (institute of Physics Be

Tour and presentation of scientific-research laboratories at the Institute of Physics Belgrade

Cocktail




VI-SEEM REG CL: Regional Climate training event

11-13 October 2017
Institute of Physics, Belgrade

VI-SEEM Training Event

I Timetable

Timetable

Registration Wed 11/10 | Thu12/10 Fri13/10  All days

Phatas & Print PDF Full screen Detailed view Filter

Participant List 09:00 Opening and welco

f P Beligrade

= dusan@ipb.ac.rs
T +381 113713177
Dr Theodoros Christoudias
10:00
Institute of Physics, Belgrade 09:30 - 10:30
Coffee Break
Institute of Physics, Belgrade 10:30- 11.00
11:00 The WRF-Chem Model @
Dr Theodore Giannaros
Institute of Physics, Belgrade 11:00- 1200
12:00 DREAMCLIMATE application usage @
Institute of Physics, Belgrade 12:00- 12:30
- _
Earth System Model Post-processing & Visualisation &
Dr Theodoros Christoudias
14:00
Institute of Physics, Belgrade 13:30- 14:30
Efficient exact computations for molecular species relevant climate sci d drug deliven @
Efficient exact computations for molecular species relevant climate scie d drug delivery
Prof. Liupeo Pejov
15:00
Institute of Physics, Belgrade 14:30 - 15:30
Application Level Service: The Live Access Server
institute of Physics, Beigrade 15:30 - 16:00
N _
17:00

Indl(‘D} Powered by Indico Help | Contact | Privacy
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VI-SEEM REG LS: VI-SEEM e-Infrastructure services, Molecular Dynamics
Simulations of Biomolecules and Computer-Aided Drug Design

B 19 0ct 2016,09:00 — 21 Oct 2016, 15:30 Europe/Belgrade
@ Room 300 (Belgrade)

Description Objective: This interactive course will introduce participants to VI-SEEM e-Infrastructure services, and then focus on the principles and
applications of biomolecular modeling, and pinpoint how biomolecular problems, such as drug design, are being currently addressed by
computational techniques.

Aims:

1. Introduce VI-SEEM data and computational services, and their access methods.

2. Hands-on training in classical Molecular Dynamics (MD) simulations by examining the protein lysozyme of the NAMD program.
Introduction to GROMACS.

3. Computer-aided drug design with Schrodinger Suite and ChemBioServer. An introduction to virtual screening for computer-aided drug
design and application with the Schrodinger Suite soft . The generated virtual screening results are then post-processed (filtered) for
toxicity, chemical similarity and validity of docking pose using the ChemBi software (http: 3.bioacademy.gr/Bioserver
/ChemBioServer/)

Computer-Aided Drug Design  [f] = NAMD training material [& [F)  PARADOX-IV NAMD, VMD, and GROMACS ~ ¢§*
Slides ~  summary [#) Training Evaluation Form (&  Training Event Summary Report [W) = VMD training material [

Participants Bojana Koteska Djordje Francuski Evdokiya Salamanova Gergana Gocheva Gjoshe Stefkov v

Jasmina Tonic Ribarska Jelena Randjelovic Kleitos Sokratous Luka llic Maja Simonoska Crearevska

DuSan Vudragovi¢ B dusan@ipb.ac.rs
‘B +381 113713177

WEDNESDAY, 19 OCTOBER

‘Welcome: VI-SEEM Virtual Research Environment and Services ® Room 300
start of training event

Convener: Dr Antun BalaZ (Institute of

slides

HPC usage and software packages 9 Room 300
Convener: Dusan Vudragovic (Institute of Physics Belgrade)

slides

VI-SEEM Source Code Repository ¥ Room 300
Convener: Petar Jovanovié (Institute of Physics

slides [

Coffee break # Room 300

VI-SEEM Data Repository 9 Room 300
Convener: Viadimir Slavnié (instiute of

slides

VI-SEEM Staging and Archiving 9 Room 300

Convener: Petar Jovanovié (Instiute of

slides  [8
® Room 300

Related LS e-Infrastructure initiatives: BioExcel ® Room 300
Convener: Rossen Apostolov (KTH)

Introduction to VI-SEEM LS services, workflows, applications, and data sets 9 Room 300
Convener: Zoe Cournia

slides @
Coffee break ® Room 300

Introduction to Computer Modeling of Biomolecules 9 Room 300

Convener: Zoe Cournia (

Hands-on training: Visualization of Biomolecules using VMD % Room 300

Convener: Zoe Cournia (Blomedic ch Foundation Academy Of Athens, Greace)

VI-SEEM Social Dinner 9 Dva Jelena Skadarlija

THURSDAY, 20 OCTOBER

Hand training: Molecular Dy i imulati of the ly protein using NAMD: 1. Minimization 9 Room 300

Convener: Zoe Cournia (Biomedical Research Foundation Academy Of Athens, G

Coffee break % Room 300

Hands-on training: Mol ics Simulati using NAMD: 2. Equilibration 9 Room 300

Convener: Coumnia Zoe (8l tesearch Foundation Academy Of Athens

Lunch 9 Room 300
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Introduction to Parallel Programming with CUDA: "How to plow a field
with 1024 chickens?", Belgrade, Serbia

Monday, 18 February 2013 from 10:00 to 14:45 (Europe/Belgrade)
at Institute of Physics Belgrade ( Library )

Material = Training Evaluation

Dusan Vudragovié dusan®@ipb.ac.rs

Monday, 18 February 2013

10:00 - 10:05 Opening 5'
Speaker: Dr. Antun Balaz (Institute of Physics Belgrade)
10:05 - 10:10 Overview of the training 5*

10:10 - 10:55 Introduction to heterogeneous parallel programming 45
Speaker: Petar Jovanovic (Institute of Physics Belgrade)
Material: | Slides ‘E

10:55 - 11:40 CUDA C overview 45"
Speaker: Dusan Stankovic (Institute of Physics, Belgrade)
Material: | Slides ‘E

11:40 - 12:00 Coffee Break

12:00 - 13:00 Hands-on session: Tiled matrix multiplication (using shared memory) zho
Speaker: Petar Jovanovic (Institute of Physics Belgrade)
Material: | slides o]

13:00 - 14:00 Hands-on session: Reduction on GPU tho’
Speaker: Dusan Stankovic (Institute of Physics, Belgrade)
Material: Slides

14:00 - 14:10 Coffee break

14:10 - 14:40 Hands-on session: Using CUDA numerical libraries 30
Speaker: Petar Jovanovic (Institute of Physics Belgrade)
Material: | slides 1)

14:40 - 14:45 End of training 5
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Tuning and Optimization of HPC Application, Belgrade, Serbia

chaired by Dusan Vudragovic (Institute of Physics Belgrade)

Friday, 1 June 2012 from 09:00 to 17:00 (Europe/Belgrade)
at Institute of Physics Belgrade ( rary )

Material Paradox User Guide %) | Training Evaluation

Dusan Vudragovi€ dusan®@ipb.ac.rs

Friday, 1 June 2012

09:00 - 09:05 Opening 5

Speaker: Dr. Antun Balaz (Institute of Physics Belgrade)
09:05 - 09:10 Overview of the Training 5

Speaker: Dusan Vudragovic (Institute of Physics Belgrade)
08:10 - 0€:55 PARADOX MPI Libraries 45'

Speaker: Dusan Stankovic (Institute of Physics Belgrade)

Material: | Codes Slides i3

09:55 - 10:40 Intel MKL Usage 45
Speaker: Petar Jovanovic (Institute of Physics Belgrade)
Material: | Codes slides &)

10:40 - 10:55 Coffee Break

10:55 - 11:25 FFTs Using FFTW and FFTE Libraries 30*
Speaker: Aleksandar Jovic (Institute of Physics Belgrade)
Material: | Codes slides &

1:25-11:55 Debugging with GDB 30
Speaker: Vladimir Slavnic (Institute of Physics Belgrade)
Material: | Codes Slides &)

11:55-12:40 TotalView Debugger 45
Speaker: Josip Jakic (Institute of Physics Belgrade)
Material: | slides  &]

12:25-13:30 Lunch Break

13:30 - 14:00 Valgrind Usage 30’
Speaker: Josip Jakic (Institute of Physics Belgrade)
Material: | slides & 19

14:00 - 14:30 TAU Performance System 30’
Speaker: Petar Jovanovic (Institute of Physics Belgrade)
Material: = slides ]

14:30 - 15:00 Using the Scalasca Profiler 30"
Speaker: Dusan Stankovic (Institute of Physics Belgrade)
Material: | slides &5 T

15:00 - 15:15 Coffee Break

15:15 - 15:45 Profiling with GNU GProf 30’
Speaker: Aleksandar Jovic (Institute of Physics Belgrade)
Material: | slides 6]

15:45 - 16:15 OpenEye Scientific Software 30’
Speaker: Branko Drakulic (Department of Chemistry-IChTM, University of Belgrade)
Material: | slides ]

16:15 - 16:45 Firefly Scientific Software 30’
Speaker: Jelena Randjelovic (Faculty of Pharmacy)
Material: | slides 6]
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PARADOXical Training, 14 October 2011, Belgrade, Serbia

Friday, 14 October 2011 from 10:00 to 14:30 (Europe/Belgrade)
at Institute of Physics Belgrade ( Library )

Material Evaluation Form ICTP Ad d School On Sci

PARADOX Cluster user guide T

Dusan Vudragovié dusan@ipb.ac.rs

Friday, 14 October 2011

10:00 - 10:05 Opening 5'
10:05 - 10:50 Introduction to High-Performance Computing 45
- Clusters
- Supercomputers
- HPC vs Grid Computing
- Overview of HPC projects

Speaker: Dr. Antun Balaz (Institute of Physics Belgrade)
Material: Slides -@ =

10:50 - 11:05 Coffee break

11:05 - 12:35 Hands on session: PARADOX Cluster job management 1h30
- Access to login node
- Preparing job submitting scripts
- Submitting jobs:
- Serial jobs
- OpenMP jobs
- MP! jobs
- Hybrid jobs
- Application specific jobs (NAMD, CPMD)
- Batch system job control and monitoring

Speaker: Nikola Grkic (Institute of Physics Belgrade)
Material: | slides ]

12:35 - 12:50 Coffee break

12:50 - 14:20 Hands-on session: Overview and usage of PARADOX software stack 1h30'

- Overview of software installed

- Compilers

- Debuggers

- Libraries

- Application software
- Using compilers (ICC, GCC, PGI)

- Useful flags
- Using numerical libraries

- Intel MKL libraries (linking guide)
- Debugging simple codes using GDB
- Performing simple profiling using gprof
- Finding memory leaks with Valgrind

Speaker: Vladimir Slavnic (Institute of Physics Belgrade)
Material: | slides ]
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