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3D Show at the Pharma Forum: 
Simulation and Visualization of 
the Airflow in Cleanrooms
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Molecular Simulation Code
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�TVC�MJTU�*OEVTUSZ
�

GCS Booth Highlights
0O�UIF�($4�CPPUI
�UIF�UISFF�TVQFSDPN�
QVUJOH�DFOUSFT�QSFTFOUFE�UIFJS�XJEF�
SBOHJOH�)1$�BDUJWJUJFT��)-34�DPODFO�
USBUFE�PO�JOUFSBDUJWF��%�WJTVBMJ[BUJPOT�
PG�TJNVMBUJPO�SFTVMUT�PO�B�UJMFE�IJHI�
SFTVMUJPO��%�EJTQMBZ�XBMM��)JHIMJHIU�PG�JUT�
NBOZ�TIPXDBTF�FYBNQMFT�XBT�UIF�WJTV�
BMJ[BUJPO�PG�UIF�EFGPSNBUJPOT�JO�DSZTUBM�
TUSVDUVSFT��+4$�FYIJCJUFE�B�XJEF�TQFD�
USVN�PG�TDJFOUJGJD�SFTVMUT�PCUBJOFE�XJUI�
JUT�TVQFSDPNQVUFST�+6(&/&
�+626&&/�
BOE�+6301"��*O�QBSUJDVMBS
�+4$�TIPX�
DBTFE�--WJFX
�UIF�DPNQSFIFOTJWF�JOUFS�
BDUJWF�NPOJUPSJOH�TPGUXBSF�GPS�TVQFS�
DPNQVUFST�EFWFMPQFE�JO�IPVTF
�JO�MJWF�
EFNPOTUSBUJPOT�PO�TVQFSDPNQVUFST�
XPSMEXJEF
�XIJMF�-3;�GPDVTFE�PO�IJHI�
MJHIUJOH�UIFJS�)1$�TZTUFN�4VQFS.6$�
BOE�QSFTFOUFE�DVSSFOU�TDJFODF�QSPKFDUT�
BOE�SFTFBSDI�BDUJWJUJFT�JO��%�WJEFPT�

-PUT�PG�BUUFOUJPO�FOKPZFE�UIF�"VH�
NFOUFE�3FBMJUZ�EFNP�PG�TDJFODF�QSPKFDU�
$PPM&N"MM�XIJDI�BJNT�BU�PQUJNJ[JOH�UIF�
FOFSHZ�FGGJDJFODZ�PG�EBUB�DFOUSFT��#Z�
NPWJOH�B�DBNFSB�BSPVOE�UIF�TFSWFS
�
WJTJUPST�DPVME�PCTFSWF�UIF�UFNQFSBUVSF�
EJTUSJCVUJPO�BOE�BJSGMPX�SJHIU�XJUIJO�B�
IJHI�EFOTJUZ�$ISJTUNBOO�3&$4�TFSWFS��
5IFZ�XFSF�BCMF�UP�TFF�JNNFEJBUFMZ�
XIFSF�IPU�TQPUT�BQQFBS�JO�PQFSBUJOH��
DPOEJUJPO�BOE�IPX�UIFTF�DPVME�CF�
BWPJEFE�UISPVHI�FJUIFS�HFPNFUSZ�NPEJ�
GJDBUJPO�PS�BEBQUFE�TDIFEVMJOH�PG�XPSL�
MPBE
�BOE�UIFZ�SFBMJ[FE�IPX�UIJT�UFDI�
PMPHZ�DPVME�CF�VTFE�UP�PQUJNJ[F�UIFJS�
PXO�TFSWFST�BOE�EBUB�DFOUSFT�

ISC’13 Gauss Award Winner
&BDI�ZFBS�BU�*4$
�($4�QSFTFOUT�UIF�
(BVTT�"XBSE�UP�SFDPHOJ[F�UIF�NPTU�
PVUTUBOEJOH�QBQFS�JO�UIF�GJFME�PG�TDBM�
BCMF�TVQFSDPNQVUJOH�GSPN�BMM�QBQFST�
BDDFQUFE�GPS�UIF�*4$l���3FTFBSDI�

1BQFS�4FTTJPOT��5IJT�ZFBS
�UIF�BXBSE�
IPOPSFE�UIF�QBQFS�UJUMFE�b56&
�B�OFX�
FOFSHZ�FGGJDJFODZ�NFUSJD�BQQMJFE�BU�
03/-kT�+BHVBSm��%S��.JDIBFM�,��1BUUFSTPO
��

1SJODJQBM�&OHJOFFS�JO�UIF�*OUFM�"SDIJ��
UFDUVSF�(SPVQ�PG�*OUFM�$PSQ�
�IBE�BDDFQUFE��
UIF������(BVTT�"XBSE�JO�UIF�OBNF�PG�
UIF�&OFSHZ�&GGJDJFOU�)JHI�1FSGPSNBODF�
$PNQVUJOH�8PSLJOH�(SPVQ�	&&�)1$�
8(

�XIJDI�XBT�DPODFJWFE�BOE�JT�MFE�CZ�
-BXSFODF�#FSLFMFZ�/BUJPOBM�-BCPSBUPSZ�
UP�QSPNPUF�FOFSHZ�FGGJDJFOU�HSFFO��
DPNQVUJOH�CFTU�QSBDUJDFT��	5IF�QBQFS�
DBO�CF�EPXOMPBEFE�BU�IUUQ���FFUE�MCM�
HPW�TJUFT�BMM�GJ�MFT�JTD��@UVFQBQFS�QEG


GCS at ISC’13 – Review
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July 9-11, 2013:  
Running Real World  
Applications on more than 
130,000 Cores on Super-
MUC

*O�+VMZ���M�
�UIF�-FJCOJ[�4VQFSDPNQVUJOH��
$FOUFS�	-3;
�PSHBOJ[FE�UIF�GJSTU�FY��
USFNF�TDBMJOH�XPSLTIPQ�PO�4VQFS.6$
�
UIF���1'-01�T�TZTUFN�DPOTJTUJOH�PG�
���UIJO�OPEF�JTMBOET�XJUI����
����*OUFM�
4BOEZ�#SJEHF�$16�DPSFT��1SJPS�UP�UIF�
XPSLTIPQ
�UIF�QBSUJDJQBOUT�IBE�UP�TIPX�
UIBU�UIFJS�DPEF�TDBMFT�VQ�UP���JTMBOET�
	��
����DPSFT
��3FTFBSDI�HSPVQT�GSPN�
���JOUFSOBUJPOBM�QSPKFDUT�BUUBJOFE�UIJT�
HPBM�BOE�XFSF�JOWJUFE�UP�UIF�-3;�GPS�B�
UISFF�EBZ�XPSLTIPQ��%VSJOH�UIBU�UJNF
�
UIF�QBSUJDJQBOUT�DPVME�UFTU�UIF�TDBMJOH�
DBQBCJMJUJFT�PG�UIFJS�DPEFT�VQ�UP�B�NBYJ��

NVN�PG����JTMBOET�	UXP�JTMBOET�XFSF�
DPOUJOVJOH�VTFS�PQFSBUJPO
��"QQMJDBUJPO�
FYQFSUT�GSPN�UIF�-3;
�*OUFM
�BOE�*#.�
XFSF�QSFTFOU�EVSJOH�UIF�XPSLTIPQ�UP�
SFTPMWF�UIF�QFSGPSNBODF�PQUJNJ[BUJPO��
BOE�UVOJOH�JTTVFT��/FX�UFDIOJRVFT�MJLF�
UIF�GBTU�.1*�TUBSUVQ�NFDIBOJTN�PG�
MBSHF�TDBMF�TQFDJBM�KPCT�XFSF�TVDDFTT��
GVMMZ�FYFDVUFE�PO�4VQFS.6$�UP�SFEVDF�
UIF�TUBSUVQ�UJNF�CZ�B�GBDUPS�PG������"U�
UIF�FOE�PG�UIF�UIJSE�EBZ
���BQQMJDBUJPOT�
XFSF�TVDDFTTGVMMZ�SVOOJOH�PO����JTMBOET�
	���
����DPSFT

�XIJMF�UIF�PUIFS���BQ��
QMJDBUJPOT�NBOBHFE�UP�SVO�PO���JTMBOET�
	��
����DPSFT
�

-JTUFE�CFMPX�BSF�UIF�OBNF�BOE�EFTDSJQ��
UJPO�PG�UIF�BQQMJDBUJPOT�BOE�UIF�NBYJNVN��
OVNCFS�PG�JTMBOET�UIF�BQQMJDBUJPOT�TVD��
DFTTGVMMZ�SBO�	POF�JTMBOE�DPOTJTUT�PG������
OPEFT�XJUI����QIZTJDBM�DPSFT�FBDI
�

#2$%�	#FSMJO�2VBOUVN�$ISPNP%ZOBNJDT��
QSPHSBN
�JT�B�IZCSJE�.1*�0QFO.1�
QBSBMMFMJ[FE�.POUF�$BSMP�QSPHSBN�GPS�
TJNVMBUJOH�MBUUJDF�2$%�XJUI�EZOBNJDBM�
8JMTPO�GFSNJPOT��*U�BMMPXT�GPS�TJNVMBUJOH��
����������GFSNJPO�GMBWPST�BU�B�UJNF�

$*"0�TPMWFT�UIF�SFBDUJOH�/BWJFS�4UPLFT�
FRVBUJPOT�JO�UIF�MPX�.BDI�MJNJU��*U�JT�B�
TFDPOE�PSEFS
�TFNJ�JNQMJDJU�GJOJUF�EJGGFS�
FODF�DPEF��*U�VTFT�$SBOL�/JDPMTPO�UJNF�
BEWBODFNFOU�BOE�BO�JUFSBUJWF�QSFEJDUPS�
DPSSFDUPS�TDIFNF��4QBUJBM�BOE�UFN��
QPSBM�TUBHHFSJOH�JT�VTFE�UP�JODSFBTF�
UIF�BDDVSBDZ�PG�TUFODJMT��5IF�1PJTTPO��
FRVBUJPO�GPS�UIF�QSFTTVSF�JT�TPMWFE�CZ�
UIF�NVMUJ�HSJE�):13&�TPMWFS��.PNFOUVN��
FRVBUJPOT�BSF�TQBUJBMMZ�EJTDSFUJ[FE�
XJUI�B�TFDPOE�PSEFS�TDIFNF��4QFDJFT�BOE��
UFNQFSBUVSF�FRVBUJPOT�BSF�EJTDSFUJ[FE�
XJUI�B�GJGUI�PSEFS�8&/0�TDIFNF�

)JHIMZ�PQUJNJ[FE�BOE�GVMMZ�.1*�QBSBMMFMJ[FE��
5SFF1.�.)%�41)�DPEF�GPS�TJNVMBUJOH�
DPTNPMPHJDBM�TUSVDUVSF�GPSNBUJPO��*O�
JUT�DVSSFOU�WFSTJPO�JU�BMTP�BMMPXT�GPS�BO�
FGGFDUJWF�0QFO.1�QBSBMMFMJ[BUJPO�XJUIJO�
FBDI�.1*�UBTL�

"�WFSTBUJMF�QBDLBHF�UP�QFSGPSN�NPMFDVMBS��
EZOBNJDT
�J�F��UP�TJNVMBUF�UIF�/FXUPOJBO��
FRVBUJPOT�PG�NPUJPO�GPS�TZTUFNT�XJUI�
IVOESFET�UP�NJMMJPOT�PG�QBSUJDMFT�

-"..14�	-BSHF�TDBMF�"UPNJD�.PMFDVMBS��
.BTTJWFMZ�1BSBMMFM�4JNVMBUPS
�JT�B�.1*�
QBSBMMFMJ[FE�OVNFSJDT�DPEF�GPS�TJNVMBUJOH��
NPMFDVMBS�EZOBNJDT�

5IF�DPEF�NPEFMT�EBSL�NBUUFS�BT�B�TZT�
UFN�PG�-BHSBOHJBO�GMVJE�FMFNFOUT
�PS�

mQBSUJDMFT
n�HSBWJUBUJPOBMMZ�DPVQMFE�UP�BO�
JOWJTDJE�JEFBM�GMVJE�SFQSFTFOUJOH�CBSZPOJD�
NBUUFS��5IF�GMVJE�JT�NPEFMFE�VTJOH�B��
GJOJUF�WPMVNF�SFQSFTFOUBUJPO�JO�BO�&VMFSJBO��
GSBNFXPSL�XJUI�CMPDL�TUSVDUVSFE�".3��
5IF�NFTI�TUSVDUVSF�VTFE�UP�FWPMWF�GMVJE�
RVBOUJUJFT�JT�BMTP�VTFE�UP�FWPMWF�UIF�
QBSUJDMFT�WJB�B�QBSUJDMF�NFTI�NFUIPE��*O�
PSEFS�UP�NPSF�BDDVSBUFMZ�USFBU�IZQFS��
TPOJD�NPUJPOT
�XIFSF�UIF�LJOFUJD�FOFSHZ��
JT�NBOZ�PSEFST�PG�NBHOJUVEF�MBSHFS�
UIBO�UIF�JOUFSOBM�FOFSHZ�PG�UIF�HBT
�/ZY��
VTFT�UIF�EVBM�FOFSHZ�GPSNVMBUJPO
�
XIFSF�CPUI�UIF�JOUFSOBM�BOE�UPUBM�FOFSHZ��
FRVBUJPOT�BSF�TPMWFE�PO�UIF�HSJE�EVSJOH�
FBDI�UJNF�TUFQ�

/FVUSJOPSBEJBUJPO�IZESPEZOBNJDT�DPEF
�
TJNVMBUFT�GSPN�GJSTU�QSJODJQMFT�UIF�
QIZTJDBM�QSPDFTTFT�EVSJOH�UIF�FWPMVUJPO�
PG�B�TVQFSOPWB�FYQMPTJPO��5IFSFGPSF�B�
.1*�0QFO.1�QBSBMMFMJ[FE�JNQMFNFOUB�
UJPO�PG�11.�IZESPEZOBNJDT���B�DPVQMFE�
SBZ�CZ�SBZ�USBOTQPSU�TDIFNF�JT�VTFE�

Extreme Scaling  
Workshop at LRZ
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��-FJCOJ[��
� 4VQFSDPNQVUJOH��
� $FOUFS

���6OJWFSTJU»UT��
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�
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�
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��
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��
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�
��.BY�1MBODL�*OTUJUVUF��
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��
� (FSNBOZ�

�
��3FDIFO[FOUSVN�EFS��
� .BY�1MBODL��
� (FTFMMTDIBGU�BN�.BY��
� 1MBODL�*OTUJUVU�GÓS��
� 1MBTNBQIZTJL
��
� (BSDIJOH
�(FSNBOZ�

�
��*OTUJUVU�GÓS�5FDIOJTDIF��
� 7FSCSFOOVOH
�385)��
� "BDIFO
�(FSNBOZ
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o�.PNNF�"MMBMBFO��

o�(VSWBO�#B[JO��

o�$ISJTUPQI�#FSOBV��

o�"SOEU�#PEF��

o�%BWJE�#SBZGPSE��

o�.BUUIJBT�#SFIN��

o�,MBVT�%PMBH��

o�+BO�'SFEFSJL�&OHFMT���
o�/JDPMBZ�)BNNFS��

o�)FSCFSU�)VCFS��

o�'FSEJOBOE�+BNJU[LZ���
o�"OVQBN�,BSNBLBS���
o�$BSTUFO�,VU[OFS��

o�"OESFBT�.BSFL��

o�$BSNFO�/BWBSSFUF���
o�)FMNVU�4BU[HFS��

o�8PMGSBN�4DINJEU��

o�1IJMJQQ�5SJTKPOP��
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LRZ Extreme Scale Bench-
mark and Optimization Suite
4PNF�PG�UIF�QBSUJDJQBUJOH�QSPKFDUT�
BHSFFE�UP�QSPWJEF�UIFJS�DPEFT�GPS�BO�
BVUPNJTFE�CFODINBSLJOH�BOE�WBMJEBUJPO�
TVJUF
�CBTFE�PO�UIF�%&*4"�CFODINBSL�
BOE�4DBMBMJGF�7BMJEBUJPO�TVJUF�	SFG��
��
5IF�QVSQPTF�PG�UIF�QBDLBHF�JT�BVUP�
NBUJD�UFTUJOH�PG�UIF�XIPMF�NBDIJOF�F�H��
BGUFS�TZTUFN�NBJOUFOBODF�BOE�JEFOUJGJ�
DBUJPO�PG�QFSGPSNBODF�CPUUMFOFDLT��

5IF�-3;�JT�BMSFBEZ�QMBOOJOH�B�GPMMPX�VQ�
XPSLTIPQ�JO�UIF�OFBS�GVUVSF
�XIFSF�UIF�
JNQSPWFNFOUT�BOE�GFFECBDL�GSPN�UIF�
FYQFSUT�XJMM�CF�UFTUFE�

BOE�UJNF�UP�TPMVUJPO�PO�SFDFOU�TVQFS�
DPNQVUJOH�BSDIJUFDUVSFT�

&YBTDBMF�.BYJNVN�-JLFMJIPPE�	&YB.-
�
.1*�BQQMJDBUJPO�GPS�JOGFSSJOH�FWPMVUJPOBSZ��
USFFT�PG�B�TFU�PG�TQFDJFT�VOEFS�UIF�
NBYJNVN�MJLFMJIPPE�DSJUFSJPO��*U�JT�BO�
JNQMFNFOUBUJPO�PG�UIF�QPQVMBS�3"Y.-�
TFBSDI�BMHPSJUIN�GPS�QBSUJUJPOFE�NVMUJ�
HFOF�PS�XIPMFHFOPNF�EBUBTFUT�

*$0TBIFESBM�/POIZESPTUBUJD�HFOFSBM�DJS��
DVMBUJPO�NPEFM�JT�B�KPJOU�EFWFMPQNFOU��
PG�UIF�.BY�1MBODL�*OTUJUVUF�GPS�.FUFPS��
PMPHZ�JO�)BNCVSH
�BOE�UIF�%FVUTDIFS�
8FUUFSEJFOTU��*$0/�JT�B�OFYU�HFOFSBUJPO��
FBSUI�TZTUFN�NPEFM�EFTJHOFE�UP�TJNV�
MBUF�NVMUJQMF�TDBMFT�PG�UIF�BUNPTQIFSF�
QSPDFTTFT
�FOBCMJOH�CPUI�DMJNBUF�TJNVMB��
UJPOT�BOE�OVNFSJDBM�XFBUIFS�QSFEJDUJPOT���
*U�QSPWJEFT�UIF�PQUJPO�UP�SVO�MPDBMMZ�
OFTUFE�IJHIMZ�SFGJOFE�SFTPMVUJPOT
�BM�
MPXJOH�TJNVMBUJPOT�BU�B�WFSZ�GJOF�TDBMF��
*$0/�JT�B�OPO�IZESPTUBUJD�HMPCBM�NPEFM�
XJUI�B�MPDBM�[PPN�GVODUJPO�

Performance Results
"MM�QSPKFDUT�XFSF�BCMF�UP�HFOFSBUF�
TDBMJOH�DVSWFT�VQ�UP���PS����JTMBOET��
'SPN�UIF�QSFMJNJOBSZ�EBUB�UIF�GPMMPXJOH�
'MPQT�SBUFT�IBWF�CFFO�PCUBJOFE�������
5'MPQ�T�GPS�7&35&9�PO����BOE�����
5'MPQ�T�GPS�(SPNBDT�PO���JTMBOET��5IF�
NFBTVSFE�'MPQ�SBUFT�GPS�UIF�DPNQMFUF�
BQQMJDBUJPO�DPEFT�DPSSFTQPOE�UP�������
PS�NPSF�PG�UIF�QFBL�QFSGPSNBODF�PG�
4VQFS.6$��

5IFTF�SFTVMUT�PCUBJOFE�JO�B�TIPSU�
XPSLTIPQ�DBO�EFGJOJUFMZ�DPNQFUF�XJUI�
SFTVMUT�SFQPSUFE�GSPN�PUIFS�5PQ���TV�
QFSDPNQVUFST�TVDI�BT�UIF�,�DPNQVUFS�
BOE�UIF�#MVF�8BUFST�TZTUFN��5IFZ�
EFNPOTUSBUF�UIF�VTBCJMJUZ�PG��4VQFS�
.6$�GPS�SFBM�XPSME�BQQMJDBUJPOT�

"�TVJUF�PG�TPMWFST�GPS�QSPCMFNT�DPNNPO��
JO�FOHJOFFSJOH�BQQMJDBUJPOT��*U�JT�CBTFE�
PO�B�DPNNPO�NFTI�SFQSFTFOUBUJPO��
MJCSBSZ�5SF&M.
�BOE�QSPWJEFT�CFTJEFT�
UIF�TPMWFST�B�NFTI�HFOFSBUJPO�BOE�
QPTU�QSPDFTTJOH�UPPM��$VSSFOUMZ�UIFSF�
BSF�NBJOMZ�UXP�EJGGFSFOU�TPMWFST�EFWFM�
PQFE�XJUIJO�"1&4�UP�JNQMFNFOU�UXP�
EJGGFSFOU�OVNFSJDBM�NFUIPET��.VTVCJ�
BOE�"UFMFT��.VTVCJ�JNQMFNFOUT�B�-BUUJDF��
#PMU[NBOO�TDIFNF�BOE�DBO�EFBM�XJUI�
WBSJPVT�NPEFMT��#FTJEFT�UIF�NBJO�JO�
DPNQSFTTJCMF�/BWJFS�4UPLFT�NPEFM�JU�JT��
BMTP�DBQBCMF�PG�QSPQBHBUJOH�QBTTJWF�
TDBMBST�BOE�NVMUJQMF�TQFDJFT�JO�MJRVJE�PS�
HBT�NJYUVSFT��*U�JT�NBJOMZ�VTFE�GPS��
GMPX�TJNVMBUJPOT�UIBU�JOWPMWF�DPNQMFY�
HFPNFUSJFT
�F�H��UIF�GMPX�UISPVHI�B�
DIBOOFM�GJMMFE�CZ�TPNF�PCTUBDMFT�GPS�UIF�
TJNVMBUJPO�PG�FMFDUSPEJBMZTJT��"OPUIFS�
JT�UIF�GMPX�PG�CMPPE�UISPVHI�BOFVSZTNT�
BOE�UIF�TJNVMBUJPO�PG�UIF�DMPUUJOH�FGGFDUT���
"UFMFT�JT�B�IJHI�PSEFS�EJTDPOUJOVPVT��
(BMFSLJO�TPMWFS�UIBU�JT�DVSSFOUMZ�NBJOMZ�
EFQMPZFE�GPS�UIF�TJNVMBUJPO�PG�MJOFBS�
DPOTFSWBUJPO�MBXT
�MJLF�UIF�.BYXFMM�
FRVBUJPOT�

4FJT4PM�JT�POF�PG�UIF�MFBEJOH�DPEFT�GPS�
FBSUIRVBLF�TDFOBSJPT
�JO�QBSUJDVMBS�GPS�
TJNVMBUJOH�EZOBNJD�SVQUVSF�QSPDFTTFT�
BOE�GPS�QSPCMFNT�UIBU�SFRVJSF�EJT��
DSFUJ[BUJPO�PG�WFSZ�DPNQMFY�HFPNFUSJFT��
*U�BMMPXT�NVMUJ�QIZTJDT�HSPVOE�NPUJPO�
TJNVMBUJPO�GPS�FBSUIRVBLF�FOHJOFFSJOH
�
JODMVEJOH�UIF�DPNQMFUF�EZOBNJD�SVQUVSF�
QSPDFTT�BOE��%�TFJTNJD�XBWF�QSPQB��
HBUJPO�XJUI�GSFRVFODJFT�SFTPMWFE�CFZPOE��
��)[��5IF�OVNFSJDT�JO�4FJT4PM�BSF�
CBTFE�PO�B�IJHIFS�PSEFS�EJTDPOUJOVPVT�
(BMFSLJO�EJTDSFUJ[BUJPO�BOE�BO�FYQMJDJU�
UJNF�TUFQQJOH�GPMMPXJOH�UIF�BSCJUSBSZ�
IJHI�PSEFS�EFSJWBUJWFT�NFUIPE��*O�
DPNCJOBUJPO�XJUI�GMFYJCMF�VOTUSVDUVSFE�
UFUSBIFESBM�NFTIFT�GPS�TQBUJBM�BEBQUJW�
JUZ
�4FJT4PM�TIPXT�FYDFMMFOU�TDBMBCJMJUZ�

"�NBTTJWFMZ�QBSBMMFM�TPGUXBSF�GSBNFXPSL��
GPS�TJNVMBUJOH�DPNQMFY�GMPXT�XJUI�UIF�
MBUUJDF�#PMU[NBOO�NFUIPE�	-#.
�

IBM MPI 1.3 + icc 12.1

Intel MPI 4.1 + icc 13.1

81,000 atoms aquaporin, PME, 2 fs

2 M atoms ribosome, PME, 4 fs

12 M atoms peptides, PME, 2 fs
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HLRS Scientific Tutorials and 
Workshop Report and Outlook

ISC and SC Tutorials

Georg Hager, Gabriele Jost, Rolf Rabenseifner: Hybrid Parallel Program-
ming with MPI & OpenMP. Tutorial 9 at the International Supercomputing  
Conference, ISC’13, Leipzig, June 16-20. 2013.

Georg Hager, Jan Treibig, Gerhard Wellein: Node-Level Performance 
Engineering. Tutorial 2 at the International Supercomputing Conference, 
ISC’13, Leipzig, June 16-20. 2013.

Rolf Rabenseifner, Georg Hager, Gabriele Jost: Hybrid MPI and OpenMP 
Parallel Programming. Half-day Tutorial at Super Computing 2013, 
SC13, Denver, Colorado, USA, November 17-22, 2013.

2014 – Workshop Announcements

Scientific Conferences and Workshops at HLRS

12th HLRS/hww Workshop on Scalable Global Parallel File Systems (March/April 2014)

8th ZIH+HLRS Parallel Tools Workshop (date and location not yet fixed)

High Performance Computing in Science and Engineering - The 17th Results and 
Review Workshop of the HPC Center Stuttgart (October 2014)

IDC International HPC User Forum (October 2014)

Parallel Programming Workshops: Training in Parallel Programming and CFD

Parallel Programming and Parallel Tools (TU Dresden, ZIH, February 24 - 27)

Introduction to Computational Fluid Dynamics (HLRS, March 31 - April 4)

Iterative Linear Solvers and Parallelization (HLRS, March 24-28)

Cray XE6/XC30 Optimization Workshops (HLRS, March 17 - 20) (PATC)

GPU Programming using CUDA (HLRS, April 7 - 9)

Open ACC Programming for Parallel Accelerated Supercomputers  
(HLRS, April 10 - 11) (PATC)

Unified Parallel C (UPC) and Co-Array Fortran (CAF) (HLRS, April 14 - 15) (PATC)

Scientific Visualisation (HLRS, April 16 - 17)

Parallel Programming with MPI & OpenMP (TU Hamburg-Harburg, July 28 - 30)

Iterative Linear Solvers and Parallelization (LRZ, Garching, September 15 - 19)

Introduction to Computational Fluid Dynamics (ZIMT Siegen, September/October)

Message Passing Interface (MPI) for Beginners (HLRS, October 6 - 7) (PATC) 

Shared Memory Parallelization with OpenMP (HLRS, October 8) (PATC)

Advanced Topics in Parallel Programming (HLRS, October 9 - 10) (PATC)

Parallel Programming with MPI & OpenMP (FZ Jülich, JSC, December 1 - 3)

Training in Programming Languages at HLRS

Fortran for Scientific Computing (Dec 2 - 6, 2013 and Mar 10 - 14, 2014) (PATC)

URLs: 

http://www.hlrs.de/events/

http://www.hlrs.de/training/course-list/

(PATC): This is a PRACE PATC course
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Parallel Programming with 
MPI, OpenMP and PETSc 

Date and Location

November 25 - 27, 2013  

JSC, Forschungszentrum Jülich

Contents

The focus is on programming models 

MPI, OpenMP, and PETSc. Hands-on  

sessions (in C and Fortran) will allow  

users to immediately test and 

understand the basic constructs of 

the Message Passing Interface (MPI) 

and the shared memory directives of 

OpenMP. Course language is English. 

This course is organized by JSC in 

collaboration with HLRS. Presented 

by Dr. Rolf Rabenseifner, HLRS.

Web Page

http://www.fz-juelich.de/ias/jsc/

events/mpi

Introduction to the  
Programming and Usage  
of the Supercomputer 
Resources at Jülich

Date and Location

November 28 - 29, 2013

JSC, Forschungszentrum Jülich

Contents

This course gives an overview of 

the supercomputers JUROPA and 

JUQUEEN. Especially new users will 

learn how to program and use these 

systems efficiently. Topics discussed 

are: system architecture, usage 

model, compilers, tools, monitoring, 

MPI, OpenMP, performance optimi-

zation, mathematical software, and 

application software.

Web Page

http://www.fz-juelich.de/ias/jsc/

events/sc-nov

Node-Level Performance 
Engineering
(PATC course)

Date and Location 

December 03 - 04, 2013 

LRZ Building,  

University Campus Garching,  

near Munich, Boltzmannstr. 1

Contents

This course teaches performance 

engineering approaches on the 

compute node level. “Performance 

engineering” as we define it is more 

than employing tools to identify 

hotspots and bottlenecks. It is about 

developing a thorough understanding 

of the interactions between software 

and hardware. This process must 

start at the core, socket, and node 

level, where the code gets executed 

that does the actual computational 

work. Once the architectural require-

ments of a code are understood and 

correlated with performance mea-

surements, the potential benefit of 

optimizations can often be predicted. 

We introduce a “holistic” node-level 

performance engineering strategy,  

apply it to different algorithms from  

computational science, and also 

show how an awareness of the per-

formance features of an application 

may lead to notable reductions in 

power consumption:

 

 hierarchy 

 

 heads 

 - The 3D Jacobi solver 

 - The Lattice-Boltzmann Method

 - Sparse Matrix-Vector Multiplication 

 - Backprojection algorithm for CT  

  reconstruction 

Between each module, there is time 

for Questions and Answers!

Web Page

http://www.lrz.de/services/ 

compute/courses

Fortran for Scientific  
Computing
(PATC course)

Dates and Location

December 02 - 06, 2013 and 

March 10 - 14, 2014

Stuttgart, HLRS

Contents

This course is dedicated for scientists  

and students to learn (sequential)  

programming scientific applications 

with Fortran. The course teaches 

newest Fortran standards. Hands-on 

sessions will allow users to immediately  

test and understand the language 

constructs. 

Web Page

www.hlrs.de/training/course-list

Second JUQUEEN Porting 
and Tuning Workshop
(PATC course)

Date and Location

February 03 - 05, 2014 

JSC, Forschungszentrum Jülich

Contents

The Blue Gene/Q petaflop super-

computer JUQUEEN marks another 

quantum leap in supercomputer 

performance at JSC. In order to use 

this tool efficiently, special efforts by 

the users are necessary, though. The 

aim of this hands-on workshop is to 

support current users of JUQUEEN 

in porting their software, in analyzing 

its performance, and in improving 

its efficiency. This course is a PATC 

course (PRACE Advanced Training 

Centres).

Web Page

http://www.fz-juelich.de/ias/jsc/

events/juqueenpt14

Programming with Fortran

Dates and Locations

February 03 - 07, 2014

LRZ Building, University campus 

Garching near Munich. 

Contents

This course is targeted at scientists 

with little or no knowledge of the 

Fortran programming language, but 

needing it for participation in projects  

using a Fortran code base, for devel-

opment of their own codes, and for 

getting acquainted with additional 

tools like debugger and syntax checker 

as well as handling of compilers and 

libraries. The language is for the most 

part treated at the level of the Fortran 

95 standard; features from Fortran 

2003 are limited to improvements on 

the elementary level. Advanced  

Fortran features like object-oriented 

programming or coarrays will be cov-

ered in a follow-on course in autumn.

To consolidate the lecture material, 

each day's approximately 4 hours of 

lecture are complemented by 3 hours 

of hands-on sessions.

Prerequisites

Course participants should have ba-

sic UNIX/Linux knowledge (login with 

secure shell, shell commands, basic 

programming, vi or emacs editors).

Web Page

http://www.lrz.de/services/com-

pute/courses

Parallel Programming with 
MPI, OpenMP, and Tools

Date and Location

February 24 - 27, 2014

Dresden, ZIH

Contents

The focus is on programming models 

MPI, OpenMP, and PETSc. Hands-on 

sessions (in C and Fortran) will allow  

users to immediately test and 

understand the basic constructs of 

the Message Passing Interface (MPI) 

and the shared memory directives of 

OpenMP. The last day is dedicated to 

tools for debugging and performance 

analysis of parallel applications. This 

course is organized by ZIH in collabo-

ration with HLRS. 

Web Page

www.hlrs.de/training/course-list

Parallel Programming of 
High Performance Systems

Dates and Location

March 10 - 14, 2014

RRZE building, University campus 

Erlangen, Martensstr. 1: Via video 

conference at LRZ if there is sufficient 

interest.

Contents

This course, a collaboration of  

Erlangen Regional Computing Centre 

(RRZE) and LRZ, is targeted at stu-

dents and scientists with interest in 

programming modern HPC hardware,  

GCS – High Performance Computing   Courses   and Tutorials
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on these opportunities. From Monday 

to Wednesday, specialists from Cray 

will support you in your effort porting 

and optimizing your application on our 

Cray XE6. On Thursday, Georg Hager 

and Jan Treibig from RRZE will present  

detailed information on optimizing 

codes on the multicore AMD Interlagos  

processor. Course language is English  

(if required).

Web Page

www.hlrs.de/training/course-list

Iterative Linear Solvers and 
Parallelization

Dates and Location

March 24 - 28, 2014

Stuttgart, HLRS

September 15 - 19, 2014

Garching, LRZ

Contents

The focus is on iterative and parallel 

solvers, the parallel programming 

models MPI and OpenMP, and the 

parallel middleware PETSc. Thereby, 

different modern Krylov Subspace 

Methods (CG, GMRES, BiCGSTAB ...)  

as well as highly efficient precondi-

tioning techniques are presented 

in the context of real life applica-

tions. Hands-on sessions (in C and 

Fortran) will allow users to immedi-

ately test and understand the basic 

constructs of iterative solvers, the 

Message Passing Interface (MPI) 

and the shared memory directives of 

OpenMP. This course is organized by 

University of Kassel, HLRS, and IAG.

Web Page

www.hlrs.de/training/course-list

Eclipse: C/C++/Fortran 
programming

Date and Location

March 25, 2014

LRZ Building, University campus 

Garching near Munich.

Contents

This course is targeted at scientists  

who wish to be introduced to pro-

gramming C/C++/Fortran with the 

Eclipse C/C++ Development Tools 

(CDT), or the Photran Plugin. Topics 

covered include:

 Photran.

Prerequisites

Course participants should have basic  

knowledge of the C and/or C++/ 

Fortran programming languages.

Web Page

http://www.lrz.de/services/ 

compute/courses

Introduction to Computa-
tional Fluids Dynamics

Date and Location

March 31 - April 04, 2014 

Stuttgart, HLRS

Contents

Numerical methods to solve the 

equations of Fluid Dynamics are pre-

sented. The main focus is on explicit 

Finite Volume schemes for the com-

pressible Euler equations. Hands-on 

sessions will manifest the content of 

the lectures. Participants will learn 

to implement the algorithms, but 

also to apply existing software and to 

interpret the solutions correctly.  

Methods and problems of paralleliza-

tion are discussed. This course is  

based on a lecture and practical 

awarded with the "Landeslehrpreis 

Baden-Württemberg 2003" and or-

ganized by HLRS, IAG, and University 

of Kassel.

Web Page

www.hlrs.de/training/course-list

 
Advanced Topics in High  
Performance Computing 
(PATC course)

Date and Location

March 31 - April 03, 2014 

LRZ Building, University campus 

Garching near Munich. 

Contents

In this add-on course to the parallel 

programming course special topics  

are treated in more depth, in  

particular performance analysis, I/O 

and PGAS concepts. It is provided  

in collaboration of Erlangen Regional 

Computing Centre (RRZE) and LRZ 

within KONWIHR.

Each day is comprised of approxima- 

tely 5 hours of lectures and 2 hours 

of hands-on sessions.

Day 1

Intel tools: MPI tracing and Checking

Intel tools: OpenMP performance and 

correctness.

Day 2

Parallel I/O with MPI IO

Performance analysis with Scalasca.

Day 3

Tuning I/O on LRZ's HPC systems.

Portability of I/O: Binary files NetCDF 

HDF5.

Day 4

PGAS programming with coarray  

Fortran and Unified Parallel C.

PGAS hands on session.

Prerequisites

Good MPI and OpenMP knowledge 

as presented in the course "Parallel 

programming of High Performance 

Systems" (see above).

Web Page

http://www.lrz.de/services/ 

compute/courses

GPU Programming using 
CUDA

Date and Location

April 07 - 09, 2014

Stuttgart, HLRS

Contents

The course provides an introduction 

to the programming language CUDA, 

which is used to write fast numeric 

algorithms for NVIDIA graphics proces-

sors (GPUs). Focus is on the basic 

usage of the language, the exploitation 

of the most important features of the 

device (massive parallel computation, 

shared memory, texture memory) and 

efficient usage of the hardware to 

maximize performance. An overview 

of the available development tools and 

the advanced features of the language 

is given. 

Web Page

www.hlrs.de/training/course-list 

GPU Programming
(PATC course)

Date and Location

April 07 - 09, 2014

JSC, Forschungszentrum Jülich

Contents

Many-core programming is a very  

dynamic research area. Many scien-

tific applications have been ported to 

GPU architectures during the past 

four years. We will give an introduction  

specifically the large scale parallel  

computing systems available in Munich,  

Jülich and Stuttgart.

Each day is comprised of approxi-

mately 4 hours of lectures and 3 

hours of hands-on sessions.

Web Page

http://www.lrz.de/services/ 

compute/courses

Cray XE6/XC 30  
Optimization Workshop
(PATC course)

Date and Location

March 17 - 20, 2014

Stuttgart, HLRS

Contents

HLRS installed Hermit, a Cray XE6

system with AMD Interlagos proces- 

sors and a performance of 1 PFlop/s.  

We strongly encourage you to port 

your applications to the new architec-

ture as early as possible. To support 

such effort we invite current and 

future users to participate in special 

Cray XE6/XC30 Optimization Work-

shops. With this course, we will give 

all necessary information to move 

applications from the current NEC 

SX-9, the Nehalem cluster, or other 

systems to Hermit. Hermit provides 

our users with a new level of perfor-

mance. To harvest this potential will 

require all our efforts. We are look-

ing forward to working with our users 

GCS – High Performance Computing   Courses   and Tutorials
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will be presented, and interoperability 

of OpenACC directives with these 

and with CUDA will be demonstrated. 

Through application case studies and 

tutorials, users will gain direct expe-

rience of using OpenACC directives in 

realistic applications. 

Users may also bring their own codes 

to discuss with Cray specialists or 

begin porting.

Web Page

www.hlrs.de/training/course-list

Unified Parallel C (UPC) and 
Co-Array Fortran (CAF)
(PATC course)

Date and Location

April 14 - 15, 2014

Stuttgart, HLRS

Contents

Partitioned Global Address Space 

(PGAS) is a new model for parallel  

programming. Unified Parallel C (UPC)  

and Co-Array Fortran (CAF) are PGAS 

extensions to C and Fortran. PGAS 

languages allow any processor to 

directly address memory/data on any 

other processors.  

Parallelism can be expressed more 

easily compared to library based  

approches as MPI. Hands-on sessions  

(in UPC and/or CAF) will allow users 

to immediately test and understand 

the basic constructs of PGAS languages.

Web Page

www.hlrs.de/training/course-list 

Scientific Visualization

Date and Location

April 16 - 17, 2014

Stuttgart, HLRS

Contents

This two day course is targeted at 

researchers with basic knowledge 

in numerical simulation, who would 

like to learn how to visualize their 

simulation results on the desktop but 

also in Augmented Reality and Virtual 

Environments. It will start with a 

short overview of scientific visualiza-

tion, following a hands-on introduc-

tion to 3D desktop visualization with 

COVISE. On the second day, we will 

discuss how to build interactive 3D 

Models for Virtual Environments and 

how to set up an Augmented Reality 

visualization.

Web Page

www.hlrs.de/training/course-list

Intel MIC&GPU  
Programming Workshop
(PATC course)

Date and Location

April 28 - 30, 2014

LRZ Building, University campus 

Garching, near Munich. 

Contents

With the rapidly growing demand for 

computing power new accelerator 

based architectures have entered 

the world of high performance 

computing since around 5 years. 

Particularly GPGPUs have recently 

become very popular, however pro-

gramming GPGPUs using program-

ming languages like CUDA or OpenCL 

is cumbersome and error-prone. 

Beyond introducing the basics of 

GPGPU-porogramming, we mainly 

present OpenACC as an easier way 

to program GPUs using OpenMP-like 

pragmas. Recently Intel developed 

their own Many Integrated Core 

(MIC) architecture which can be 

programmed using standard paral-

lel programming techniques like 

OpenMP and MPI. In the beginning 

of 2013, the first production-level 

cards named Intel Xeon Phi came on 

the market. The course discusses 

various programming techniques for 

Intel Xeon Phi and includes hands-on 

session for both MIC and GPU pro-

gramming. The course is developed 

in collaboration with the Erlangen 

Regional Computing Centre (RRZE) 

within KONWIHR.

Each day is comprised of approxi-

mately 5 hours of lectures and 2 

hours of hands-on sessions.

Prerequisites

Good working knowledge of at least 

one of the standard HPC languages: 

Fortran 95, C or C++. Basic OpenMP 

and MPI knowledge useful.

Web Page

http://www.lrz.de/services/ 

compute/courses

Advanced GPU Programming 

Date and Location

May 05 - 06, 2014

JSC, Forschungszentrum Jülich

Contents

Today's computers are commonly 

equipped with multicore processors 

and graphics processing units. To 

make efficient use of these massively 

parallel compute resources advanced 

knowledge of architecture and pro-

gramming models is indispensable. 

This course focuses on finding and 

eliminating bottlenecks using profiling 

and advanced programming tech-

niques, optimal usage of CPUs and 

GPUs on a single node, and multi-GPU 

programming across multiple nodes.

Web Page

http://www.fz-juelich.de/ias/jsc/

events/advgpu

Introduction to the  
Programming and Usage  
of the Supercomputer  
Resources at Jülich

Date and Location

May 19 - 20, 2014

JSC, Forschungszentrum Jülich

Contents

This course gives an overview of the  

supercomputers JUROPA and 

JUQUEEN. Especially new users will 

learn how to program and use these 

systems efficiently. Topics discussed 

are: system architecture, usage 

model, compilers, tools, monitoring, 

MPI, OpenMP, performance optimi-

zation, mathematical software, and 

application software.

Web Page

http://www.fz-juelich.de/ias/jsc/

events/sc-may

Parallel I/O and Portable 
Data Formats
(PATC course)

Date and Location

May 21 - 23, 2014

JSC, Forschungszentrum Jülich

Contents

This course will introduce MPI parallel  

I/O and portable, self-describing data 

formats, such as HDF5 and NetCDF. 

Participants should have experience 

in parallel programming in general, 

and either C/C++ or Fortran in par-

ticular. This course is a PATC course 

(PRACE Advanced Training Centres).

 

Web Page

http://www.fz-juelich.de/ias/jsc/

events/parallelio

to CUDA, OpenCL, and multi-GPU  

programming using examples of in- 

creasing complexity. After introducing  

the basics the focus will be on 

optimization and tuning of scientific 

applications.

This course is a PATC course (PRACE 

Advanced Training Centres). 

Web Page

http://www.fz-juelich.de/ias/jsc/

events/gpu

Open ACC Programming 
Cray XK 
(PATC course)

Date and Location

April 10 - 11, 2014

Stuttgart, HLRS

Contents

This workshop will cover the pro-

gramming environment of the Cray 

XK7 hybrid supercomputer, which 

combines multicore CPUs with GPU 

accelerators. Attendees will learn 

about the directive-based OpenACC 

programming model whose multi- 

vendor support allows users to por-

tably develop applications for parallel 

accelerated supercomputers. 

The workshop will also demonstrate 

how to use the Cray Programming 

Environment tools to identify CPU 

application bottlenecks, facilitate the 

OpenACC porting, provide accelerated  

performance feedback and to tune 

the ported applications. The Cray 

scientific libraries for accelerators 
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