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ﬁg}f Amazon EC2 (Elastic Compute Cloud)
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AWS Graviton3
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[£%] SRD: Scalable Reliable Datagram
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AWS Cloud," in IEEE Micro, doi: 10.1109/MM.2020.3016891.
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Harvard Medical School ‘
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Predictive insights platform Schrodinger FEP+: Enter the GPU

SCOPE MODEL SOURCE =
« Scalable predictive platform « SCP - AstraZeneca HPC 0 Amazon EC2 Potential drug molecules

for all drug discovery « GPU workstations m
. l-%ad models in less than « Al Bench (Amazon SageMaker) ﬁ - Lot Btk T TR Cr — ‘

aday ) ; . ®— Upto esla s, each pairing

hNd\EIEILE:IiDCDY :’.r:on;um J 5,120 CUDA Cores and 640 Tensor Cores
: ampncoe O ) FEP+ active learning
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» - network bandwidth
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https://www.youtube.com/watch?v=9fTF-kK4Ggw
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AWS ParallelCluster OFIF

F 9 (FEDDPCEEI(C ParallelCluster YV I I 7721 > X ~—JL (Python pip)
config J 7 1)L%ZEih L. pcluster create N> REEITIDZET.
3 THRAICISU T Auto-Scale 930S AFRBNEEINIC/ERREND

g S Sy Sy SR
I
I
: Cluster :
I
.......... > E___’_b ererrerrrrreed : :
: 3JRT1-5 ST T T
. l Master (Slurm) S Auto-Scale ;
AWS CloudFormation Ciins : Compute |
$ pcluster create-cluster <NAME> : - - : > ;!
3 [ —— . |
: ] E Scale-Out / Scale-in! o
con‘Fig.yaml J741)L 1 TTTTT D R 1 : :
o : | NFS mount : | P
HeadNode: | !
InstanceType: c6g.large I N /home : : :
Scheduling: : /shared R 1T
Scheduler: slurm I :
SlurmQueues: : /shared I
- Name: queue@ | !
ComputeResources: | | ToTTmTmmomommm oo m o m T m e m T m e e e e T
- Name: queue@-c6gl6xlarge
MinCount: ©
MaxCount: 40
InstanceType: c6g.l6xlarge aWS



ParallelCluster Manager
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