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RoseTTAFold / AlphaFold on AWS Batch D#3H%

Il. Environment setup

## Install dependencies
%6pip Install -q -q -r requirements. txt

##% Import helper functions at rfutils/rfutils.py
from rfutils import rfutils

## Load additional dependencies
from Bio import SeqiO

from Bio.Seq import Seq

from Bio.SeqRecord import SeqRecord
import boto3

AWS BatchT>3aJ=ZE1T
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import sagemaker
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Submit Fold
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Public Network
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RoseTTAFold / AlphaFold on AWS Batch 434
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L] Amazon SageMaker Studio

MIREZ I 7B (I T4 ANBIFC, EFIVEE, 8. T TOMREODENTNOIESE
ATV T RZEL(TTES Web R—Z2DHFT 5481 Ul %’:TEL\

SageMaker Studio Notebooks 'C‘O) = - #EimE1T. B1E SageMaker DHkEEZ
GUI / J—Fh5{ERIDIEN BT EE

&) Amazon SageMaker Studio  Fite  Edit

=] | xghoost_customer_churnipyr X

"A Trial Component Chart
™ » = *  Markdown v O

* Have the predictor variable in the first column

* Not have a header row

=l
w

But first, let’s convert our categorical features into numeric features,

[~}
N

model_data pd.

traindoss _last

model datas d. [mode t ], model data.

=]

- N ™9 e e

And now let's split the data into training, validation, and test sets. This will period

help prevent us from overfitting the model, and allow us to test the models n
= 3 & Trial Component List
accuracy on data it hasn't already seen

(&

train data, validation data, tes

train_data. TRIAL COMPONENTS

10 rows selected

adWws

2 conda_amazonei_mxnet_p27 | idle Mode: ¢ - tni C = 25
- - 5 |

t_customer_chum, ipynb



BISEAAFTIRIBICREET D AWS SFTT —EXTHEBIT

Amazon SageMaker Canvas [New]
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<= AWS ParallelCluster

AWS ParallelCluster D4FE]

« BIfFD HPC MEIFT3T AT 1—3¢& Auto-Scaling % Cluster
B UTIRIZZ/ERX T
- Slurm (XFIE Master (Slurm etc)) ->I<— Acu;c?n-sS?(lee
 DUOIN> MEIETIZAIER AT BE
* MPI/NCCL IREENY N7y T iEH T, IICHIAAIEE T ot
*+ OS PRYNI-TERIR. AN — DBtz — i

/shared

RER(CHATXA XAIHE
» A=TVY-RY-ZAOTOSTINTHY. sETHY -0 - %

AFr]gE: https://github.com/aws/aws-parallelcluster

/shared

adWws
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AWS ParallelCluster DCFHIBA A= — DS AIVERK
. O—Hh)L PC Z(C ParallelCluster VI RNII 7% A AN

. config J7rA)VZEEhU. pcluster create IV RZEITIBRIETTITIRALIS

UTT Auto-Scale 9335 AYIRIBHE

BRSNS

B AWS Cloud

: alinux2
HeadNode:
InstanceType: c5n.18xlarge

Networking:
SubnetId: {{public_subnet_id}}
Ssh:

TI3IRTTa1—5
Master (Slurm etc.) —>T<— Auto-Scale i
Compute 5
AWS CloudFormation
/shared
Cluster

KeyName: {{key name}}

© 2022, Amazon Web Services, Inc. or its affiliates. 38




BIEEIAFTREISICEEET D AWS SRFTY —ERTHET

AWS ParallelCluster OCFIFHA XA—S - &%

. pcluster ssh V> ReZEITIBDETIERRSNIEI T AA CiEHt

E&%

Users

$ pcluster ssh <NAME> -i xxx.pem

adWws

\-/‘7

Master

/shared

CITRTZ21—-5
(Slurm etc.)

Cluster

T Auto-Scale:
Compute
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= Amazon FSx for Lustre

e Lustre [ Z<DR—/)\—A>E1—AATHHINISHEEERDE T 7 1)L AT A
. 15FP FDOEFEHNHD. Topl00X—) (— > Ea1—5D60%HMEFFE

o EERBRDEITAINIATLATHD Lustre ZI)N¥L—> RTHRRH

Link your Amazon S3 data set to your
Amazon FSx for Lustre file system, then...

5 FS)an

Data stored in Amazon S3 Output of processing
is loaded to Amazon FSx returned to Amazon
for processing S3 for retention

adWws
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AWS ParallelCluster& i csN/=AWSH—E X

JLr==

AWS ParallelClusterd®Config 7 7 1 JUICEEih T D C & CTEXE RJBE

Amazon FSx for Lustre (& Amazon S3 &:Ei%E0]gE
»  [BREEAN —DOEEELHD. SIEFEBMICT —FDimport/exportH AIEE

[fsx fs] Q] AWS Cloud

shared _dir = /fsx

storage capacity = 3600 VPC
export _path = s3://bucket/folder

import path = s3://bucket

(

AWS ParallelCluster Amazon FSx for Lustre

Amazon S3
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AWS Cloud9

J5OYRTa— Mtk EITRUT)WITES
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EC2 A2 RH>VARE AWS B—EX(C
BEizd—IFIL7IER
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AWS ParallelCluster ADIEHE

« AWS Cloud9 5 AWS ParallelCluster 25 X~ (Ci&EfHt. HPC J—20— RDZELT

J395°T
7EX

\/‘7

E&%

Users

QS AWS Cloud

Master

AWS Cloud9

——

___________________________

—’I‘- Compute Nodes

________________________________

Import

Export

AmazonFSx Amazon S3

For Lustre
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D577 —4H
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https://julsimon.medium.com/a-primer-on-graph-neural-networks-with-

aws amazon-neptune-and-the-deep-graph-library-5ce64984a276
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AWS [CBITBI5T7—HICESET BTHFEHI

AWS t*j(%d) Fﬁﬂ%? How can | predict which Dexamethasor,]e ”
COVID-19 miaE= B I(C Drug Repurposing drugs are good 7 ﬁ
Knowledge Graph ( )RKG) %—:1:%’;@ candidates for a disease? - \ <~

: Latest Research Conferences ——
amazon | science kg% i S iante Publications
function i i
- ’ Pathway Biological
et T process
INFORMATION AND KNOWLEDGE MANAGEMENT Slde etects

Amazon Web Services open- -
sources biological knowledge

graph to fight COVID-19 ﬂ

32 (e.g, regulation)
Knowledge graph combines data from six public databases, includes machine 4 ;__
learning tools. % \ag £3
2 o 33
By Cyrus Vahid Drug name Score  Ranking in top-100 3%
June 02, 2020 cS
Ribavirin 021 0 . L prese™ o g
CEV G TN e Dexamethasone -1.00 4 1 (resemblance) Yoot i
J
(f)(¥)(in)(=) .
LA e . e Colchicine -1.08 8 m
Methylprednisolone  -1.16 16
oo Oseltamivir -1.39 49 .
Deferoxamine -1.51 87 Drug repurpOSIng knOWledge graph

https://github.com/gnn4dr/DRKG
https://arxiv.orq/abs/2007.10261

v AWS ML Summit 2021 | Deep Graph Library: Deep Graph learning at scale: https://www.youtube.com/watch?v=VmQkLro6UWo
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