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nature methods

Explore content v  About the journal v  Publish with us v

High-resolution de novo structure prediction from primary sequence

Ruidong Wu, Fan Ding, Rui Wang, Rui Shen, Xiwen Zhang, Shitong Luo, Chenpeng Su, Zuofan Wu, Qi Xie,
nature > nature methods > brief communications > article Bonnie Berger, Jianzhu Ma, Jian Peng

doi: https://doi.org/10.1101/2022.07.21.500999

Brief Communication | Open Access | Published: 30 May 2022

ColabFold: making protein folding accessible 1

Uni-Fold: An Open-Source Platform for Devel E i Aloniit -
Milot Mirdita &, Konstantin Schiitze, Yoshitaka Moriwaki, Lim Heo, Sergey Ovchinni Protein Folding Models beyond AlphaFol Y OREAIGU NS - opuie

. We have successfully trained OpenFold from
Steinegger scratch, our trainable PyTorch implementation of
AlphaFold2. The new OpenFold (OF) (slightly)

outperforms AlphaFold2 (AF2). | believe this is the

i i i 7T b« T T b, aQ < msa
Nature Methods 19, 679-682 (2022) | Cite this article Ziyao Li*"* xuyglfo{;:nul(e“:"‘::(;];fiff:;: Zh,a:‘g:dﬁhen , Hangrui Bi ot cbiots v allabis resmdin Hler of AF2. We
“DP Technology learned a lot. AH_1/12

bCenter for Data Science, Peking University
“School of Mathematical Sciences, Peking University

HelixFold: An Efficient Implementation of AlphaFold2 using PaddlePaddle .

Guoxia Wang, Xiaomin Fang, Zhihua Wu
Yiqun Liu, Yang Xue, Yingfei Xiang
Dianhai Yu, Fan Wang, Yanjun Ma

github.com
Bmdu Inc nz}mre OpenFold GitHub Repository
’ bloteChn.OlOgy https:/doi.org/10.1038/541587-022-01432-w

W) Grock for updates

Accurate prediction of nucleic acid and protein-nucleic acid complexes Single-sequence protein structure prediction
using RoseTTAFoldNA using a language model and deep learning

Minkyung Baek, Ryan McHugh Ivan Anishchenko. David Baker Frank DiMaio Ratul Chowdhury'®, Nazim Bouatta'® #, Surojit Biswas®*®, Christina Floristean*®, Anant Kharkare®,
2 2 ¢ Koushik Roye?, Charlotte Rochereau®, Gustaf Ahdritz ®¢, Joanna Zhang?*, George M. Church'?,

doi: https://doi.org/ 10.1101/2022.09.09.507333 Peter K. Sorger®'7* and Mohammed AlQuraishi 4625
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https://github.com/aws-samples/alphafold-protein-structure-prediction-with-frontend-app
https://aws.amazon.com/jp/blogs/news/running-protein-structure-prediction-at-scale-using-web-interface-for-researchers/

@ WV aws-sample X -+

< C @ O 8 https://d5Skvhafmi2maf.cloudfront.net/alphafold2#11 7

,\:)L AWS SAMPLE Home / ALPHAFOLD2 English HAGE
8 2023/08/26 15:24:40 2023/08/26 15:42:55 FAILED
ALPHAFOLD2

- 9 2023/08/26 16:03:33 2023/08/26 16:03:36 FAILED
10 2023/08/26 16:07:22 2023/08/26 20:47:22 COMPLETED
11 2023/08/26 16:29:40 2023/08/26 21:34:48 COMPLETED
12 2023/08/26 22:26:16 RUNNING TERMINATE JOB
13 2023/08/26 22:27:09 RUNNING TERMINATE JOB

Protein Structure Prediction Job Result

JOB ID: 11

Download PDB
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Protein Complex Analysis with AlphaFold-Multimer

Table of Contents

0. Install Dependencies

%pip install ~U -g -r notebook-requirements.txt

. iAZT&E (L. SageMaker Notebook $EHT

import boto3

AN
o }-lJ N — N —_— fron datetime_import datetime
\/ I from batchfold.batc 1d onnent import BatchFoldEnvironment
2 L— : froe_batchfold, b 19_ t import BatchFoldTarget

from batchfold. jac mer_job impert Jackhamerlob
from batchfold.alphafo job import AlphaFold2Job
from_ batchfpld,utils impart utils

Voo E— —_—
BEE E#MFT>IL—hEDSZET
® IT E E% AN / D L— boto_sessi ton.Session{)
Vsl i WA Y i ( — *%S:rt‘- Ab batch_environment = BatchFoldEnvironment{boto_sessionsboto_session)
FEﬁ — 7% D] Hb S$3_BUCKET = batch_environment.default_bucket

print{fr" 53 bucket nase 1s {S3_BUCKET}")

1. Create Target

target_id = "4Z0K"
BatchFoldTarget(target_id=target_id,

2 2@ © man ‘Y Fullyinitialized co mazonei_pytorch_latest_p37 | idle Mode: Command @ Ln1, Col1  alphafoid2-multimeripynb 1 [
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