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1) 3D —H D+~
meshlab@ in
CEEENTD
meshlab@ abc.ply

2) T—HITA—-NWY i
3dconv in out
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3dconv abc.obj abc.ply
3) < — i Surface Reduction
3dmerge inl in2 out
CEEENTD

3dmerge ball.ply stick.ply
ballstick.ply

4) SurfaceXw = 1 Hlj&
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AlphaFold

\ This package provides an implementation of the inference pipeline of AlphaFold v2.0. This is a completely new model that

‘ was entered in CASP14 and published in Nature. For simplicity, we refer to this model as AlphaFold throughout the rest
of this document.

/ We also provide an implementation of AlphaFold-Multimer. This represents a work in progress and AlphaFold-Multimer

isn't expected to be as stable as our monomer AlphaFold system. Read the guide for how to upgrade and update code.

H I \ AlphaFold paper and, if applicable, the AlphaFold-Multimer paper.
} / /, \ Please also refer to the Supplementary Information for a detailed description of the method.

AIphaFoIdZ/é: ype Il
B2 RXF AL TREEIC
FAETEDILDICE R T S
(202282H2H)

90.7 GDT 93.3 GDT
(RNA polymerase domain) (adhesin tip)

® Experimental result

®Computational prediction

Any publication that discloses findings arising from using this source code or the model parameters should cite the

You can use a slightly simplified version of AlphaFold with this Colab notebook or community-supported versions (see

(source: https://github.com/deepmind/alphafold)

» AlphaFoldD#l] _%E%?h“_5¥ﬁéﬂ_§FaﬂiFlJ 1D 1 —H BFI

B — RDSSDZEFIFHEIAE & I BNVMESH(CF — R —
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3555% £ RMSD:1.406 A

7FH8 2FFfE1325

6765% & RMSD:0.914 A

TWHP_A out of memory
10585% &

AV AR—ILIR(B KA E)

5453
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185134 7
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HPCIC KD =FFEhERITOERE :
GPUICL B EBEEEE=FNOiIg> =1L —~EH

=B _SFCNVIDIAfEH S4BT
y BEIREFONES =1L —9MN, aF7)LTYUXLDEE
ZliEd =GPUTODEEMNERDEINSE
NVIDIA cuQuantum

[ARZ] Type I IS A ATEFOES =1L —4

cuQuantum HiExEIP

» [ AZE] ZFIHI SIHPCNERRE CTHERIR

20234FE JHPCNEHREERE : jh230001
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cuQuantum(C KF=EFRIBOHFES =1 L —>3 &L
EBIOKTE  ZINtHE] oAt

EFEy | CcPUonly CPU + GPU
9

2093 #» 627 ) X 3.34
11 6736 1947 #» X 3.46
17 67.51 BFHE] 5.13 FRF[& x 13.2
19 313.61 B5[E 9.75 B X 32.2
[CPU only]

Linux—29X57—>3>
CPU: AMD EPYC 7713P (2.0 GHZ, 64-core)
GPU: None

[CPU + GPU]

AINA> [FRE] Type ITHIT SRS

CPU: Intel Xeon-Gold 6230 (2.10-3.90 GHz, 20-core)

GPU: NVIDIA Tesla V100 (All simulations were executed by using one

GPU (cx-share)) EAFFEL— e 56



