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(’%j(ITC)fSE - Eﬁ%} Xt 3 D —4~Format:

3ds, stl, ply, wrl, dxf, dae, xyz,

3D—4AMITWY—I)L x3d

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

2) T—HITA—v NEiA
3dconv in out

[{sE R3]
3dconv abc.obj abc.ply

3) N—ALE

3dmerge inl in2 out
CEIZELT)

3dmerge ball.ply stick.ply
ballstick.ply

4) SurfaceXw = 1 Hlj&
3dmesh in out [faces_number]

ZB%{E:200
(2] Vertex: 16255

3dmesh abc.x3d abc.ply 100 )
211C)
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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.
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(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)
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HPC-Centric Quantum Computing
® FTQCEAMLETI(E. HPCRliPZE UBTFRROSZEET S

HPC-Centric Quantum Computing =175

Source: T. Katagiri, HQCC-AT: An Application Programming Interface for Hybrid Quantum-Classical Computing with Auto-

tuning Facility, 7th September 2024. DOI: 10.13140/RG.2.2.18404.39043

- R A/ ARA
SFHBE/I\IJUY R HhE LN i

2’095 L4 = | seievom
SEFO—REHMO— REHE TEIRIER

N EEREE TR g8
SRS B, B = EIJ_J._% iRL
HRETDS =47

AT S1—FEF TG
TSR0

SIS

A/\at 3B

A/N\AV-EF
Sxste HEwFE

oadiEA

=EFitH
T2 3C

SINET6%:&E
HESERE ] =R B{ER 42

A/t ARC




ATIIMIC KR DT - HHEFTEIRIE
® [IRTI T BFTQCADS — AL RIRHEITE ZHE

EEES PO = T 5S4 (E4)
BT ILTYX L 2ad(FRYTL) | mpem

GPU i 5] YIILFaAT AL MBE NISQ
= =E3) 7=—5%

9::__:/7“ D-wave (i 75\

Z—/ 83— 1—%4 =FMAEKEIaL—A

o] g% &Y
7——o8 (RLUEF) i

(Y2alb—%)
HIICMOS7 =— > <y RO ZEFRTR - 435 14 =5 .

A GPU il 5] ‘
Y RIEES Py

B E&ER A—/N\—arEFa1—4

45

NEC Vector Annealing

SLUEFIEL—2(ITVK)

FESEAEI Y=



(B ARITCHE Eﬁ%)
de—L>bS>20%RS > (CIM) HGUI (B1E)

X EFIAEL—BIZLBADY

x UlshellA@flow-cloud02

7 7’/‘/0 NTT Research& D RIHFZE

|1aJl *.out;

| | | |

___J 1:00:00 _,I

module load gcc python/3.7.6 numpyf1.19.0 pytorch

Submit

Hopt = torch.tensor{K,dtype=dtype) ., tol{device)

==> clsingle, 1506057 ,0ut <{==

==> cxshare,1506051,0ut <{==

Hopt = torch,tensor{K,dtype=dtype),.tol{device)

main.py

60

60

in/bash
#PJM -L rscgrp=cl-share
#PJM -L elapse=1:00:00
#PJM -j
#PJM -8

module load gcc python/3.7.6 numpy/.19.0 pytorch
python3 main.py 60 60 1.185 1.185 0.17 1.27 0.07 0.5

==> cxsingle,1506052,0ut <{==

Hopt = torch.tensor{(K,dtype=dtype).to{device)

==> lnniddle,1506050,0ut <{==

Hopt = torch,tensor{K,dtype=dtype),tol{device)

/data/group2/a49961a/NTT/Run/nodels_pyTorch.py:36: UserHarning: To copy construct from a
/pytorch/aten/src/ATen/native/BinaryOps,.cpp:8l: UserHarning: Integer division of tensors
Ho/H0: -5096760/-5096760, PO: 0,0327, TTS: 8310, T: 60, t: 0.44

/data/group2/ad9961a/NTT/Run/nodels_pyTorch,py:36: UserMarning: To copy construct from a
Hopt = torch.tensor(K,dtype=dtype).to{device)

| | ’submit /pytorch/aten/src/ATen/native/Binarylps.cpp:8l: UserHarning: Integer division of tensors
B = e '| Ho/HO: -5096760/-5096760, PO: 0,0321, TTS: 8468, T: 60, t: 0.65
/data/group2/a49961a/NTT/Run/nodels_pyTorch.py:36: UserHarning: To copy construct from a
/pytorch/aten/src/ATen/native/Binarylps,cpp:8l: U"""“‘“"'"": Integer division of tensors
Ho/HO: -5096760/-5096760, PO: 0,0312, TTS: 8717, | @ D.52
/data/group2/ad9961a/NTT/Run/nodels_pyTorch,py:36: UserMarning: To copy construct from a
/pytorch/aten/src/ATen/native/Binarylps.cpp:8l: UserHarning: Integer division of tensors
Ho/HO: -5096760/-5096760, PO: 0,0343, TTS: 7916, T: 60, t: 0,60
/data/group2/a49961a/NTT/Run/nodels_pyTorch.py:36: UserHarning: To copy construct from a

/pytorch/aten/src/ATen/native/Binarylps,.cpp:8l: UserHarning: Integer division of tensors
Ho/HO: -5096760/-5096760, PO: 0.0317, TTS: 8577, T: 60, t: 0.49

tensor, it is reconnen

using div or / is depr

tensor, it is reconnen

using div or / is depr

tensor, it is reconnen

using div or / is depr

tensor, it is reconnen

using div or / is depr

tensor, it is recomnen

using div or / is depr
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1 N1 Pl =1 E E
min max I ! @ 4 -}
Gamma Parameter 5 [010 10 [0 ! in )
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min max S,
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