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Quantum-Selected Configuration Interaction based on Orbital-
Optimized Pair Ansatz
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University) , Huelga, Susana, F (Institute of Theoretical Physics &
IQST, Ulm University) , Plenio, Martin, B (Institute of Theoretical
Physics & IQST, Ulm University) , 7K E % (FRAXQIQB)
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Junya Hasegawa (Hokkaido University)

OKuo, Jer-Lai (IAMS, AS)
Ab Initio Algorithms to Link Potential Energy Surfaces with
Experimental Vibrational Spectra

OThomsen, Bo (JAEA - CCSE) , Shiga, Motoyuki (JAEA - CCSE)
Enabling Large Scale Path Integral Simulations of Water using
GPUs

OGlover, William, James (NYU Shanghai, NYU)
Water Catalyzes the Decay of a Ground-State Twisted
Intermediate During the Electronic Relaxation of Uracil

OTiwari, Ashwani, Kumar (Hokkaido University, ISER Kolkata)
Dynamics of Water Dissociation on Metal Surfaces
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Tetsuya Taketsugu (Hokkaido University)

OTsai, Hui-Hsu, Gavin (NCU)
Accelerating Photovoltaic Discovery: Navigating Uncharted
Molecular Space via Generalizable Graph Deep Learning

OLin, Kun-Han (NTHU, Taiwan) , Lin, Li-You (NTHU, Taiwan)
Understanding Gas Sensing through Multiscale Simulations of
Impurity-Modulated Charge Transport

(OTsai, Min-Yeh, (Victor) (CCU)
Diffusion with a Twist: Multiscale Simulations Reveal Interfacial
Energy Landscapes Governing Amyloid-8 Dynamics
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OMOKHTAR, BENJAMIN JIHAN, OSSAMA (SIT)
Quantum Jacobi: Hybrid Quantum-Classical Givens Rotations for Reduced
Measurement Cost
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#) , B &K (ENEOS/KR—ILT v v 2%kRX&H) |, BE 25 (BARICEET, EXE
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OWang, Wei-Hsiang (NCCU)
Free Energy Analysis of Dansylglycine Dissociation from Human Serum
Albumin
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(OSara, Suzuki (GRARFEI) , Mazzeo, Patrizia (Pisa Univ.) , Cupellini, Lorenzo (Pisa
Univ.) , Sato, Hirofumi (RARFEL, mRAEHE> ¥ —) , Mennucci, Benedetta (FRKBT
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Solvent effect on the excited-state dynamics of an A-D-A quadrupolar
molecule
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BHhFEROFRERE

P113  OBian, Fei (Kyushu University) , Takamatsu, Akihiko (Kyushu University) , Tada,
Tomofumi (Kyushu University)
Atomistic kinetic Monte Carlo analysis for the interplay between Oxygen
Reduction Reaction and proton conduction at Pt-Perovskite Interfaces
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O RABR (FRAFERET) , #aH BE (RABRERT) , R A (RARERL) ,
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REXBEZNULT IV KA/ ZHIIMDORFE & KRAENDER
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&) , pH EE (BXGRFERT, FRETI)
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FVI/ARBEEYVINVEF VEY 1) Y OEEEREICET BIERIAR

Ok BKR (EAB#Mb) , S ZEX JEAB#(L) , MR L JEAB#(b) , /I\& wbh
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Field-Dependent Redox Thermodynamics of MoOmHn Surface Species on
Cu(111) and Ni(111) Surfaces under Hydrogen Evolution Conditions
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ULTIMATE Al & HPC

ENGINE FOR PROFESSIONAL Al WORKFLOWS
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Al TOPS 4,000 AL TOPS 3,511 ALTOPS 3,700 AL TOPS -
FP32 125 TFLOPS 110 TFLOPS 120 TFLOPS 91.1 TFLOPS
GPU memory 96 GB GDDR7 + ECC 96 GB GDDR7 + ECC 96 GB GDDR7 + ECC 48GB GDDR6 + ECC
Memory interface 512-bit 512-bit 512-bit 384-hit
Memory bandwidth 1,792 GB/s 1,792 GB/s 1,597 GB/s 960 GB/s
Multi-Instance GPU Supported Supported Supported -
Max Power Consumption 600W 300w Up to 600W (configurable) 300W
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Ikeda in the firstissue g founded in 1926 as a pioneering chemistry journal
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1946. The 100th volume will appear in 2027.
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Cooling CPU&GPU : KA 7+ —2—C v 7 v FMIE Memory : RKFIE : 16.7Pa / FEEL ~NJb : 23dBUTFOZEASEIFAN
Memory EPYC: MAX 24DIMM-SLOT / Xeon: MAX 16DIMM-SLOT
Storage 3.5inch HDD or 2.5inch SSD |A4% / 3.5inch &y F 27 v TR #EH
Network 2x 10G Base-T
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