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apiVersion: v1
kind: Pod
metadata:
name: jupyter
namespace: user-01-default
labels:
egress-policy: “user-01"
spec:
containers:
- name: jupyter
image: repo/user/jupyter:latest
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Figure 1. Molecular structures of porphyrin dyes.
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Figure 2. UV/vis absorption spectra of TT-Ph (dashed

line) and TT-/BuPh (solid line) in THF.
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Figure 3. Selected Kohn—Sham orbitals for TT-Ph and
TT-BuPh obtained by DFT calculations with the
B3LYP/6-31G(d) level. To save the calculation cost,
butyl groups on the methylene bridges were replaced with

methyl groups and octyloxy groups on the meso-aryl

groups were replaced with the methoxy groups.
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Fig. 1. Schematic picture of simulation system.
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Fig. 2. Normalized mass density distribution of
H20/CO2/H2/CO in z direction.
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Figure 1. Chemical structures of TBIBs and TATs, and
concept of present study.
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Figure 3. Solid black curves: CD and UV-vis absorption spectra of (a) TAT-1 and (b) TAT-2 simulated by the TD-DFT
method (0B97X-D/6-31G*), n-states = 20, plotted with peak half-width at half height = 0.2 eV. Vertical blue lines

represent Rvel (CD) and oscillator strength (UV—vis).
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T—EXDRE -

Camphor3 (VAT L A) BERKR (2024510 A ~ 2025597 )

1) REHERIZRE D —EAKRIEB LN R T L5 0 U BEERARDL

RSHERICHD Y —E AR SAT DI REEFARI
PRSTBHAG IR T AR AR PRSI PR A I F—E AR AR A AR
2024/12/02 09:00 2024/12/05 10:00 73:00 7L
2025/03/27 09:00 2025/04/03 10:00 169:00
2025/06/10 09:00 2025/06/13 09:00 72:00
2025/09/22 09:00 2025/09/26 10:00 97:00
2) P—ERRIL
HF—ER — -
H%EFEﬁ[h] Rzt FESin] lgﬁ CPU Eﬁi@ﬁ@] J—R
% ][] IEFH][h] ifi]h] =R RS
10 A 744:00 237,728 540,633 131,199,475 54,570,985 11233 732 %
11 H 720:00 344,864 1,019,548 133,835,403 53,525,680 11235 783 %
12 H 671:00 318,242 745,200 117,406,880 46,836,819 1082.9 778 %
1A 744:00 432,407 707,354 148,482,352 | 58448475 11247 | 852 %
2 H 672:00 246,506 640,423 132,205,199 50,024,286 11271 792 %
34 633:00 109,469 511,320 120,491,426 46,770,627 970.0 770 %
4 A 662:00 84,340 319,596 77,511,847 30,931,413 7213 752 %
5H 744:00 107,046 435,686 105,010,413 45,304,516 825.8 80.7 %
6 H 648:00 81,035 442,683 106,709,243 47,304,525 893.8 806 %
7H 744:00 211,411 580,466 121,696,866 52,135,508 995.2 775 %
8 A 744:00 196,066 676,712 128,057,858 55,807,817 1091.1 721 %
9H 623:00 277,096 686,048 96,135,714 38,278,914 1072.7 688 %
- 8349:00 2,646,210 7,305,669 1,418,742,676 48,328,297 1,012.6 771 %
NI =
100%
90%
80%
70%
60%
50%
40%
30%
20%
10%
0%
104 114 12A 1H 2H 3HA 44 5A 64 TH 8H 9H
o LA = AFRHEERTHx 5 =T

o B — N = IR ONREED / — N A (10 g0y 770 v 77— KLY Hit)

® /— MR =

Bl — R4 22 a 7RFTSR TN D ) — FOEE

s,
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LaurelB (>R T L B) 1BERIR (20244108 ~ 202549 7 )

1) BRSFEEICRE D — R KRIEB L OV AT A X U UREERARN

BTSRRI —E AR IR AT LHY A EETERDL
TRerBba H IR P AR H IR TRAFIREh] PEAEFEA A IR | P—ERAEB AR | 2R
2024/12/02 09:00 | 2024/12/05 10:00 73:00 7L
2025/03/27 09:00 | 2025/04/03 10:00 169:00
2025/06/10 | 09:00 | 2025/06/13 09:00 72:00
2025/09/22 09:00 | 2025/09/26 10:00 97:00
2) I—ERRE
) vas
F—EZ — ‘
H%EF’HEJ[I’\] %ﬂ Tﬁjxd@ Eﬁ CPU Iﬁﬁj@ J—R
LR fifi)[h] HFN] IR J—F¥ FiI
101 744:00 103,021 753,186 34,769,706 | 14,870,414 3691 | 626 %
11 72000 | 915992 600,861 36,084,691 | 15,325,138 3733 | 672 %
121 671:00 186,576 482,169 31,454,350 | 13,530,642 3598 | 652 %
1A 744:00 272,043 634,511 36,389,841 | 16,248,605 3726 | 638 %
2 A 672:00 130,040 616976 31,813,767 | 13,744,219 3730 | 624 %
34 633:00 124,930 517,980 28,885,223 | 11,815,933 3202 | 602 %
4 A 662:00 126,894 379,057 21,544,813 8,783,999 3020 | 552 %
5H 744:00 171,840 518972 28,560,409 | 11,893,319 2932 | 641 %
6 /1 648:00 | 552,195 499,804 31,608,564 | 14,156,410 3069 | 741 %
74 74400 | 506,088 867,878 41,899,397 | 18,042,975 3665 | 749 %
8 A 74400 | 659,863 1,147,729 42,256,993 | 18,345,644 3678 | 767 %
9 H 62300 | 683,177 608,286 34,825,793 | 14,637,847 3512 | 759 %
i 8349:00 | 4,432,659 7,627,409 400,093,547 | 171,395,145 3463 | 669 %
J — RFIfR
100%
90%
80%
70%
60%
50%
40%
30%
20%
10%
0%

o HSANH = &

10/ 11H 12H 1M

2/ 3/

AR 54 = 7 4%)

4]

5H

6/]

7H  8H

9H

o IR, — R = IR ONARFED / — N A4 (10 ofEfgoy > 7)) v 75 —42 K0 HiH)
® J—FRIHR = Bl — NIZd 5 3 7RETENTWD /) — ROEIE
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Cinnamon3 (VAT L C) EHRKIR (20244108 ~ 202549 A )

1) BRSFEREICHE S V—E AR EB LUV AT A Y VEERAERD

PREFIERICHD Y —E AR IE VAT DS FEEFRAARDL
PRErBRAR Y—EAEPAAEE | RPN B HIEE | Y—EAHBAHEE | 2D
2024/12/02 | 09:00 | 2024/12/05 |  10:00 73:00 7L
2025/03/27 | 09:00 | 2025/04/03 |  10:00 169:00
2025/06/10 |  09:00 | 2025/06/13 |  09:00 72:00
2025/09/22 | 09:00 | 2025/09/26 |  10:00 97:00
2) P—ERRU
P—EA w7
] pubzi {Esl! A cPU TR Ve
5K filh] Ffih] 5] s SIS
104 744:00 3,249 16,146 879,757 254,237 160 | 463 %
1A 720:00 5,953 39,803 793,284 203,525 160 | 431 %
1224 671:00 7,449 75,470 1,214,620 463,297 155 | 671 %
14 744:00 6,025 50,799 785,263 194,099 160 | 394 %
2A 672:00 6,286 68,704 738,394 184,203 158 | 468 %
31 633:00 5126 79,794 769,859 248,010 137 431 %
41 662:00 1,630 13,486 489,412 120,194 134 | 351 %
51 744:00 11,045 15,615 468,563 180,797 139 | 295 %
6 J1 648:00 1,273 50,949 727,648 188,153 133 | 526 %
71 744:00 14,797 114,277 1,204,308 225,493 160 | 588 %
8 11 744:00 3,585 33,947 807,019 187,872 160 | 419 %
91 623:00 1,367 9376 572,305 139,398 154 | 377 %
G 8349:00 67,785 568,366 9450432 | 2,589,278 151 | 451 %
. — R
90%
80%

70%
60%
50%

40%

30%

20%

10%
0

104 114 12A 13 24 33 44 5B5H 68 784 84 9K

o AN = AFHFEITEx 5 2T K)
® HJRREL ) — N = FEJR ONIREED / — R H3E) (10 SiEbgnt > 7' o 757 —2 10 Ei)
e —FFIR = Bl ) — RIxd %Y a TREFTSHTWDS /) — RO

X
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Gardenia (AT L G) 1BERIKR (20244108 ~ 2025491 )

1) BRSFEEICRE D — LR RIEB L OV AT A X T UREERARN

TR Y —E 2 KIE AT LI FEEF R
PRSTHAG A IR H—E AR A PRAFIRFh] FEESE L Ay | H—E AR A 2]
2024/12/02 09:00 | 2024/12/05 10:00 73:00 7L
2025/03/27 09:00 | 2025/04/03 10:00 169:00
2025/06/10 09:00 | 2025/06/13 09:00 72:00
2025/09/22 09:00 | 2025/09/26 10:00 97:00
2) P—ERRA
. vars
P—ER — -
HijF’ElEJ[h] kﬁ ﬁ]ﬁ El‘ﬁ CPU Iﬁi@@ J _}\
S IFHILh] I[N IEHIh] J—R%% FA
10 H 744:00 6,046 21,775 878,530 65,644 156 | 705 %
11 H 720:00 7,510 25,652 1,057,354 83,055 160 | 875 %
124 671:00 20,840 17,840 710,279 56,945 150 | 640 %
1H 744:00 6,137 19,396 860,558 92,036 160 | 650 %
2 A 672:00 3,462 15,317 571,753 69,664 159 | 503 %
3 H 633:00 3,109 13,529 445,108 57,982 138 | 435 %
4 A 662:00 3,659 13,975 457,358 55,239 152 | 434 %
5H 744:00 5,062 17,253 757,966 109,210 157 | 599 %
6H 648:00 4,946 12,403 658,745 51,331 147 | 619 %
7H 744:00 7,683 16,160 892,912 54,622 160 | 675 %
8 H 744:00 3914 16,171 873,024 51,509 160 | 650 %
9H 623:00 3,310 15,868 630,079 33,478 154 | 597 %
B 8349:00 75,678 205,339 8,793,666 780,715 154 | 615 %
J — FRIfE
100%
90%
80%
70%
60%
50%
40%
30%
20%
10%
0%

o HSANH = &
o I — MK =

104 11H

12/ 1M

25 3/

S EEEx 5B =2 T )
TEIE ONREED / — R A Y (10 bRy 70 v 75 —4 X0 BiH)

4/]

5H

6/]

7H  8H

® /—FRIHRK = B/ — RCd 57 a 7RFETINTNWD /) — ROEE

44 _ Academic Center for Computing and Media Studies, Kyoto University

9H




5 —FHAIC Kk SRR

—2024 FLEFH R RS S ) H—

of the high-frequency complex dynamics via a
Physical
Review E, Vol.111, No.1, pp.014212:1~6, 2025

low-frequence dynamics model :
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(1005 JnRefEH:] [4305 Jf+- 3 F EFTL Y hr=s AT F <]
1. Takashi Morita : Positional Encoding Helps 8. Yoshiro Takahashi : Precision measurement
Recurrent Neural Networks Handle a Large with ultracold ytterbium atoms in an optical
Vocabulary Transactions on Machine lattice for new boson search : The 28th
Learning Research, pp.PtnwXd13SF -, 2024 International Conference on Atomic Physics
2. Shiori Hironaka, Mitsuo Yoshida, Kazuyuki (ICAP2024) , 2024
Shudo : Comparing User Activity on X and 9. Yoshiro Takahashi : High-resolution laser
Mastodon 2024 IEEE International spectroscopy of ultracold atoms in an optical
Conference on Big Data, pp.2967 - 2972, 2024 lattice for quantum simulation and quantum
[2201 HH&> 2T LA T5 « L2 AT 4] sensor for new physics : 26th International
3. M. Fujii : Observation and Analysis of Conference on Spectral Line Shapes (ICSLS
Anomalous Terrestrial Diffraction as a 2024), 2024
Mechanism of Electromagnetic Precursors of 10. T. Ishiyama, H. Kawase, K. Ono, T. Takano, A.
Earthquakes Radio Science, Vol.59, Sunaga, Y. Takahashi: Precision Spectroscopy
No.e2023RS007888, 2024 of an Inner-Shell Orbital Clock Transition in
[2202 FRSEERF] Neutral Ytterbium Atoms : International
4. Anatoly Petukhin, Percy Galvez, Paul Symposium on Creation of Advanced Photonic
Somerville, Jean-Paul Ampuero, P. Martin Mat, and Electronic Devices, 2024
Arben Pitarka, Kunikazu Yoshida, and Kojiro 11, ALz, AR, NS, SR,
Irikura Insights into Slip-Rate Time o, LA, M SER: fyTe
Functions, Rupture Parameter Correlations, U KRS OFRFEHES OB RNIE S 7 MlE
and Ground Motions from Validated WK DHRIRER . BB 2 85 79 [BIEFEIR
Multicycle Earthquake Ruptures : Bulletin of K2 (2024 4), 2024
the Seismological Society of America, 2025 12. Taiki Ishiyama, Hokuto Kawase, Koki Ono,
5. Asano, K and T. Iwata : Source Rupture Tetsushi Takano, Ayaki Sunaga, Yasuhiro
Process of the MW 6.2 Earthquake in the Noto Yamamoto, = Minoru  Tanaka, Yoshiro
Peninsula, central Japan, on May 5, 2023 : Takahashi Precise  isotope  shift
Earth, Planets and Space, Vol.77, No.54, pp.1 - measurement of a new clock transition in
15, 2025 ytterbium atoms for new boson search : WE-
(4103 #o—f(E et - HealP)] Heraeus-Seminar 'Precision Atomic Physics
6. Kengo Nakai : Data-driven modeling from Experiments to Probe for New Physics', 2024
biased small training data using periodic 18. Alizest, JIAEsE, NP, AR, miE
orbits : Differential Equations for Data EH . RN ORSERNAEY 7 B
Science 2025, 2025 AN XD HEERER © USRS Y — 7 v
7. Natsuki Tsutsumi, Kengo Nakai, and a v 72024, 2024
Yoshitaka Saiki : Data-driven ODE modeling 14. ALZem, JIMEAC, NERRE, SRR, 5
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15.

16.

T. Ishiyama, H. Kawase, K. Ono, T. Takano, Y.
Takahashi :
of an Inner-shell Orbital Clock Transition in
Neutral Ytterbium Atoms :

Investigation of Basic Properties

International
Symposium on Creation of Advanced Photonic
and Electronic Devices 2025, 2025

Taiki Ishiyama, Koki Ono, Hokuto Kawase,
Tetsushi Takano, Reiji Asano, Ayaki Sunaga,
Yasuhiro Yamamoto, Minoru Tanaka, Yoshiro
Takahashi :

precision spectroscopy of an inner-shell orbital

Orders-of-magnitude improved

clock transition in neutral ytterbium
arXiv:2505.04154 (2025), 2025
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17.

18.

19.

20.

21.

22.

23.

[4402 %5 - VEAEYER -
24,

/INEEEAT - R - ATREEREZ Vo
ENHECOEEFA . 2015 FFREGX A 7 B
AR NEFNT 0 HAHIH G A,
2024

/NEEAT - EEEL - PEIL#E— © Lagrange &
U < EERESEAOEER R« BRRIET
A AN : AAHBREERAEA RS T
£, 2024

P RIEGE, R RS 2011 AFHCCHDT AR
R ORNIEENLE S t LB ZEDET VG
B TARAIARNT . B ARHIEREC R Bl 2024 4F
RETHE, 2024
PO _RE, R o RS ORFRIZ IS
BUDHCEIOE . AR FRE 142 1]
AR, 2024
JURBEN, BRIED, @A . Stably Stratified
Layerin Mercury’ s Outer Core: Insights from
Axial Symmetry of its Intrinsic Magnetic Field
and the Lowes Radius : H AHERECE R FHA
2024 FE R, 2024
SN, RS, @A . RBBRDVKRR
AW G2 D58 . XA TEV I al—rs

AN X BN . HEREME - HEREEESRS,
2024
P R, RS AR ORISR R

BIDEBI SO . BARHEKERER s
2025 R T, 2025
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Seika Tanji, Tetsuya Takemi,
Dua:

Guangdong

Impacts of building modifications on the
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25.

26.

217.

turbulent flow and heat transfer in urban
surface boundary layers : J. Wind Eng. Ind.
Aerod., Vol.254, No.105906, 2024

Seika Tanji, Tetsuya Takemi, Guangdong
Dua: Impacts of building modifications on the
turbulent flow and heat transfer in urban
surface boundary layers : AGU fall meeting
2023, 2023

Seika Tanji: Estimating the effect of snowdrift
formation on turbulent airflow and subsequent
snowdrift around three types of fences : J.
Wind Eng. Ind. Aerod., Vol.261, No.106089,
2025

Seika Tanji : Estimating the effect of pre-

existing snowdrift on turbulent airflow and

subsequent snowdrift in the numerical
simulation : EGU General Assembly 2025,
2025

(4601 #3L7 Y]

28.

29.

30.

31.

32.

33.

Ravindra Krushnaji Raut, Satoshi Matsutani,
Fuxing Shi, Shuta Kataoka, Margareta Poje,
Benjamin Mitschke, Satoshi Maeda, Nobuya
Tsuji, Benjamin List : Catalytic asymmetric
fragmentation of cyclopropanes : Science,
Vol.386, No.6718, pp.225 - 230, 2024

Lily M. Hunnisett et al. : The seventh blind
test of crystal structure prediction: structure
generation methods : Acta Cryst., Vol.B8O0,
pp.517 - 547, 2024

Lily M. Hunnisett et al. : The seventh blind
test of crystal structure prediction: structure
ranking methods : Acta Cryst., Vol.B8O0,

pp.548 - 574, 2024
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Classification of the HCN

isomerization reaction dynamics in Ar buffer

Shinnosuke Kawai :
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35.

gas via machine learning : The Journal of
Chemical Physics, Vol.159, No.12, pp.124116 -,
2023

Shinya Kimura, Kurea Adachi, Yoshiki Ishii,
Tomoki Komiyama, Takuho Saito, Naofumi
Nakayama, Masashi Yokoya, Hikaru Takaya,
Shiki Yagai, Shinnosuke Kawai, Takayuki
Uchihashi,
Molecular-level the

supramolecular gelation mechanism of urea

and Masamichi Yamanaka

insights into
derivative : Nature Communications, Vol.16,
No., pp.3758 -, 2025

Shinnosuke Kawai, Mikako Kuni, and
Kazunori Sugiyasu : Regression Analysis for
Nucleation—Elongation Model of

Supramolecular Assembly: How To Determine
The dJournal of Physical
Chemistry B, Vol.122, No.41, pp.9592 - 9604,
2018

Nucleus Size :

[4602 A7)

36.

37.

Yamanaka, K.; Moritake, M.; Takahashi, H.;
Tsue, H.
Crystallography of Gas Sorption State as
Realized through the De Novo Development of
a Novel Crystal Mount : Cryst. Growth Des.,
Vol.24, pp.9433 - 9439, 2024
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Streamlined In Situ X-ray
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39.

40.

Guoqging Cheng and Naoki Komatsu
Diameter-selective extraction of single-walled

carbon nanotubes by interlocking with Cu-

tethered square nanobrackets : Beilstein
Journal of Organic Chemistry, 2024
Kota Tanaka, Guoqging Cheng, Tomoteru

Nakamura, Ken Hiraoka, Hiroshi Tabata,
Osamu Kubo, Naoki Komatsu, Mitsuhiro
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Single-Walled Carbon Nanotubes Interlocked
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Nanobrackets : ACS Applied Nano Materials,
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Kohno, Yasumasa Tomita, Kiichiro Totani :
Stepwise self-organization of hydrogen-bonded
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Commun, No.61, pp.11939-11942., 2025
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Yuzhe Zhang,

Nishimura, Hiroshi Imahori :

Tomohiro Higashino, Issei
Umbrella-
Shaped m-Terphenyls for Highly - Extended
Planar Dyes toward High-Performance Dye-
Sensitized Solar Cells ACS Applied
& Interfaces, Vol.16, No.49,

pp.67761~67770, 2024

Materials
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44.
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Complex Consisting of Proximally Arranged
Two d10-Zinc Centers : Angew. Chem. Int. Ed.,
Vol.62, pp.e202310571 -, 2023
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of Heavier Congeners on the Structural and
Photophysical Properties of Visible-Light-
Absorbing Dinuclear Complexes of Group-12
Eur. J. Inorg. Chem., Vol.28,
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Light Responsive Dinuclear Zinc
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cluster with short Ag-Ag distances exhibiting
red emission : Chem. Commun., Vol.61,
pp.4391 - 4394, 2025
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Oda, A.; Sawabe, K.; Satsuma, A. : Reversible
Multi-Complexation of CO2 to Alkaline Earth
Metal Ion-Pair at 400 Ppm and 298 K: Angew.
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48. Kazuya Kobayashi,
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Sakka : Effect of Ion-Specific Hydration
Forces on the Stability of Water Films on
Calcite Surfaces : Langmuir, 2025
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49.

M. Nishikawa, K. Yamada :

analysis of CFRP composite laminates under

Theoretical

compression with small ply angle change using
Thin-Ply composites : Proc. American Society
for Composites 39th Annual
Conference (The 20th US-Japan Conference on
Composite Materials), 2024

Technical

[5004 FRAAT2]

50.

Masaki Inagawa, Toru Miyoshi, Tomoki Ito,
Kizuku Kurose, Ueno,

IMPREGNATION OF VISCOUS FLUID
INTO WOVEN FIBER BUNDLES CON
FINED BETWEEN PARALLEL PLATES :
45th COSPAR Scientific Assembly 2024

(international conference), 2024
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[5005 24 T%]

51. Ryuto Yamasaki, Yuki Matsunaga, Yuki Akura,

52.

53.

54.

Masaki Shimofuri, Amit Banerjee, Toshiyuki
Tsuchiya, Jun Hirotani : Flexible 3w sensors
on submicron-thick parylene substrates for
thermal conductivity measurements of liquids
and soft materials : Applied Physics Letters,
Vol.126, No.1, 2025

T. Taniuchi, Y. Guo, M. Kishimoto, H. Iwai :
MOLECULAR DYNAMICS STUDY OF
H20/CO2 CO-ELECTROLYSIS USING
SOEC: SURFACE DIFFUSION AND
ADSORPTION IN Ni-YSZ COMPOSITE
CATHODKE : the Third Asian Conference on
Thermal Sciences (ACTS 3rd), 2024
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33 [5] SOFC w7tas#ss, 2024

Yuting Guo, Taiyo Taniuchi, Sora Nozaki,
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Masashi  Kishimoto, Hiroshi

Experimental and molecular dynamics study

Iwai

on the reaction characteristics of methane-
ammonia mixed fuel on SOFC anodes :
International Journal of Heat and Mass
Transfer, Vol.244, pp.126947, 2025

[5202 & T2 - HIFE T - HEFFEFL T %)

55.

Riichi Sugai, Reika Nomura, Shuji Moriguchi,
Extended B-spline-based
mixed material point method stabilized by the

Kenjiro Terada :

variational multiscale method for compressible

and nearly incompressible hyperelastic

materials :  Advances in Computational
Science and Engineering, Vol.4, pp.85 - 118,

2025

[5204 A& TARRF]
56. MR, JRHESR, BEMCE . PEIRICHE D it

57.

58.

59.

MFIATEE T 2 BRSO DEM-MPSTAIZ X %
Mt o EARFEWCE RFESGERE LY,
Vol.80, No.17, 2024

Tazaki, T., Harada, H., Gotoh, H : Dynamics
of bedload transport under run-up wave by
gravel resolved scheme based on 3D DEM-
MPS coupling : Advances in Water Resources,
Vol.193, 2024

Tazaki, T., Harada, H., Gotoh, H : Coherent
turbulent flow structure under plunging
breaker on movable grain bed simulated by 3D
DEM-MPS method : Coastal Engineering
Journal, Vol.66, No.4, 2024

(5401 & J@#1:]
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