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Latest: 24 properties implemented (2023/12/27; version 0.2.8)
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BEXH:

[1] Ikebata et al., J Comput Aided Mol Des 31, 379-391 (2017).
[2] Yamada et al., ACS Cent Sci 5, 1717-1730 (2019).

[3] Aoki et al., Macromolecules 56, 5446-5456 (2023).

[4] Minami et al., Adv Neural Inf Process Syst 30 (2023).

[5] Hayashi et al., npj Comput Mater 8, 222 (2022).

[6] Wu et al., npj Comput Mater 5, 66 (2019).

[7] Liu et al., Adv Mater 33, 2102507 (2021).

[8] Liu et al., Phys Rev Mater 7, 093805 (2023).
[9] Uryu et al., Adv Sci 11, 2304546 (2024).
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Input: SMILES, polymerization degree,
temperature, etc.

Equilibration simulation (LAMMPS)
NPT, 300 K, 1 atm, up to 50 ns

# Thermal conductivity 4 Glass transition temperature repeating unit by the ETKDG method
& Thermal diffusiity 4+ Abbe's number
# Density + Onder parameter
+ Radius of gyration 4 Dielectric constant Conformation search of a repeating unit Reaching Ne
# Specific heal capacity Cp 4 Dielectric loss tangent by DFT calculation (Psid) equilibrium
# Specific heat capacity Cv # End-io-end distance state?
# Compressibility (isothermal) 4 Solubility parameter Yo
# Isentropic compressibiity % Polarizability (monemer) Calculation of electronic properties s
& Bulk modulus (isothermal) # Dipole mement (manomer) of a "Pﬂﬂﬂs unit b’ m{hu]
Calculation of physical properties
# |sentropic bulk modulus from equilibration MD
# Self-diffusion cosfficient
# Themal expansion coefficient Generation of a polymer chain by self-
& Linear expansion coefficient e 0 xecl s Ve Non-equilibrium MD (NEMD) simulation for
#® Diclestric constant (static) thermal conductivity (LAMMPS)
# Refractive index mh of f field pa of MVE, 1 ns
‘fi GAFF2
T
L‘:‘m‘ ’ f“"% Ganeration of a simulation call Mm“gmu"n' 'm'""mu" ctiuity
d,, n (amorphous)
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%9 (Robert Adler).

2: SHMWES (%)
EFDIIAN—
TavEks (R

P A

WE 2K ICHER IS, T b b IEAT BB R s -8
B LCRERMME AL D SR E & RS BATOFR A
THHZENTET T BARNE. 7A=Y a VG0
IVATAF PO WA Z IR T LR TEE T,
R4 T — B

2
EX(T)] = ) ¢i(T)Z2—(v). ©

=0
TRLEii3A A 7 —REEE Jidh
LT XO BT IADYHFFTIV

%08 2 00 1ee

I—VLIERKE H TR DOEE B
CEoTHEINT T, (11,811 X(0) A8

ST THEHEIEATADEA, 3, 4 A ZE T
Ei()ZiliE BB TR E L7,

W XEHIEFETOFIA

X&) AN TOA VA RIEHZ{FELE T, 22T
YR ETORMHERMALE T,

X3 DM AL ELECTHERR L7 7y AR () &
A AR () PR SR VIZ B v € (—4, 4) 12Hf
FTHRIIAN =Y a v EEDOERIAS—H ) L. AT
PEOREDD L TORGBMCFL Y V) T, il c2o0
WA TEBE 23 % DIE A7 2D EDRDIZ L HD DT,
SO X ITEEAR ML L FEF R OILBIC Ko T R FEH
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Ao AR
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s (Copyright PLANCK)

PEREVZOHWOZZORBB LY IaL—Yarvifrbh
TVETH ZFREBEFIGERIATIOH DT, 2D
FHE 3, 4 MU BB B2 T 22 B B 4 3K (10, [3]) TR
BWRETH DI LD FEL ([2], K5).
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2EXHk [1] Satoshi Kuriki and Takahiko Matsubara. Asymptotic expansion of the expected minkowski functional for
isotropic central limit random fields. Advances in Applied Probability, pp. 1-25, 2023.
[2] Takahiko Matsubara, Chiaki Hikage, and Satoshi Kuriki. Minkowski functionals and the nonlinear perturbation
theory in the large-scale structure: Second-order effects. Phys. Rev. D, Vol. 105, p. 023527, Jan 2022.

[3] Takahiko Matsubara and Satoshi Kuriki. Weakly non-gaussian formula for the minkowski functionals in
general dimensions. Phys. Rev. D, Vol. 104, p. 103522, Nov 2021. Ty i
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