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Job | Method | Titie | Link0 | General | Guess | Solvation |

Calc. Level
(C— |
—_—
Polarization/Diffuse/Aug- RN
Chargeo | spin

l Add to #_line ‘ ‘ Save InputFile l Run Gaussian job

l Add to last_line H Show Input File ‘ Run
_QChem | Gaussian | GAMESS | MOPAC | Estimation | NN_Learning |

3 Gaussian AHh7 7 1 JULER AEE

-
Gaussian Input File: Ethanol.gjf u

%chk=C:tmp\Ethanol.chk =]
# HF/STO-3G Opt gfprint pop=full

- Commentline - Molecule 1

01

C 3776814 -2.2081656 -0.6684848
C 5.161933 -15254424 -0.73285474 il
0 6.260591 -2.446729 -0.5411038

H 3.6448376 -2.6283915 0.38659233

H 2.9654112 -1.4447185 -0.85254335 bl
H 3.6985593 -3.0438423 -1.410368 |
H 5271195 -1.0967958 -1.8422992
H 5217796 -0.68498033 -0.030523285
H 7.1658797 -1.9381255 -0.6243021

-

[ overwrite | [ close |

4 Gaussian AAZ7 71 IV
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] information: ETHANOL

“ Il ) pisplay MO:ETHANO! o’

‘Gaussian Output File
# HE/STO-3G Opt gfprint pop=full
Charge = 0 Multiplicity = 1

Step number 2 out of a maximum
SCF Done: E(RHF) = -152.132
Step number 3 out of a max
SCF Dome: E(RHF) = -152.132670!
Step number 4 out of a maximm of 43
SCF Done: E(RHF) = -152.132674774

Step number 5 out of a maximum of 43

Geometry optimization.

A.U. after

SCF Dome: E(REF) = -152.118344911  A.U. after
Step number 1 out of a maximm of 43
SCF Done: E(REF) = -152.131880247  A.U. after

A.U. after

A.U. after

5] ETHANOL: Eneray Surface

152,12
ETHANOL 1521200

-152.1225

152.1250

-152.1275

Energy(Hartree)

152.1300

1521325

1 2 3
Step number

— ETHANOL

4

Current No. 13
Energy Level (a.u.): 035326
Energy Level (eV): 9613

Isolevel [0.03

Grid Points |55 |

5 Gaussian H717 7 1 IVERIRHER

6 IFL5%F0OHOMO
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Wi | T,=198+3XA,

il T=122+X A

| To=T, [0.584+0.965% Ay
Vi R (A 2771

P,=(0.113+0.0032n, - % A,) 2

WS ¥nA=ET 8

WRAAR | V.=175+2 Ay
5] Joback: Functional Groups for tetralin o X
CH3 [ -CH2- >CH- >C< =CH2 =CH- =C< == =cH =
0 0 0 o 0 0 0 0 0
-CH2-{ring)| >CH-{ring) | >C<(ting) | =CH-(ring) | =C<(ing) | -F -Ci Br - [OH(alcohol
4 0 0 4 2 0 0 0 0 o

-OH(phenol)  -O- -O-ring) | >C=0 [>C=0(ting)|0=CH-(ald..|-COOH(aci.|-COO-(est..| =O(except)| -NH2
o o o 0 0 0 o o o o

NH- | -NH-ring) | >N- N= N=(ring) | CN -NO2 -SH S -S-(ring)
o 0 0 0 o

o 0 o o o

8 Joback A THIHAFIRER 7 Z T 4> b

— —
5] Joback: Prope ion 2 iiiiem N
|__| Molecule | Bp(K) | Fp(K) CH(K) Cp(b) Cv__|Edmister|Lee-Ke... Yen-. Vetre
| X |acetylene 216.4] 99.64)367.28...| 61.611. 109.5/ 0.0964...[ 0.0996...| 0.56...| 4251.6...[~ |
X i 198.0/ 1220|339.04..[78.314. 17.5/0.1359..[ 0.1334..| 5.01..{4115.4._|—
X |anthracene | 589.34| 351.38)843.17..| 32.4303| 5555/ 0.4977..| 0.5167..| 1.04...| 13443,
X [benzene 358.38| 170.78| 569.70...| 47.693. 263.5/0.2157..| 0.2167... 0.85...[ 7336.6.

[

cyclobutane 306.6/ 153.0/493.71..|50.015. 2095/ 0.1891.../ 0.1900...| 0.75. 6213.8)
cyclohexa. 360.9| 168.5|565.40..[41.302. 305.5/0.2178...| 0.2213.. 0.78... 7249.0..
|cyc|npen( 333.75| 160.75|529.97... 45.346. 257.5(0.2033...[ 0.2054...| 0.77..| 6732.2..|=
ycloprop. 279.45| 14525/ 456.58...| 55.443 161.5/0.1752...| 0.1750... 0.72... 5693.3.
lecalin_cis | 458.76| 223.76| 680.80...[ 30.256. 477.5/0.3061...| 0.3168... 0.90...9283.7.
X |decalin_tr. 458.76| 223.76| 680.80...[ 30.256. 477.5/0.3061../ 0.3168...| 0.90...|9283.7.
X [fluorene 563.03| 342.87/810.67...| 33.762.. 521.5/0.4836...| 0.5004...[ 1.01... 12821.

>

x|x
e

X 270.24|  158.9| 436.47...[ 69.909 99.5/0.2810...| 0.2739..| 0.80... 6040.3..|—
X [formic_acid| 367.09| 277.5|561.23..[71.696. 106.5| 0.4989...| 0.4937..| 1.31..|9247.0

X [furan 336.14| 177.57|539.29..| 56.873. 1945/ 0.2403.. 0.2378...| 1.03...|7151.3,

X |h3pod 476.64| 255.35|636.28..[ 102.85 101.5| 1.5675...| 1.6594...| 3.00...[ 18826

X |hel 236.13| 135.55|397.51...| 68.188.. 75.5/0.1462...| 0.1448..| 1.24..(4854.1..,

X |hen 323.66) 181 BQ| 514.23..| 59.629. 108.5/0.2881..] 0.2840..[ 0.75..[7124.7_| ~|

9 YHHERR
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[ Joback Method | PVT | Neural Estimation
First Molecule

Molecule

Mol Ratio

Exp. Boiling P.
Second Molecule

Molecule

Mol Ratio

1LY

Exp. Boiling P.

Q-Chem GAMESS

| WOPAC | Estimation | NN_Learning |

10 PVT $REF 8 A E B

=]

= 3
Bev 5 G

100.0MPa F

Pressure -

10.0MPa |

10MPa |

0.4MPa PETEETETY EERRRTITT BRI BRSNS N
i 0.00001 0.0001 0.001 0.01 0.1

Mol Volume [m3/mol]
Tempfrom 8000 Kto 2500  Kstep 50.0
Tc=394.4038
Pc=51381226
Vc=1385

11 PVT R -FEER
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