HPCY AT LX Gaussian AFgA—)L=a21—X
[GaussianFtREITS—x - D]

HIFRLC

SYSTEMS

FOREE: AFHEEICETSIIS—

LE OEUETIE, D EICB#E T35 — 2OV TRABLET, LEFEN Overlay 1 $L<IE
Overlay 2 CTI<IEESTLESTGE ARV AR TRITIVUL, ZOREOIZEAETFAL 7Y N CATE Y]
Ry RS Z 52 - 22128 Db DT, K2 ONIOM 33 TlEsy FHEEDHE E HIEICHIK NS N2
ST TETHEEL LIRS TTOT, EENLETT,

(9-1) o THEEDREFIEICET =T —
T, DT HIEORE CTHINERTT—0, TOIHRHEDTT,

Bofe AT )
#P B3LYP/6-31G(d)

What happens?

01

C 0.00000000  0.00000000 -0.53964037
0 0.00000000  0.00000000 0.68767663
H 0.00000000  0.93940400 -1.13178537
H 0.00000000 -0.93940400 -1.13178537
TR N

Charge = 0 Multiplicity =1
Symbolic Z-Matrix:

C 0. 0. -0.53964
@) 0. 0. 0.68768
H 0. 0.9394 -1.13179
H 0. -0.9394 -1.13179

End of file in ZSymb.
Error termination via Inkle in /usr/local/g09/110l.exe at Tue Nov 19 18:10:54 2013.
Job cpu time: 0 days 0 hours 0 minutes 1.1 seconds.

— R ATV RDENTH RS TR IT R WIDIC R ZDDIZ, EHLTDOTLEY ? =7 —Ayb—T %5
iRl TZSymb DFEAHIAFHNIT 7 ANV DRBIZEELTZ 1 EHY, 2, EDZEITE2A T VD
KEBIZANWENTIENRKN THLHZEEEWLET, 7000 B DFEAAIAAIL, ZE1TIZE S
THE TSNR2T 2B DI, ZNEVENI 7 7ANVDO KRB K CLESTZZEIZLD=T7— T, 3
BB CTHIRANFELZN, ZOINCHRBEDOEITIIEIKENRETTOT, +oERL TR,

iz, oy TAEETR E CTHO N B RIENEL T,

(1) ERDEFEEOERENTETED, HDHWNITER->TND
(2) LAFOIH7ANm@b7etkaAnfEESILTn5D
-180 FZLL LoD fiE
-ADfE
-0 1239 E %M1 (0.0003 LL T)
(3) JEAEIZHEEAE R ESI TV
(4) REZROHEIE RTA—EZBHNLILTND

RENFEFTONET,
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PLUTFC, %500 BARGIZ R CAEL I,

Fosed T )
#P B3LYP/6-31G(d)

Specifying coordinates with integers

01

C 0 0 -0.53964037
0 0 0 0.68767663
H 0 0.93940400 -1.13178537
H 0 -0.93940400 -1.13178537
TR

Specifying coordinates with integers

Charge = 0 Multiplicity =1

Symbolic Z-Matrix:

WANTED A FLOATING POINT NUMBER AS INPUT.
FOUND AN INTEGER AS INPUT.

C 0 0 -0.53964037

)

Error termination via Lnkle in /usr/local/g09/1101.exe at Thu Sep 19 13:40:28 2013.
Job cpu time: 0 days 0 hours 0 minutes 0.3 seconds.

BRI, R AR A B CTE 2 CLEa 22 tilk DT — T, =7 — Ay —IZTWANTED A
FLOATING POINT NUMBER AS INPUT. | EHDET I, £ TOEZBIIN T ERETE L RITRVE
A,

F£7- Gaussian Tl BEAEZ — BEKTH 2 00T OEHIEEZRATIIE T EGEERET5
TENTEET(ZOHEF, PIZITAEE D LT HOEXTEHETHR 2 EIEF]) 23, 2O, JEIEEE
IEZRATII L2 ENSE, REBEOEE TA—F | LAMESh, =F7—L220ET, LI TORI T,
53T EEREFR B D 447 B (card 4) D 27 B O £ (angle beta) ICR EZR DL 5 03HD | EVVHITT— Ay —
U AENTERY, FEEE, A8 Dheoh | 1EZRALEN TWAZENDMYET,

oA
#P B3LYP/6-31G(d)

Undefined parameters

01

C

0 1 Rco

H 1 Rch 2 Ahco

H 1 Rch 2 Ahco 3 Dhcoh

Rco 1.22732
Rch 1.11046
Ahco 122.225
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TR

Charge = 0 Multiplicity =1

Symbolic Z-Matrix:

C

O 1 Rco

H 1 Rch 2 Ahco

H 1 Rch 2 Ahco 3 Dhcoh 0
Variables:

Rco 1.22732

Rch 1.11046

Ahco 122.225
Constants:

Undefined symbol, angle beta, card 4.

Error termination via ILnkle in /usr/local/g09/110l.exe at Tue Jan 28 10:04:37 2014.

Job cpu time: 0 days 0 hours 0 minutes 0.3 seconds.

ZOM, =7 —TEIEL2WE DD, 2—HFDOEXIER D5 THEE THAENES TNDHENIZEL LKL
FZVET, BMERRHAELZCTOICH, FHEBBER IO TREDOHBEITORE T,
FFIZ, Gaussian 2358k L7 SRERTFRMEDIAY [ 2 —F OB KBV 272> TDD, RFREDNDE 2 TRIL
HOGHELP P 0 THHREREE ST A—FNA Y ZZEI 2o TODRE T, ST F =L EL LD,

INHEOF VA X, TN w7 7 A ClStand | 2R T 4UE, BEHICRDOTHZENTEET,
TEIIANV LT VT EROERE T TN hOFI TN, ZOFE TIIS TE2EB AL Cu R THR-> TN
ZEBRDIET,

TR
Distance matrix (angstroms) :
1 2 3 4
1 C 0.000000
2 0 1.227317 0.000000
3 H 1.110457 2.047663 0.000000

4 H 1.110457 2.047663 1.878808 0.000000
Stoichiometry CH20
Framework group C2V[C2 (CO),SGV(H2)]
Deg. of freedom 3

Full point group cz2v NOop 4
Largest Abelian subgroup c2v NOop 4
Largest concise Abelian subgroup C2 NOop 2

Standard orientation:

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 6 0 0.000000 0.000000 -0.539640
2 8 0 0.000000 0.000000 0.687677
3 1 0 0.000000 0.939404 -1.131785
4 1 0 0.000000 -0.939404 -1.131785

Rotational constants (GHZ): 284.1170188 37.5107865 33.1359810

(9-2) ONIOM FHEIZHIT A0 T HEE DI E HFIEICET =7 —

ONIOM FHEIZEB T Z-matrix TERTH FHEEE 52 554 . 417 B IO BATIZEBEE 0 DI EDN
WETHY, el T7—L20Ed,
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HELW 2T b

#P ONIOM= (B3LYP/6-31G(d) :HF/STO-3G)
Valid ONIOM input with the Z-matrix
010101
C
C 1 1.617
F 1 1.369 2 109.47
F 1 1.369 2 109.47 3 120.0 0 IowH1
F 1 1.369 2 109.47 3 -120.0 0 IowH1
H 2 1.107 1 116.0 3 0.0 0
0 2 1.266 1 122.0 3 180.0 0
o/ T
#P ONIOM= (B3LYP/6-31G(d) :HF/STO-3G)
Invalid ONIOM input with the Z-matrix
010101
C
C 1 1.617
F 1 1.369 2 109.47
F 1 1.369 2 109.47 3  120.0 IowH 1
F 1 1.369 2 109.47 3 -120.0 IowH 1
H 2 1.107 1 116.0 3 0.0
0 2 1.266 1 122.0 3 180.0
TR

Charge = 0 Multiplicity = 1 for low level calculation on real system.
Charge = 0 Multiplicity = 1 for high level calculation on model system.

Charge = 0 Multiplicity = 1 for low level calculation on model system.
Symbolic Z-Matrix:

C

C 1 1.617

F 1 1.369 2 109.47

WANTED AN INTEGER AS INPUT.
FOUND A STRING AS INPUT.
F 1 1.369 2 109.47 3 120.0 Low H1

?
Error termination via Lnkle in /usr/local/g09/1101l.exe at Wed Nov 20 11:41:54 2013.
Job cpu time: 0 days 0 hours 0 minutes 46.3 seconds.

Wi, Z-matrix @ 1~3 1THIZ 0 ZfF5Ex=T7—L720 T, ONIOM DA 7 NCRRZ(IE Layer Z+5
ELRWEA 1T High Layer EL CHbNVET 0D, ZOZ 81T HE AR, Z-matrix FEROFHI D 3 R+
IXHE1Z ONIOM ? High Layer 2L T#io1. Low Layer < Middle Layer {Z38ETBILITTERNE
VIO EEERLET, LIz3-> T, Z-matrix Z V72 ONIOM FHRAETTHEA L, O EDIAEIC
HEEL TR,
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FAofeA T
#P ONIOM=(B3LYP/6-31G(d) :HF/STO-3G)

Invalid ONIOM input with the Z-matrix

010101
C

C 1 1.617

F 1 1.369 2 109.47 0 IowH1
F 1 1.369 2 109.47 3 120.0 O TowH 1
F 1 1.369 2 109.47 3 -120.0 O ITowH 1
H 2 1.107 1 116.0 3 0.0 0

O 2 1.266 1 122.0 3 180.0 0
TR A

Charge = 0 Multiplicity = 1 for low level calculation on real system.
Charge = 0 Multiplicity = 1 for high level calculation on model system.
Charge = 0 Multiplicity = 1 for low level calculation on model system.
Symbolic Z-Matrix:

C

C 1 1.617
Unrecognized atomic symbol: Low

Symbol not recognized in MSubst.
Error termination via Lnkle in /usr/local/g09/1101.exe at Wed Nov 20 11:44:58 2013.
Job cpu time: 0 days 0 hours 0 minutes 23.2 seconds.

— 7, Cartesian JEAZ 20T ONIOM G5 Tl EDNEFE CTEDJE 1% Low Layer |25 E L TH D
DER A, 72771 Z-matrix TR OBEEE Y, Cartesian FEAED RS 1. FATOREEIEEDHIZ 0 ZHET
HETT7—L20ETOT IRELLAWVIDITEEL TRV,

HELU Tk
#P ONIOM:(BBLYP/6—31G(d):HF/STO—3G)

Valid ONIOM input with the Cartesian coordinates

010101
C -1.326844 0.000000 -0.773501 Iow H 2
C 0.083339 0.000000 0.017313
F -1.119525 0.000000 -2.126507 Low
F -2.060872 -1.110900 -0.440657 Low
F -2.060872 1.110900 -0.440657 Low
H 0.019372 0.000000 1.122486
0 1.183327 0.000000 -0.609024
oS Tk

#P ONIOM= (B3LYP/6-31G(d) :HF/STO-3G)

Invalid ONIOM input with the Cartesian coordinates

010101

C -1.326844 0.000000 -0.773501 0 ILow H2
C 0.083339 0.000000 0.017313

F -1.119525 0.000000 -2.126507 0 Low

F -2.060872 -1.110900 -0.440657 0 Low

F -2.060872 1.110900 -0.440657 0 ILow

H 0.019372 0.000000 1.122486

0 1.183327 0.000000 -0.609024
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(9-3) FOB/RFLAL L L EFED RIS

F2EEE THMITLELTD ROEREAL L ZHEDMAEDEIIAESRHLHL, =7 —TILE
D\i-ﬁ—o

oA T
#P B3LYP/6-31G(d)

Invalid combination of the charge and the multiplicity

+11

C 0.00000000  0.00000000 -0.53964037
0 0.00000000  0.00000000  0.68767663
H 0.00000000  0.93940400 -1.13178537
H 0.00000000 -0.93940400 -1.13178537
TURZ P

The combination of multiplicity 1 and 15 electrons is impossible.
Error termination via Lnkle in /usr/local/g09/1301l.exe at Thu Jan 31 16:02:42 2013.
Job cpu time: 0 days 0 hours 0 minutes 0.3 seconds.

I THER T REROIT ONIOM FHHEOEE T, Real & (21£%) -Model 5= (5843 %) Dl 7123\ T
ROFEMEAL L ZBEEITFRESENRLEN TR AUTRD EH A, ONIOM FHE DA 7 N Tid, Real %
(k5B Low level) . Model % (High level) ., Model 3% (Low level) DJEfF CEREAL L L EED T %3
FFT THRETDHERHVET D, LZTRET S, R TORTHRUEBMEAL U ZEESEHAIN
E3

LT OFEHICIE, REROBERMEAL L S EE TS MENEN TOET A (ST ONIOM &
B CRITIUITRIEHD EEAD) . Model % G5 R) CREGNEILIH, =7 —L720FE T,

oA T
#P ONIOM=(B3LYP/6-31+G(d) :HF/STO-3G)

Invalid combination of the charge and the multiplicity in ONIOM calc.

01

N 0.00000000 0.00000000 0.70188990

0 0.00000000 1.09664960 0.02677244

0 0.00000000 0.00000000 1.92461490

0 0.00000000 -1.09664960 0.02677244

Na 0.00000000 0.00000000 -1.88510211 Low
TORZ b

Charge = 0 Multiplicity = 1 for low level calculation on real system.
Charge = 0 Multiplicity = 1 for high level calculation on model system.
Charge = 0 Multiplicity = 1 for low level calculation on model system.
(1)

The combination of multiplicity 1 and 31 electrons is impossible.
Error termination via Inkle in /usr/local/g09/1301l.exe at Tue Jan 28 17:10:36 2014.
Job cpu time: 0 days 0 hours 0 minutes 7.7 seconds.
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L7z >TLL FDEHIZ, Real %, Model ZZNEIUTK L CTIELL B EAY VL EEZAREEL TeHA
EUUES VIR

HELW b
#P ONIOM=(B3LYP/6-31+G (d) :HF/STO-3G)

Valid combination of the charge and the multiplicity in ONICM calc.

01 -11-11

N 0.00000000 0.00000000 0.70188990

O 0.00000000 1.09664960 0.02677244

0 0.00000000 0.00000000 1.92461490

0 0.00000000 -1.09664960 0.02677244

Na 0.00000000 0.00000000 -1.88510211 Low

ARIOWAIZLL LT, KIEl (BB 10MEIELR) Tk, TEEEREGEEICBEdT =7 — | 2 MBS L £7,

VWARA= V=2 —AONEIT MERE L ED . AR — L= B fSh TBYET, BENE
DTFARRL TR T DM T o — b ToTBVET O T, LAUTHIEZTERZBTE T3V,

http://www.hpc.co.jp/gaussian_nyumon.html
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