Craptupane Ha nzuuciicHa Ha CC2 HUBO C

TURBOMOLE 7.6

(KpaThbK HAPBHYHMK)



PABOTHU CE B TEPMHUHAJIA HA LINUX nin KOMAHJHUSA IMTPOMIIT HA
WINDOWS!!!

3aBCAKO M3YMCICHHE C€ Ch3JlaBa OTAENHA JUPEKTOpUs U B HES C€ MPUrOTBAT
HeoOxonumuTe (aiinose 3a nzunciaeHusTa. Hanpumep nupexropusara Test.

Crbnka 1). B mupekropusara Test ce mocTaBs ¢aiil ¢ IeKapTOBUTE KOOPIUHATH HA
MosiekynaTta. Hanpumep ¢aiin geom, koWTo TpsiOBa Aa uMa cieaHus popMmar:

16 (Opoii Ha AaTOMUTE B CHEIUHECHHUETO)
(mpaseH pen)

N 1.107464760 0.498062415 0.024499344
C 1.311410760 -0.870040585 0.027999344
N 0.323264760 -1.756500585 0.038100344
C -0.910417240 -1.166053585 0.027502344
C -1.246141240 0.205522415 0.033925344
C -0.178353240 1.184905415 0.030373344
N —2.629677240 0.379485415 0.033755344
C —3.122154240 -0.849167585 0.028155344
N —2.124887240 -1.829727585 0.025047344
N 2.626455760 -1.317156585 -0.043801656
o] -0.199095240 2.417393415 0.025704344
H —-4.181773240 —-1.109641585 0.026480344
H -2.246862240 -2.840980585 0.019591344
H 2.722083760 -2.317460585 0.130289344
H 3.345408760 -0.747018585 0.400410344
H 2.670476240 1.740612585 -0.089799344

Crpnka 2). C nmomornrra Ha mnporpamaTta x2t ce NPUTOTBS BXOACH (ail (Hampumep
coord) ¢ KoopauHaTH BbB (popmaTta 3a Turbomole kaTo ce U3MbJIHN KOMaHaTa:

Cw3naBa ce (aiin coord, KOWTO M3TIICK/IA:

x2t geom > coord

$Scoord
2.09280508907441 0.94120155731970 0.04629705039299 n
2.47820717328734 -1.64413842295919 0.05291109182918 c
0.61088186214288 -3.31930504339495 0.07199921541403 n
-1.72043924273769 -2.20352192228804 0.05197189794524 c
-2.35486565620155 0.38838107682168 0.06410960884372 c
-0.33703877703965 2.23914671793604 0.05739730164905 c
-4.96936977976179 0.71712350263995 0.06378835540253 n
-5.90001643243912 -1.60469416955987 0.05320588910463 c
-4.01545492931195 -3.45768401832292 0.04733262030929 n
4.96328206484583 -2.48906520889736 -0.08277313364507 n
-0.37623547631664 4.56821148982381 0.04857417037317 o
-7.90240613888895 -2.09691869214565 0.05004059784588 h
—-4.24595427336318 -5.36867523102910 0.03702227457333 h
5.14399279469155 -4.37936581026502 0.24621117711715 h
6.32190633132390 -1.41166053565548 0.75666588762719 h
5.04646871592040 3.28928107472689 -0.16969616633106 h
Send

Crpnka 3). 3a npuroTBsiHe Ha ocTaHaUTe (aioBe B JUPEKTOPHITA CE CTapTUpa
nporpamara def ine, KaTo ce U3MbJIHSABA KOMaH IaTa.

defi

ne

1! TIporpamara de f ine Moxe
Jla ce MPEKbCHE 10 BCIKO BpEMeE ¢
KOMOMHAIUS OT KJIaBUILIUTE:
<Ctrl>+C




3ape>1<z[a CC IIporpamara, KOsATO 3a11o4Ba C:

define (s1051) : TURBOMOLE rev. V7-6 19 Oct 2021 at 10:10:11 compiled Oct 19th 2021
Copyright (C) 2021 TURBOMOLE GmbH, Karlsruhe

"coord" 18L, 1180C

1,1 All

2021-12-19 11:11:12.768

HOST NAME = s1051
OPERATING SYSTEM = unix
STANDARD BASIS SET LIBRARY = /home/id3468/xtrastorage/TURBOMOLE//basen/
ALTERNATE BASIS SET LIBRARY = /home/id3468/xtrastorage/TURBOMOLE//basold/
LIBRARY FOR RI-J BASIS SETS = /home/i1d3468/xtrastorage/TURBOMOLE//jbasen/
LIBRARY FOR RI-JK BASIS SETS = /home/id3468/xtrastorage/TURBOMOLE//jkbasen/
LIBRARY FOR RIMP2/RICC2 SETS = /home/id3468/xtrastorage/TURBOMOLE//cbasen/
LIBRARY FOR RIR12 BASIS SETS = /home/id3468/xtrastorage/TURBOMOLE//cabasen/
LIBRARY FOR OEP BASIS SETS = /home/id3468/xtrastorage/TURBOMOLE//xbasen/
STRUCTURE LIBRARY = /home/id3468/xtrastorage/TURBOMOLE//structures/
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* *
* DEFTINE *
* *
* TURBOMOLE'S INTERACTIVE INPUT PROGRAM *
* *
* Quantum Chemistry Group University of Karlsruhe *
* *
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DATA WILL BE WRITTEN TO THE NEW FILE control

IF YOU WANT TO READ DEFAULT-DATA FROM ANOTHER control-TYPE FILE,
THEN ENTER ITS LOCATION/NAME OR OTHERWISE HIT >return<.

Q (1306mpame enter)

CrnensaMe CTBIIKUTE:

INPUT TITLE OR
ENTER & TO REPEAT DEFINITION OF DEFAULT INPUT FILE

—=—! Enter
CU (TYK MOKE aa C€ 1noCo4Yn MME€ Ha U3YHMCIICHUCTO — 110 Halll I/I360p, aKoO HEC -
Enter). ITokasBa ce IbPBOTO MCHIO OT IIpOorpamara, u €€ 4akKa I/I360p.

Menio 1

symmetry group of the molecule : cl

the group has the following generators
cl(z)

1 symmetry operations found
SPECIFICATION OF MOLECULAR GEOMETRY ( #ATOMS=0 SYMMETRY=cl )

YOU MAY USE ONE OF THE FOLLOWING COMMANDS
sy <group> <eps> : DEFINE MOLECULAR SYMMETRY (default for eps=3d-1)

desy <eps> : DETERMINE MOLECULAR SYMMETRY AND ADJUST
COORDINATES (default for eps=1d-6)

syndi <eps> : LIKE DESY, BUT FIND ONLY GROUPS WITH NON-—
DEGENERATE IRREPS (D2h AND SUBGROUPS)

susy : ADJUST COORDINATES FOR SUBGROUPS



ai : ADD ATOMIC COORDINATES INTERACTIVELY

a <file> : ADD ATOMIC COORDINATES FROM FILE <file>

aa <file> : ADD ATOMIC COORDINATES IN ANGSTROEM UNITS FROM FILE <file>
sub : SUBSTITUTE AN ATOM BY A GROUP OF ATOMS

i : INTERNAL COORDINATE MENU

ired : REDUNDANT INTERNAL COORDINATES

pbc_ired : PERIODIC REDUNDANT INTERNAL COORDINATES

red_info : DISPLAY REDUNDANT INTERNAL COORDINATES

ff : UFF-FORCEFIELD CALCULATION

m : MANIPULATE GEOMETRY

frag : Define Fragments for BSSE calculation

w <file> : WRITE MOLECULAR COORDINATES TO FILE <file>

r <file> : RELOAD ATOMIC AND INTERNAL COORDINATES FROM FILE <file>
name : CHANGE ATOMIC IDENTIFIERS

del : DELETE ATOMS

fix : FIX ATOMS

dis : DISPLAY MOLECULAR GEOMETRY

banal : CARRY OUT BOND ANALYSIS

* : TERMINATE MOLECULAR GEOMETRY SPECIFICATION

AND WRITE GEOMETRY DATA TO CONTROL FILE

IF YOU APPEND A QUESTION MARK TO ANY COMMAND AN EXPLANATION
OF THAT COMMAND MAY BE GIVEN

TYK 3aJaBaMeC (bafma C KOOpAWHATH HAa CbCANHCHUCTO KAaTO 3allMCBaME:

a coord \“E"‘E’ ’

OTtHOBO ce nosBsBa Menro 1 3a BBBCIKIAAHC HA APYT'U KCJIAHU OT HAC HCIIA. Tax me
KOMCHTHpaMCIK%HaTaTLK.TYK3aHHCBaMC(HH€

ired /¢wm l

3a uznu3ane otT MeHrw 1 u3bupame:

* ‘ I

ABTOMAaTHYHO C€ 3aBeperK/a CJICIBAIIOTO MEHIO — 3a N300p Ha Oa3UCHU (YHKIIUH.

Memnio 2
ATOMIC ATTRIBUTE DEFINITION MENU ( #atoms=16 #bas=16 #ecp=0 )
b : ASSIGN ATOMIC BASIS SETS
bb : b RESTRICTED TO BASIS SET LIBRARY
bl : LIST ATOMIC BASIS SETS ASSIGNED
bm : MODIFY DEFINITION OF ATOMIC BASIS SET
bp : SWITCH BETWEEN 5d/7f AND 6d/10f
lib : SELECT BASIS SET LIBRARY
ecp : ASSIGN EFFECTIVE CORE POTENTIALS

ecpb : ecp RESTRICTED TO BASIS SET LIBRARY

ecpi : GENERAL INFORMATION ABOUT EFFECTIVE CORE POTENTIALS
ecpl : LIST EFFECTIVE CORE POTENTIALS ASSIGNED

ecprm: REMOVE EFFECTIVE CORE POTENTIAL(S)

c : ASSIGN NUCLEAR CHARGES (IF DIFFERENT FROM DEFAULTS)

cem : ASSIGN NUCLEAR CHARGES FOR EMBEDDING

m : ASSIGN ATOMIC MASSES (IF DIFFERENT FROM DEFAULTS)

iso : ASSIGN ISOTOPE FOR NUCLEAR COUPLING CALCULATION

dis : DISPLAY MOLECULAR GEOMETRY

dat : DISPLAY ATOMIC ATTRIBUTES YET ESTABLISHED

h : EXPLANATION OF ATTRIBUTE DEFINITION SYNTAX

* : TERMINATE THIS SECTION AND WRITE DATA OR DATA REFERENCES TO control



GOBACK=& (TO GEOMETRY MENU !)

3anaBame O6azuceH HaOOp 32 BCHYKU aTOMHU B MOJIEKYJIaTa KaToO 3alicBaMe:

b all cc-pVDZ

(c Ta3u onuus e 3agaeH 6a3uceH Habop cc-pVDZ 3a BCUUKH aTOMH)
3a u3nuzane oT MeHro 2 ce usbupa:

*

cien koeto nporpamata de fine orBapsa aBToMatuyHO MeHto 3:

Menio 3
CHOOSE COMMAND

infsao : OUTPUT SAO INFORMATION

atb : Switch for writing MOs in ASCII or binary format

eht : PROVIDE MOS && OCCUPATION NUMBERS FROM EXTENDED HUECKEL GUESS
use <file> : SUPPLY MO INFORMATION USING DATA FROM <file>

man : MANUAL SPECIFICATION OF OCCUPATION NUMBERS

hcore : HAMILTON CORE GUESS FOR MOS

flip : FLIP SPIN OF A SELECTED ATOM

& : MOVE BACK TO THE ATOMIC ATTRIBUTES MENU
THE COMMANDS use OR eht OR * OR g(uit) TERMINATE THIS MENU !!!
FOR EXPLANATIONS APPEND A QUESTION MARK (?) TO ANY COMMAND

Ot MeHIoTO 3a/1aBaMe HavasieH Habop oT MO, ¢ KouTo J1a 3arouHe u3uucienuero. Haii-
yecTo n3bupame xrokenosu MO, T.e. 3amucsa ce:

ent

U Ha BBIIpOCa

DO YOU WANT THE DEFAULT PARAMETERS FOR THE EXTENDED HUECKEL CALCULATION °?
DEFAULT=y HELP="?

CC HAaTHUCKa

a Ha BBIIpOCa

ENTER THE MOLECULAR CHARGE (DEFAULT=0)

dKO HC CC 3alaBa KOHKTPCTCH 3apsd Ha MOJICKYJIHATA CUCTCMa (T.C. Pa3JInUuCH OT 0) CcC
HaTHCKa

CHCI[ TOBa IIporpamMarta npeajara MO wu 3aceeHoCTH:



NUMBER OF ELECTRONS IN YOUR MOLECULE IS 78

AUTOMATIC OCCUPATION NUMBER ASSIGNMENT ESTABLISHED !
FOUND CLOSED SHELL SYSTEM !

HOMO/LUMO-SEPARATION : 0.048480
ORBITAL SYMMETRY ENERGY DEFAULT
(SHELL) TYPE OCCUPATION
36 36a -0.51479 2
37 37a -0.48606 2
38 38a -0.44082 2
39 39a -0.43648 2
40 40a -0.38800 0
41 41la -0.28568 0
42 42a -0.24151 0

!l WARNING ! HOMO/LUMO-SEPARATION LOWER THAN 0.05 AU !!!
R R R RN RN RN RN RN

DO YOU ACCEPT THIS OCCUPATION ? DEFAULT=y

Axo ce IprueMa ToBa INpECaAJI0KCHUC CC 1/1361/Ipa:

~—! Enter ‘

ABTOMaTHYHO ce 3apexaa MeHro 4:

Menio 4
GENERAL MENU : SELECT YOUR TOPIC

scf : SELECT NON-DEFAULT SCF PARAMETER

mp2 : OPTIONS AND DATA GROUPS FOR rimp2 and mpgrad

cc : OPTIONS AND DATA GROUPS FOR ricc2

pnocc : OPTIONS AND DATA GROUPS FOR pnoccsd

ex : EXCITED STATE AND RESPONSE OPTIONS

prop : SELECT TOOLS FOR SCF-ORBITAL ANALYSIS

drv : SELECT NON-DEFAULT INPUT PARAMETER FOR EVALUATION

OF ANALYTICAL ENERGY DERIVATIVES
(GRADIENTS, FORCE CONSTANTS)

rex : SELECT OPTIONS FOR GEOMETRY UPDATES USING RELAX
stp : SELECT NON-DEFAULT STRUCTURE OPTIMIZATION PARAMETER
e : DEFINE EXTERNAL ELECTROSTATIC FIELD

dft : DFT Parameters

ri : RI Parameters

rijk : RI-JK-HF Parameters

rirpa : RIRPA Parameters

agw : OPTIONS AND DATA GROUPS FOR GW (escf)

senex : seminumeric exchange parameters

hybno : hybrid Noga/Diag parameters

dsp : DFT dispersion correction

nmr : NMR shift parameters

ncoup : NMR coupling parameters

trunc : USE TRUNCATED AUXBASIS DURING ITERATIONS

marij : MULTIPOLE ACCELERATED RI-J

fde : Frozen Density Embedding

dis : DISPLAY MOLECULAR GEOMETRY

list : LIST OF CONTROL FILE

& : GO BACK TO OCCUPATION/ORBITAL ASSIGNMENT MENU

* or g : END OF DEFINE SESSION

U mporpamata yaka 3a uz6op Ha omnuusa. 3a CC2 u3uucieHusTa € BaKHO B paboTHaTa
JTMPEKTOpUsl Ja TMPUCHCTBA (ailm auxbasis (pasmupen OaszuceH Habop). Toit ce
TeHepupa 4pe3 clieHaTa MOCIeA0BATEITHOCT OT ACHCTBHS:



N3bupa ce:
cc - Enter
B orBopenoro [Toamento 4.1:

Menio 4.1

INPUT MENU FOR CALCULATIONS WITH ricc2:
(#atoms= 16 #bas= 16 #cbas= 0 #cabs= 0 #jkbas= 0 )

freeze : SET FROZEN OCCUPIED/VIRTUAL ORBITAL OPTIONS

cbas : ASSIGN AUXILIARY (CBAS) BASIS SETS

memory : SET MAXIMUM CORE MEMORY (PRESENT VALUE: 500 MiB per_core)
denconv : CONVERGENCE THRESHOLD FOR SCF DENSITY (0.1E-06
tmpdir : DEFINE PATH FOR TEMPORY FILES

ricc2 : DATA GROUP $ricc2 (MODELS AND GLOBAL OPTIONS)
fl2 : DATA GROUP $rirl2 (F12 APPROX. AND OPTIONS)

exci : INPUT FOR CALCULATION OF EXCITATION ENERGIES
resp : INPUT FOR GROUND STATE PROPERTIES

cabs : ASSIGN COMPLEMENTARY AUXILIARY (CABS) BASIS SETS
jkbas : ASSIGN AUXILIARY BASIS FOR FOCK MATRICES (JKBAS)
other : OTHER DIVERSE OPTIONS

* / end : SAVE DEFINITIONS AND LEAVE MENU

3aIIMCBaMe:

—————————

cbas ‘,“ R |

CJIea, KOCTO OT NPCAJIOKCHOTO HOBO IMOJMCHIO!

AUXILIARY BASIS SET DEFINITION MENU

( #atoms=16 #cbas=16 )

b : ASSIGN ATOMIC BASIS SETS

bb : b RESTRICTED TO BASIS SET LIBRARY

bl : LIST ATOMIC BASIS SETS ASSIGNED

bm : MODIFY DEFINITION OF ATOMIC BASIS SET

lib : SELECT BASIS SET LIBRARY

dis : DISPLAY MOLECULAR GEOMETRY

dat : DISPLAY ATOMIC ATTRIBUTES YET ESTABLISHED
h : EXPLANATION OF ATTRIBUTE DEFINITION SYNTAX

* / end: END THIS SECTION AND SAVE DATA ON FILE control

3amnrcBaMe
b all cc-pVDZ e |

a cc-p ‘)Q
Crne KoeTo:

* -] Enter
* ‘ e Erter
\3 J

3a /1a ce BbpHEM B MeHto 4. M3iu3ame U OT HEro ¢ BbBEXK/IaHE HA:

* ‘ ! Enter
[ § }



IIporpamata define mpukIOUBa C YCIEIIEH Kpail, KOUTO € BUJICH OT HAAMKUCA:
define ended normally

Taka B paboTHaTa TUPEKTOPHS ca HATMYHM (paitioBere:

auxbasis basis control coord geom mos

DalnbT, KOUTO KOHTPOJIUPA BCUUKO MO U3YUCIEHUsATa € contol.

3a renepupane Ha BCUYKU HeoOxoaumu (aitnoe 3a CC2 u3uncieHusaTa € HeoO0X0IuMo J1a ce
MyCHE UTEPATUBHO Mporpamara:

dscf > dscf.out & | e

cien Hes ce ciena CThika 4)
Wnu, 3a na ce npeckoun ToBa HTEPATUBHO U3UHKCIIeHHE B MeHIo 4 ce 3aaBaT
RI-JK-HF mapamerpuTte kato ce nzbupa:

rijk ==

on

Crbnka 4). B 3aBucuMocCT 0T ToBa, KakBO uckame ja npasum ¢ CC2 meTona BBB (haiina
control ce mpubaBsAT clieqHUTE peaoBe (ciea peaa Ssymmetry cl).

Sricc2
cc2
geoopt model=CC2

$ricc2

cc2

maxiter=100
Sresponse

fop unrelaxed_only operators=diplen
Sexcitations

irrep=a multiplicity=1 nexc=4

exprop states=all operators=diplen
spectrum states=all operators=diplen

$Sricc2
! TTpu u3non3BaHe HA CUMETPUS

B mporpamata define TpsOBa
8 JIa Ce HAIPABAT JOMBIHUTCITHH
CTBITKU — BHXK TI0-JIOTTY.




cc2

maxiter=300
Sresponse

fop unrelaxed_only operators=diplen
Sexcitations

irrep=a' multiplicity=1 nexc=2
irrep=a" multiplicity=1 nexc=2
exprop states=all operators=diplen
spectrum states=all operators=diplen

Sricc2

cc2

geoopt model=CC2

maxiter=300

Sexcitations

irrep=a multiplicity=1 nexc=1
xgrad states=(a{l} 1)

$rigc2 ! ITpu u3noI3BaHE HA CUMETPUS
cc ,
geoopt model=CC2 B IIporpamara define TpH6Ba
maxiter=300 J1a ce HAIPaBAT JOIbIHUTEIHH
$excitations
irrep=a" multiplicity=1 nexc=1 CTBIIKU — BUXK ITO-A0JY.

xgrad states=(a"{1l} 1)

Crbnka 5). [lyckane Ha m3uucienus Ha CC2 HUBO — 3a ONTUMU3AIMUTE U U3UUCIISIBAHE
Ha eHepruu (single-point) ce U3MOI3BAT pa3IMUU KOMaH/IH.

- 34 OIITUMHU3AlIHUHN:

jobex —-c 200 -level cc2 -ri > opt.out.cc2 2>&l ".Jm ]

- 3a U3YUCJIEIBAHC Ha CHCPUU:

ricc2 >& ricc2.out ‘«smer ‘



JAEOUHUPAHE HA CUMETPUA

B Mewnro 1

Menio 1

symmetry group of the molecule : cl

the group has the following generators

cl(z)

1 symmetry operations found

SPECIFICATION OF MOLECULAR GEOMETRY ( #ATOMS=0

SYMMETRY=cl )

YOU MAY USE ONE OF THE FOLLOWING COMMANDS

sy <group> <eps>

desy <eps>

syndi <eps>

DEFINE MOLECULAR SYMMETRY (default for eps=3d-1)

DETERMINE MOLECULAR SYMMETRY AND ADJUST
COORDINATES (default for eps=1d-6)

LIKE DESY, BUT FIND ONLY GROUPS WITH NON-
DEGENERATE IRREPS (D2h AND SUBGROUPS)

susy ADJUST COORDINATES FOR SUBGROUPS
ai ADD ATOMIC COORDINATES INTERACTIVELY
a <file> ADD ATOMIC COORDINATES FROM FILE <file>

aa <file>
sub
i

ADD ATOMIC COORDINATES IN ANGSTROEM UNITS FROM FILE <file>
SUBSTITUTE AN ATOM BY A GROUP OF ATOMS
INTERNAL COORDINATE MENU

ired REDUNDANT INTERNAL COORDINATES

pbc_ired PERIODIC REDUNDANT INTERNAL COORDINATES
red_info DISPLAY REDUNDANT INTERNAL COORDINATES

ff UFF-FORCEFIELD CALCULATION

m MANIPULATE GEOMETRY

frag Define Fragments for BSSE calculation

w <file> WRITE MOLECULAR COORDINATES TO FILE <file>
r <file> RELOAD ATOMIC AND INTERNAL COORDINATES FROM FILE <file>
name CHANGE ATOMIC IDENTIFIERS

del DELETE ATOMS

fix FIX ATOMS

dis DISPLAY MOLECULAR GEOMETRY

banal CARRY OUT BOND ANALYSIS

*

TERMINATE MOLECULAR GEOMETRY SPECIFICATION
AND WRITE GEOMETRY DATA TO CONTROL FILE

IF YOU APPEND A QUESTION MARK TO ANY COMMAND AN EXPLANATION
OF THAT COMMAND MAY BE GIVEN

clies 3a7iaBaHe Ha (ailyia ¢ KoOOpIMHATH, HallpuMep

a coord

ce u3bupa

! Enter
|

desy E;;ii]

[IporpamaTta aBTOMaTH4YHO ONpejessl TOUKOBAaTa I'pyla Ha CUMETpus (CUMETpusATa Ha
CBEJIMHEHUETO)
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3AMPA3ABAHE HA BBTPEIHIHA KOOPAMHATA (BPBb3KA, JTUEJPUYEH
bI'bJI) IPU OITUMHU3AIIUUTE

B penuna cnydan € HaJIOKHUTENHO Ja ce 3ampas3u ((puKcHpa) KOOpAWHATA 10 BpeMe Ha
ontuMm3aiusaTa. ToBa craBa ciies 3aaBane Ha (aiin ¢ koopauHaTu (coord) B Mento 1 Ha
nporpamara define.

Menio 1

symmetry group of the molecule : cl

the group has the following generators
cl(z)

1 symmetry operations found
SPECIFICATION OF MOLECULAR GEOMETRY ( #ATOMS=0 SYMMETRY=cl )

YOU MAY USE ONE OF THE FOLLOWING COMMANDS
sy <group> <eps> : DEFINE MOLECULAR SYMMETRY (default for eps=3d-1)

desy <eps> : DETERMINE MOLECULAR SYMMETRY AND ADJUST
COORDINATES (default for eps=1d-6)

syndi <eps> : LIKE DESY, BUT FIND ONLY GROUPS WITH NON-
DEGENERATE IRREPS (D2h AND SUBGROUPS)

susy : ADJUST COORDINATES FOR SUBGROUPS

ai : ADD ATOMIC COORDINATES INTERACTIVELY

a <file> : ADD ATOMIC COORDINATES FROM FILE <file>

aa <file> : ADD ATOMIC COORDINATES IN ANGSTROEM UNITS FROM FILE <file>

sub : SUBSTITUTE AN ATOM BY A GROUP OF ATOMS

i : INTERNAL COORDINATE MENU

ired : REDUNDANT INTERNAL COORDINATES

pbc_ired : PERIODIC REDUNDANT INTERNAL COORDINATES

red_info : DISPLAY REDUNDANT INTERNAL COORDINATES

ff : UFF-FORCEFIELD CALCULATION

m : MANIPULATE GEOMETRY

frag : Define Fragments for BSSE calculation

w <file> : WRITE MOLECULAR COORDINATES TO FILE <file>

r <file> : RELOAD ATOMIC AND INTERNAL COORDINATES FROM FILE <file>

name : CHANGE ATOMIC IDENTIFIERS

del : DELETE ATOMS

fix : FIX ATOMS

dis : DISPLAY MOLECULAR GEOMETRY

banal : CARRY OUT BOND ANALYSIS

* : TERMINATE MOLECULAR GEOMETRY SPECIFICATION

AND WRITE GEOMETRY DATA TO CONTROL FILE

IF YOU APPEND A QUESTION MARK TO ANY COMMAND AN EXPLANATION BHUMAHME!!! 3a 1a ce

OF THAT COMMAND MAY BE GIVEN
¢ukcupa koopauHaTaTa e

Heo0X0MMO TOBA 1A
Us6wupa ce: €00X0/1MMO TOBA /1

cTaHe Mpeau n300p Ha

. onuvda ired.
: :

IIpHu KOCTO CC OTBAPs IMIOJMCHIO 3da BbTPCIHIHUTC KOOPANHATH:

NTERNAL COORDINATE MENU ( #ideg=42 #k=0 #£=0 #d=0 #1=0 )

imet <a> : PROVIDE B-MATRIX FOR ACTIVE INTERNAL COORDINATES
(CHECK COMPLETENESS AND NUMERICAL QUALITY
AND CHANGE REDUNDANT INTERNALS TO display)

idef : SUB-MENU FOR INTERACTIVE DEFINITION OF INTERNAL COORDINATES
ideg <a> : OUTPUT NUMBER OF TOT. SYMMETRIC INTERNAL DEGREES OF FREEDOM
iaut : TRY AUTOMATIC DEFINITION OF INTERNAL COORDINATES

iman <a> : MANIPULATE GEOMETRY BY CHANGING INTERNAL COORDINATE VALUES

imanat <i>: AS iman BUT STARTING AT INTERNAL COORD. NUMBER i
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ic <i> <x>: CHANGE STATUS OF INTERNAL COORDINATE <i> TO <x>
e.g. ic 5 d TO MAKE 5TH COORD. display OR ic k d

irem <i> : REMOVE INTERNAL COORDINATE <i>,
e.g. irem d TO REMOVE ALL display COORDS
dis : ANY DISPLAY COMMAND e.g. disi OR disc

disiat <i>: AS disi BUT STARTING AT INTERNAL COORD. NUMBER i

WHERE <a>= OPTIONAL ATOMIC SET (DEFAULT=all)
<i>= INDEX(LIST) OF INTERNAL COORDINATE (S) LIKE 3-6,8 OR <i>=<x>
<x>= STATUS OF INTERNAL COORDINATE = k, f, d OR i

ADDING A QUESTION MARK TO ANY COMMAND MAY PROVIDE EXPLANATIONS

ENTER COMMAND OR HIT >return< TO GET BACK TO GEOMETRY MAIN MENU

N3bupame:

OtBaps ce:
ENTER INTERNAL COORDINATE DEFINITION COMMAND
<x> <type> <indices>
WHERE <x> =k £ d i
<type> = stre invr bend outp tors linc linp

comp ring

THESE COMMANDS WILL BE EXPLAINED IN DETAIL IF YOU ENTER <x> <type> ? FOR
SOME CHOICE OF <x> AND <type> , E.G. k stre ?

DEFAULT=GO BACK TO INTERNAL MAIN MENU DISPLAY=dis

AKO HckKame Ja (1)I/IKCI/IpaM€ BPpb3Ka — HAIIpUMCP Pa3CTOAHHUCTO MCXKAY IIbPBU W BTOPU
aTOM, 3aIIMCBaMC:

f stre 1 2

AKo uckame Ja (I)I/IKCI/IpaMC AUCAPUYCH BbI'bJI — HAIIPpUMEP TO3U MCKAY IbPBU, BTOPH,
TPCTU U YCTBBPTHU aTOM, 3alIUCBAMCE!

f tors 1 2 3 4

3a Ja U3JIC3EM OT MCHIOTO:

*

[Ipoamb:xaBa ce che ciaeaBaiuTe CThIIKU OT define.
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TEHEPUPAHE HA XYZ-®AWJ C TEOMETPUU OT U3YNCJIEHUATA

Crienl pUKIIOYBaHE HAa M3YUCIICHUSITa ONTUMHU3MpaHaTa TeOMETpHUs C€ 3alKcBa BbB
¢aiina coord. Tsa Moxe aa ce ,,u3BjcUe” OT TaM U Ja ce 3anumie B X Y Z-(haiii, KOHUTo ce
otBaps ¢ ChemCraft 3a Busyanuzanus. M3nona3sa ce komanaara:

t2x coord > [ume Ha Qailn].xyz

Bb3M0kHO € 3amucBaHe HAa BCUYKHA TE€OMETPUM MO ONTUMHU3AMUOHHUTE UUKIA H
ontumu3upanara B XY Z-daii, ciies u3bIHsIBaHE Ha KOMaHIaTa:

t2x > [ume Ha aiin] . xyz
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TEHEPUPAHE HA ®AWJ 3A IIPOTPAMATA MOLDEN

Craptupa ce
tmZ2molden

B MeHr0TO0, KOETO ce MmosBsBa ce 33/1aBa NMe Ha (aiina:

symmetry group of the molecule : cs
the group has the following generators
cl(z)
mirror plane sigma (xy)
2 symmetry operations found

there are 2 real representations : a' a"

maximum number of shells which are related by symmetry : 1

ENTER NAME OF MOLDEN INPUT FILE (DEFAULT: molden.input) :

[ume Ha daitn] . molden

freezing orbitals
frozen occupied orbitals:

1 a' -20.628814 H

2 a' -20.561466 H

3 a' -20.523577 H

4 a' -15.579916 H

5 a' -11.388099 H

6 a' -11.364445 H

7 a' -11.359175 H

8 a' -11.296247 H

9 a' -11.294175 H

10 a' -11.292344 H

11 a' -11.292191 H

12 a' -11.286265 H

13 a' -11.285099 H

14 a' -11.232585 H
number of non-frozen orbitals : 217
number of non-frozen occupied orbitals : 35

WRITE DATA GROUPS [GTO] AND [MO] (BASIS SET AND MOLECULAR ORBITAL DATA) TO
a.molden (Y/N, DEFAULT: Y)?

WRITE DATA GROUPS [GEOCONV] ETC. (GEOMETRY CONVERGENCE DATA) TO
a.molden (Y/N, DEFAULT: Y)?
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***xx  tm2molden : all done

2021-12-19 19:56:12.424

tm2molden ended normally

* kK %
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