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uvvis  Singlet-Singlet A 16 133.0777 0.0000 -0.0000 -0.0000 0.0000
uvvis  Singlet-Singlet A 15 139.5565 0.0059 0.0578 -0.1539 0.0000
uvvis  Singlet-Singlet A 14 140.4504 0.0000 -0.0000 -0.0000 0.0000
uvvis  Singlet-Singlet A 13 141.4914 0.0000 -0.0000 0.0000 0.0000
uvvis  Singlet-Singlet A 12 141.9026 0.0178 -0.2797 0.0685 0.0000
uwvis  Singlet-Singlet A 11 148.1036 0.0007  -0.0389 0.0445 0.0000
uvvis  Singlet-Singlet A 10 148.6143 0.0000 -0.0000 -0.0000 0.0000
uvvis  Singlet-Singlet A 9 149.5828 0.0000 -0.0000 -0.0000 0.0000
uvvis  Singlet-Singlet A 8 161.3643 0.0887 0.6235 0.2875 0.0000
uwvis  Singlet-Singlet A 7 173.8251 0.0000  -0.0000 0.0000 0.0000
uvvis  Singlet-Singlet A 6 177.5388 -0.0000 -0.0000 0.0000
uvvis  Singlet-Singlet A 5 198.2109 -0.0000 -0.0000 0.0000
i Singlet-Singlet A 4 -0.0000 -0.0000 0.0000
jis__Singlet-Singlet A 3
uvvis  Singlet-Singlet A 2 0.0000
uvvis  Singlet-Singlet A 1 383.9833 0.0000 0.0000 0.0000 0.0000
SCM  File View Select Graph Help
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Frame 0 -37.6454

Geometry 2, Distance Zr(1)—-C(28): 3.205 A |, Distance C(29)—-C(25): 3.295 A |, Energy: -37.60773 Hartree

-0.002

I-0.0002

-37.654
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Frame number

Energygradient (Hartree/Bohr)
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- H/:(,081-E/,WE/)
| [1K-(*J$[:FO[B$HI[ZQHB$h2XBS, &B$K.SBY
- [, EW.L.SE'S(:(2$P$SW'E.";D

 DS&(IWI,N$3 FWH-(EB
0 Z=4G=: F$==(8:+8U=$+0:G>=(88:$)8G=3<=@=<SQIBESTO=30 fpn .. i s i

o "F$!Qal$Qarbl$,P\I#1$,d\+:1$000

0 "#1$*g$"0:3:-& Task: ‘GeometryOptimizatio -
1 S=T=[HSHINS &-($*'K)SPSE'; U)$*-$*W*-(".E) Frequencies: —

o 10a8$R)TAQQa1$R)TAQ!1$*Q*Qarh b e S e -

o [})9&<;>=%,P)$";'H<=8P.U;:&<$".&');;;+'SR!IQa8%&<)+$DTP) "ol erblensens

Minimum oscillator strength:

o #+G0&.=$:+He" Re]ME R?[W[e"T

DDDDDD
Singlet

Method:

Number of excitations:
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| "%\ AMSinput 2023.101: acrolein-NMR-ADF.ams = O

 Obl() J$ -
o "==$&<)ER]PalVSE+.$:;:0)$h$&(@E&'3=($:9:+.;&<
o 2)=$\bSASh$N\1$"38<8. 15 +$3+.= el

I Full shielding tensors

o "=<=3:$\.+0=.:;=)$*g$D,]$

Spin-spin coupling

1 )=<=3:9)%;=<(;'HSI$3+90<;'HSE+.$&<<IN =
Responding atoms: +1=]

"=:$J443,N>$&'($:;3/$3+90<;'HBFGO0&.=
o D+:=%$:%=%;"=."&<$.=E0$9)=)$(;EE=.="-%)=::;'H)
1 ]=3&<39<&:=%","%-;:%%$)&G=9$)=:$90

C3H40
P * VO
| M AMSspectra 2023.101: acrolein-NMR-ADF - ~
SCM File Edit Spectra Axes Tools View Regions NMR Help
r
=) NMR
—— acrolein-NMR-ADF
0.6
)
e 0.5-
0.4
2
‘»
T 0.3
&) =
0.2
L)
(8 0.14
0 ' L L L L] 1 1 [} 1
10.5 10 9.5 9 8.5 8 7.5 7 6.5 6
H - NMR Chemical Shift
H(7), 1 connectors
Scaling:|1.0 Standard: 31.7 ’ Gaussian H ‘ v  Width:|0.01 ¥ Coupling: |400 MHz
—_t
Atom | File ~ | Chemical Shift ppm | Shielding ppm | Standard ppm | Additional Splitting Information of H(7)
H(6) acrole?n-NMR-ADF 6.4469 25.2531 31.7 Weakly Coupled by Atoms, with J (Hz)
H(5)  acrolein-NMR-ADF 6.6457 25.0543 31.7 H(6)  18.867
H(8)  6.9866
H(8) acrolein-NMR-ADF 10.0009 21.6991 33,7
Splitted Chemical Shifts (ppm)
6.6276 6.6450
6.6747 6.6922
Strongly Coupled (Degenerate) by Atoms, with J
(not shown in spectrum)
H(S) 11.317
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A ESHP" P*"$\.+0=.:;=)$*gSh+;<;'H$0+;:$09.=$3+G0+9 '($

o (@@ ) +&
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o "MPH=3$:2%=%Q;.&3%0+;"1%$.;H%:$9)=3&P)FGG=:.;
o 50Q%-;:%PVSER:%;'/P&U+9:$>$<&::;3=F3@=3:+.1$&'(FB=FRQHI&<;>&:;+'$0&: % T

Generate Super Cell...
Convert To Conventional Cell
Convert To Primitive Cell

Map Atoms To (-0.5..0.5)
Map Atoms To (0..1)
Set (0.5, 0.5, 0.5)

Remove Atoms Outside (-0.5..0.5)

Remove Atoms Outside (0..1)

*fﬁoo

Control-Shift-B

Model Properties Details MultiLevel

Task:

Phonons:

Periodicity:

Total charge:

Unrestricted:

XC functional:

Relativity (ZORA):

Basis set:
Frozen core:

Numerical quality:

Cubic > | Calculate PDOS:
aie2 kit Lol b
Monoclinic 4 AntiNiAs
Orthorhombic 4 Corundum
Tetragonal 4 Graphite
Triclinic 4 Hecp
Trigonal 4 Hexagonal
MoS2
From Space Group... N
NiAs
Generate Slab... Wurtzite

I ———
|\ s« ) s~

Single Point

Yes

Bulk

0.0

LDA

Scalar

Dz
Large

Normal

Yes

Yes

Hexagonal (HEXP, h)
Standard path

Brillouin Zone

Sbandstructure 2023.101: graphene-BAND-syr

3BHHDCH

[1K-(*$,'&BSK/(-.", $K.STh2XBSW)/$S)* (W, *W(/SSW'E./(
\W;$D(:KO/;/$M"$R™*0$9!d"$:;.$"#+9

\ r\\ S
?
il b
/ f
p.
//

Energy (eV)

-104

-114

-124

-134

14

-15

Atoms Path: G-M-K-G

Path

Reorder |

Reset |

Energy (eV)

104

<114

124

134

14

-15

-
r
B d
v

0
DOS (dE 0.005 Ha)
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. AMSmovie 2020.102: ZN-NEB.results/ams.rkf

SCM File

Frame 11

Edit

View Select Graph Help

Geometry 645, Energy: -37.64097 Hartree

1< <

n» >

Energy (Hartree)
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-37.625+
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~ GradientRms
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-0.0002

-0.0001

-

-
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Frame number

16

ergygradient (Hartree/Bohr)
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Free Energy

Product
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FT lip perties Detail Q
ransition State Search i
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Alkyl Chains >
- Qbl/(,)/$3CDE/(Ld:**$*W*-(:EI$ e 2| [ :
. ) a " " Aromatic > o
Cyclic Hydrocarbons - Relativity: None ’ v
— - A n l n DNA .
0 D_ $Qa b$1 09 Ligands >
. ] > Porphyrins > | l n7 1 -
. — Polyhedra > Sandwiches Ferrocene Sandwich
0 b9 1 < ($#QI " Solvents > M2L10 cluster Nb(C5H5)(C7H7) Sandwich '

M2L8 cluster Thoracene Sandwich =

! ) . 93 9 . :$ ++ <0$$$$$ kg$ E =..T 3 —1— Egég'i.m mt; l';’i.—?;::m - ‘L Triple Porphyrin Sandwich
! ];H%:*3<;3/$a:$*g$S<ZG:':$*g$i _ EPON862 mtz i:::’hee:'r:‘a'

NIPAM MLS5 Square Pyramidal

L 1(BHB&'($.=0<&3=BSUF$G=:%F< o2 ML TrigonalBpyramica

Manage Structures... ML6 Trigonal Prismatic

! R?):$(9GG,:)$+$3%&'H:$#O,#O &'H<:T Save As Structure... | mt;’;’;igma' Bipyramidal

ML8 Square Antiprismatic
(=<3 03" +<@=".$*gPN+<9="= S * O h

L (($3%& . H=3&'($+0:,G;>=

® o

D Yo ———
o (($=:%="=$R9)=$:%EXSSSSSST - ; eeeeeee

1 ,&509<&:=%;:$;'$0+);:;+'

| ];H%:*3<;3/$h$(.&H$k$:.&')<&:=
| d=E:*3<;3/h$(.&HIPkD. +:&:=
| #:.<h, k$)=<=3:$G+<=39<=

| |=G+@=$(9GG;=)$

1 PO, G >=
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0 Il::$90$&$\8ll$)3&ll$9);lB$+G LJ;I =( $ 3&I $++. ( ;l &:=$ DFTB  Main ’ Model !Properties Details

Geometry Constraints and PES Scan

Convergence details

o Q=:&,<)$*g$Z7=+G=..F$P0:;G;>&:;+'8 Restraints

00 O P

Number of scan points for coordinate SC-1: |10
Results for all PES points: Save
I ] | ol — e | 11 " —

o ]9'1$&'($-%="$E;")%=(1$+0="8!,",+@;=
= | C(29) Zr(1) 3.188 2.4 A sc-|1 4
= |C(28) C(24) 3.290 [1.55 A sc-|1 4
Gradient convergence: 0.005 Hartree/A -
Energy convergence: Se-05 Hartree -
Step convergence: 0.05 A-

o #+OF$:%=3$%:H%=):$="=.HF$):.93:9.=$R=OHO$#5 )@ ESE)$):.93:9.=
o "=:$903$&$M'$.9'SR;(=8<<F$G&/=$&$'=-$:'09: T$
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o J+:&:=$:%=$i. *#*#*NS(;%=(.&<$:+SALIPRG=:8<<&3F3<=PI FHIF+0::G;:>=$kg$&<0%&*&H+)::3
o "=:$90$&$3<:GU;'H$'I(H=($=<8&)::33U& ($3&<39<&::+'$'%)/8$D

o HY%++)=$:%)$):.93:9.=$&)$E ' &<1$:%=$+:%=.$0.+(3G&)B: =13&'($]$&)$:";:&<$R:GO+.:$
):.93:9.5)$E.+G$.=)9<:)W&EG)O./ET$&E ($3%++)=$BIS0+:")
o Q+X:$+0::G:>=$]\1$.=<& $3+ @=.H="3=3UFSE&3:+.$K$ 1248:_;3(136é<?>8’}’(%@A((C5*(;$5;4*--(
='Q| " = _0Hp="RE-"-\0/f— -#* *(: ~(C-.. >
o PO=SLI+@:= S=SE)%=( )$.-+(*85&%&D$58*#(5*(9&H+(&!
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o %MN &)$BE;.).$&00.+ ;G&:;B/FAS=0SRM"T1$d+-*<=@=<$E.=fO="F=zBG= 3+..=3:;+')
o H#H+I9<($&<)+$: 653+/;'=:;3) OF,+.=$9'(=.-&F$R=&\.+ T
. HWDD/)*'-))$Y$*(-WSE/)0--*';D
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o ,&FU=$F+9$3& $H=:$&-&F$-;:2%$0=.:+(:3$Qa "WQaBLSRT $+.$Qa W, ,$m

1 e-R$*-$D/*$D--.$DW/)$&-(PE-R/)*$&/RSe/)) ;$/'D/1-.1 )P
o #+9<($:.F$,P\1#$+.$Qa b$N=)):&'$
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