1H-Pyrrolo[3,2-h]quinoline Unweighted Normal Modes

T |
= |=x = _X
L=1e, ¢, — 4,

A =[10"%10"1] Bohr
X = or
"A" (analytical)

“Best A” = Minimize MAD[A]

Benchmark for Vibrational Frequencies:
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Geometry and Frequencies with ORCA v3.0.3 MaxAD[ﬁA] _ max{|17A _ 17_A|}
! PBE def2-TZVP def2-TZVP/J RI TIGHTOPT GRID4 VERYTIGHTSCF ‘ ‘

1E+0 1E+2 @
Modes Out of Sequence —
P ) ! ! MaxAD[vA]
1e-1 "'0'0""<; """" :'"""2"5" a ]
—_ ® i : 1641 ¢ 0.
< 1E-2 . — mo D
[— ! o () o
e o o s ¢ >
<{ 1E-3 S i o e ol n o <
E <> 1E+0 T = EEJE O <> T
ka4 0.005 & 0D 003 | - g | ©
Best Matches 50'014 MAD[V ] . °©
1E'5 T T T 1E'1 -
1E-4 1E-3 1E-2 1E-1 1E-4 1E-3 1E-2 1E-1
A (Bohr) A (Bohr)

Brian Skinn (Independent) — ORCiD: 0000-0001-7472-3007 — SFP @ doi:10.5281/zenodo.44807 — Dataset @ doi:10.5281/zenodo.44767



