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TABLE __.
(continued).

Species
Description
Symmetry Coordinatea

TABLE 1S.
Symmetry coordinates for butyronitrile.


Descriptiona
Symmetry Coordinateb
CH3 antisymmetric stretch
S1=
r6-r7

CH3 antisymmetric stretch
S2=
2r5-r6-r7

CH2 antisymmetric stretch
S3=
r3-r4

*CH2 antisymmetric stretch
S4=
r1-r2

CH2 symmetric stretch
S5=
r3+r4

*CH2 symmetric stretch 
S6=
r1+r2

CH3 symmetric stretch
S7=
r5+r6+r7

C(N stretch
S8=
S

CH3 antisymmetric deformation
S9=
26-7-8

CH3 antisymmetric deformation
S10=
7-8

CH2 scissors
S11=
(eq \r(6)+2)-(eq \r(6)-2)-3-4-3-4

*CH2 scissors
S12=
(eq \r(6)+2)-(eq \r(6)-2)-1-2-1-2

CH3 symmetric deformation
S13=
6+7+8-6-7-8

CH2 wag
S14=
3+4-3-4

*CH2 wag
S15=
1+2-1-2

CH2 twist
S16=
3-4-3+4

*CH2 twist
S17=
1-2-1+2

CH3 rock
S18=
26-7-8

CH3 rock
S19=
7-8

*C-C-C antisymmetric stretch
S20=
U-V

(C-C stretch
S21=
T

*CH2 rock
S22=
1-2+1-2

*C-C-C symmetric stretch
S23=
U+V

CH2 rock
S24=
3-4+3-4

N(C-C bend
S25=


N(C-C bend
S26=
(

*C-C-C bend
S27=
-(eq \r(6)-2)+(eq \r(6)+2)+3+4+3+4

CH3 torsion
S28=
2

C-*C-C bend
S29=
-(eq \r(6)-2)+(eq \r(6)+2)+1+2+1+2

asymmetric torsion 
S30=
1

a*C represents the CH2 group with the C(N group attached.

bCoordinates 2, 5, 6, 7, 8, 9, 11, 12, 13, 14, 15, 18, 20, 21, 23, 25, 27 and 29 correspond to the A( symmetry block for the anti conformer.

