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Table 2S.   Symmetry coordinatesa for vibrations of N-methylpropargyl amine.

Description
Symmetry Coordinate

N-H stretch
S1 = r4

(C-H stretch
S2 = r1

CH3 antisym stretch
S3 = r5 – r7

CH3 antisym stretch
S4 = 2r6 – r5 – r7

CH2 antisym stretch
S5 = r2 – r3

CH2 sym stretch 
S6 = r2 + r3

CH3 sym stretch
S7 = r5 + r6 + r7

C(C stretch
S8 = S

CH3 antisym deformation
S9 = 2(5 – (6 – (7

CH3 antisym deformation
S10 = (6 – (7

CH2 sciss
S11 = ((6+2)( – (2 – (3 – (2 – (3 – ((6–2)(

N-H bend
S12 = 

CH3 sym deformation
S13 = (5 + (6 + (7 – (5 – (6 – (7

CH2 wag
S14 = (2 + (3 – (2 – (3 

CH2 twist
S15 = (2 – (3 – (2 + (3

CH3 rock
S16 = (5 – (6

CH3 rock
S17 = 2(7 – (5 – (6

CNC stretch
S18 = U – V

CH2 rock
S19 = (2 – (3 + (2 – (3

CNC stretch
S20 = U + V

C-C stretch
S21 = T

N-H wag op
S22 = (4 + 4

C(C-H bend ip
S23 = (

C(C-H bend op
S24 = ((

NCC bend
S25 = ((6+2)( – (2 – (3 – (2 – (3 – ((6–2)(

CNC bend
S26 = 

C(C-C bend op
S27 = ((

CH3 torsion
S28 = (1

C(C-C bend ip
S29 = (

CCNC torsion
S30 = (2

a.  Not normalized.

