This journal is © The Owner Societies 2002

Table S1.  Internal coordinates used in normal mode analysis for Z and E isomers of acetaldoxime
	Coordinate
	Symbol
	Symmetry

CS
	Definition
	

	
	
	
	
	

	S1
	(OH
	A’
	r7,8
	

	S2
	(NO
	A’
	r6,7
	

	S3
	(C=N
	A’
	r1,6
	

	S4
	(C1H
	A’
	r1,9
	

	S5
	(CC
	A’
	r1,2
	

	S6
	(CH3sym
	A’
	r2,4+r2,5+r2,3
	

	S7
	(CH3asym 
	A’
	2r2,3-r2,4-r2,5
	

	S8
	(CH3asym’
	A”
	r2,4-r2,5
	

	S9
	(OH
	A’
	(6,7,8
	

	S10
	(CNO
	A’
	(1,6,7
	

	S11
	(C1H
	A’
	(6,1,9
	

	S12
	(NCC
	A’
	(6,1,2
	

	S13
	(OH
	A”
	(8,7,6,1
	

	S14
	(ONCC
	A”
	(7,6,1,2
	

	S15
	(C1H
	A”
	(9,1,6,7
	

	S16
	(CH3
	A”
	(4,2,1,6 + (5,2,1,6 + (3,2,1,6
	

	S17
	(CH3’
	A”
	(1,2,4 - (1,2,5
	

	S18
	(CH3
	A’
	2(1,2,3 - (1,2,4 - (1,2,5
	

	S19
	(CH3sym
	A’
	(3,5,2 + (5,4,2 + (3,4,2 - (5,1,2 - (3,1,2 - (4,1,2
	

	S20
	(CH3asym 
	A’
	2(4,5,2 - (3,4,2 - (3,5,2
	

	S21
	(CH3asym’
	A”
	(3,4,2 - (3,5,2
	


ri,j – the distance between atoms Ai and Aj; (i,j,k – the angle between vectors AiAj and AjAk; (i,j,k,l – the angle between planes AiAjAk and AjAkAl
