Table S2 (Supplementary Material)

Definition of internal symmetry coordinates used in the normal mode analysis of the tautomers of 

5-chlorotetrazole.

5-chloro-2H-tetrazole

	Coordinate
	approximate

description
	symmetry
	definition b)

	
	 
	     Cs
	

	S1
	N1-N2)
	A’
	,2

	S2
	(N2-N3)
	A’
	,3

	S3
	N=N)
	A’
	,4

	S4
	C-N)
	A’
	4,5

	S5
	C=N)
	A’
	,1

	S6
	(N-H)
	A’
	,6

	S7
	(C-Cl)
	A’
	5,7

	S8
	
	A’
	,1,2 - 6,3,2 

	S9
	C-Cl)
	A’
	7,1,5 - ,4,5

	S10
	
	A’’
	

	S11
	C-Cl)
	A’’
	

	S12
	ring1)
	A’
	,4,5 – 0.8092,5,1 – 0.8095,3,4 + 0.3093,1,2 + 0.309,2,3

	S13
	ring2)
	A’
	–1.1182,5,1 + 1.1185,3,4 + 1.8093,1,2 – 1.809,2,3

	S14
	ring1)
	A’’
	1,2,3,4 – 0.8095,1,2,3 – 0.8092,3,4,5 + 0.3094,5,1,2 + 0.3093,4,5,1

	S15
	ring2)
	A’’
	1.1185,1,2,3 – 1.1182,3,4,5 – 1.8094,5,1,2 + 1.8093,4,5,1







5-chloro-1H-tetrazole

	Coordinate
	approximate

description
	symmetry
	definition b)

	
	 
	     Cs
	

	S1
	N1-N2)
	A’
	,2

	S2
	(N=N)
	A’
	,3

	S3
	N3-N4)
	A’
	,4

	S4
	C=N)
	A’
	4,5

	S5
	C-N)
	A’
	,1

	S6
	(N-H)
	A’
	,6

	S7
	(C-Cl)
	A’
	5,7

	S8
	
	A’
	,2,1 - 6,5,1 

	S9
	C-Cl)
	A’
	7,1,5 - ,4,5

	S10
	
	A’’
	

	S11
	C-Cl)
	A’’
	

	S12
	ring1)
	A’
	,4,5 – 0.8092,5,1 – 0.8095,3,4 + 0.3093,1,2 + 0.309,2,3

	S13
	ring2)
	A’
	–1.1182,5,1 + 1.1185,3,4 + 1.8093,1,2 – 1.809,2,3

	S14
	ring1)
	A’’
	1,2,3,4 – 0.8095,1,2,3 – 0.8092,3,4,5 + 0.3094,5,1,2 + 0.3093,4,5,1

	S15
	ring2)
	A’’
	1.1185,1,2,3 – 1.1182,3,4,5 – 1.8094,5,1,2 + 1.8093,4,5,1


a) - stretching;  - bending;  - rocking;  - torsion.

b)i,,j is the distance between atoms Ai and Aj;i,k,j is the angle between vectors AiAj and AjAk; i,j,k,l is the dihedral angle between the plane defined by Ai, Aj, Ak and the plane defined by Aj, Ak, Al atoms; i,j,k,l is 

the angle between the vector AiAk and the plane defined by atoms Aj,Ak,Al  (see Scheme 1 for atom numbering).

