Table S1

Details of least squares structure calculations of Table 7

(a) with r(O-H) used as the only predicate parameter,

(b) with r(O-H), r(N=Osyn), r(N=Oanti), ((ONOsyn), ((ONOanti), ((NOH  

      as  predicates,

note: r(N-O) has not been used as predicate parameter, neither in (a) nor (b).

(a)

	parameter
	parameter

used as
	input

value
	assigned

uncertainty
	calculated

value
	input –

calculated

	r(N=Osyn)
	initial
	1.2077
	
	1.2085(2)
	-0.0008

	r(N=Oanti)
	initial
	1.1920
	
	1.1947(2)
	-0.0027

	r(N-O)
	initial
	1.3944
	
	1.3964(3)
	-0.0020

	r(O-H)
	predicate
	0.9683
	0.0010
	0.9683(3)
	0.0000

	((ONOsyn)
	initial
	115.56
	
	115.82(2)
	-0.26

	((ONOanti)
	initial
	114.20
	
	114.15(2)
	 0.05

	((NOH)
	initial
	102.18
	
	102.22(2)
	-0.04


(b)

	r(N=Osyn)
	predicate
	1.2077
	0.0020
	1.2086(3)
	-0.0009

	r(N=Oanti)
	predicate
	1.1920
	0.0020
	1.1944(3)
	-0.0024

	r(N-O)
	initial
	1.3944
	
	1.3967(4)
	-0.0023

	r(O-H)
	predicate
	0.9683
	0.0010
	0.9683(5)
	0.0000

	((ONOsyn)
	predicate
	115.56
	0.30
	115.80(3)
	-0.24

	((ONOanti)
	predicate
	114.20
	0.20
	114.15(2)
	 0.05

	((NOH)
	predicate
	102.18
	0.20
	102.22(3)
	-0.04


