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Table S1. Pyrophoshate parameters in NAD+ and NADP+ species.
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NADLiH10a
48
163
-125
133
72
79
179
47

NADrxHb
76.4
-126.2
-98.4
51.9
121.0
108.9
103.0
-40.4

NAD+(1)
-64.4
111.5
-129.8
-5.3
-92.5
77.3
-133.6
90.7

NAD+(2)
-154.7
129.9
-42.2
-54.9
-57.1
-142.9
122.0
52.6

C-NAD+(1)
-72.6
-140.6
45.7
-171.1
104.8
54.2
111.7
-176.2

C-NAD+(2)
88.4
148.3
76.8
49.4
-51.5
-58.3
-129.7
-55.1

aNAD 
47.7
155.1
63.2
71.2
55.2
69.7
143.1
-57.0

bNAD
48.4
155.8
61.3
72.0
55.3
71.3
147.5
-64.2

NADP+
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NADP+(3)
-81.9
170.8
159.7
-158.4
-25.1
157.3
-116.6
64.9

NADP+ (4)
54.0
-110.5
169.5
-32.8
-55.1
-142.4
116.9
58.7

NADP+(3)
80.4
-128.4
47.8
-104.3
-163.8
44.0
123.4
64.3

NADP+ (4)
-108.2
149.2
-32.3
-109.4
85.0
59.4
156.8
55.0

a) Taken from ref. 22. b) Relaxed structure of NAD+ taken from NADHLiH omitting the Li+ co-ordination.

