
Supplementary material

Electronic origins of the mixed isotopomers 1D2H-benzimidazole and 1H2D-benzimidazole, to-

gether with the best fit using the parameters from Table 1, main document.
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Fi g ur e S1 : Ro t a t i o na l l y r eso l ved el ect r o ni c sp ect r um o f t he  o r i g i n ν0 

o f 1 D2 H -b enzi m i da zo l e a t

3 6 0 2 8 . 4 6 cm 

− 1 a l o ng w i t h t he si mul a t i o n usi ng t he b est pa r a m et er s g i ven i n Ta bl e 1 , m a i n do cu-

ment.
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Fi g ur e S2: Ro t a t i o na l l y r eso l ved el ect r o ni c sp ect r um o f t he o r i g i n  ν0 at of 1H2D-benzimidazole

a t 3 6 0 4 5 . 5 6 cm 

− 1 a l o ng w i t h t he si mul a t i o n usi ng t he b est pa r a m et er s g i ven i n Ta bl e 1 , m a i n

document.
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