1041 GHNO Ethynyl isocyanate G

MW HC=C-NCO
ro A 6 deg
H-C 1.0579) H-C=C 180.0%
c=C 1.2237(20) C=C-N 180.0%
C-N 1.3025(54) N=C=0 170.02(93)
N=C 1.2139(60) a®) 140.67(48)
Cc=0 1.1741(48)

y[Arad? 0.0887(66))

The barrier to linearity is 537.2(54) ¢ < 3
Bond lengths and bond angles were thought to be functions of = A
the=C-N=C= anglep = m— a such that HE € N

ri(o) =ri(0) +vi p°
T(p) =T(0) +T'i p.
In actual fitting,r;i(0) andz;(0) were replaced bg® =ri(os) and 78 = 7(0.), respectively.

% Assumed.
®) See figure for definition.
9y of the=C—-N= bond.
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