1218 GH:sNO 3-Hydroxypropanenitrile C:(gauché
MW 3-Hydroxypropionitrile Cs(antil)
C, (antill)
HO-CH,~CH,—C=N
ro A 23 deg
C=N 1.1579 C-C=N 180.007)
C-O 1.415) C-C-H 109.47)
C(2)-C(3) 1.538) H-C-H 109.47)
C(1)-C(2)  1.474) C-O-H 104.00)
C-H 1.093) 0-Cc-C" 108.00%
O-H 0.9709 0-C-C9 112.50%
C-C-C gauche 109.5(15)
C-C—C éntil) 109.0(15)
C-C—C @ntill) 109.0(15)
H-O-C-C") 0.00%
H-0O-C-C% 120.00%
0O-C—-C-C ¢gaucha 9 59(3)
O-C-C-Cé4ntil) 9 1809
O-C—C-C4ntill) % 1809
Atom | a| [A] | bs| [A] | sl [A]
H(OH) gauche 0.74457 1.51463 imaginary
H(OH) anti | 2.8827 0.645 0.250

The hydrogen-bonded heavy-atgaucheconformation was found to be 2.7(4) kJ mahore

stable tharanti | and to be 7.4(24) kJ mdlmore stable thaanti I1.
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