1012
MW

GF,4 1,3,3,3-Tetrafluoropropyne Gy
FC=C-CR

Mo A B,y deg

C(1=C(2) 1.2016(19) F-C-F 108.02(20)

C(2)-C(3) 1.4566(34)
C(1)-F 1.2737(44)
C(3)-F 1.3387(20)

Atom aa [A] b [A]  cav[A]
F(1) —3.0669 0.0 0.0
c@) ~1.7932 0.0 0.0
C(2) 05916 0.0 0.0
C@3) 0.8650 0.0 0.0
F(4) 1.3423  1.2507 0.0
F(5.,6) 1.3423  0.6254 +1.0831

Shrinkage correctiorfy:

Species or (C-P or (C-C) or (C=C) or (C(1)-F)
CF;C=CF - -

¥CFC=CF -0.00013 -0.00008 - -
CR®C=CF  0.00001 0.00001  0.00004 -
CRC=“CF - —0.00001  0.00005  —0.00001

8 Assumed; corrections argisotope) —r,(parent).
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