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Reactions of Hydroxyl Radicals with Trichloroethene and Tetrachloroethene in Argon Matrices at 12 K.

Karen S. Wiltshire, Matthew J. Almond and Philip C.H. Mitchell

School of Chemistry, University of Reading, Whiteknights, Reading RG6 6AD.
Supplementary Material.  Coordinates calculated for the 1,1,2-trichloro-2-hydroxyethyl radical and the 1,2,2-trichloro-2-hydroxyethyl radical using the B3-LYP functional with the 6-31G(d) basis set.

HOCClHCCl2 = 1,1,2-Trichloro-2-hydroxyethyl Radical
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 ---------------------------------------------------------------------

    1

6

C

0.816496
-0.054197
0.738770

    2

1

H

0.928380
-0.841665
1.481904

    3

6

C

-0.609028
0.073012
0.330999

    4

17

Cl

-1.101676
1.460089
-0.569718

    5

17

Cl

-1.576484
-1.340573
0.224815

    6

17

Cl

1.825402
-0.698127
-0.735525

    7

8

O

1.381583
1.093183
1.233362

    8

1

H

1.271021
1.819703
0.599862

HOCCl2CClH = 1,2,2-Trichloro-2-hydroxyethyl Radical
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    1

6

0

-0.339287
-0.050100
0.206206

    2

6

0

0.794032
-0.529156
-0.623264

    3

1

0

0.652175
-0.786836
-1.663630

    4

8

0

-0.132499
-0.053246
1.553735

    5

1

0

0.194876
-0.930256
1.810504

    6

17

0

-1.780581
-1.123839
-0.255927

    7

17

0

-0.771441
1.674569
-0.218239

    8

17

0

2.404050
-0.220225
-0.118446

