The PDB co-ordinates of the six-unique rotational isomeric states portrayed in Figure 3.
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ATOM 1 H1 GOL 1 -2.473 -0.733 -1.065
ATOM 2 01 GOL 1 -2.190 -1.431 -0.470
ATOM 3 C1 GOL 1 -0.758 -1.207 -0.358
ATOM 4 H2 GOL 1 -0.361 -2.014 0.260
ATOM 5 H3 GOL 1 -0.261 -1.331 -1.323
ATOM 6 C2 GOL 1 -0.354 0.213 0.231
ATOM 7 H4 GOL 1 -0.859 0.353 1.190
ATOM 8 02 GOL 1 -0.770 1.221 -0.717
ATOM 9 H5 GOL 1 -0.950 2.046 -0.261
ATOM 10 C3 GOL 1 1.195 0.272 0.404
ATOM 11 H6 GOL 1 1.590 0.360 -0.611
ATOM 12 H7 GOL 1 1.679 -0.638 0.763
ATOM 13 03 GOL 1 1.789 1.422 1.080
ATOM 14 H8 GOL 1 2.726 1.464 0.874
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ATOM 1 H1 GOL 1 -2.215 -1.404 0.356
ATOM 2 01 GOL 1 -1.458 -1.910 0.053
ATOM 3 C1 GOL 1 -0.259 -1.144 0.377
ATOM 4 H2 GOL 1 -0.328 -0.862 1.430
ATOM 5 H3 GOL 1 0.628 -1.755 0.196
ATOM 6 C2 GOL 1 -0.130 0.135 -0.502
ATOM 7 H4 GOL 1 -1.086 0.658 -0.572
ATOM 8 02 GOL 1 0.166 -0.270 -1.825
ATOM 9 H5 GOL 1 -0.428 0.060 -2.503
ATOM 10 C3 GOL 1 0.939 1.119 0.099
ATOM 11 H6 GOL 1 0.964 1.940 -0.619
ATOM 12 H7 GOL 1 1.947 0.702 0.150
ATOM 13 03 GOL 1 0.393 1.600 1.331
ATOM 14 H8 GOL 1 0.862 1.135 2.029
TER
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ATOM 1 H1 GOL 1 2.284 -1.600 0.130
ATOM 2 01 GOL 1 1.887 -1.434 -0.728
ATOM 3 C1 GOL 1 1.093 -0.234 -0.686
ATOM 4 H2 GOL 1 1.765 0.528 -0.286
ATOM 5 H3 GOL 1 0.864 -0.017 -1.731
ATOM 6 C2 GOL 1 -0.209 -0.368 0.232
ATOM 7 H4 GOL 1 0.062 -0.830 1.184
ATOM 8 02 GOL 1 -1.162 -1.171 -0.431
ATOM 9 H5 GOL 1 -0.997 -2.054 -0.093
ATOM 10 C3 GOL 1 -0.869 0.950 0.667
ATOM 11 H6 GOL 1 -0.349 1.289 1.565
ATOM 12 H7 GOL 1 -1.871 0.610 0.937
ATOM 13 03 GOL 1 -0.814 1.965 -0.382
ATOM 14 H8 GOL 1 -1.685 2.368 -0.373
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