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Supporting Information

Table Relative Energies (kcal/mol) for Transition States, Total Energies in atomic units in Parenthesis
Basis Set

_____________________________________________________________________
Structure HF/6-31G* B3LYP/6-31G* B3LYP/6-31G**a

_______________________________________________________________________________
11a 0.0 (-975.2384692)   0.0 (-980.8893318)       0.0 (-980.9133938)
11b 1.84 (-975.2355431)   1.64 (-980.8867259)       1.48 (-980.9110326)
11c 2.79 (-975.2340304)   2.37 (-980.8855591)       2.20 (-980.9098845)
12a 2.0 (-975.2352894)   1.75 (-980.8865351)       1.63 (-980.9107944)
12b 1.63 (-975.2358665)   1.84 (-980.886400)       1.86 (-980.9104351)
12c 2.75 (-975.2340902)   2.47 (-980.8853903)       2.37 (-980.9096095)
13 0.0 (-934.4041699) 0.0 (-939.9441363) 0.0 (-939.9724120)
14 2.23 (-934.4006209) 2.14 (-939.9407279) 2.18 (-939.9689309)

_______________________________________________________________________________
a Single-point calculations using B3LYP/6-31G* structure.

Internal Coordinates from Optimized Structures (B3LYP/6-31G*)
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                            11a
B(4)
O(5) B(4) 1.435
O(6) B(4) 1.453 O(5) 108.064
C(10) O(6) 1.399 B(4) 107.584 O(5) -15.646 Dihedral
C(11) O(5) 1.398 B(4) 108.849 O(6) -2.417             Dihedral



S2

O(3) B(4) 1.527 O(5) 109.128 O(6) 112.324 Pro-R
C(7) B(4) 1.710 O(3) 101.484 O(5) 114.971 Pro-S
C(12) C(10) 1.534 O(6) 111.575 C(11) 111.833 Pro-R
C(16) C(11) 1.532 O(5) 111.229 C(10) 109.755 Pro-R
H(29) C(10) 1.097 O(6) 110.791 C(11) 111.627 Pro-S
H(30) C(11) 1.095 O(5) 111.251 C(10) 111.710 Pro-S
C(2) O(3) 1.282 B(4) 118.171 O(5) 162.762 Dihedral
C(1) C(2) 1.500 O(3) 117.597 B(4) 174.901 Dihedral
H(23) C(2) 1.090 C(1) 118.447 O(3) 117.431 Pro-R
C(8) C(7) 1.444 B(4) 103.954 O(3) 61.253             Dihedral
H(24) C(7) 1.092 B(4) 103.739 C(8) 115.053 Pro-S
H(25) C(7) 1.093 B(4) 107.169 C(8) 114.539 Pro-R
C(9) C(8) 1.373 C(7) 123.880 B(4) -81.582 Dihedral
H(26) C(8) 1.090 C(7) 116.776 C(9) 117.600 Pro-S
O(14) C(12) 1.351 C(10) 110.152 O(6) -175.048 Dihedral
O(13) C(12) 1.210 C(10) 125.964 O(14) 123.883 Pro-S
C(15) O(14) 1.437 C(12) 115.566 C(10) -179.673 Dihedral
O(18) C(16) 1.354 C(11) 110.049 O(5) -161.796 Dihedral
O(17) C(16) 1.209 C(11) 125.982 O(18) 123.942 Pro-R
C(19) O(18) 1.437 C(16) 115.369 C(11) -177.373 Dihedral
H(20) C(1) 1.093 C(2) 111.130 O(3) -38.328 Dihedral
H(21) C(1) 1.093 C(2) 111.795 H(20) 110.214 Pro-R
H(22) C(1) 1.099 C(2) 107.405 H(20) 108.133 Pro-S
H(27) C(9) 1.087 C(8) 120.768 C(7) 175.010 Dihedral
H(28) C(9) 1.087 C(8) 120.207 H(27) 116.103 Pro-S
H(31) C(15) 1.090 O(14) 105.598 C(12) 179.789 Dihedral
H(32) C(15) 1.093 O(14) 110.526 H(31) 110.608 Pro-R
H(33) C(15) 1.093 O(14) 110.500 H(31) 110.597 Pro-S
H(34) C(19) 1.090 O(18) 105.643 C(16) 179.170 Dihedral
H(35) C(19) 1.093 O(18) 110.496 H(34) 110.570 Pro-S
H(36) C(19) 1.093 O(18) 110.621 H(34) 110.620 Pro-R
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                           11b
B(4)
O(5) B(4) 1.431
O(6) B(4) 1.451 O(5) 108.316
C(10) O(6) 1.404 B(4) 107.565 O(5) -12.217 Dihedral
C(11) O(5) 1.402 B(4) 108.648 O(6) -6.152             Dihedral
O(3) B(4) 1.546 O(5) 108.884 O(6) 111.415 Pro-R
C(7) B(4) 1.701 O(3) 101.262 O(5) 115.033 Pro-S
C(12) C(10) 1.534 O(6) 115.082 C(11) 110.406 Pro-R
C(16) C(11) 1.532 O(5) 111.178 C(10) 110.237 Pro-R
H(29) C(10) 1.098 O(6) 110.215 C(11) 111.690 Pro-S
H(30) C(11) 1.094 O(5) 111.442 C(10) 111.044 Pro-S
C(2) O(3) 1.276 B(4) 118.461 O(5) 163.622 Dihedral
C(1) C(2) 1.500 O(3) 118.077 B(4) 173.065 Dihedral
H(23) C(2) 1.090 C(1) 118.864 O(3) 117.750 Pro-R
C(8) C(7) 1.447 B(4) 105.106 O(3) 61.154             Dihedral
H(24) C(7) 1.092 B(4) 103.466 C(8) 114.792 Pro-S
H(25) C(7) 1.093 B(4) 107.466 C(8) 114.181 Pro-R
C(9) C(8) 1.369 C(7) 124.098 B(4) -83.583 Dihedral
H(26) C(8) 1.091 C(7) 116.723 C(9) 117.656 Pro-S
O(14) C(12) 1.348 C(10) 113.500 O(6) -10.354 Dihedral
O(13) C(12) 1.213 C(10) 122.761 O(14) 123.714 Pro-R
C(15) O(14) 1.438 C(12) 114.596 C(10) -178.241 Dihedral
O(18) C(16) 1.352 C(11) 110.046 O(5) -162.146 Dihedral
O(17) C(16) 1.210 C(11) 126.017 O(18) 123.912 Pro-R
C(19) O(18) 1.437 C(16) 115.459 C(11) -177.579 Dihedral
H(20) C(1) 1.093 C(2) 111.048 O(3) -37.715 Dihedral
H(21) C(1) 1.092 C(2) 111.780 H(20) 110.224 Pro-R
H(22) C(1) 1.100 C(2) 107.860 H(20) 107.883 Pro-S
H(27) C(9) 1.087 C(8) 121.036 C(7) 174.799 Dihedral
H(28) C(9) 1.087 C(8) 120.433 H(27) 116.277 Pro-S
H(31) C(15) 1.091 O(14) 105.598 C(12) 178.770 Dihedral
H(32) C(15) 1.093 O(14) 110.567 H(31) 110.565 Pro-R
H(33) C(15) 1.093 O(14) 110.544 H(31) 110.690 Pro-S
H(34) C(19) 1.090 O(18) 105.617 C(16) 179.816 Dihedral
H(35) C(19) 1.093 O(18) 110.483 H(34) 110.602 Pro-S
H(36) C(19) 1.094 O(18) 110.614 H(34) 110.623 Pro-R
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                           11c
B(4)
O(5) B(4) 1.431
O(6) B(4) 1.448 O(5) 108.546
C(10) O(6) 1.410 B(4) 107.065 O(5) -14.548 Dihedral
C(11) O(5) 1.406 B(4) 108.218 O(6) -4.266             Dihedral
O(3) B(4) 1.542 O(5) 109.032 O(6) 111.873 Pro-R
C(7) B(4) 1.709 O(3) 101.089 O(5) 114.833 Pro-S
C(12) C(10) 1.534 O(6) 114.614 C(11) 110.960 Pro-R
C(16) C(11) 1.534 O(5) 114.293 C(10) 110.163 Pro-R
H(29) C(10) 1.096 O(6) 110.419 C(11) 111.020 Pro-S
H(30) C(11) 1.096 O(5) 110.813 C(10) 110.719 Pro-S
C(2) O(3) 1.279 B(4) 118.455 O(5) 164.139 Dihedral
C(1) C(2) 1.500 O(3) 117.860 B(4) 173.650 Dihedral
H(23) C(2) 1.090 C(1) 118.730 O(3) 117.628 Pro-R
C(8) C(7) 1.446 B(4) 104.859 O(3) 60.877             Dihedral
H(24) C(7) 1.092 B(4) 104.089 C(8) 114.334 Pro-S
H(25) C(7) 1.093 B(4) 107.322 C(8) 114.450 Pro-R
C(9) C(8) 1.371 C(7) 123.959 B(4) -82.910 Dihedral
H(26) C(8) 1.090 C(7) 116.752 C(9) 117.685 Pro-S
O(14) C(12) 1.349 C(10) 113.219 O(6) -16.670 Dihedral
O(13) C(12) 1.212 C(10) 123.161 O(14) 123.576 Pro-R
C(15) O(14) 1.438 C(12) 114.611 C(10) -176.989 Dihedral
O(18) C(16) 1.344 C(11) 113.387 O(5) -8.662             Dihedral
O(17) C(16) 1.214 C(11) 122.609 O(18) 123.997 Pro-R
C(19) O(18) 1.437 C(16) 114.925 C(11) -178.154 Dihedral
H(20) C(1) 1.093 C(2) 111.077 O(3) -38.251 Dihedral
H(21) C(1) 1.092 C(2) 111.794 H(20) 110.226 Pro-R
H(22) C(1) 1.099 C(2) 107.813 H(20) 107.873 Pro-S
H(27) C(9) 1.087 C(8) 120.910 C(7) 174.828 Dihedral
H(28) C(9) 1.087 C(8) 120.366 H(27) 116.232 Pro-S
H(31) C(15) 1.091 O(14) 105.594 C(12) 178.768 Dihedral
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H(32) C(15) 1.093 O(14) 110.562 H(31) 110.533 Pro-R
H(33) C(15) 1.093 O(14) 110.593 H(31) 110.720 Pro-S
H(34) C(19) 1.090 O(18) 105.498 C(16) 179.418 Dihedral
H(35) C(19) 1.093 O(18) 110.609 H(34) 110.700 Pro-S
H(36) C(19) 1.093 O(18) 110.535 H(34) 110.647 Pro-R
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                           12a
B(4)
O(5) B(4) 1.452
O(6) B(4) 1.432 O(5) 108.158
C(7) O(5) 1.397 B(4) 108.633 O(6) -6.930             Dihedral
C(8) O(6) 1.399 B(4) 108.922 O(5) -9.513             Dihedral
C(3) B(4) 1.711 O(5) 112.891 O(6) 112.543 Pro-S
C(9) C(8) 1.531 O(6) 111.970 C(7) 109.766 Pro-R
C(13) C(7) 1.532 O(5) 111.097 C(8) 110.511 Pro-R
O(18) B(4) 1.529 C(3) 101.263 O(5) 110.322 Pro-R
H(25) C(7) 1.097 O(5) 111.225 C(8) 111.671 Pro-S
H(26) C(8) 1.095 O(6) 110.801 C(7) 111.804 Pro-S
C(2) C(3) 1.446 B(4) 104.626 O(5) 56.981             Dihedral
H(23) C(3) 1.093 C(2) 114.534 B(4) 107.817 Pro-R
H(24) C(3) 1.092 C(2) 113.650 B(4) 103.440 Pro-S
C(1) C(2) 1.370 C(3) 124.169 B(4) 82.950             Dihedral
H(22) C(2) 1.090 C(1) 117.892 C(3) 116.317 Pro-S
O(11) C(9) 1.355 C(8) 109.910 O(6) -157.591 Dihedral
O(10) C(9) 1.209 C(8) 126.079 O(11) 123.977 Pro-R
C(12) O(11) 1.436 C(9) 115.323 C(8) -177.301 Dihedral
O(15) C(13) 1.352 C(7) 110.074 O(5) -165.279 Dihedral
O(14) C(13) 1.210 C(7) 125.904 O(15) 124.010 Pro-R
C(16) O(15) 1.437 C(13) 115.464 C(7) -177.652 Dihedral
C(17) O(18) 1.277 B(4) 119.086 C(3) 74.870             Dihedral
C(19) C(17) 1.500 O(18) 117.943 B(4) -173.682 Dihedral
H(33) C(17) 1.091 O(18) 117.859 C(19) 118.597 Pro-R
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H(20) C(1) 1.087 C(2) 120.961 C(3) -174.853 Dihedral
H(21) C(1) 1.087 C(2) 120.441 H(20) 116.182 Pro-R
H(27) C(12) 1.093 O(11) 110.500 C(9) -60.409 Dihedral
H(28) C(12) 1.094 O(11) 110.647 H(27) 108.855 Pro-S
H(29) C(12) 1.090 O(11) 105.659 H(27) 110.593 Pro-R
H(30) C(16) 1.090 O(15) 105.615 C(13) 179.474 Dihedral
H(31) C(16) 1.093 O(15) 110.482 H(30) 110.600 Pro-S
H(32) C(16) 1.093 O(15) 110.580 H(30) 110.611 Pro-R
H(34) C(19) 1.099 C(17) 107.813 O(18) -79.587 Dihedral
H(35) C(19) 1.093 C(17) 110.955 H(34) 107.858 Pro-S
H(36) C(19) 1.093 C(17) 111.745 H(34) 108.064 Pro-R
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                           12b
B(4)
O(5) B(4) 1.443
O(6) B(4) 1.433 O(5) 108.747
C(7) O(5) 1.401 B(4) 108.873 O(6) -2.177             Dihedral
C(8) O(6) 1.416 B(4) 108.158 O(5) -11.789 Dihedral
C(3) B(4) 1.708 O(5) 112.627 O(6) 112.782 Pro-S
C(9) C(8) 1.534 O(6) 108.909 C(7) 111.645 Pro-R
C(13) C(7) 1.530 O(5) 110.645 C(8) 110.251 Pro-R
O(18) B(4) 1.539 C(3) 101.474 O(5) 110.431 Pro-R
H(25) C(7) 1.095 O(5) 110.893 C(8) 110.867 Pro-S
H(26) C(8) 1.095 O(6) 109.534 C(7) 113.163 Pro-S
C(2) C(3) 1.447 B(4) 104.453 O(5) 57.255             Dihedral
H(23) C(3) 1.093 C(2) 114.521 B(4) 108.128 Pro-R
H(24) C(3) 1.092 C(2) 113.656 B(4) 103.407 Pro-S
C(1) C(2) 1.370 C(3) 124.159 B(4) 83.041             Dihedral
H(22) C(2) 1.090 C(1) 117.876 C(3) 116.360 Pro-S
O(11) C(9) 1.347 C(8) 110.616 O(6) -87.640 Dihedral
O(10) C(9) 1.213 C(8) 125.491 O(11) 123.852 Pro-S
C(12) O(11) 1.437 C(9) 115.377 C(8) 175.442 Dihedral
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O(15) C(13) 1.354 C(7) 109.906 O(5) -166.533 Dihedral
O(14) C(13) 1.209 C(7) 126.118 O(15) 123.959 Pro-R
C(16) O(15) 1.437 C(13) 115.429 C(7) -177.434 Dihedral
C(17) O(18) 1.278 B(4) 118.461 C(3) 74.858             Dihedral
C(19) C(17) 1.500 O(18) 118.030 B(4) -173.780 Dihedral
H(33) C(17) 1.091 O(18) 117.750 C(19) 118.602 Pro-R
H(20) C(1) 1.087 C(2) 120.925 C(3) -175.061 Dihedral
H(21) C(1) 1.087 C(2) 120.455 H(20) 116.205 Pro-R
H(27) C(12) 1.093 O(11) 110.414 C(9) -60.882 Dihedral
H(28) C(12) 1.093 O(11) 110.552 H(27) 108.969 Pro-S
H(29) C(12) 1.090 O(11) 105.603 H(27) 110.602 Pro-R
H(30) C(16) 1.090 O(15) 105.648 C(13) 179.572 Dihedral
H(31) C(16) 1.093 O(15) 110.508 H(30) 110.570 Pro-S
H(32) C(16) 1.093 O(15) 110.601 H(30) 110.592 Pro-R
H(34) C(19) 1.099 C(17) 107.777 O(18) -79.724 Dihedral
H(35) C(19) 1.093 C(17) 111.028 H(34) 107.969 Pro-S
H(36) C(19) 1.092 C(17) 111.736 H(34) 107.963 Pro-R
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                           12c
B(4)
O(5) B(4) 1.442
O(6) B(4) 1.430 O(5) 108.864
C(7) O(5) 1.405 B(4) 108.853 O(6) 2.560             Dihedral
C(8) O(6) 1.419 B(4) 107.820 O(5) -15.444 Dihedral
C(3) B(4) 1.715 O(5) 112.369 O(6) 112.614 Pro-S
C(9) C(8) 1.533 O(6) 108.679 C(7) 111.667 Pro-R
C(13) C(7) 1.529 O(5) 114.031 C(8) 110.117 Pro-R
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O(18) B(4) 1.537 C(3) 101.193 O(5) 110.840 Pro-R
H(25) C(7) 1.096 O(5) 110.525 C(8) 110.264 Pro-S
H(26) C(8) 1.094 O(6) 109.776 C(7) 112.827 Pro-S
C(2) C(3) 1.444 B(4) 104.105 O(5) 57.370             Dihedral
H(23) C(3) 1.093 C(2) 114.712 B(4) 107.739 Pro-R
H(24) C(3) 1.092 C(2) 113.975 B(4) 103.756 Pro-S
C(1) C(2) 1.372 C(3) 123.977 B(4) 82.170             Dihedral
H(22) C(2) 1.090 C(1) 117.754 C(3) 116.536 Pro-S
O(11) C(9) 1.346 C(8) 110.624 O(6) -86.511 Dihedral
O(10) C(9) 1.213 C(8) 125.435 O(11) 123.897 Pro-S
C(12) O(11) 1.437 C(9) 115.434 C(8) 175.704 Dihedral
O(15) C(13) 1.345 C(7) 113.774 O(5) 3.158             Dihedral
O(14) C(13) 1.214 C(7) 122.206 O(15) 124.018 Pro-S
C(16) O(15) 1.437 C(13) 114.831 C(7) 179.946 Dihedral
C(17) O(18) 1.280 B(4) 118.418 C(3) 74.822             Dihedral
C(19) C(17) 1.501 O(18) 117.763 B(4) -174.520 Dihedral
H(33) C(17) 1.091 O(18) 117.535 C(19) 118.419 Pro-R
H(20) C(1) 1.087 C(2) 120.753 C(3) -175.099 Dihedral
H(21) C(1) 1.087 C(2) 120.319 H(20) 116.109 Pro-R
H(27) C(12) 1.093 O(11) 110.415 C(9) -61.190 Dihedral
H(28) C(12) 1.093 O(11) 110.534 H(27) 109.002 Pro-S
H(29) C(12) 1.090 O(11) 105.585 H(27) 110.604 Pro-R
H(30) C(16) 1.090 O(15) 105.543 C(13) 179.455 Dihedral
H(31) C(16) 1.093 O(15) 110.589 H(30) 110.648 Pro-S
H(32) C(16) 1.093 O(15) 110.549 H(30) 110.642 Pro-R
H(34) C(19) 1.099 C(17) 107.692 O(18) -78.889 Dihedral
H(35) C(19) 1.093 C(17) 111.056 H(34) 107.938 Pro-S
H(36) C(19) 1.093 C(17) 111.814 H(34) 107.984 Pro-R
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C(10)
C(11) C(10) 1.589
O(5) C(11) 1.395 C(10) 105.648
C(16) C(11) 1.531 C(10) 110.091 O(5) 111.806 Pro-S



S9

O(6) C(10) 1.395 C(11) 105.149 O(5) -1.940             Dihedral
C(12) C(10) 1.533 C(11) 110.098 O(6) 112.115 Pro-S
B(4) O(5) 1.427 C(11) 108.793 C(10) -10.067 Dihedral
N(14) C(12) 1.374 C(10) 115.581 C(11) 73.285   Dihedral
C(15) N(14) 1.460 C(12) 129.506 C(10) 6.728             Dihedral
N(18) C(16) 1.380 C(11) 114.995 C(10) 74.732 Dihedral
C(19) C(15) 1.554 N(14) 116.236 C(12) -73.911 Dihedral
O(3) B(4) 1.529 O(5) 110.244 O(6) 111.604 Pro-R
C(7) B(4) 1.714 O(3) 101.724 O(5) 113.877 Pro-S
H(29) C(10) 1.099 O(6) 109.305 C(11) 110.859 Pro-S
H(30) C(11) 1.101 O(5) 110.021 C(10) 109.923 Pro-S
O(13) C(12) 1.224 C(10) 123.274 N(14) 121.085 Pro-R
O(17) C(16) 1.219 C(11) 123.640 N(18) 121.283 Pro-R
H(31) N(14) 1.012 C(12) 112.763 C(15) 117.633 Pro-S
H(32) C(15) 1.094 N(14) 105.633 C(19) 108.095 Pro-R
H(33) C(15) 1.097 N(14) 110.979 C(19) 108.729 Pro-S
H(34) N(18) 1.012 C(16) 112.638 C(19) 117.722 Pro-S
H(35) C(19) 1.094 C(15) 107.893 N(18) 105.819 Pro-S
H(36) C(19) 1.097 C(15) 108.763 N(18) 111.154 Pro-R
C(2) O(3) 1.287 B(4) 117.629 O(5) 163.836 Dihedral
C(1) C(2) 1.502 O(3) 117.144 B(4) 175.821 Dihedral
H(23) C(2) 1.090 C(1) 117.974 O(3) 117.057 Pro-R
C(8) C(7) 1.442 B(4) 103.281 O(3) 60.775 Dihedral
H(24) C(7) 1.092 B(4) 104.262 C(8) 114.780 Pro-S
H(25) C(7) 1.093 B(4) 106.982 C(8) 114.909 Pro-R
C(9) C(8) 1.377 C(7) 123.710 B(4) -79.921 Dihedral
H(26) C(8) 1.090 C(7) 116.797 C(9) 117.592 Pro-S
H(20) C(1) 1.093 C(2) 111.213 O(3) -39.154 Dihedral
H(21) C(1) 1.093 C(2) 111.830 H(20) 110.175 Pro-R
H(22) C(1) 1.099 C(2) 107.292 H(20) 108.213 Pro-S
H(27) C(9) 1.087 C(8) 120.418 C(7) 175.510 Dihedral
H(28) C(9) 1.087 C(8) 119.957 H(27) 115.950 Pro-S
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C(7)
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C(8) C(7) 1.585
O(5) C(7) 1.395 C(8) 105.453
C(13) C(7) 1.532 C(8) 109.537 O(5) 111.744 Pro-S
O(6) C(8) 1.394 C(7) 105.738 O(5) -3.285  Dihedral
C(9) C(8) 1.532 C(7) 109.447 O(6) 112.808 Pro-S
B(4) O(5) 1.444 C(7) 109.717 C(8) 2.967   Dihedral
N(11) C(9) 1.380 C(8) 114.847 C(7) 75.403             Dihedral
C(12) N(11) 1.458 C(9) 129.584 C(8) 4.911   Dihedral
N(15) C(13) 1.377 C(7) 115.233 C(8) 75.121 Dihedral
C(16) C(12) 1.555 N(11) 116.236 C(9) -73.088 Dihedral
C(3) B(4) 1.708 O(5) 111.859 O(6) 113.495 Pro-S
O(18) B(4) 1.540 C(3) 101.286 O(5) 110.743 Pro-R
H(25) C(7) 1.100 O(5) 109.932 C(8) 110.661 Pro-S
H(26) C(8) 1.100 O(6) 109.337 C(7) 110.428 Pro-S
O(10) C(9) 1.219 C(8) 123.745 N(11) 121.320 Pro-R
O(14) C(13) 1.221 C(7) 123.222 N(15) 121.455 Pro-R
H(27) N(11) 1.012 C(9) 112.699 C(12) 117.708 Pro-S
H(28) C(12) 1.097 N(11) 111.059 C(16) 108.754 Pro-S
H(29) C(12) 1.094 N(11) 105.761 C(16) 107.919 Pro-R
H(30) N(15) 1.012 C(13) 112.803 C(16) 117.705 Pro-S
H(31) C(16) 1.094 C(12) 108.026 N(15) 105.693 Pro-S
H(32) C(16) 1.097 C(12) 108.704 N(15) 110.935 Pro-R
C(2) C(3) 1.448 B(4) 105.125 O(5) 57.355  Dihedral
H(23) C(3) 1.093 C(2) 114.493 B(4) 108.135 Pro-R
H(24) C(3) 1.093 C(2) 113.360 B(4) 103.367 Pro-S
C(1) C(2) 1.368 C(3) 124.239 B(4) 83.831 Dihedral
H(22) C(2) 1.090 C(1) 117.945 C(3) 116.298 Pro-S
C(17) O(18) 1.275 B(4) 119.096 C(3) 74.503 Dihedral
C(19) C(17) 1.499 O(18) 118.192 B(4) -173.118 Dihedral
H(33) C(17) 1.091 O(18) 117.951 C(19) 118.769 Pro-R
H(20) C(1) 1.087 C(2) 121.056 C(3) -174.889 Dihedral
H(21) C(1) 1.087 C(2) 120.549 H(20) 116.268 Pro-R
H(34) C(19) 1.100 C(17) 107.853 O(18) -80.189 Dihedral
H(35) C(19) 1.093 C(17) 110.974 H(34) 107.832 Pro-S
H(36) C(19) 1.092 C(17) 111.760 H(34) 107.964 Pro-R


