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Page 2:  Dataset S1. Cartesian coordinates of (S)-Retro-2” that is energy minimized at the HEF/6-

31G(d) level.
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Page 6: Dataset Sz. Cartesian coordinates of (R)-Retro-2” that is energy minimized at the HF/6-
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31G(d) level and superimposed over (S)-Retro-2™°.

Page 10: Dataset S3. Cartesian coordinates of DA2MT that is energy minimized at the HF/6-31G(d)

cycl
)

level and superimposed over (S)-Retro-27¢.

Page 14: Dataset S4. Cartesian coordinates of Cpd 75 that is energy minimized at the HEF/6-31G(d)
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level and superimposed over (S)-Retro-27¢.
Page 19: Dataset Ss. Cartesian coordinates of (S)-Retro-1 that is energy minimized at the HEF/6-31G(d)
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level and superimposed over (S)-Retro-27¢.



Dataset Sl.Cartesian coordinates of (S)-Retro-2°""' that is energy
minimized at the HF/6-31G(d) level.

HETATM 1 N 1 -0.057 -0.141 0.013 0.00 0.00 N
HETATM 2 N 1 2.170 -0.936 -0.108 0.00 0.00 N
HETATM 3 C 1 0.040 0.100 1.369 0.00 0.00 C
HETATM 4 C 1 0.835 -1.113 -0.631 0.00 0.00 C
HETATM 5 C 1 -1.337 0.098 -0.592 0.00 0.00 C
HETATM 6 C 1 1.280 -0.377 2.030 0.00 0.00 C
HETATM 7 C 1 -2.335 -0.861 -0.522 0.00 0.00 Cc
HETATM 8 C 1 -1.576 1.295 -1.242 0.00 0.00 C
HETATM 9 C 1 0.882 -0.967 =-2.127 0.00 0.00 Cc
HETATM 10 C 1 1.414 -0.268 3.410 0.00 0.00 C
HETATM 11 C 1 2.325 -0.886 1.267 0.00 0.00 C
HETATM 12 C 1 -3.563 -0.631 -1.118 0.00 0.00 Cc
HETATM 13 C 1 -2.807 1.528 -1.834 0.00 0.00 Cc
HETATM 14 C 1 0.350 -1.801 -3.036 0.00 0.00 C
HETATM 15 C 1 2.576 -0.669 4.034 0.00 0.00 C
HETATM 16 C 1 3.505 -1.283 1.893 0.00 0.00 C
HETATM 17 C 1 -3.800 0.565 =-1.777 0.00 0.00 C
HETATM 18 C 1 1.290 -0.243 -4.479 0.00 0.00 C
HETATM 19 C 1 0.581 -1.384 -4.391 0.00 0.00 C
HETATM 20 C 1 3.619 -1.173 3.263 0.00 0.00 C
HETATM 21 C 1 1.720 0.484 -5.720 0.00 0.00 Cc
HETATM 22 O 1 -0.822 0.672 1.975 0.00 0.00 o
HETATM 23 S 1 1.705 0.356 -2.902 0.00 0.00 S
HETATM 24 H 1 0.465 -2.119 -0.423 0.00 0.00 H
HETATM 25 H 1 2.845 -1.493 -0.585 0.00 0.00 H
HETATM 26 H 1 -2.157 -1.780 0.008 0.00 0.00 H
HETATM 27 H 1 -0.800 2.037 -1.279 0.00 0.00 H
HETATM 28 H 1 0.593 0.138 3.968 0.00 0.00 H
HETATM 29 H 1 -4.334 -1.378 -1.061 0.00 0.00 H
HETATM 30 H 1 -2.988 2.461 -2.336 0.00 0.00 H
HETATM 31 H 1 -0.205 -2.683 -2.774 0.00 0.00 H
HETATM 32 H 1 2.679 -0.589 5.101 0.00 0.00 H
HETATM 33 H 1 4.320 -1.671 1.306 0.00 0.00 H
HETATM 34 H 1 -4.755 0.746 -2.237 0.00 0.00 H
HETATM 35 H 1 0.225 -1.926 -5.247 0.00 0.00 H
HETATM 36 H 1 4.532 -1.484 3.739 0.00 0.00 H
HETATM 37 H 1 1.374 -0.049 -6.597 0.00 0.00 H
HETATM 38 H 1 2.801 0.565 -=5.777 0.00 0.00 H
HETATM 39 H 1 1.311 1.488 -5.751 0.00 0.00 H
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Dataset S2.Cartesian coordinates
minimized at the HF/6-31G(d)
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CONECT 39 21
END

Dataset S3.Cartesian coordinates of DA2MT that is energy minimized at
the HF/6-31G(d) level and superimposed over (S)-Retro-2°°,

HETATM 1 N 1 0.045 -0.032 0.015 0.00 0.00 N
HETATM 2 N 1 2.198 -0.957 -0.099 0.00 0.00 N
HETATM 3 C 1 0.088 0.179 1.400 0.00 0.00 C
HETATM 4 C 1 1.128 -0.571 -0.668 0.00 0.00 C
HETATM 5 C 1 -1.223 0.215 -0.620 0.00 0.00 C
HETATM 6 C 1 1.320 -0.270 2.049 0.00 0.00 C
HETATM 7 C 1 -2.017 -0.852 -0.998 0.00 0.00 Cc
HETATM 8 C 1 -1.653 1.516 -0.818 0.00 0.00 C
HETATM 9 C 1 1.083 -0.740 -2.142 0.00 0.00 C
HETATM 10 C 1 1.475 -0.147 3.433 0.00 0.00 C
HETATM 11 C 1 2.316 -0.843 1.272 0.00 0.00 C
HETATM 12 C 1 -3.238 -0.617 -1.609 0.00 0.00 C
HETATM 13 C 1 -2.877 1.747 -1.420 0.00 0.00 C
HETATM 14 C 1 1.658 -1.783 -2.774 0.00 0.00 C
HETATM 15 C 1 2.624 -0.598 4.032 0.00 0.00 C
HETATM 16 C 1 3.487 -1.300 1.890 0.00 0.00 C
HETATM 17 C 1 -3.668 0.681 -1.822 0.00 0.00 C
HETATM 18 C 1 1.038 -0.539 -4.629 0.00 0.00 C
HETATM 19 C 1 1.619 -1.677 -4.199 0.00 0.00 C
HETATM 20 C 1 3.632 =-1.177 3.249 0.00 0.00 C
HETATM 21 C 1 0.827 -0.084 -6.045 0.00 0.00 C
HETATM 22 O 1 -0.836 0.671 1.978 0.00 0.00 0]
HETATM 23 S 1 0.491 0.422 -3.297 0.00 0.00 S
HETATM 24 H 1 -1.678 -1.857 -0.822 0.00 0.00 H
HETATM 25 H 1 -1.038 2.334 -0.496 0.00 0.00 H
HETATM 26 H 1 0.682 0.299 4.003 0.00 0.00 H
HETATM 27 H 1 -3.851 -1.447 -1.910 0.00 0.00 H
HETATM 28 H 1 -3.212 2.756 =-1.575 0.00 0.00 H
HETATM 29 H 1 2.114 -2.597 -2.245 0.00 0.00 H
HETATM 30 H 1 2.755 =-0.508 5.095 0.00 0.00 H
HETATM 31 H 1 4.255 -1.736 1.279 0.00 0.00 H
HETATM 32 H 1 -4.617 0.864 -2.292 0.00 0.00 H
HETATM 33 H 1 2.017 -2.424 -4.861 0.00 0.00 H
HETATM 34 H 1 4.533 -1.528 3.721 0.00 0.00 H
HETATM 35 H 1 1.232 -0.820 -6.730 0.00 0.00 H
HETATM 36 H 1 1.323 0.861 -6.234 0.00 0.00 H
HETATM 37 H 1 -0.227 0.041 -6.267 0.00 0.00 H
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CONECT 20 15

CONECT 20 15

CONECT 20 15

CONECT 20 15

CONECT 20 16

CONECT 20 16

CONECT 20 16

CONECT 20 16

CONECT 20 34

CONECT 21 18 35 36 37
CONECT 22 3

CONECT 22
CONECT 23
CONECT 23
CONECT 23
CONECT 23 9
CONECT 23 18
CONECT 23 18
CONECT 23 18
CONECT 23 18
CONECT 24 7
CONECT 25 8
CONECT 26 10
CONECT 27 12
CONECT 28 13
CONECT 29 14
CONECT 30 15
CONECT 31 16
CONECT 32 17
CONECT 33 19
CONECT 34 20
CONECT 35 21
CONECT 36 21
CONECT 37 21
END

Dataset S4.Cartesian coordinates of Cpd 75 that is energy minimized
at the HF/6-31G(d) level and superimposed over (S)-Retro-

zcycl .
HETATM 1 N 1 1.023 0.203 2.745 0.00 0.00 N
HETATM 2 N 1 1.090 -0.276 1.471 0.00 0.00 N
HETATM 3 N 1 2.945 -0.835 2.375 0.00 0.00 N
HETATM 4 N 1 2.325 -1.387 0.015 0.00 0.00 N
HETATM 5 N 1 -0.968 0.202 0.271 0.00 0.00 N
HETATM 6 C 1 2.145 -0.149 3.247 0.00 0.00 C
HETATM 7 C 1 2.231 -0.911 1.209 0.00 0.00 C
HETATM 8 C 1 0.319 -0.334 0.318 0.00 0.00 C
HETATM 9 C 1 1.113 -1.025 -0.550 0.00 0.00 Cc
HETATM 10 C 1 0.790 -1.426 -1.942 0.00 0.00 C
HETATM 11 ¢ 1 -1.375 1.147 -0.705 0.00 0.00 C
HETATM 12 C 1 0.425 -2.738 =-2.209 0.00 0.00 C
HETATM 13 C 1 0.859 -0.524 -3.003 0.00 0.00 C
HETATM 14 C 1 -0.754 2.399 -0.768 0.00 0.00 C
HETATM 15 C 1 -2.441 0.838 -1.557 0.00 0.00 C
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