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Table S1. Structure parameters for the complexes between the G60A mutant and the R;,- and Sp-enantiomers of 1 and 2.

Initial Pose

Substrate Parameters
Ry Ra Rum SL Sa Sm

Ar 163+7 15947 867 123+14 6616 89+6
A 7016 83.4+7 92+4 806 148+6 99+7

Compound 1 Am 9149 88.5+8 16315 128+11 104+6 15046
dpo 3.4+0.1 3.5+0.2 3.7+0.1 3.9+0.1 3.60.1 4.0+£0.2
dzn0 2.1+0.1 2.1+0.1 2.1£0.1 2.1+0.1 2.240.1 2.1+0.1
Ar 16245 102+9 766 78+12 82+11 10345
A 72+6 144+10 93+9 15610 157+6 86+4

Compound 2 Am 93+6 7245 1657 89+12 8748 14445
dpo 3.440.1 3.4+0.2 3.6£0.2 3.6£0.2 3.6+0.1 4.1+0.1
dzn0 2.1+0.1 2.240.1 2.1+£0.1 2.1+£0.1 2.1+£0.1 2.1+0.1




Table S2. Structure parameters for the complexes between the GWT mutant and the Rj- and Sj-enantiomers of 1 and 2.

Initial Pose

Substrate Parameters
Rp Ra Rm SL Sa Sm

Ar 14849 105+11 10249 15048 6616 91+6
A 85+7 143+£11 96+6 100£8 145+7 101£8

Compound 1 Am 9749 715 14447 77+8 113 £7 145+6
dpo 3.840.2 3.540.1 4.1+0.1 3.6+0.2 3.6+0.1 4.1+0.1
dzn0 2.1+0.1 2.1+£0.1 2.1+£0.1 2.1+£0.1 2.240.1 2.1+£0.1
AL 151£12 9148 95+6 14948 80+8 101+6
A 71+6 1569 87+4 79+7 15648 92+4

Compound 2 Am 95+16 756 158+6 96 £12 94+12 14445
dpo 3.5+0.2 3.4+0.1 3.8+0.1 3.8+0.2 3.6+0.2 4.1+0.1
dzno 2.1+0.1 2.1+0.1 2.1£0.1 2.1£0.1 2.1£0.1 2.140.1




Table S3. Structure parameters for the complexes between the YT mutant and the Rp- and Sp-enantiomers of 1 and 2.

Initial Pose

Substrate Parameters
Ry Ra Rum SL Sa Sm

Ar 146+9 16248 8616 15246 128+7 122414
A 86+8 8549 91+4 9147 120£7 89 £5

Compound 1 Am 99+12 765 164+6 836 70+5 12612
dpo 3.940.2 3.440.1 3.7£0.1 3.6£0.1 3.6£0.2 4.1+0.1
dzn0 2.1+0.1 2.1+£0.1 2.1+£0.1 2.1+£0.1 2.1+£0.1 2.1+£0.1
AL 15048 146£10 89+6 15245 5945 94+6
A 8748 88+6 90+4 857 13947 755

Compound 2 Am 86£8 96+13 159+6 83+7 120£7 156+5
dpo 3.8+0.2 3.8+0.2 3.8+0.1 3.7+0.1 3.50.1 3.8+0.1
dzno 2.1+0.1 2.1+0.1 2.1£0.1 2.1+0.1 2.1£0.1 2.140.1




Table S4. Structure parameters for the complexes between the GGY mutant and the R,- and S,-enantiomers of 1 and 2.

Initial Pose

Substrate Parameters
Ry Ra Rum SL Sa Sm

Ar 15045 13946 9547 15049 756 130 £8

A 68+6 103+7 86+5 100£9 160+5 7749

Compound 1 Am 1049 86x13 159+6 757 88+7 128+8
dpo 3.540.1 3.840.3 3.7£0.1 3.6£0.1 3.6+0.1 3.940.2
dzn0 2.1+0.1 2.1+£0.1 2.1+£0.1 2.1+£0.1 2.1+£0.1 2.1+£0.1

AL 13049 88+7 7819 14448 65+5 97+6

A 91+5 1536 93+6 102+8 15010 93+6

Compound 2 Am 109+9 807 1636 77+6 10712 15545
dpo 4.2+0.2 3.7+0.2 3.6+0.2 3.8+0.2 3.50.1 3.940.1

dzn0 2.1+0.1 2.1£0.2 2.1£0.1 2.1+0.1 2.1£0.1 2.1+0.1




Table S5. Structure parameters for the complexes between the QFmutant and the R;,- and Sp-enantiomers of 1 and 2.

Initial Pose

Substrate Parameters
Rp Ra Rm SL Sa Sm

Ar 15547 103+7 9348 14749 72411 90+6
A 7511 14546 100+8 99 +9 153£10 88+7

Compound 1 Am 99+7 71+4 149+6 806 98+15 1577
dpo 3.6£0.2 3.540.1 4.1+0.1 3.7£0.2 3.5+£0.2 3.940.2
dzn0 2.1+0.1 2.1+£0.1 2.1+£0.1 2.1+£0.1 2.1+£0.1 2.1+£0.1
AL 166+5 91+10 88+7 15045 6816 7618
A 69+5 154 £10 92+5 91+6 155+6 96+7

Compound 2 Am 89+6 735 161+6 84+6 1057 15647
dpo 3.320.1 3.5+0.1 3.9+0.1 3.8+0.1 3.6+0.2 3.7+0.2
dzno 2.1+0.1 2.1+0.1 2.1+0.1 2.1+0.1 2.1£0.1 2.140.1




