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SUPPORTING INFORMATION

Table 2. Key 'H NMR signals (CDCl;, 200 MHz) of the (S)- and (R)- MPA ester derivatives of
compound 1.

Position Sy SSMPA (1b)  83R-MPA (1) A (1b-1¢)
2 6.899 6.803 70.096
3 6.198 6.193 +0.005
15 2.978 2.977 +0.001
16 1.110 1111 +0.001
17 1223 1223 0

20 0.784 0.783 +0.001







Table 3. Key 'H NMR signals (CDCly, 500 MHz) of the (S)-MPA ester derivative 1b at different
temperatures.

Position 85 (298K) Sy (263K) 0On(223K) AS (8298-0223)

2 6.793 6.750 6.699 +0.094
3 6.186 6.167 6.154 +0.032
8 2.571 2.573 2.592 -0.021
11 0.739 0.587 0.480 +0.259
15 2.968 2.945 2.931 +0.037
16 1.101 1.081 1.062 +0.039
17 1.213 1.200 1.181 +0.032

20 0.775 0.761 0.756 +0.019




X- RAY of 7, 8-di hydrofl abellatene A (1)

Table 1: Final coordinates for 1

Coor di nat es Uij

NUM Label SFAC - - - oo oo m o o oo e e e oo
C1 1 1.263 0.121 0.437 0.0386 0.0435 0.0379 0.0000 0.0025 0.0035

2 @ 1 1.136 -0.072 0.432 0.0413 0.0489 0.0375 -0.0021 0.0029 0.0061
3 a3 1 1.068 -0.027 0.368 0.0556 0.0664 0.0338 -0.0035 -0.0002 0.0171
4 4 1 0.941 0.021 0.366 0.0578 0.0603 0.0390 -0.0115 -0.0122 0.0189
5 C5 1 0. 851 0.031 0.433 0.0360 0.0501 0.0540 -0.0093 -0.0075 0.0059
6 C6 1 0. 893 0.136 0.481 0.0426 0.0497 0.0405 -0.0057 0.0010 0.0005
7 C7 1 0. 810 0. 140 0.552 0.0388 0.0590 0.0453 -0.0062 0.0041 -0.0034
8 C8 1 0. 870 0. 227 0.607 0.0450 0.0464 0.0429 -0.0048 0.0079 -0.0001
9 1 1.022 0. 202 0.623 0.0461 0.0439 0.0386 -0.0086 0.0065 -0.0066
10 C10 1 1.061 0. 086 0.660 0.0550 0.0546 0.0415 -0.0011 0.0100 -0.0002
11 C11 1 1.217 0. 063 0.663 0.0577 0.0555 0.0411 -0.0046 -0.0092 0.0033
12 C12 1 1.284 0.016 0.593 0.0391 0.0460 0.0397 0.0037 -0.0040 0.0012
13 C13 1 1.246 -0.116 0.580 0.0396 0.0462 0.0369 0.0083 0.0019 -0.0004
14 Cl14 1 1.309 -0.164 0.509 0.0387 0.0375 0.0469 0.0050 0.0013 0.0018
15 C15 1 1.356 -0.144 0.372 0.0451 0.0615 0.0426 0.0007 0.0053 0.0120
16 C16 1 1.505 -0.101 0.383 0.0519 0.0721 0.0703 0.0026 0.0196 0.0035
17 C17 1 1.349 -0.274 0.349 0.0711 0.0894 0.0752 -0.0353 0.0077 0.0079
18 C18 1 0. 881 0.072 0.298 0.0948 0.1245 0.0474 -0.0091 -0.0183 0.0575
19 C19 1 0.783 0.226 0.677 0.0507 0.0799 0.0472 -0.0130 0.0112 0.0025
20 C20 1 1.442 0. 032 0.595 0.0427 0.0647 0.0767 0.0010 -0.0046 -0.0062
21 HOO01 2 1.145 -0.124 0.578 0.0491 0.0000 0.0000 0.0000 0.0000 0.0000
22 HOola 2 0.948 0. 067 0.260 0.1334 0.0000 O0.0000 O0.0000 0.0000 O0.0000
23 HOlb 2 0. 856 0.154 0.306 0.1334 0.0000 0.0000 O0.0000 0.0000 0.0000
24 HOlc 2 0.799 0. 028 0.285 0.1334 0.0000 0.0000 O0.0000 0.0000 O0.0000
25 HO002 2 1.267 -0.166 0.676 0.0869 0.0000 0.0000 O0.0000 0.0000 0.0000
26 HO03 2 1. 247 0. 062 0.553 0.0499 0.0000 0.0000 O0.0000 0.0000 O0.0000
27 HO04 2 1.463 0.115 0.600 0.0921 0.0000 O0.0000 O0.0000 O0.0000 O0.0000
28 HO05 2 1.480 -0.012 0.635 0.0921 0.0000 O0.0000 O0.0000 O0.0000 O0.0000
29 HO06 2 1.481 0. 003 0.550 0.0921 0.0000 O0.0000 O0.0000 O0.0000 O0.0000
30 Ho07 2 1.263 0.136 0.677 0.0617 0.0000 O0.0000 O0.0000 O0.0000 O0.0000
31 HO08 2 1.234 0.005 0.702 0.0617 0.0000 0.0000 O0.0000 0.0000 O0.0000
32 HO09 2 1.024 0.087 0.709 0.0604 0.0000 O0.0000 O0.0000 0.0000 O0.0000
33 HO10 2 1.017 0.021 0.634 0.0604 0.0000 0.0000 O0.0000 O0.0000 0.0000
34 HO11 2 0. 863 0. 308 0.587 0.0537 0.0000 0.0000 O0.0000 O0.0000 O0.0000
35 HO12 2 0. 688 0.251 0.667 0.0711 0.0000 O0.0000 O0.0000 O0.0000 0.0000
36 HO13 2 0.779 0. 145 0.697 0.0711 0.0000 O0.0000 O0.0000 O0.0000 O0.0000
37 HO14 2 0.798 0. 303 0.765 0.1216 0.0000 0.0000 O0.0000 O0.0000 0.0000
38 HO15 2 0.715 0.164 0.540 0.0572 0.0000 O0.0000 O0.0000 0.0000 0.0000
39 HO1é 2 0. 807 0. 061 0.573 0.0572 0.0000 0.0000 O0.0000 O0.0000 O0.0000
40 HO17 2 0.991 0.130 0.493 0.0531 0.0000 0.0000 O0.0000 O0.0000 O0.0000
41 HO18 2 0. 879 0. 209 0.455 0.0531 0.0000 O0.0000 O0.0000 0.0000 0.0000
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Tabl e 2. Bond di stances (Angstromns) for
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Tabl e 3.

At om
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