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TABLE S-I. Experimental (Exp), theoretical (Theo-DFT), residues and predicted (by linear
models) NMR data (Jdy and d¢) for diterpene 1

B3LPY/cc-pVDZ B3PW91/DGDZVP  B3LPY/cc-pVDZ B3PW91/DGDZVP

13C lH

J/ppm 6/ ppm
Exp Theo Res Pred Theo Res Pred Exp Theo Res Pred Theo Res Pred
1o 314 316 02 294 323 09 30.1 1.07 1.22 035 234 221 028 220
1B — — - — — — - 249 214 0.15 134 1.07 0.35 1.37
20 19.3 21.7 24 195 221 28 205 1.61 1.59 0.02 1.74 1.65 0.04 1.61
2B - - - - - 141 142 001 1.56 159 0.18 1.55
3a 42.1 384 3.6 362 388 32 362 1.11 1.15 0.07 1.26 1.56 0.19 1.52
3B - - - - - - — 137 144 0.04 1.58 141 030 1.36

4 341 379 38 358 343 02 319 - - -

5 51.5 49.1 19 469 48.6 24 454 131 1.26 0.05 1.38 1.73 042 1.70
6a 18.7 224 3.7 202 223 36 207 193 1.61 032 1.76 1.73 020 1.70
6B - - - - - 171 148 023 1.62 160 0.11 1.56
70 352 381 29 359 383 3.1 357 185143 048 1.99 204 026 2.02

Position
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TABLE S-I. Continued
B3LPY/cc-pVDZ B3PW91/DGDZVP B3LPY/cc-pVDZ B3PW91/DGDZVP

.. 13C g

Position 5/ ppm 5/ ppm
Exp Theo Res Pred Theo Res Pred Exp Theo Res Pred Theo Res Pred
7B - - - = - - - 230 1.82 042 1.57 1.63 0.22 1.60
8 82.6 87.0 44 850 892 66 8.5 - - - - - - -
9 160.6 166.7 6.1 165.0 175.8 15.2 1649 - - - - - - -
10 453 519 6.6 49.8 503 50 469 - - - - - - -
11 120.0 122.2 2.2 120.3 129.2 9.2 121.1 6.28 555 0.73 6.02 578 0.50 1.93

12 103.5 102.5 1.0 100.5 1055 2.0 98.8
13 193.3 189.4 3.8 187.8 2014 8.1 1889 - - - - - - -
14 135.7 136.0 0.3 1342 1414 5.7 1326 -
15 1459 152.8 6.9 151.0 163.1 17.2 153.0 6.93 6.94 0.01 7.52 722 029 7.44

16 18.8 21.1 23 189 231 43 214 193 1.81 0.12 198 1.82 0.11 1.79
17 341 317 23 295 333 0.7 31.0 0.89 0.79 0.10 0.88 0.90 0.01 0.83
18 23.7 287 5.0 265 304 6.7 283 0.89 0.89 0.00 098 0.98 0.09 091

19 59.8 63.8 4.0 61.7 680 82 63.6 416 3.56 0.60 3.88 3.60 0.56 3.65
19 — — — — — 3.68 322 046 3.51 3.28 040 3.32

TABLE S-II. Experimental (Exp), theoretical (Theo-DFT), residues and predicted (by linear
models) NMR data (Jy; and d¢) for diterpene 2

B3LPY/cc-Pvdz B3PW91/DGDZVP B3LPY/cc-pVDZ B3PW91/DGDZVP

Position e H
0/ ppm 6/ ppm
Exp Theo Res Pred Theo Res Pred Exp Theo Res Pred Theo Res Pred
la 338 275 62 244 280 57 248 293 242 0.51 2.56 249 044 243
1B - - - - - - - 1.16 1.57 041 1.68 172 0.56 1.65
20 19.6 21.8 25 186 21.7 24 188 1.66 147 0.12 1.67 1.76 0.07 1.69
2B - - - = - - - 1.69 157 0.19 1.57 155 0.11 149

3a 40.7 41.1 04 385 416 09 379 126 126 0.18 1.40 1.54 0.05 1.48

3B - - - - - - - 149 131 0.00 1.34 146 020 1.39
4 340 387 47 361 353 13 319 - - - - - - -
5 51.0 496 14 473 508 0.1 468 158 1.36 022 145 1.70 0.12 1.63

6a 182 23.7 5.5 206 232 50 202 206 1.68 0.21 2.45 233 023 227
6P - - - - - - - 210 231 038 1.78 1.88 0.18 1.82
7a 355 36.7 0.8 359 379 2.1 344 3.03 2.50 0.53 2.67 2.85 0.18 2.81

7B - - - - - - - 3.03 275 028 292 267 036 2.63
8 138.8 141.2 2.4 142.0 1493 10.5 1414 - - - - - - -
9 141.4 1475 6.1 148.6 1544 13.0 1462 - - - - - - -
10 55.8 624 6.6 606 634 76 588 - - - - - - -
11 117.0109.2 7.7 109.0 119.6 2.6 112.8 7.29 7.25 0.04 7.63 7.76 047 7.77
12 159.1 161.0 1.9 162.5 1689 9.8 1602 - - - - - - -
13 176.4 171.5 48 173.4 1798 34 170.7 - - - - - - -
14 140.8 141.8 1.0 142.7 151.6 10.8 1436 - - - - - - -
15 142.8 142.1 0.6 143.1 1522 94 1442 745 736 0.09 7.74 788 043 7.89
16 22.6 264 3.8 233 287 62 255 241 212 029 225 239 0.02 2.33
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TABLE S-II. Continued
B3LPY/cc-Pvdz B3PW91/DGDZVP B3LPY/cc-pVDZ B3PW91/DGDZVP

Position ¢ H
0/ ppm J/ppm
Exp Theo Res Pred Theo Res Pred Exp Theo Res Pred Theo Res Pred
17 31.6 3435 2.7 31.5 314 0.1 28.1 1.02 098 0.04 1.05 1.09 0.07 1.0l
18 20.8 29.79 89 26.8 36.5 157 33.0 0.84 0.83 0.01 090 095 0.11 0.87

19 200.0 193.5 6.4 196.2 210.3 10.3 199.9 9.94 9.19 0.75 9.66 9.46 0.48 9.49
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