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'H NMR spectrum (700 MHz, §D¢) of Malaitasterol A {)
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COSY spectrum (700 MHz,¢D¢) of Malaitasterol A {)
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TOCSY spectrum (700 MHz,¢{D¢) of Malaitasterol A 1)
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HSQC spectrum (700 MHz,sD¢) of Malaitasterol A 1)
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HMBC spectrum (700 MHz, D) of Malaitasterol A 1)
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ROESY spectrum (700 MHz,sDs, 200 ms) of Malaitasterol AL}
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Table S1. Experimental and calculatéiC NMR chemical shifts (ppmBA [(Fcalcd.— Fexp)],
AAADS[ |(Jcaicd. — dexp)|] and MAE (Mean average error 8§ dexp-Gaicdll/N) ON sp atoms of 1.

15R 155
Oexp Ocale. AA  AAabs| &, AA  Alabs
C1 336 | 345 09 09| 342 -06 06
C2 325 | 31.3 12 12| 313 1.2 1.2
C3 726 | 725 01 01| 726 O 0
C5 454 | 455 -01 01| 455 -01 0.1
C6 203 | 219 -16 16| 219 -16 1.6
C7 227 | 247 20 20| 250 -23 23
C10 385 | 417 32 32| 416 -31 31
C11 88.7 | 87.7 1.0 1.0 887 0 0
C15 722 | 748 26 26| 727 05 05
C16 324 | 391 -67 67| 334 -10 1.0
C17 489 | 450 39 39| 488 01 0.1
C18 19.2 | 253 61 61| 218 -26 26
C19 18.7 | 206 1.9 1.9/ 206 1.9 1.9
C20 355 | 363 08 08 319 36 3.6
c21 181 | 228 47 47| 198 -1.7 17
C22 326 | 304 22 22| 320 06 0.6
c23 27.4 | 376 102 1023 220 54 5.4
C24 46.4 | 457 07 07| 453 11 1.1
C25 293 | 355 6.2 62| 286 07 0.7
C26 19.3 | 163 3.0 3.0/ 161 3.2 3.2
c27 19.7 | 223 26 26| 225 -28 28
c28 234 | 227 07 07| 255 21 21
C29 126 | 188 6.2 62| 143 -17 17
Y[ exp- Caled] -43.0 68.6 6.1 379
Z[ @xp.‘dalcd]/n -1.87 -0.26
MAE? 3.00 1.65

®Mean average errors[|dxp- Galcdll/N

Table S2. Key features of the three docking pose of malwtas A in PXR ligand binding domain.

Pose A Pose B Pose C
Free energy of binding -9.83 -9.20 -8.97
Inhibition constant (K 62 nM 180 nM 265 nM
Intermolecular energy -11.54 -10.68 -10.84
Vdw, H-bond,

desolvatation energy -11.43 -10.69 -10.89

Electrostatic energy -0.11 -0.090 0.040
Total internal energy -1.32 -1.44 -1.15
Torsional free energy 3.02 3.02 3.02
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