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Table S1. Screening for the microorganisms that transform (-)-a-bisabolol (1).

Microorganism Capability*  Microorganism Capability*
A. alternata - H. resinae -

A. coerulea -+ K. marxianus -

A. fumigatus + M. hiemalis ++

C. elegans var. elegans ++ M. lacticum -

F. neoformans - M. ramanniana var. angulispora -

F. merismoides - P. chrysogenum -

G. cingulata - T. koningii -

G. deliquescens -
* Capability of transformation of (-)-o-bisabolol (1): (-) no transformation; (+) lower yield of metabolites; (++)
higher yield of metabolites; (+++) highest yield of metabolites.

OH
Nootkatone 13-Hydroxynootkaone Caryophyllene oxide 14-Hydroxymethyl caryophyllene oxide

Figure S1. Chemical structures of nootkatone, 13-hydroxynootkatone, caryophyllene oxide and 14-hydroxymethyl
caryophyllene oxide.
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Figure S2. Light transmittance of the diluted solutions of (-)-a-bisabolol (1) and its metabolites in water.
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Figure S4. '"H NMR spectrum of compound 1 recorded at 400 MHz in CDCls
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Figure S5. 'H NMR spectrum of compound 2 recorded at 500 MHz in CDCls.
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Figure S6. 3C NMR spectrum of compound 2 recorded at 125 MHz in CDCls.
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Figure S7. COSY spectrum of compound 2 recorded at 125 MHz in CDCls.
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Figure S8. HSQC spectrum of compound 2 recorded at 500 MHz in CDCls.
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Figure S9. HMBC spectrum of compound 2 recorded at 500 MHz in CDCls.
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Figure S10. NOE spectrum of compound 2 recorded at 500 MHz in CDCls.
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Figure S11. The HRESIMS spectroscopic data of compound 2.
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Figure S12. '"H NMR spectrum of compound 3 recorded at 500 MHz in CDCls.
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Figure S13. 3C NMR spectrum of compound 3 recorded at 125 MHz in CDCls.
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Figure S14. COSY spectrum of compound 3 recorded at 500 MHz in CDCla.
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Figure S15. HSQC spectrum of compound 3 recorded at 500 MHz in CDCls.
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Figure S16. HMBC spectrum of compound 3 recorded at 500 MHz in CDCls.
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Figure S17. NOE spectrum of compound 3 recorded at 500 MHz in CDCls.
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Figure S18. The HRESIMS spectroscopic data of compound 3.
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Figure S19. '"H NMR spectrum of compound 4 recorded at 400 MHz in CDCls.
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Figure S20. *C NMR spectrum of compound 4 recorded at 100 MHz in CDCls.
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Figure S21. HSQC spectrum of compound 4 recorded at 400 MHz in CDCls.
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Figure S22. HMBC spectrum of compound 4 recorded at 400 MHz in CDCls.
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Figure S25. The HRESIMS spectroscopic data of compound 4.
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Figure S26. '"H NMR spectrum of compound 5 recorded at 400 MHz in CDCls.
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Figure S27. *C NMR spectrum of compound 5 recorded at 100 MHz in CDCls.
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Figure S28. HSQC spectrum of compound 5 recorded at 400 MHz in CDCls.
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Figure S29. HMBC spectrum of compound 5 recorded at 400 MHz in CDCls.
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Figure S30. NOESY spectrum of compound 5 recorded at 400 MHz in CDCl.
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Figure S31. The HRESIMS spectrum of compound 5.
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Figure S33. 3C NMR spectrum of compound 6 recorded at 100 MHz in CDCls.
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Figure S34. HSQC spectrum of compound 6 recorded at 400 MHz in CDCls.
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Figure S35. HMBC spectrum of compound 6 recorded at 400 MHz in CDCls.
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Figure S36. '"H NMR spectrum of compound 7 recorded at 400 MHz in CDCls.
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Figure S37. 3C NMR spectrum of compound 7 recorded at 100 MHz in CDCls.

18



@
=

]

F30

Fao

F50

60

F70

Feo

Fo0

=100

=110

F120

F130

T T T T T T T T T T T T T T T T T T T T T T T T
56 54 52 50 48 46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10

ppm

Figure S38. HSQC spectrum of compound 7 recorded at 400 MHz in CDCls.
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Figure S40. NOE spectrum of compound 7 recorded at 500 MHz in CDCls.
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Figure S41. The HRESIMS spectroscopic data of compound 7.

284

277

2,00

1.00
103

363 %
2,06

T T T T T T T T T T T T T T T T T T T T T T T T T T
54 52 50 4% 4B 44 47 40 35 36 34 32 30 28 26 24 22 20 18 18 14 12z 10 05 0B 04 02 00

1 ppm)

Figure S42. 'H NMR spectrum of compound 8 recorded at 400 MHz in CDCls.
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Figure S44. HSQC spectrum of compound 8 recorded at 400 MHz in CDCls.

21



F20

v e

| LI

w140
‘a

FB0

ey rfo
g

1 (ppm)

F80

F90

F100

Al

F1z0
00

e 180
T T T T T T T T T T T r T T T T T T T T
52 50 48 48 44 42 40 386 36 34 32 30 28 28 24 22 20 1.6 18 14 12
f2 (ppm)

Figure S45. HMBC spectrum of compound 8 recorded at 400 MHz in CDCls.

|

A ot Ao A b At Lu-—..

3.63—

!

T T T T T T T T T T T T T T T T T T T

4% 45 44 42 40 35 38 34 32 30 23 2‘6(2.% 22 z0 1% 16 14 12 1.0 03 0B 04 02 00
f1 thpm

Figure S46. NOE spectrum of compound 8 recorded at 500 MHz in CDCls.

22



1: TOF MEES+

100+ 2791937 209e5
ES
277.1782
Y
280.1968
s
75,1621 291.'\57\3 20651884 R ! \
| VIO 45 1251 20 1255 1409250 167161, 1857267 1585 | AN O 31188507 1708 o5 10mm . 1602300 1781

230 235 240 245 250 255 260 265 270 275

280

285 200 205 300 305 310 315 320 325 31 335 340

Figure S47. The HRESIMS spectroscopic data of compound 8.

1.00
o

1,37

| | IO ARAYNANL
] ‘A
| S G N N e
+ - MY
- & 2 RRRBERESR & -
T T T T T T T T T T T T
55 50 4.5 4.0 35 30 25 2,0 15 1.0 05 00

f1 (opmy

Figure S48. '"H NMR spectrum of compound 9 recorded at 400 MHz in CDCls.

L i " - bl " Lad " L) 4 Ll ol
| | | I | N A I
i Z s = o mmeoo-
5 ] 37 = b R L e b
2 8 A EE g gnyddd ¢
T T T T T T T T T T T T T T T T T T T T T T T T
35 130 125 120 115 110 105 100 95 a0 85 &0 75 (70 ; 65 60 55 50 45 40 35 30 25 20 15 10
1 {ppm



Figure S49. 3C NMR spectrum of compound 9 recorded at 100 MHz in CDCls.
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Figure S51. HMBC spectrum of compound 9 recorded at 400 MHz in CDCls.
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Figure S52. NOESY spectrum of compound 9 recorded at 400 MHz in CDCl.
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Figure S54. 3C NMR spectrum of compound 10 recorded at 100 MHz in CDCls.
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Figure S55. HSQC spectrum of compound 10 recorded at 400 MHz in CDCls.
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Figure S56. HMBC spectrum of compound 10 recorded at 400 MHz in CDCls.
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Figure S57. NOE spectrum of compound 10 recorded at 500 MHz in CDCl.
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Figure S58. The HRESIMS spectroscopic data of compound 10.
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Figure S59. '"H NMR spectrum of compound 11 recorded at 400 MHz in CDCls.
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Figure S60. °*C NMR spectrum of compound 11 recorded at 100 MHz in CDCls.
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Figure S61. 'H NMR spectrum of compound 12 recorded at 400 MHz in CDCls.
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Figure S62. *C NMR spectrum of compound 12 recorded at 100 MHz in CDCls.
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