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Figure S1. 'H NMR (500MHz, pyridine-ds) spectrum of pharbitin A (1)
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Figure S2. >C NMR (125MHz, pyridine-ds) spectrum of pharbitin A (1)
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Figure S3. 'H-'"H COSY (500MHz, pyridine-ds) spectrum of pharbitin A (1)
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Figure S4. HSQC (500MHz, pyridine-ds) spectrum of pharbitin A (1)
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Figure S5. HMBC (500MHz, pyridine-ds) spectrum of pharbitin A (1)
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Figure S7. IR (KBr disc) spectrum of pharbitin A (1)
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Figure S8. "H NMR (500MHz, pyridine-ds) spectrum of pharbitin B (2)
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Figure $9. ®C NMR (125MHz, pyridine-ds) spectrum of pharbitin B (2)
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Figure S10. "H-"H COSY (500MHz, pyridine-ds) spectrum of pharbitin B (2)
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Figure S11. HSQC (500MHz, pyridine-ds) spectrum of pharbitin B (2)
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Figure S12. HMBC (500MHz, pyridine-ds) spectrum of pharbitin B (2)
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Figure S14. IR (KBr disc) spectrum of pharbitin B (2)
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Figure S16. °*C NMR (125MHz, pyridine-ds) spectrum of pharbitin C (3)
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Figure S17. 'H-"H COSY (500MHz, pyridine-ds) spectrum of pharbitin C (3)
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Figure S18. HSQC (500MHz, pyridine-ds) spectrum of pharbitin C (3)
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Figure S19. HMBC (500MHz, pyridine-ds) spectrum of pharbitin C (3)
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Figure S20. HRESIMS spectrum of pharbitin C (3)
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Figure S21. IR (KBr disc) spectrum of pharbitin C (3)
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Figure $22. "H NMR (500MHz, pyridine-ds) spectrum of pharbitin D (4)
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Figure $23. °C NMR (125MHz, pyridine-ds) spectrum of pharbitin D (4)
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Figure S25. HSQC (500MHz, pyridine-ds) spectrum of pharbitin D (4)
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Figure S28. IR (KBr disc) spectrum of pharbitin D (4)
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Figure $30. °C NMR (125MHz, pyridine-ds) spectrum of pharbitin E (5)
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Figure S31. 'H-"H COSY (500MHz, pyridine-ds) spectrum of pharbitin E (5)
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Figure S33. HMBC (500MHz, pyridine-ds) spectrum of pharbitin E (5)
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Figure $37. °C NMR (125MHz, pyridine-ds) spectrum of pharbitin F (6)
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Figure $38. "H-"H COSY (500MHz, pyridine-ds) spectrum of pharbitin F (6)
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Figure S39. HSQC (500MHz, pyridine-ds) spectrum of pharbitin F (6)
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Figure S40. HMBC (500MHz, pyridine-ds) spectrum of pharbitin F (6)
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Figure S41. HRESIMS spectrum of pharbitin F (6)
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Figure S42. IR (KBr disc) spectrum of pharbitin F (6)
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Figure $43. '"H NMR (500MHz, pyridine-ds) spectrum of pharbitin G (7)
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Figure S44. °C NMR (125MHz, pyridine-ds) spectrum of pharbitin G (7)
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Figure $45. 'H-"H COSY (500MHz, pyridine-ds) spectrum of pharbitin G (7)
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Figure S47. HMBC (500MHz, pyridine-ds) spectrum of pharbitin G (7)
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Figure S48. HRESIMS spectrum of pharbitin G (7)
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Figure S49. IR (KBr disc) spectrum of pharbitin G (7)
PNABO41Z-K-1.bl. t1d . — o oo
PNA85412-R-1 C5D5N I 55 il zes
v N %

120 15 10 105 100 95 90 85 80 15 10 65 60 55 50 45 40 35 30 25 20 15 10 05

£1 (ppm)

Figure S50 'H NMR (400MHz, pyridine-ds) data of 11-(S-MPTA)- hydroxytetradecanoic acid
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Figure S51 "H NMR (400MHz, pyridine-ds) data of 11-(R-MPTA)- hydroxytetradecanoic acid
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Figure S52 HRESIMS of 11-hydroxytetradecanoic acid
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Figure S53 EIMS of 11-hydroxytatradecanoic acid

User Spectra

360 380 400

Spectrum Source Fragmentor Voltage Collision Energy Ionization Mode
125 ] Esi
%10 & [-ESI Scan (1.870 min) Frag=125.0v PNA82211-base-CH3Cl.d
14 143.1080
(MHH)-

0.8

0.6

0.4

0.2

o4 . . . . . AE— : .
138 139 140 141 142 143 144 145 146
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z [Abund [Name Formula Ton Score (DB) Hits (DB}
243.1982 1 (207610
Formula Calculator Element Limits
Element Min Max
C 3 20
H 0 100
0 0 10
M 0 0
S 0 0
Cl 0 0
Formula Calculator Results
Formula Best Mass Tgt Mass Diff (ppm) |Ion Species Score
C8 H1e 02 TRUE 144.1153 144.115 -1.6|C8 H15 02 95.4

Figure S54 HRESIMS of n-octanoic acid
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Figure S55 HRESIMS of n-decanoic acid
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Figure S56 HRESIMS of frans-cinnamic acid
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Figure S57 HRESIMS of 2-methylbutanoic acid




Figure S58 Chiral GC analysis of (R/S)-2-methylbutanoic acid
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Figure S59 Chiral GC analysis of (S)-2-methylbutanoic acid



Figure S60 Chiral GC analysis of alkali hydrolysate of pharbitin D (4)



Table S1. Results of Modulating MDR* Activities in A549/T Cells of Compound 1-4 and 6

Inhibition taxel + sampleb
Sample ratio % ICsq value RF¢
(5uM) (M) value
3 -0.7 4.8 1.2
4 1.4 4.9 1.2
6 11.8 3.7 1.6
taxel 6.0
Inhibition taxel + sampled
Sample ratio % ICsq value RF¢
(2.5uM) (M) value
1 337 2.8 2.2
2 44.0 1.6 3.7
taxel 6.0

“MDR: multidrug resistance.
’Serial dilutions ranging from 0.6 to 20uM of taxel in the presence or absence of 5 uM sample.
“RF: ICs of taxel alone/ICs, of taxel in presence of 5 uM sample.

“Serial dilutions ranging from 0.6 to 20uM of taxel in the presence or absence of 2.5 pM sample.

RF: ICs of taxel alone/ICs, of taxel in presence of 2.5 uM sample.

Table S2. Results of Modulating MDR” Activities in K562/ADR Cells of Compound 1-4 and 6

Inhibition  adriamycin + sampleb

Sample ratio % ICsq value RF*
(5uM) (uM) value

1 -6.6 16.0 1.3

2 0.1 19.0 1.1

3 -5.2 18.4 1.1

4 -12.1 17.8 1.1

6 -7.2 18.5 1.1

adriamycin 20.1

“MDR: multidrug resistance.
"Serial dilutions ranging from 3.1 to 100uM of adriamycin in the presence or absence of 5 uM
sample.

‘RF: ICs of adriamycin alone/ICs of adriamycin in presence of 5 uM sample.



