Supporting Information

Bioactive Flavaglines and Other Constituents Isolated from Aglaia
- - - #
perviridis
Li Pan,” Ulyana Mufpz Acufe,* Jie Li," Nivedita Jena,” Tran Ngoc Ninh,Z Caroline M.
Pannell,* Heebyung Chai,” James R. Fuchs,’ Esperanza J. Carcache de Blanco,™* Djaja

D. Soejarto, ' and A. Douglas Kinghorn™'

" Division of Medicinal Chemistry and Pharmacognosy, College of Pharmacy, The
Ohio State University, Columbus, Ohio 43210, United States

* Division of Pharmacy Practice and Administration, College of Pharmacy, The Ohio
State University, Columbus, Ohio 43210, United States

SInstitute of Ecology and Biological Resources, Vietnamese Academy of Science and
Technology, Hoang Quoc Viet, Cau Giay, Hanoi, Vietnam

* Department of Plant Sciences, University of Oxford, South Parks Road, Oxford OX1
3RB, U. K.

I Program for Collaborative Research in the Pharmaceutical Science and Department of
Medicinal Chemistry and Pharmacognosy, College of Pharmacy, University of Illinois
at Chicago, Chicago, Illinois 60612, United States

¥ Department of Botany, Field Museum of Natural History, 1400 S. Lake Shore Drive,
Chicago, Illinois 60605, United States

* Dedicated for Dr. Lester A. Mitscher, of the University of Kansas, for his pioneering



work on the discovery of bioactive natural products and their derivatives

Supporting information list.

Figure S1-1.*H NMR spectrum of compound 1 (CDCls, 400 MHz).
Figure S1-2. *C DEPT 135 spectrum of compound 1 (CDCls, 100 MHz).
Figure S1-3. **C NMR spectrum of compound 1 (CDCls, 100 MHz).
Figure S1-4. HSQC spectrum of compound 1 (CDClI3, 400 MHz).

Figure S1-5. HMBC spectrum of compound 1 (CDCl3, 400 MHz).
Figure S1-6. *H-'H COSY spectrum of compound 1 (CDCls, 400 MHz).
Figure S1-7. NOESY spectrum of compound 1 (CDClI3, 400 MHz).
Figure $2-1.*H NMR spectrum of compound 2 (CDCls, 400 MHz).
Figure S2-2. *C DEPT 135 spectrum of compound 2 (CDCls, 100 MHz).
Figure S2-3. *C NMR spectrum of compound 2 (CDCls, 100 MHz).
Figure S2-4. HSQC spectrum of compound 2 (CDCl3, 400 MHz).

Figure S2-5. HMBC spectrum of compound 2 (CDCl3, 400 MHz).
Figure $2-6. *H-'H COSY spectrum of compound 2 (CDCls, 400 MHz).
Figure S2-7. NOESY spectrum of compound 2 (CDClI3, 400 MHz).
Figure $3-1.*H NMR spectrum of compound 3 (CDCls, 400 MHz).
Figure $S3-2. *C DEPT 135 spectrum of compound 3 (CDCls, 100 MHz).
Figure $3-3. *C NMR spectrum of compound 3 (CDCls, 100 MHz).
Figure S3-4. HSQC spectrum of compound 3 (CDCl3, 400 MHz).

Figure S3-5. HMBC spectrum of compound 3 (CDCl3, 400 MHz).
Figure $3-6. *H-'H COSY spectrum of compound 3 (CDCls, 400 MHz).
Figure S3-7. NOESY spectrum of compound 3 (CDCl3, 400 MHz).
Figure S4-1.*H NMR spectrum of compound 4 (CDCls, 400 MHz).
Figure S4-2. *C DEPT 135 spectrum of compound 4 (CDCls, 100 MHz).
Figure S4-3. *C NMR spectrum of compound 4 (CDCls, 100 MHz).
Figure S4-4. HSQC spectrum of compound 4 (CDCl3, 400 MHz).

Figure S4-5. HMBC spectrum of compound 4 (CDCl3, 400 MHz).
Figure S4-6. *H-'H COSY spectrum of compound 4 (CDCls, 400 MHz).
Figure S4-7. NOESY spectrum of compound 4 (CDCls, 400 MHz).
Figure S5-1.*"H NMR spectrum of compound 5 (CDCls, 400 MHz).
Figure S5-2. *C DEPT 135 spectrum of compound 5 (CDCls, 100 MHz).
Figure S5-3. *C NMR spectrum of compound 5 (CDCls, 100 MHz).
Figure S5-4. HSQC spectrum of compound 5 (CDCls3, 400 MHz).

Figure S5-5. HMBC spectrum of compound 5 (CDCl3, 400 MHz).
Figure S5-6. NOESY spectrum of compound 5 (CDCls, 400 MHz).
Figure S5-7.*H NMR spectrum of (R)-MTPA ester of compound 5 (pyridine-ds, 400
MHz).

Figure S5-8.'H NMR spectrum of (S)-MTPA ester of compound 5 (pyridine-ds, 400



MHz).

Figure S6-1. *H NMR spectrum of compound 6 (CDCl3, 400 MHz).

Figure S6-2. 1*C DEPT 135 spectrum of compound 6 (CDCls, 100 MHz).

Figure S6-3. *C NMR spectrum of compound 6 (CDCls, 100 MHz).

Figure S6-4. HSQC spectrum of compound 6 (CDCl3, 400 MHz).

Figure S6-5. HMBC spectrum of compound 6 (CDClI3, 400 MHz).

Figure S6-6. *H-'H COSY spectrum of compound 6 (CDCl3, 400 MHz).

Figure S6-7. NOESY spectrum of compound 6 (CDClI3, 400 MHz).

Figure $6-8.'H NMR spectrum of (R)-MTPA ester of compound 6 (pyridine-ds, 400
MHz).

Figure $6-9.*H NMR spectrum of (S)-MTPA ester of compound 6 (pyridine-ds, 400
MHz).

Figure S7-1.*H NMR spectrum of compound 7 (CDCls, 400 MHz).

Figure S7-2. *C DEPT 135 spectrum of compound 7 (CDCls, 100 MHz).

Figure S7-3. *C NMR spectrum of compound 7 (CDCls, 100 MHz).

Figure S7-4. HSQC spectrum of compound 7 (CDCl3, 400 MHz).

Figure S7-5. HMBC spectrum of compound 7 (CDCl3, 400 MHz).

Figure S7-6. *H-'H COSY spectrum of compound 7 (CDCls, 400 MHz).

Figure S7-7. NOESY spectrum of compound 7 (CDClI3, 400 MHz).

Figure S7-8.*H NMR spectrum of (R)-MTPA ester of compound 7 (pyridine-ds, 400
MHz).

Figure S7-9.'H NMR spectrum of (S)-MTPA ester of compound 7 (pyridine-ds, 400
MHz).

Figure S$8-1.*H NMR spectrum of compound 8 (methanol-ds, 400 MHz).

Figure S8-2. *C DEPT 135 spectrum of compound 8 (methanol-d, 100 MHz).
Figure $8-3. *C NMR spectrum of compound 8 (methanol-ds, 100 MHz).

Figure S8-4. HSQC spectrum of compound 8 (methanol-d4, 400 MHz).

Figure S8-5. HMBC spectrum of compound 8 (methanol-d4, 400 MHz).

Figure S$8-6.'H-'H COSY spectrum of compound 8 (methanol-ds, 400 MHz).

Figure S8-7. NOESY spectrum of compound 8 (methanol-d4, 400 MHz).



Figure S1-1. *H NMR spectrum of compound 1 (CDCls, 400 MHz).

0000°0-—

zsszL
69g€L ||
Lisel
\szrh—
ozry'L
S65Y" |

Lieg’ L —

v62.°C
vam.uﬂ
soL87
pRESE
mamm.m/
sLet'e
Sr05°€

259L°€
1898°¢

¥818'¢

evoCy
88.C'Y
°e6T Y
990€'Y

8699V —
G8€0°G —

G8.E°G —

99519
12919
£281'9
6819
8552'9
0022'9
w862
9990'L
0£9z'L
zises
289¢'L
958¢"L
820y L ¢

"""\

€269 L~
ovLL L

3.0 25 2.0 1.5 1.0 0.5 0.0

3.5

1 (ppm)

Figure S1-2. **C DEPT135 spectrum of compound 1 (CDCls, 100 MHz).

7.0 6.5 6.0 5.5 5.0 4.5 4.0

7.5

6eel —

2C9C~
§8°LC—

SC'6E ~
1168

€LYS
_‘w.mmW
G8'GS 7
L¥'9S
28'69
0009

6L'9L—

re6 ~
06'€6 "

86 VLl —

Nm.nmr
ta x4 A
v0'6Cl -7
vv'ech v
L9€el —

10

15

95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20
1 (ppm)

125 115 105

135



Figure S1-3.*C NMR spectrum of compound 1 (CDCls, 100 MHz).

~ N ~NO SN O N WHMmMAN -] ©

o~ N O W © ONNT O N (o} [} o< 0 M F M~ O O~ v~ < ~NWn oM n N (2}
FS  Sowe L R T o S Y ©ON Y QoY BoN ~N o © N o 9
© © O 0w T OOMOOMONNNN -~ o [seXsr) < O M~ NI~ © oMWW [oXoX ] N~ © (3] 0
— - - - T T T T T -~ -~ [eNe) 00 0O M~ i~ N~ OUVUWLWLWW [P ReR) NN -~ (=<}
VN IS [O2ERSCANN 8 N Y Lo

T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50
1 (ppm)

Figure S1-4. HSQC spectrum of compound 1 (CDClIs, 400, 100 MHz).
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Figure S1-5. HMBC spectrum of compound 1 (CDClI3, 400, 100 MHz).
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Figure S1-6. *H-'H COSY spectrum of compound 1 (CDCls, 400 MHz).
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Figure S1-7. NOESY spectrum of compound 1 (CDCl3, 400 MHz).
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Figure $2-1.*H NMR spectrum of compound 2 (CDCls, 400 MHz).
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Figure S2-2.*C DEPT135 spectrum of compound 2 (CDCl5, 100 MHz).
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Figure S2-3.*C NMR spectrum of compound 2 (CDCls, 100 MHz).
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Figure S2-4. HSQC spectrum of compound 2 (CDClIs, 400, 100 MHz).
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Figure S2-5. HMBC spectrum of compound 2 (CDClI3, 400, 100 MHz).
s
:;4%; 099
— b 2 ) 8
—= ) © o
p— 09 o
g
- —= ® © 0 ©
— Qoo o
— ©0 :
- @
= o o
— cle @
QO %5 %0 AS &o 55 50 45 40 i5 iO 25 iO {5 {0 65

12 (ppm)

20

30

40

50

60

r70

r80

r90

100

r110

120

130

140

10
20
30
40
r50
60
70
80
90
100
110
120
130
140
150
160
170

180

1 (ppm)

1 (ppm)



Figure S2-6. *H-'H COSY spectrum of compound 2 (CDCls, 400 MHz).
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Figure S2-7. NOESY spectrum of compound 2 (CDCl3, 400 MHz).
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Figure S3-1. *H NMR spectrum of compound 3 (CDCls, 400 MHz).
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Figure $3-3.*C NMR spectrum of compound 3 (CDCls, 100 MHz).
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Figure S3-4. HSQC spectrum of compound 3 (CDClI3, 400, 100 MHz).
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Figure S3-5. HMBC spectrum of compound 3 (CDClI3, 400, 100 MHz).
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Figure $3-6.*H-'H COSY spectrum of compound 3 (CDCls, 400 MHz).
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Figure S3-7. NOESY spectrum of compound 3 (CDCl3, 400 MHz).
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Figure S4-2. *C DEPT135 spectrum of compound 4 (CDCls, 100 MHz).
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Figure S4-4. HSQC spectrum of compound 4 (CDClIs, 400, 100 MHz).
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Figure S4-5. HMBC spectrum of compound 4 (CDClI3, 400, 100 MHz).
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Figure S4-6. *H-'H COSY spectrum of compound 4 (CDCls, 400 MHz).
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Figure S5-1. *H NMR spectrum of compound 5 (CDCl3, 400 MHz).
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Figure S5-2. **C DEPT135 spectrum of compound 5 (CDCls, 100 MHz).
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Figure S5-3.*C NMR spectrum of compound 5 (CDCls, 100 MHz).
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Figure S5-4. HSQC spectrum of compound 5 (CDCls, 400, 100 MHz).
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Figure S5-5. HMBC spectrum of compound 5 (CDClI3, 400, 100 MHz).
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Figure S5-6. NOESY spectrum of compound 5 (CDCl3, 400 MHz).
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Figure S5-7. 'H NMR spectrum of (R)-MTPA ester of compound 5 (pyridine-ds, 400

MHz).
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Figure S5-8.*H NMR spectrum of (S)-MTPA ester of compound 5 (pyridine-ds, 400
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Figure S6-1. *H NMR spectrum of compound 6 (CDCl3, 400 MHz).
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Figure S6-2. **C DEPT135 spectrum of compound 6 (CDCls, 100 MHz).
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Figure S6-3. *C NMR spectrum of compound 6 (CDCls, 100 MHz).
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Figure S6-5. HMBC spectrum of compound 6 (CDClI3, 400, 100 MHz).
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Figure S$6-6. 'H-'H COSY spectrum of compound 6 (CDCls, 400 MHz).
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Figure S6-7. NOESY spectrum of compound 6 (CDClI3, 400 MHz).
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Figure S6-8. 'H NMR spectrum of (R)-MTPA ester of compound 6 (pyridine-ds, 400

MHz).
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Figure S6-9. 'H NMR spectrum of (S)-MTPA ester of compound 6 (pyridine-ds, 400

MHz).
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Figure S7-2.*C DEPT135 spectrum of compound 7 (CDCls, 100 MHz).
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Figure S7-3. C NMR spectrum of compound 7 (CDCl;, 100 MHz).
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Figure S7-4. HSQC spectrum of compound 7 (CDClIs, 400, 100 MHz).
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Figure S7-6. *H-'H COSY spectrum of compound 7 (CDCls, 400 MHz).
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Figure S7-7. NOESY spectrum of compound 7 (CDCl3, 400 MHz).
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Figure S7-8. 'H NMR spectrum of (R)-MTPA ester of compound 8 (pyridine-ds, 400

MHz).
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Figure S7-9. 'H NMR spectrum of (S)-MTPA ester of compound 7 (pyridine-ds, 400

MHz).
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Figure S8-1. 'H NMR spectrum of compound 8 (methanol-ds, 400 MHz).
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Figure S8-2. *C DEPT135 spectrum of compound 8 (methanol-ds, 100 MHz).
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Figure S8-3. C NMR spectrum of compound 8 (methanol-ds;, 100 MHz).
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Figure S8-4. HSQC spectrum of compound 8 (methanol-d,, 400, 100 MHz).
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Figure S8-5. HMBC spectrum of compound 8 (methanol-d4, 400, 100 MHz).
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Figure S8-7. NOESY spectrum of compound 8 (methanol-d4, 400 MHz).
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