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Abstract: A new diarylhexane, kneglobularone B (1) and two new diarylpropanols,
kneglobularols A-B (2-3) along with seven known compounds (4—10) were isolated and
characterized from the roots of Knema globularia. It is the first time to find arylpropyl
quinone (4) and isoflavone (8) in Myristicaceae family. In addition, 5 was found for the first
time in Knema genus. Their structures were elucidated by UV, IR, MS, 1D and 2D NMR
techniques. Compound 4 exhibited strong cytotoxicity against the NCI-H187 and MCF-7

cell lines with 1Cs, values of 3.08 and 6.68 pg/mL, respectively.

Keywords: Knema globularia, cytotoxicity, diarylhexane, diarylpropanol

*Corresponding author. E—mail address: uraiwan_s49@yahoo.com

S1


mailto:uraiwan_s49@yahoo.com

Contents

Table S1

Table S2

Table S3
Figure S1
Figures S2—-3
Figures S4-5
Figures S6-7
Figures S8-9
Figures S10-11
Figures S12-13
Figures S14-15
Figures S16-17
Figures S18-19
Figures S20-21
Figures S22-23

Figures S24-25

Table S1. *H NMR spectroscopic data of 1-3 [400 MHz, (S, mult. and J in Hz)]

'H NMR spectroscopic data of 1-3
3C NMR spectroscopic data of 1-3

Cytotoxicity of selected compounds

Key HMBC and 'H-'H COSY correlations of 1-3

IR and *H spectra of 1

3C NMR and *H-'H COSY spectra of 1
NOESY and HMQC spectra of 1
HMBC and Mass spectra of 1

IR and *H NMR spectra of 2

3C NMR and *H-'H COSY spectra of 2
NOESY and HMQC spectra of 2
HMBC and Mass spectra of 2

IR and *H NMR spectra of 3

C NMR and 'H-'H COSY spectra of 3
NOESY and HMQC spectra of 3

HMBC and Mass spectra of 3

S2

page
S3
sS4
S5

S5

S6

S7

S8

S9

S10

S11

S12

S13

S14

S15

S16

S17



Position 1 (CDCly) 2 (CDCl3+CD30D) 3 (CDCly)

1 2.52,1(8.0) 4.87, dd (10.0, 2.0) 5.08, dd (10.0, 2.8)

2 1.50-1.64, m 1.94-2.14, m 2.12-2.30, m

3 1.22-1.44, m 2.62-2.70, m 2.76-2.86, m
2.80-2.90, m 2.89-3.02, m

4 1.22-1.44, m

5 1.50-1.64, m

6 2.80, t (8.0)

n

o

3 6.32, d (2.0) 6.46, d (2.4)

4 6.26, s

5' 6.34, dd (8.4, 2.0) 6.53, dd (8.4, 2.4)

6' 6.26, s 6.85, d (8.4) 7.00, d (8.4)

1"

2" 6.66, s 6.83, s

3" 6.49, s

4" 6.83, s

5" 6.72, d (8.0)

6" 6.60, d (8.0) 6.89, s 6.63,s

OCH;0 5.92,s 5.91, d (1.6)

CHs 2.63,s

OH-3' 13.00, s

OH-5' 5.78, br s

OH-2'2" 6.65, brs

OCH;—4' 3.76,s

OCH;-3" 3.84,s

Table S2. *3C NMR spectroscopic data of 1-3 [100 MHz, (Sc, Type)]
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Position 1 (CDCls) 2 (CDCl3+CD30OD) 3 (CDCls)
1 35.5, CH;, 78.0, CH 78.0,CH
2 31.5, CH, 30.1, CH, 27.9, CH;
3 28.8, CH; 24.6, CH; 24.4, CH;
4 29.4, CH,

5 32.1, CH,

6 36.2, CH,

1 147.7,C 113.1,C 114.0, C
2 115.3,C 155.6, C 154.4, C
3 161.0, C 103.2, CH 101.8, CH
4 101.7, CH 155.9, C 159.1, C
5' 165.9, C 108.2, CH 108.5, CH
6' 110.6, CH 129.9, CH 130.2, CH
1" 136.4, C 133.4,C 117.2,C
2" 109.0, CH 119.1, CH 150.0, C
3" 147.4,C 147.1,C 99.4, CH
4" 145.4,C 114.6, CH 148.0, C
5" 108.1, CH 145.5, C 141.3,C
6" 121.1, CH 109.2, CH 106.3, CH
CO 204.2, C

OCH;0 100.7, CH;, 101.2, CH,
CHs 32.1, CH;

OCH;—4' 55.4, CH3
OCH3-3" 55.8, CH3

Table S3. Cytotoxicity of selected compounds
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Cytotoxicity (pg/mL)

Compound

KB MCF-7 NCI-H187
1 17.48 inactive ® 18.42
4 8.47 6.68 3.08
5 inactive®  inactive® 18.09
7 29.79 ND" 30.11
8 inactive®  inactive® inactive ®
9 25.16 33.50 24.94
10 25.61 43.55 9.20
Ellipticine 3.27 - 3.70
Doxorubicin 0.658 9.72 0.087
Tamoxifen - 8.45 -

% Inactive at > 50 pg/mL
"No Data
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Figure S1 Key HMBC and *H-'H COSY correlations of 1-3
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Figure S9 Mass spectrum of 1

S9




oLl

® ,,\\/1

SOl

00’4

S60 060 580 080
aouesjay

SL0 0.0

1€'6€L

G'88L

20678

£9'€56
29'100}
65'6€0}
8L2L01
WeELLL
pyISLE
09012t
28 vEZL
196921
¥8 6EEL
[A%°1

08 8Svi
1S LIS

SpSioL
668LLL

16'65814

91'19€Z

(81414
88 ¥Z62

91 86€¢

2000 1500 1000

2500
Wavenumber cm-1

3500

Figure S10 IR spectrum of 2

OH

OH

0.5

1.0

1.5

O OCH,

HO

n

Fe
—~— Tot
— Fsot

o

Fe

n

e

= Fere o.mn

L 28

=

n

F

J
]

OH

=== Iu1

— Hov

Figure S11 *H NMR spectrum of 2

S10



_-1558
1556

—147.1

— 1455

—1334
—12949
—119.1
— 1146
—113.1
1092
1082
1032

mumumm.mw

780

60

T
155

T
150

T T
100 95 90 85
f1 (ppm)

T T T T T T T T
145 140 135 130 125 120 115 110 105

80

73

70

65

60

EE]

30

45

40

35

30

25

Figure S12 **C NMR spectrum of 2

»n

=

2.0

r2.5

3.0

3.5

r4.0

r4.5

5.0

5.5

6.0

6.5

r7.0

r7.s

T T T T T T T T T
80 75 70 65 60 55 50 45 40 35

3.

T
0

25 20

1.5

ppm

Figure S13 *H-'H COSY spectrum of 2

S11




Ppm

|

1.0

F1.5

2.0

2.5

3.0

3.5

4.0

4.5

5.0

5.5

6.0

6.5

F7.0

7.5

T T T
50 45 40 3.

T T T T
5 30 25 20 15 1.

ppm

Figure S14 NOESY spectrum of 2

L M

A ppm

F 30

F 40

F 50

60

Fo70

F 100

F1lo

F 120

F 130

F 140

F150

160

ppm

Figure S15 HMQC spectrum of 2
S12




M ppm
F 20
4 -
— ots E 30
F 40
50
L
F 60
70
— ) 9 as
F a0
90
| F100
T - Fiz0
= . F130
140
= -] &
- i F150
- (-] -
160
T T T T T T T T T T
7.5 7.0 6.5 €.0 5.5 5.0 4.5 4.0 .0 2.5 2.0 PEM
Figure S16 HMBC spectrum of 2
T e
%1 304.2600
-1
4
3
2 245.0924
1 205.1304 I
R i
0 100 ] 300 400
# mz | 1% SN _FWHM_ Res
"1 71230436 4712 08 2562 00224 5488
- 2 203.1142 10593 20 3564 00314 6467
3 2051304 82504 167 27413 00332 6175
4 2061342 9908 19 327.0 00323 6390
5 2181252 30438 58 9346 00338 6445
6 219.1442 39682 75 12112 00332 6470
7 2201450 5687 1.4 181.5 00348 6307
&8 27.1601 7620 14 2288 00363 6095
9 2250841 6855 1.3 2021 0.0480 4689
10 227.1096 13498 25 3937 00368 6170
11 2411287 10482 20 2839 00385 6265
12 278.2423 19200 36 4363 00394 7083
13 282.2763 9086 1.7 2028 0.0417 6768
14 2050924 169747 322 35073 00429 6833
15 296.0954 24419 4.6 5152 00400 7334
16 3011386 5929 1.1 1224 00434 6944
17 3022438 48545 92 9992 00418 7236
18 3032463 8203 1.6 1681 00425 7136
19 304.2600 526387 100.0 107585 0.0460 6616
20 3052635 93610 17.8 19056 0.0415 7358
21 3062670 10511 20 2129 00431 7113
22 MN10M2 4272 08 848 0.0438 T097
23 3182393 334 63 6456 00422 7538
24 319.2411 5539 11 1067 0.0464 6887
25 3202526 98286 187 18912 00<81 6527
26 3212566 15805 3.0 3028 0.0482 €664
27 3352480 12172 23 2211 0.0482 65828
28 5595351 4252 08 2868 01116 5012
5855561 34873 66 26684 01220 4799

Figure S17 Mass spectrum of 2
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