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Chart S1 Isolation and purification of compounds from U. crinita.



Table S1 HPLC-TQ-MS/MS conditions for the isolated compounds from a 50% ethanol extract of U. crinita.

MRM transitions (m/z) MS/MS parameters ? (volts)
Compounds No.

Precursor ion Product ion DP FP EP CE CEP CXp

Vitexin (1) 431 311 -110 200 -10 -28 -19.30 -54
431 283 -110 200 -10 -45 -19.30 -50
Salicylic acid (2) 137 93 -30 -200 -10 20 -11.95 -20
137 65 -30 200 -10  -40 -11.62 -14
Apigenin 6-C-f-D-apiofuranosyl(1—2)-a-D-xylopyranoside (3) 533 383 -100  -200 -10  -30 -21.85 -50
533 341 -100 200 -10 -40 -21.85 -50
2'-Hydroxygenistein (4) 285 217 -80 -200 -10 -26  -15.65 -40
285 199 -80 -200 -10  -30 -15.65 -40
Genistein (5) 269 159 -50 -200  -10 40 -15.25 -35
269 133 -50 -200 -10 45 -15.25 -20
5,7-Dihydroxy-3’,5'-dihydroxyisoflavone (6) 285 257 -100  -200 -10  -30  -15.65 -50
285 229 -100 200 -10 -40 -15.65 -45

2 De-clustering potential (DP), focusing potential (FP), entrance potential (EP), collision energy (CE), collision cell entrance potential (CEP), collision cell exit potential

(CXP).
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(B)

Vitexin (1). "H-NMR (DMSO-d;, 500 MHz) & 3.25 (1H, m, H-5"), 3.27 (1H, m, H-
3", 3.32 (1H, m, H-4"), 3.51 (1H, dd, J = 11.0, 5.3 Hz, H-6"a), 3.75 (1H, d, J=11.0
Hz, H-6"b), 3.83 (1H, t, J= 9.3 Hz, H-2"), 4.68 (1H, d, J= 9.5 Hz, H-1"), 6.25 (1H, s,
H-6), 6.76 (1H, s, H-3), 6.88 (2H, d, J = 8.4 Hz, H-3", 5'), 8.01 (2H, d, J = 8.4 Hz, H-

2',6'), 12.15 (1H, brs, OH).
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(B)
Salicylic acid (2). "TH-NMR (CD;0D, 500 MHz) &y 6.87 (1H, ddd, J= 8.1, 7.1, 1.1 Hz,
H-5), 6.90 (1H, dd, J = 8.4, 1.1 Hz, H-3), 7.44 (1H, ddd, J = 8.4, 7.1, 1.8 Hz, H-4),

7.84 (1H, dd, J= 8.1, 1.8 Hz, H-6).



Figure S3

(A)

e8srEl ——

ppm

12 11 10

13

166"

10



(B)

Yov'SL—
L68'VL \
bY6'SL

6.8°€6 —

1227201

ovz-E0L
009'801 —_
ov0'60L
2/8'GLL

960" e —
vLE8CL —

629G —__
e
mwe.mw—\

¢69'181L —

Ppm

180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20

190

11



©)

Apigenin 6-C-f-D-apiofuranosyl(1—2)-a-D-xylopyranoside (3). 'H-NMR (DMSO-dj,
500 MHz) &y 2.52 (1H, m, H-4""a), 2.99 (1H, d, /= 11.4 Hz, H-5""a), 3.08 (1H, d, J =
9.3 Hz, H-4""b), 3.17 (1H, d, J = 11.4 Hz, H-5""b), 3.51 (1H, m, H-5"a), 3.54 (1H, m,
H-3"), 3.58 (1H, m, H-2""), 3.74 (1H, m, H-4"), 3.79 (1H, m, H-5"b), 4.28 (1H, brs,
H-2"), 4.56 (1H, brs, H-1"), 6.53 (1H, s, H-8), 6.78 (1H, s, H-3), 6.91 (2H, d, J = 8.9
Hz, H-3', 5'), 7.93 (2H, d, J = 8.9 Hz, H-2', 6’), 13.50 (5-OH). 3C-NMR (DMSO-dj,
125 MHz) é¢ 64.4 (C-5""), 69.2 (C-4"), 70.0 (C-5"), 72.0 (C-1"), 72.7 (C-2"), 73.4
(C-4""), 74.9 (C-3"), 75.9 (C-2""), 78.8 (C-3""), 93.9 (C-8), 102.7 (C-3), 103.2 (C-10),
108.6 (C-6), 109.0 (C-1""), 115.9 (C-3', 5"), 121.1 (C-1"), 128.3 (C-2, 6'), 156.2 (C-9),

161.0 (C-5, 4"), 162.9 (C-2), 163.4 (C-7), 181.7 (C-4).
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Figure S4
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2'-Hydroxygenistein (4). 'TH-NMR (CD;0D, 500 MHz) &y 6.22 (1H, d, J= 2.2 Hz, H-
6), 6.34 (1H, d, /= 2.2 Hz, H-8), 6.36 (1H, dd, /= 8.3, 2.4 Hz, H-5"), 6.39 (1H, d, J =
2.4 Hz, H-3"), 7.03 (1H, d, J = 8.3 Hz, H-6"), 7.99 (1H, s, H-2). 3C-NMR (CD;0D,
125 MHz). §¢ 94.8 (C-8), 100.2 (C-6), 104.3 (C-3"), 106.2 (C-10), 108.1 (C-5"), 110.8
(C-1"), 122.6 (C-3), 133.2 (C-6"), 156.7 (C-2), 157.8 (C-2"), 159.8 (C-9), 160.2 (C-4"),

163.7 (C-5), 166.1 (C-7), 182.7 (C-4).
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(B)
Genistein (5). 'TH-NMR (CD;0D, 500 MHz) &y 6.22 (1H, d, J = 2.2 Hz, H-6), 6.34
(1H, d, J= 2.2 Hz, H-8), 6.86 (2H, d, J = 8.7 Hz, H-3', 5"), 7.37 (2H, d, J = 8.7 Hz, H-

2',6'), 8.05 (1H, s, H-2).
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Figure S6
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(B)
5,7-Dihydroxy-3',5'-dihydroxyisoflavone (6). 'H-NMR (CD;0D, 500 MHz) &y 6.20
(1H, d, J= 2.0 Hz, H-6), 6.32 (1H, d, J = 2.0 Hz, H-8), 6.83 (2H, d, /= 1.8 Hz, H-2',

6), 700 (H, d, J = 15 Hz H4), 801 (H s H2).
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Figure S7
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Figure S8
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Figure S9
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Figure S10
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Figure S11
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Figure S12
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