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S1. 'H and C NMR spectral data of compounds 4-19.

4-[[4-(ethoxymethyl)phenoxy]methyl]phenol (4) exhibited following data: white amorphous
powder; 'H NMR (500 MHz, CDsOD) 6 : 7.26 (2H, d, ] = 8.0 Hz, H-2, H-6), 7.26 (2H, d, ] = 8.0 Hz, H-2/,
H-6"), 6.92 (2H, d, ] =8.0 Hz, H-3', H-5'), 6.76 (2H, d, | = 8.0 Hz, H-3, H-5), 4.93 (2H, s, H>-7), 4.44 (2H, s,
H»-7"),3.53 (2H, q, ] =7.0 Hz, CH.CH3), 1.23 (3H, t, ] = 7.0 Hz, CH2CHs);; ¥*C NMR (125 MHz, CDs:OD)
0:129.0 (C-1), 129.7 (C-2, 6), 115.6 (C-3, C-5), 155.9 (C-4), 70.0 (C-7), 130.8 (C-1'), 129.6 (C-2', C-6),
115.0 (C-3/, C-5), 158.6 (C-4), 72.6 (C-7"), 65.7 (CH.CH3), 15.3 (CH2CH3).

Gastrol A (5) exhibited following data: white amorphous powder; 'H NMR (500 MHz,
CDsCOCDs) 0: 7.34 (2H, d, ] = 8.5 Hz, H-2", 6"), 7.31 (2H, d, ] = 8.5 Hz, H-2, H-6), 7.23 (2H, d, | = 8.5
Hz, H-2', H-6"), 7.01 (2H, d, ] = 8.5 Hz, H-3, H-5), 6.89 (2H, d, ] =8.5 Hz, H-3", H-5"), 6.85 (2H, d, | =8.5
Hz, H-3', H-5), 5.03 (2H, s, H>-7"), 448 (2H, s, H>-7), 446 (2H, s, H2>-7'); *C NMR (125 MHz,
CDsCOCD:s) 6 : 132.0 (C-1), 130.2 (C-2, C-6), 115.5 (C-3, C-5), 159.5 (C-4), 72.0 (C-7), 130.6 (C-1'), 130.4
(C-2/, C-6'), 115.9 (C-3', C-5'), 157.8 (C-4'), 72.3 (C-7'), 129.2 (C-1"), 130.4 (C-2", C-6"), 116.1 (C-3", 5"),
158.2 (C-4"), 70.5 (C-7").

Bis(4-hydroxyphenyl)methane (6) exhibited following data: white amorphous powder; 'H
NMR (500 MHz, CDsOD) ¢ : 6.96 (4H, d, ] = 8.5 Hz, H-2, H-6, H-2', H-6'), 6.68 (4H, d, ] = 8.5 Hz, H-3,
H-5, H-3', H-5'), 3.74 (2H, s, H2-7); *C NMR (125 MHz, CD:OD) 6 : 134.4 (C-1, C-1'), 130.9 (C-2, C-6,
C-2/, C-6"),116.2 (C-3, C-5, C-3', C-5'), 156.6 (C-4, C-4"), 41.3 (C-7).

4-Hydroxybenzyl vanillyl ether (7) exhibited following data: white amorphous powder; 'H
NMR (500 MHz, CDsOD) 6 : 7.17 (2H, d, ] = 8.5 Hz, H-2, H-6), 6.91 (1H, d, ] = 1.5 Hz, H-2"), 6.77 (1H,
dd, ] = 8.0, 1.5 Hz, H-6'), 6.77 (1H, d, ] = 8.0 Hz, H-5'), 6.76 (2H, d, | = 8.5 Hz, H-3, H-5), 441 (2H, s,
H:-7"), 4.41 (2H, s, H>-7), 3.84 (3H, s, 3'-OCHs); *C NMR (125 MHz, CD:OD) 6 : 131.2 (C-1), 131.1 (C-2,
6), 116.3 (C-3, 5), 158.5 (C-4), 72.9 (C-7), 130.5 (C-1"), 113.2 (C-2'), 149.2 (C-3'), 147.6 (C-4'), 116.1 (C-5'),
122.5 (C-6"), 73.1 (C-7"), 56.6 (3'-OCHs).

Bis(4-hydroxybenzyl)ether (8) exhibited following data: colorless oil; 'TH NMR (500 MHz,
CDsOD) 6 : 7.16 (4H, d, ] = 8.5 Hz, H-2, H-6, H-2', H-6"), 6.76 (4H, d, ] = 8.5 Hz, H-3, H-5, H-3', H-5),
4.40 (4H, s, Hz2-7, H2-7"); 3C NMR (125 MHz, CDsOD) 6 : 130.5 (C-1, C-1'), 131.1 (C-2, C-6, C-2/, C-6'),
116.3 (C-3, C-5, C-3', C-5'), 158.7 (C-4, C-4"), 72.9 (C-7, C-7').

2,4-Bis(4-hydroxybenzyl)phenol (9) exhibited following data: brownish amorphous powder;
"H NMR (500 MHz, CDsOD) 6 : 6.99 (2H, d, ] = 8.5 Hz, H-2', H-6'), 6.92 (2H, d, ] = 8.5 Hz, H-2", H-6"),
6.80 (1H, d, ] =2.0 Hz, H-2), 6.78 (1H, dd, ] = 8.0, 2.0 Hz, H-5), 6.66 (1H, d, ] = 8.0 Hz, H-6), 6.66 (2H,
d, ] =8.5 Hz, H-3', H-5'), 6.66 (2H, d, ] = 8.5 Hz, H-3", H-5"), 3.78 (2H, s, H>-7"), 3.69 (2H, s, H>-7"); 13C
NMR (125 MHz, CDsOD) 6 : 154.4 (C-1), 133.9 (C-2), 132.1 (C-3), 134.6 (C-4), 128.4 (C-5), 116.1 (C-6),
129.7 (C-1), 131.0 (C-2', C-6'), 116.2 (C-3', C-5'), 156.4 (C-4"), 35.9 (C-7"), 134.3 (C-1"), 130.8 (C-2",
C-6"), 116.1 (C-3", C-5"), 156.5 (C-4"), 41.4 (C-7").

Gastrodigenin (10) exhibited following data: white amorphous powder; 'TH NMR (500 MHz,
CDsOD) 6 :7.16 (2H, d, ] = 8.5 Hz, H-2, H-6), 6.76 (2H, d, ] = 8.5 Hz, H-3, H-5), 4.39 (2H, s, H2-7); 13C
NMR (125 MHz, CDsOD) 6 : 130.4 (C-1), 131.1 (C-2, C-6), 116.3 (C-3, C-5), 158.5 (C-4), 72.8 (C-7).

4-Hydroxybenzyl ethyl ether (11) exhibited following data: white amorphous powder; '"H NMR
(500 MHz, CDCls) 6 : 7.10 (2H, d, ] = 8.0 Hz, H-2, H-6), 6.72 (2H, d, ] = 8.0 Hz, H-3, H-5), 4.42 2H, s,
H:-7),3.53 (2H, q, ] =7.0 Hz, CH.CH3), 1.22 (3H, t, | = 7.0 Hz, CH2CHs); *C NMR (125 MHz, CDCls) 6 :
130.2 (C-1), 129.9 (C-2, C-6), 115.5 (C-3, C-5), 155.7 (C-4), 72.7 (C-7), 65.7 (CH2CH3), 15.3 (CH2CHs).

Gastrodin (12) exhibited following data: white amorphous powder; 'H NMR (500 MHz, CDsOD)
0:7.28 (2H, d, ] =8.5 Hz, H-2, H-6), 7.08 (2H, d, ] = 8.5 Hz, H-3, H-5), 4.89 (1H, d, | = 7.5 Hz, Glc H-1),
4.54 (2H, s, H2>-7), 3.89 (1H, dd, | = 12.0, 2.0 Hz, Glc Hz-6a), 3.70 (1H, dd, ] =12.0, 5.0 Hz, Glc H2-6Db),
3.46-3.37 (4H, Glc H-2, H-3, H-4, H-5); *C NMR (125 MHz, CDsOD) 6 : 136.8 (C-1), 129.6 (C-2, C-6),
117.8 (C-3, C-5), 158.7 (C-4), 65.0 (C-7), 102.6 (Glc C-1), 75.1 (Glc C-2), 78.3 (Glc C-3), 71.6 (Glc C-4),
78.2 (Glc C-5), 62.7 (Glc C-6).

4-Hydroxybenzaldehyde (13) exhibited following data: brownish amorphous powder; 'H NMR
(500 MHz, CDsOD) 6:9.76 (1H, s, CHO) 6.96 (2H, d, | = 8.5 Hz, H-2, H-6), 6.68 (2H, d, ] =8.5 Hz, H-3,
H-5); *C NMR (125 MHz, CDsOD) ¢ : 130.4 (C-1), 133.6 (C-2, C-6), 117.1 (C-3, C-5), 165.5 (C-4), 193.0
(CHO).

3,5-Dimethoxybenzoic acid-4-O-B-D-glucopyranoside (14) exhibited following data: white
amorphous powder; 'H NMR (500 MHz, DMSO-ds) 6 : 7.22 (2H, s, H-2, H-6), 5.11 (1H, d, ] =7.0 Hz,
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Glc H-1), 3.59-3.06 (6H, Glc H-2, H-3, H-4, H-5, H>-6), 3.80 (6H, s, 3-OCHs, 5-OCHs); *C NMR (125
MHz, DMSO-de) 6 : 136.0 (C-1), 116.9 (C-2, C-6), 161.9 (C-3, C-5), 147.6 (C-4), 176.8 (COOH), 111.6
(Glc C-1), 83.9 (Glc C-2), 87.1 (Glc C-3), 79.6 (Glc C-4), 86.3 (Glc C-5), 70.5 (Glc C-6), 66.0 (3-OCHs,
5-OCHs).

Parishin E (15) exhibited following data: yellowish oil; "H NMR (500 MHz, CDsOD) 6 : 7.31 (2H,
d, J=8.5Hz H-2', H-6"), 7.08 (2H, d, ] = 8.5 Hz, H-3', H-5), 5.06 (2H, d, ] =2.5 Hz, H>-7"),4.91 (1H, d, ]
=7.5Hz, Glc H-1), 3.89 (1H, dd, ] = 12.0, 2.0 Hz, Glc H2-6a), 3.70 (1H, dd, ] = 12.0, 5.5 Hz, Glc H2-6b),
3.47-3.30 (4H, Glc, H-2, H-3, H-4, H-5), 2.96 (1H, d, | = 15.5 Hz, H»-3a), 2.92 (1H, d, ] = 16.0 Hz, H>-1a),
2.85 (1H, d, ] = 15.5 Hz, H2-3b), 2.79 (1H, d, ] = 16.0 Hz, H2-1b); *C NMR (125 MHz, CDsOD) 6 : 44.2
(C-1), 75.1 (C-2), 44.5 (C-3), 131.4 (C-1"), 131.0 (C-2', C-6"), 117.9 (C-3', C-5'), 159.2 (C-4), 67.4 (C-7"),
102.4 (Glc C-1), 75.1 (Glc C-2), 78.3 (Glc C-3), 71.6 (Glc C-4), 78.2 (Glc C-5), 62.7 (Glc C-6), 171.5
(COOR), 173.9 (COOH), 177.1 (COOH).

Adenosine (16) exhibited following data: white amorphous powder; 'H NMR (500 MHz,
DMSO-ds) 6 : 8.35 (1H, s, H-8), 8.14 (1H, s, H-2), 7.37 (2H, br s, NH), 5.88 (1H, d, | = 6.0 Hz, H-1"), 5.46
(1H, br d, ] = 6.0 Hz, 2'-OH), 5.45 (1H, br dd, | =7.5, 4.5 Hz, 5'-OH), 5.20 (1H, br d, ] = 4.5 Hz, 3'-OH),
4.61 (1H, ddd, ] =6.0, 6.0, 5.0 Hz, H-2'), 4.14 (1H, ddd, ] =5.0, 4.5, 3.0 Hz, H-3"), 3.96 (1H, ddd, | =3.5,
3.5,3.0 Hz, H-4'), 3.67 (1H, ddd, | =12.0, 4.5, 3.5 Hz, H>-5'a), 3.55 (1H, ddd, | =12.0, 7.5, 3.5 Hz, H2>-5'b);
13C NMR (125 MHz, DMSO-ds) 6 : 152.3 (C-2), 149.0 (C-4), 119.3 (C-5), 156.1 (C-6), 139.9 (C-8), 87.9
(C-1),73.4 (C-2"), 70.6 (C-3), 85.8 (C-4'), 61.6 (C-5").

S-(4-Hydroxybenzyl) glutathione (17) exhibited following data: white amorphous powder; 'H
NMR (500 MHz, DMSO-de) 6 : 7.09 (2H, d, ] = 8.5 Hz, H-2", H-6"), 6.69 (2H, d, ] = 8.5 Hz, H-3", H-5"),
4.50 (1H, dd, ] =9.0, 5.0 Hz, H-2"), 3.71 (1H, d, ] = 2.5 Hz, H>-2"a), 3.63 (1H, d, | =2.5 Hz, H>-2"b), 3.63
(2H, s, H>-7"), 3.40 (1H, t, ] = 6.5 Hz, H-2), 2.78 (1H, dd, ] = 14.0, 5.0 Hz, H2-3'a), 2.55 (1H, dd, ] = 14.0,
9.0 Hz, H2>-3'b), 2.32 (2H, m, H»>-4), 1.93 (1H, br dt, | = 6.5, 6.5 Hz, H-3); 3C NMR (125 MHz, DMSO-db)
0:171.7 (C-1), 53.1 (C-2), 26.8 (C-3), 31.5 (C-4), 170.9 (C-5), 170.7 (C-1"), 52.2 (C-2"), 33.0 (C-3'), 170.6
(C-1"), 41.2 (C-2"), 128.1 (C-1"), 129.9 (C-2", C-6"), 115.1 (C-3", C-5"), 156.3 (C-4"), 34.8 (C-7").

Palmitic acid ethyl ester (18) exhibited following data: yellowish waxy-like; 'H NMR (500 MHz,
CDCls) 0 : 4.10 (2H, q, ] =7.0 Hz, CH.CH3), 2.26 (2H, t, ] = 7.5 Hz, H>-2), 1.60 (2H, m, H»-3), 1.28-1.22
(24H, br m, H>-4, H2-5, H2-6, H>-7, H2-8, H»-9, H>-10, H2-11, H2-12, H2-13, H»-14, H>-15) 1.23 BH, t, ] =
7.0 Hz, CH2CHs), 0.86 (3H, t, ] = 7.0 Hz, Hs-16); 3C NMR (125 MHz, CDCls) 0 : 174.2 (C-1), 34.6 (C-2),
25.2 (C-3), 29.4 (C-4), 29.6 (C-5), 30.0, 30.0, 29.9, 29.9, 29.9, 29.8, 29.7 (C-6, C-7, C-8, C-9, C-10, C-11,
C-12), 29.5 (C-13), 32.2 (C-14), 22.9 (C-15), 14.3 (C-16), 60.4 (CH2CHs), 14.5 (CH2CHs).

Linoleic acid ethyl ester (19) exhibited following data: colorless oil; 'TH NMR (500 MHz, CDCls)
0:5.33 (4H, m, H-9, H-10, H-12, H-13), 4.13 (2H, q, ] =7.0 Hz, CH.CH3), 2.75 (2H, t, ] = 6.5 Hz, H>-11),
226 (2H, t, | = 7.5 Hz, H>-2), 2.02 (4H, br dt, ] = 7.0, 7.0 Hz, H>-8, H>-14), 1.60 (2H, br m, H-3),
1.36-1-29 (14H, br m, H»-4, H>-5, H2>-6, H2-7, H2-15, H>-16, H2>-17), 1.23 (3H, t, | = 7.0 Hz, CH2CHs),
0.87 (3H, t, ] = 7.0 Hz, H5-18); 3C NMR (125 MHz, CDCls) 6 : 174.1 (C-1), 34.6 (C-2), 31.7 (C-3), 29.8,
29.6, 29.4, 29.3, 29.3, 25.2, 22.8 (C-4, C-5, C-6, C-7, C-15, C-16, C-17), 27.4 (C-8), 128.1 (C-9), 130.4
(C-10), 25.8 (C-11), 130.3 (C-12), 128.2 (C-13), 27.4 (C-14), 14.3 (C-18), 60.4 (CH2CH3), 14.5 (CH2CHs).
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Table S1. Screening of all isolated compounds for protective effects against HT22 cell death caused

by glutamate-induced toxicity.

Compound Concentration Cell viability Compound Concentration Cell viability

(HM) (%) (]J.M) (%)

5.6 38.27 £5.96 5.6 22.14+£2.82

1 16.6 33.62+3.90 2 16.6 22.88 +3.46

50.0 71.48 + 6.68 50.0 72.26+7.41

5.6 37.94+3.77 5.6 120.02 £2.41

3 16.6 51.75+3.28 4 16.6 95.83 + 14.01

50.0 25.20 £2.20 50.0 53.17 £0.12

5.6 110.34 +£2.78 5.6 22.51+1.90

5 16.6 110.34 £2.71 6 16.6 25.71+£2.71

50.0 98.02£0.78 50.0 26.28 £9.32

5.6 24.33+4.86 5.6 32.68 +1.32

7 16.6 32.69 £2.03 8 16.6 32.47 £ 3.60

50.0 85.61 £ 10.78 50.0 100.35 +1.49

5.6 31.79 £9.05 5.6 22.72+£1.82

9 16.6 20.67 £ 4.07 10 16.6 19.13 £3.92

50.0 17.37 +2.18 50.0 23.79 £0.19

5.6 30.78 + 4.96 5.6 3242 +1.45

11 16.6 27.67 £9.04 12 16.6 28.60 +£2.89

50.0 24.90 +3.26 50.0 23.07 £1.12

5.6 21.75+8.62 5.6 22.86 £ 10.6

13 16.6 20.21£0.72 14 16.6 24.10 +£3.53

50.0 20.07 £0.43 50.0 20.16 £ 1.47

5.6 34.32 £ 3.65 5.6 37.70 £ 0.96

15 16.6 33.15£3.21 16 16.6 59.00 £ 6.08

50.0 23.59 £0.90 50.0 76.25 +5.31

5.6 33.95 £ 6.46 5.6 4592 +£3.18

17 16.6 54.24 + 18.69 18 16.6 57.65 £ 4.64

50.0 27.75+1.21 50.0 50.30 £ 6.46

5.6 30.32 £ 6.53 DMSO - 100.00 +2.00

19 16.6 31.50 + 6.60 Glu 5 mM 44.62 £2.00

50.0 19.65£1.92 NAC 1mM 102.40 £0.95
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146  Table S2. Screening of all isolated compounds (50 uM) for protective effects on R28 cell death
147  caused by H20: induced toxicity.

148
No Cell viability (%) No Cell viability (%) No Cell viability (%)
1 7.99+0.13 2 79.88 +0.59 3 53.47 +3.14
4 31.60 + 3.47 5 55.27 +0.18 6 76.13 £ 0.04
7 82.66 +2.49 8 40.88 £4.19 9 19.75 + 9.86
10 53.07 £2.87 11 49.41£9.92 12 52.01 £2.52
13 54.10 £ 1.33 14 53.99 £ 6.32 15 55.90 £2.22
16 58.30 + 3.37 17 57.64 +4.14 18 54.49 +5.13
19 1291 +4.62 DMSO 100.00 + 3.22 Glu (5 mM) 50.77 £ 0.02
NAC (1 mM) 96.70 + 0.95
149
150

151
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152  Table S3. Screening of all isolated compounds for inhibitory effects of nitric oxide production on
153  LPS treated BV2 cell lines.

154
Compound Concentration Litrite Compound Concentration Litrite®
(uM) (uM) (uM) (uM)

0.2 27.91 +3.09 0.2 30.80+0.33
1 1.8 27.52 +1.66 5 1.8 25.88 +£0.22
16.6 29.47+2.21 16.6 27.91+0.44
50.0 25.17 + 3.65 50.0 28.77+£0.11
0.2 28.84 + 0.66 0.2 28.30+1.21
1.8 27.13+0.66 1.8 27.91+0.88
3 16.6 26.73+0.99 4 16.6 23.53+0.00
50.0 25.48 +0.77 50.0 20.09+1.10
0.2 26.34+1.55 0.2 29.86 + 0.99
1.8 25.88 +2.65 1.8 23.77+0.11
> 16.6 25.56 + 0.66 6 16.6 25.95+0.11
50.0 23.38+1.10 50.0 30.02+0.11
0.2 28.92 +0.77 0.2 28.76 +1.21
- 1.8 25.41+1.33 8 1.8 27.36 £0.11
16.6 26.97+0.44 16.6 27.67+0.33
50.0 26.03+1.10 50.0 28.06 +1.99
0.2 27.52+0.33 0.2 27.91+1.32
9 1.8 29.08 + 0.33 10 1.8 25.95+1.43
16.6 27.98 +£2.10 16.6 26.97 £ 0.22
50.0 9.94+278 50.0 27.36 + 3.87
0.2 29.16 +1.33 0.2 27.83+0.77
1 1.8 22.98+0.11 12 1.8 2720+ 1.44
16.6 23.92+0.99 16.6 26.66 +0.88
50.0 26.11+1.44 50.0 25.95+ 0.99
0.2 30.64 +£0.55 0.2 27.44+0.44
13 1.8 22.59+0.22 14 1.8 24.55+1.88
16.6 22.83+0.11 16.6 23.84+1.10
50.0 26.81+0.00 50.0 23.22+0.22
0.2 27.98 +0.77 0.2 29.47+2.21
15 1.8 27.83+0.55 16 1.8 26.73+0.77
16.6 24.39+1.21 16.6 25.95+2.10
50.0 26.81 +0.88 50.0 24.47 +1.77
0.2 32.20+£0.11 0.2 32.13+2.65
1.8 29.10 £+ 2.65 1.8 27.91+1.10
17 16.6 26.11+2.32 18 16.6 26.19 + 0.66
50.0 25.56 + 1.77 50.0 26.03+0.88
0.2 34.16 £1.44 DMSO - 2.91+0.22

19 1.8 29.08 +2.54
16.6 26.97 + 2.65 LPS 1 ug/ml 32.43+0.44

50.0 2595+ 144

155 ! Secreted nitric oxide levels were determined by Griess reagent. 2 1 pg/mL of LPS was used in NO production
156  and cell viability assay. The % values are representative relative cell viabilities compared with DMSO treated
157  cell growth (negative control, 100% value)
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159  Figure S1. The 'H NMR spectrum of compound 1 (500 MHz, CDsCOCD:).
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162  Figure S2. The 3C NMR spectrum of compound 1 (125 MHz, CDsCOCDs).
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174 Figure S6. The UV spectrum of compound 1 (CHsOH, c=1.6 x 105 M).
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Figure S7. The IR spectrum of compound 1 [using the attenuated total reflection (ATR) sampling

technique].
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Monoisotopic Mass, Even Electron lons
50 formula[e] evaluated with 1 results within limits [up to 50 best isotopic matches for each mass) 2
Mass [Calc. Mass | mDa_| PPM | DBE_| Formula [i-FrT, [cTHlo]
3081174 3051178 04 13 125 (20H7 03 40095 20 17 3
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Figure S8. The HRESIMS spectrum of compound 1 (m/z 305.1174 [M - HJ-; calcd for CaoHi7Os,

305.1178).
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187  Figure 10. The 13C NMR spectrum of compound 2 (125 MHz, CDCls).
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198  Figure S14. The UV spectrum of compound 2 (CHsOH, c=1.9 x 105 M).
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200  Figure S15. The IR spectrum of compound 2 [using the attenuated total reflection (ATR) sampling
201  technique].
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Single Mass Analysis ~
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monaisotopic Mass, Even Electron lons

1197 formula(e} evaluated with 6 results within limits (up to 50 closest results for each mass)

Elements Used: v
Mass Calc_Mass | mDa | PPM | DBE [ Formula [i-AT_[i-FTNom [FitConf% [ ¢ [ H [ N Jo[s |
2571177 257.1178 01 -04 85 C16 H17 03 3417 0.000 100.00 16 17 3
2571180 03 -12 -15 C9 H2S N2 53 3628 21195 0.00 e 2 2 3
2571171 06 23 -05 C8 H21 N2 05 S 3503 17631 0.00 8 21 2 5 1
2571183 06 23 15 C H13 N1z 04 3576 15882 000 113 12 4
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204  Figure S16. The HRESIMS spectrum of compound 2 (m/z 257.1177 [M — HJ; caled for CisHi7Os,

205  257.1178).
206
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208  Figure S17. The 'H NMR spectrum of compound 3 (500 MHz, CDsOD).
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211  Figure S18. The 3C NMR spectrum of compound 3 (125 MHz, CDsOD).
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214 Figure S19. The 'H-'H COSY NMR spectrum of compound 3 (500 MHz, CDsOD).

215

{1 (ppm)



Plants 2020, 9, x FOR PEER REVIEW

.

26 of 30

= &

"H |

1L

100

F110

120

130

140

160

160

F170

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

T T
8.5 a0 75 w0 E5 B0 E5 5.0 45 4.0 35 3.0 25 20 1.5 1.0 058 0.0
216 {2 {ppm)

217  Figure S20. The HSQC NMR spectrum of compound 3 (500 MHz, CDsOD).
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223  Figure S22. The UV spectrum of compound 3 (CHsOH, c=1.1 x 10 M).
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Figure S23. The IR spectrum of compound 3 [using the attenuated total reflection (ATR) sampling

technique]..
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Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.6, max =500

Element prediction: Off
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Monaisotopic Mass, Even Electron lons

6507 formula(e) evaluated with 39 results within limits (up to 50 closest results for each mass)
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Mass [ cale mass [ mba [ Ppm [ DBE [ Formula [T [ATNorm [Ftconise [ ¢ [ H |
0z 05 000
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91

rfon

sgopullio vz

1
4401494 -15 Cl2 H34 N3 04 54 4 4
440.1478 145 CI6 HIg N13 0 5 2673 4876 1
440.1496 15 C4 H22 N15 08 S 2756 13214 g 1
440.1476 115 €8 HI4 Nig 04 2777 15302 4
4401498 175 €27 H22 N O 2763 13.802 5 v
GAEL1W_KB_neg
GAEL1W_KB_neg 240 (2.240) 1. TOF M8 ES-
2.056+005
100, 440.1487
3341069
o]
la41.1517
8813052
35,1008 b2 3083
300 1103 [336.107 487.1450
127.0506 210.0870282.1085., | ‘ 2sio1g | Lﬁsmﬁs 400750 6021995 §56.1215 J— §792885| 9042921 5o 04 ggg aegs 1109 8201 11358416 .
T T T T T T T T T T T T T T T T T T T T 1 T T T T T THREEY T T T T T T T T T T T T T T L
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200

2 2 9 For Help, press F1 I 4

230  Figure S24. The HRESIMS spectrum of compound 3 (m/z 440.1487 [M — HJ; caled for Ci9H26N507S,
231 440.1491).
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