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The ITS gene sequence data of Arthrinium sp. SCSIO 41421.

GGGTATTCCTACCTGATCCGAGGTCAACCACTAAAAATTGGGGGTTTTATGGCGGG
AGGACAGAGCCTTACAGAAGCGAGAAATAAATTTACTACGCTCAGAGGACAACTA
TCGCTCCGCCACTGTCTTTAAGGAACTACAGTACAGTAGATTCCCAACACTAAGCT
AGGCTTAAGGGTTGAAATGACGCTCGAACAGGCATGCCCACCAGAATACTGATGG
GCGCAATGTGCGTTCAAAGATTCGATGATTCACTGAATTCTGCAATTCACATTACTT
ATCGCATTTCGCTGCGTTCTTCATCGATGCCAGAACCAAGAGATCCGTTGTTGAAA
GTTTTAATTATTAAAATAATACGCTCAGAAGATACAATAAAACAAGAGTTTAGTGTC
CACCGGCGGGCTGCGCGGGAGTGGTGCAGGGTAAGCTACAGGGTAGCCTACAGG
GTAGCTACCGGGTAACCTACAGGGTAGGCTACAGGGTAGCACCCGACCTGCCTCC

GTACGCAGTTCACGCCGAGGCATAACTGGTAAGTTAACAAATGGTGTGG
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Figure S1. The 'H NMR spectrum of compound 1 in DMSO-de.
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Figure S2. The ¥C NMR spectrum of compound 1 in DMSO-de.
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Figure S3. The HSQC spectrum of compound 1 in DMSO-ds.
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Figure S4. The HMBC spectrum of compound 1 in DMSO-de.
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Figure S5. The 'H-'H COSY spectrum of compound 1 in DMSO-ds.
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Figure S6. The NOESY spectrum of compound 1 in DMSO-de.
)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 3/30/2022 9:15:38 AM
Analysis Name D:\Data\MS\data\202203\shejianglian_L-SC-23_pos_1_01_12941.d
Method LC_DirectInfusion_pos_70-500mz.m Operator SCsIo
Sample Name shejianglian_L-SC-23_pos Instrument maXis 255552.00029
Comment
Acquisition Parameter N
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 70 miz Set End Plate Offset -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Charging Voltage ov Set Divert Vaive Waste
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 0.2min #13
x10%
1.0
0.8
196.0970
06 236.0896
s 2141077
02
08081 ] 241.0688
: | 210.1127 : 2200984 224.0381 1 I | 2461336
190 200 210 220 230 240 miz
Meas. m/z # lon Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
196.0970 1 C10H14NO3 100.00 196.0968 07 0.1 62 45 even ok
2141077 1 C10H16NO4 100.00 214.1074 13 03 76 35 even ok
236.0896 1 C10H15NNaO4 100.00 236.0893 -11 0.3 128 35 even ok
4272070 1 C20H31N208 100.00 427.2075 -11 05 302 65 even ok
\_L-SC-23_pos_1_01_12941.d R
Bruker Compass DataAnalysis 4.1 printed: 3/30/2022 9:22:13 AM by: SCSIO Page 10of 1

Figure S7. The HRESIMS spectrum of compound 1 in CHsOH.
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Figure S8. The UV and CD spectrums of compound 1 in CH:OH.
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Figure S9. The "H NMR spectrum of compound 2 in CDCls.
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Figure S10. The *C NMR spectrum of compound 2 in CDCls.
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Figure S11. The HSQC spectrum of compound 2 in CDCls.
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Figure S12. The HMBC spectrum of compound 2 in CDCls.
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Figure S13. The 'H-'H COSY spectrum of compound 2 in CDCls.
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Figure S14. The NOESY spectrum of compound 2 in CDCls.
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Figure S15. The HRESIMS spectrum of compound 2 in CHsOH.

10



L-SC-32-UV dex::Subtras

260 280 300 320 340 380 aan 400
Ywavelength (nm)

240

14
1.2
200

08
06

(Mv) souequosqy

Figure S16. The UV spectrum of compound 2 in CHsOH.
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Figure S17. The 'H NMR spectrum of compound 3
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Figure S18. The *C NMR spectrum of compound 3 in DMSO-ds.
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Figure S19. The HSQC spectrum of compound 3 in DMSO-ds.
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Figure S20. The HMBC spectrum of compound 3 in DMSO-de.
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Figure S21. The 'H-'H COSY spectrum of compound 3 in DMSO-ds.
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Figure S22. The NOESY spectrum of compound 3 in DMSO-de.
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Figure S23. The HRESIMS spectrum of compound 3 in CHsOH.
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Figure S24. The UV spectrum of compound 3 in DMSO-ds.
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Figure S25. Linear correlation plots of calculated-experimental *C NMR chemical shift

values with DP4+ analyses for potential configurations of compound 2 (Isomer 1: (7R*,

(75%, 95%)-2).
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9R*)-2, Isomer 2: (7R*, 9S*)-2, Isomer 3: (7S*, 9R*)-2 and Isomer 4
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Table S1. DP4* analysis of experimental and calculated NMR chemical shifts of Isomer 1:
(7R*, 9R*)-2, Isomer 2: (7R*, 95*)-2, Isomer 3: (75*, 9R*)-2 and Isomer 4: (75*, 95*)-2.

Functional Solvent?
B3LYP PCM

Basis Set

6-31+G(d, p)

Type of Data
Scaled Shifts

DP4 —

Nuclei | sp2? xperimenta Isomer 1 Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5
C X 172. 64 171.8 174. 8 174.3 174.7
C X 156. 19 159.1 155.6 158.1 157.2
C X 125 120.5 122.0 119.7 120.9
C X 172. 43 172.6 170.2 171.0 170. 7
C 58. 67 62.6 62.2 64.0 64. 9
C 62. 49 59.6 63.1 56. 3 60.9
C 26. 05 39.0 34.2 33.3 34.3
C 20. 88 21.4 20.1 16. 2 17.4
C 20. 88 13.3 16. 6 23.6 19.1
C 67.26 69. 2 71.5 73.0 67.9
C 20.93 14. 4 13.16 9 15.5
P
B3LYP PCM 6-31+G(d, p) Scaled Shifts
Isomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5 | Isomer 6
sDP4+ (H data) = = = = = =
sDP4+ (C data) il 0.08% |ifl27. 15% ¢l 0. 00% |all 72. 77% - -
sDP4+ (all data) [[Iﬂ 0. 08% c[lﬂ27. 15% c[lﬂ 0. 00% !72. 7% - -
uDP4+ (H data) - - - - - -
uDP4+ (C data) - - - - - -
uDP4+ (all data) = = = = = =
DP4+ (H data) - - - - - -
DP4+ (C data) - - - - - -
DP4+ (all data) - - - - - -
200 [ ope gpe 200 ——
w0 | DP4+: 99.88% for 13C P 150 DP4*: 0.12% for 3C s
< 100 | S 100
] 3 <
50 o v = 0.9089x + 8.3041 50 N ¥ =0.9267x + 7.8665
3 R*=0.9918 o R* = 0.9954
0 : : . . 0 . . . )
0 50 100 150 200 0 50 100 150 200
Jdexptl Jdexptl

Figure S26. Linear correlation plots of calculated-experimental *C NMR chemical shift

values with DP4+ analyses for potential configurations of compound 2 (Isomer 1: (7R*,
9R*)-2 and Isomer 2: (7S%, 95%)-2).

Table S2. DP4* analysis of experimental and calculated NMR chemical shifts of Isomer 1:
(7R*, 9R*)-2 and Isomer 2: (75%, 95*)-2.
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e
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— ey 00 =1 Gy A e Ll D
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(SRR

Basis Set
6-31+G(d, p)

G H
Type of Data
Scaled Shifts

DP4 - - - - -
Nuclei | sp2? xperimenta| Isomer 1 Isomer 2 Isomer 3 | Isomer 4 | Isomer 5

C X 172. 64 171.8 174. 7

C X 156. 19 159.1 157.2

C X 125 120.5 120.9

C X 172. 43 172.6 170. 7

C 58. 67 62.6 64.9

C 62. 49 59.6 60.9

C 26. 05 39.0 34.3

C 20. 88 21.4 17.4

C 20. 88 13.3 19.1

C 67. 26 69. 2 67.9

C 20.93 14.4 15.53

A B C D E F G H
Functional Solvent? Basis Set Type of Data
B3LYP PCM 6-31+G(d, p) Scaled Shifts

Isomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5 | Isomer 6
sDP4+ (H data) = = = = = =
sDP4+ (C data) |l 0.12% |4l 99. 88% — — — —

sDP4+ (all data) gl 0.12% |4l 99. 88% - - - -
uDP4+ (H data) — — — — — —
uDP4+ (C data) — — — — — —
uDP4+ (all data) = = = = = =
DP4+ (H data) - - - - - -
DP4+ (C data) - - - - - -
DP4+ (all data) - - - - - -
250 250
4R*, 4aR*, 9aR* 2op | 457 4257, 9aR*
200 Tppgt: 0.55% for FC ot DP4": 99.24% for 13C
= 150 e = 150
3 =
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Figure S27. Linear correlation plots of calculated-experimental ¥*C NMR chemical shift

values with DP4+ analyses for potential configurations of compound 3.
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Table S3. DP4+ analysis of experimental and calculated NMR chemical shifts of Isomer 1:
(4R*, 4aR*, 9aR*)-3, Isomer 2: (45*, 4aS*, 9aR*)-3, Isomer 3: (4R*, 4aR*, 9a5*)-3, and Isomer 4:
(45%, 4aS*, 9a5%)-3.

A B C D E F G H
I T
2 B3LYP PCM 6-31+G(d, p) Scaled Shifts
3
12 DP - - - - -

14 Nuclei | sp2? xperimental Isomer 1 Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5
15 C X 99. 22 97.0 95.2 99.8 95.2
16 C X 166. 81 165. 7 167. 3 168. 4 165.7
17 C X 105. 02 104. 7 104. 0 100. 3 106. 7
18 C X 147.9 150. 3 147.8 150. 8 149.8
19 C X 108. 87 110.1 108.0 113.4 109. 6
20 C X 164. 42 165. 3 166. 8 161.0 166. 0
21 C 71 73.2 71.6 71.6 73.1
22 C 81.01 86. 6 84.8 83.8 86. 6
23 C 57. 34 56. 7 57.3 57.1 57.1
24 C X 201.5 199.6 200. 3 200.1 199. 5
25 C 74.8 76.2 75. 56 5.7 76.2
26 C 70.71 65. 81 72.31 71.50 65. 85
27 C 55. 84 53.15 53. 47 51.11 53.20

A B C D E F G i
R AT
B3LYP PCM 6-31+G(d, p) Scaled Shifts
Isomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5 | Isomer 6
sDP4+ (H data) - - - - - -
sDP4+ (C data)  |all 0.55% [all99.24% |l 0.11% il 0.11% - -
sDP4+ (all data) |l 0.55% |all99.24% |l 0.11% |al 0.11% - -
8 uDP4+ (H data) — — — —
9 uDP4+ (C data) = = = = = =
10 | uDP4+ (all data) = = = = = =
DP4+ (H data) - - - - - -

DP4+ (C data) - - - _ _ _
DP4+ (all data) - - - - _ _

=1 T U = Lo D

The physicochemical data of compounds 1-18.

(+)-vochysiamide C (1): colourless oil; [a]3® 0.0 (c 0.1, MeOH); UV (MeOH) Amax (log ¢): 223
(3.94), 278 (1.71) nm; IR (film) vmax 2968, 2363, 1701, 1636, 1398, 1018, 1013, 698, 528 cm; 'H
NMR (700 MHz, DMSO-ds) 6u 6.53 (d, J = 1.6 Hz, 1H, H-3), 4.79 (t, ] = 5.8 Hz, 1H, OH), 3.99
(tt, J = 8.7, 5.8 Hz, 1H, H-7), 3.63 (m, 2H, H-9), 3.56 (dt, ] = 11.3, 5.8 Hz, 2H, H-8), 2.71 (m, 1H,
H-10), 1.15 (d, J = 6.8 Hz, 6H, H-11, 12); 3C NMR (175 MHz, DMSO-de) 6c 171.4 (C-5), 171.2
(C-2), 154.4 (C-4), 124.9 (C-3), 58.3 (C-8, 9), 56.0 (C-7), 25.1 (C-10), 20.6 (C-11, 12). HRESIMS
m/z 214.1077 [M+H]J* (calcd for C10H1sNOs, 214.1074).

(+)-vochysiamide B (2): brown oil; [a]3’ 12.38 (c 0.1, MeOH); UV (MeOH) Amax (log é): 211
(3.01), 222 (3.12) nm; ECD (0.3 mg/mL, MeOH) Amax (A €): 209 (+0.12), 221 (-1.20), 228 (+0.93);
IR (film) vmax 3347, 2943, 2835, 1701, 1659, 1449, 1429, 1117, 1020, 668, 573 cm-}; 'H NMR (500
MHz, CDCls) 6u 6.30 (d, J = 1.6 Hz, 1H, H-3), 4.24 (p, ] = 6.2 Hz, 1H, H-9), 4.07 (m, 1H, H-7),
3.97 (dd, J = 12.1, 6.2 Hz, 1H, H-8b), 3.91 (dd, J = 12.1, 4.3 Hz, 1H, H-8a), 2.85 (m, 1H, H-11),
1.24 (d, J= 6.9 Hz, 6H, H-12, 13), 1.19 (d, ] = 6.4 Hz, 3H, H-10); 3C NMR (125 MHz, CDCls) 6c
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172.6 (C-5), 172.4 (C-2), 156.2 (C-4), 125.0 (C-3), 67.2 (C-9), 62.4 (C-8 ), 58.7 (C-7), 26.1 (C-11),
20.9 (C-10, 12, 13). HRESIMS m/z 228.1233 [M+H]* (calcd for C11iH1sNOs, 228.1233).

4S, 3aS, 9aR-3a,9a-deoxy-3a hydroxy-1-dehydroxyarthrinone (3): brown oil; [a]3® -26.40 (c
0.1, MeOH); UV (MeOH) Amax (log €): 215 (3.09), 252 (2.22), 286 (2.94), 320 (2.61) nm; ECD (0.3
mg/mL, MeOH) Amax (A &): 212 (+19.10), 240 (-4.98), 252 (-0.63), 285 (-13.39), 308 (+5.97); IR
(film) vmax 2968, 2363, 1701, 1636, 1398, 1501, 1051, 1012, 669, 525 cm-}; 'TH NMR (500 MHz,
DMSO-de) 61 12.77 (s, 1H, OH-8), 6.73 (dd, ] = 2.5, 1.3 Hz, 1H, H-5), 6.41 (d, ] = 2.5 Hz, 1H,
H-7), 6.13 (s, 1H, OH-4), 5.61 (s, 1H, OH-4a), 4.95 (s, 1H, H-4), 4.20 (dd, J = 8.0, 1.5 Hz, 1H,
H-1a), 4.12 (dd, ] = 8.0, 5.9 Hz, 1H, H-1b), 3.84 (s, 3H, H-10), 3.68 (d, ] = 9.7 Hz, 1H, H-3a), 3.54
(d, ] =9.7 Hz, 1H, H-3b), 3.04 (dd, J = 5.8, 1.5 Hz, 1H, H-9a); *C NMR (125 MHz, DMSO-ds)
oc 201.5 (C-9), 166.8 (C-6), 164.4 (C-8), 147.9 (C-5a), 108.8 (C-8a), 105.0 (C-5), 99.2 (C-7), 81.0
(C-4a), 74.8 (C-3), 71.0 (C-4), 70.7 (C-1), 57.3 (C-9a), 55.8 (C-10). HRESIMS m/z 265.0720 [M-
HIJ- (calcd for Ci3H130¢,265.0718).

2,3, 6, 8-tetrahydroxy-1-methylxanthone (4): pale green solid; 'TH NMR (500 MHz, DMSO-ds)
ou 13.62 (s, 1H, H-8), 6.70 (s, 1H, H-4), 6.24 (d, ] =2.1 Hz, 1H, H-5), 6.09 (d, ] = 2.0 Hz, 1H, H-7),
2.66 (s, 3H, H-11); 3C NMR (125 MHz, DMSO-des) 6c 181.8 (C-9), 164.2 (C-6), 162.9 (C-8),
156.5 (C-10a), 153.2 (C-4a), 152.0 (C-3), 141.2 (C-2), 123.9 (C-1), 110.3 (C-1a), 102.2 (C-9a), 99.8
(C-4),97.5 (C-7), 92.8 (C-5), 13.7 (C-11).

(+)-griseofulvin (5): colourless oil; [a]%® 153.00 (¢ 0.1, MeOH); 'H NMR (500 MHz,
DMSO-ds) 61 6.50 (s, 1H, H-5), 5.60 (s, 1H, H-3"), 4.05 (s, 3H, H-5), 3.94 (s, 3H, H-6), 3.63 (s,
3H, H-2'), 2.83 (m, 2H, H-5"), 2.35 (dd, J = 16.6, 4.8 Hz, 1H, H-6'), 0.80 (d, ] = 6.6 Hz, 3H,H-7);
1BC NMR (125 MHz, DMSO-ds) 6c 195.6 (C-4'), 191.2 (C-3), 170.3 (C-2'), 168.6 (C-7a), 164.5
(C-6), 157.6 (C-4), 104.7 (C-3a), 104.0 (C3'), 95.2 (C-7), 91.3 (C-1'), 90.1 (C-5), 57.6 (C-4), 57.1
(C2'), 56.6 (C-6), 39.8 (C-5'), 35.5 (C-6'), 13.8 (C-6).

(R)-(-)-5-hydroxymethylmellein (6): yellow oil; [a]3’-8.97 (c 0.1, MeOH); 'H NMR (500
MHz, DMSO-ds) 61 11.01 (s, 1H, OH-9), 7.54 (d, ] = 8.5 Hz, 1H, H-5), 6.86 (d, ] = 8.5 Hz, 1H,
H-4), 4.75 (m, 1H, H-8), 3.15 (m, 1H, H-7a), 2.80 (m, 1H, H-7b), 1.45 (d, ] = 6.3 Hz, 3H, H-10);
1BC NMR (125 MHz, DMSO-des) 6c 169.7 (C-2), 160.1 (C-3), 138.2 (C-6a), 136.0 (C-5), 129.7
(C-6), 114.7 (C-4), 108.0 (C-2a), 75.5 (C-8), 60.0 (C-9), 30.2 (C-7), 20.4 (C-10).

Bungein A (7): brown solid; 1H NMR (500 MHz, DMSO-ds) 61 9.11 (s, 2H, OH), 6.98 (d, ] =
8.4 Hz,4H, H-2,6,2',6'), 6.65 (d, ] = 8.4 Hz, 4H, H-3, 5, 3',5'), 3.51 (dt, ] = 7.2, 3.7 Hz, 4H, H-8,
8"),2.59 (t, J=7.3 Hz, 4H, H-7, 7'); *C NMR (175 MHz, DMSO-ds) 6c 155.5 (C-1, 1'), 129.7 (C-4,
4'),129.5 (C-3,5,3',5,114.9 (C-2,6,2', 6", 62.6 (C-8, 8, 38.3 (C-7, 7).
3-ethylpyrazine-2,5-dipropanoic acid (8): yellow solid; 'TH NMR (500 MHz, DMSO-de) 0H
8.26 (s, 1H, H-6), 2.99 (t, ] = 7.0 Hz, 2H, H-10), 2.93 (t, ] = 7.3 Hz, 2H, H-3), 2.79 (q, ] = 7.5 Hz,
2H, H-13), 2.69 (d, J = 7.0 Hz, 1H, H-2), 2.65 (d, J = 7.4 Hz, 1H, H-11), 1.21 (t, ] = 7.5 Hz, 3H,
H-14); 3C NMR (125 MHz, DMSO-ds) 6c 174.0 (C-1), 173.7 (C-12), 154.6 (C-6), 151.7 (C-4),
150.3 (C-7), 140.0 (C-9), 32.3 (C-2), 31.0 (C-11a), 29.1 (C-3), 27.6 (C-10, 26.5 (C-13), 12.0 (C-14).
(5)-4-hydroxy-2,3-dimethyl-4-pentyl-y-lactone (9): colourless oil; [a]3® -3.90 (c 0.1, MeOH);
1H NMR (500 MHz, DMSO-ds) 6u 7.11 (s, 1H, OH), 1.86 (d, ] = 1.3 Hz, 3H, H-11), 1.86 (m, 1H,
H-6a), 1.80 (m, 1H, H-6b), 1.70 (d, J = 1.4 Hz, 3H, H-12), 1.30 (m, 1H, H-7a), 1.22 (m, 4H, H-8,
9), 1.12 (m, H-7b), 0.83 (t, ] = 6.8 Hz, 3H, H-10); *C NMR (125 MHz, DMSO-ds) dc 172.1 (C-2),
159.0 (C-4), 124.0 (C-3), 107.8 (C-5), 36.1 (C-6), 31.5 (C-7), 22.8 (C-8), 22.4 (C-9), 14.4 (C-10), 11.1
(C-11), 8.6 (C-12).
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(R)-2-hydroxy-3-phenylpropanoic acid (10): brown oil; [a]3’ 3.27 (c 0.1, MeOH); 'H NMR
(500 MHz, DMSO-ds) 61 7.20 (m, 5H, H-5, 6, 7, 8, 9), 4.24 (ddd, ] = 8.1, 6.1, 4.9 Hz, 1H, H-2),
3.60 (s, 3H, H-10), 2.94 (dd, J =13.7, 5.0 Hz, 1H, H-3a), 2.81 (dd, ] =13.7, 8.2 Hz, 1H, H-3b); 3C
NMR (175 MHz, DMSO-ds) 6c 173.9 (C-1), 137.7 (C-4), 129.3 (C-6, 8), 128.0 (C-4, 5), 126.2
(C-7), 71.2 (C-2), 51.4 (C-10), 40.1 (C-3).

1-phenylbutane-2,3-diol (11): brown oil; [a]3° -1.83 (c 0.1, MeOH); 'H NMR (500 MHz,
DMSO-ds) 6u 7.26 (m, 2H, H-3, 5), 7.23 (m, 2H, H-2, 6), 7.16 (m, 1H, H-1), 4.40 (m, 2H, OH-8,
9), 3.50 (m, 1H, H-9), 3.38 (m, 1H, H-8), 2.77 (dd, ] = 13.6, 3.8 Hz, 1H, H-7a), 2.49 (m, 1H, H-7b),
1.06 (d, J = 6.3 Hz, 3H); ¥C NMR (125 MHz, DMSO-ds) 6c 140.4 (C-4), 129.3 (C-3, 5), 127.9
(C-2, 6), 125.5 (C-1), 75.5 (C-8), 68.6 (C-9), 38.3 (C-7), 18.7 (C-10).

p-hydroxybenzaldehyde (12): purple grey solid; 'TH NMR (500 MHz, DMSO-ds) 6u 9.80 (s,
1H, H-1, 7.77 (d, ] = 8.6 Hz, 2H, H-2, 6), 6.94 (d, ] = 8.6 Hz, 2H, H-3, 5); 3C NMR (125 MHz,
DMSO-ds) 6c 190.9 (C-1), 163.4 (C-5), 132.1 (C-2), 128.4 (C-3, 7), 115.9 (C-4, 6).
4-methoxyphenylacetic acid (13): colourless oil; 'TH NMR (700 MHz, DMSO-de) 01 7.03 (d, |
= 8.5 Hz, 2H, H-2, 6), 6.69 (d, | = 8.4 Hz, 2H, H-3, 5), 3.59 (s, 3H, H-9), 3.52 (s, 2H, H-7); 13C
NMR (175 MHz, DMSO-ds) 6c 172.1 (C-8), 156.3 (C-4), 130.3 (C-1), 124.4 (C-2, 6), 115.1 (C-3,
5), 51.6 (C-9), 39.9 (C-7).

4-hydroxyacetophenone (14): white solid; 'TH NMR (700 MHz, DMSO-ds) 61 7.82 (d, ] = 8.7
Hz, 2H, H-4, 6), 6.83 (d, J = 8.7 Hz, 2H, H-3, 7), 247 (s, 3H, H-8); 3C NMR (175 MHz,
DMSO-ds) dc 196.0 (COCH3s), 162.3 (C-2), 130.7 (C-4, 6), 128.4 (C-5), 115.2 (C-3, 7), 26.3 (C-8).
4-hydroxy phenethyl acetate (15): colourless oil; 'TH NMR (500 MHz, DMSO-de) 61 9.21 (s,
1H, OH), 7.02 (d, ] = 8.4 Hz, 2H, H-2, 6), 6.68 (d, ] = 8.4 Hz, 2H, H-3, 5), 4.12 (t, ] = 7.1 Hz, 2H,
H-8), 2.75 (t, ] = 7.1 Hz, 2H, H-7), 1.97 (s, 3H, H-10); 3C NMR (125 MHz, DMSO-ds) 6c 170.3
(C-9),155.9 (C-4), 129.7 (C-2, 6), 127.8 (C-1), 115.2 (C-3, 5), 64.7 (C-8), 33.5 (C-7), 20.7 (C-10).
Methyl 2-hydroxy-3-(4'-hydroxy)-phenyl propionate (16): brown oil; [a]3® 0.40 (c 0.1,
MeOH); 'H NMR (700 MHz, DMSO-ds) 61 9.17 (s, 1H, OH-7), 6.97 (d, ] = 8.4 Hz, 2H, H-5, 9),
6.64 (d, ] = 8.4 Hz, 2H, H-6, 8), 5.47 (d, ] = 6.2 Hz, 1H, OH-2), 4.14 (dt, ] = 7.8, 5.5 Hz, 1H, H-2),
3.59 (s, 3H, H-10), 2.81 (dd, J = 13.8, 5.2 Hz, 1H, H-3a), 2.70 (dd, ] = 13.8, 7.9 Hz, 1H, H-3b); 3C
NMR (175 MHz, DMSO-ds) dc 174.03 (C-1), 155.8 (C-7), 130.2 (C-5, 9), 127.6 (C-4), 114.8 (C-6,
8), 71.6 (C-2), 51.3 (C-10), 40.0 (C-3).

Protocatechoic acid (17):'H NMR (500 MHz, DMSO-ds) 6u 7.33 (s, 1H, H-2),7.28 (d, ] = 7.8
Hz, 1H, H-6), 6.77 (d, ] = 8.2 Hz, 1H, H-5); ¥C NMR (125 MHz, DMSO-ds) 6c 167.3 (C-1),
150.0 (C-5), 144.9 (C-4), 121.9 (C-7), 121.7 (C-2), 116.6 (C-3), 115.1 (C-6).

Apocynin (18): white solid; 'H NMR (500 MHz, DMSO-ds) 61 7.50 (dd, | = 8.3, 2.0 Hz, 1H,
H-7), 743 (d, ] = 2.0 Hz, 1H, H-3), 6.86 (d, ] = 8.2 Hz, 1H, H-4), 3.82 (s, 3H, H-9), 2.48 (s, 3H,
H-8); 3C NMR (125 MHz, DMSO-des) 6c 196.06 (C-1), 151.8 (C-5), 147.5 (C-4), 128.8 (C-2),
123.4 (C-7), 114.9 (C-6), 111.1 (C-3), 55.6 (C-9), 26.2 (C-8).
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