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Single Mass Analysis
Tolerance = 5.0 mDa

Element prediction: Of
Monoisotopic Mass, Even Electron lons

{ DBE: min=-1.5 max =500

8476 formulaie) evaluated with 48 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:
C: 0-500

H: 0-1000

N: 0-200

0:0-200

5:0-6

Cl: 0-8

v
Mass Cale. Mass | mDa | PPM [ DBE | Formula [c[n ][ nJo[s]alsr] A
3191164 3191200 -36 -11.3 65 C3 HI1 N16 03 3 11 16 3
3191168 -04 -13 145 C14 H11 N10 17 11 10
3191128 36 113 105 €9 H11 N12 02 s 11 12 2
3191195 -21 97 135 C18 H15 N4 02 18 15 4 2
3191155 09 28 95 C13 HI5 N6 04 13015 6 4
3191115 40 154 55 C8 HI5 NS 06 g 15 8 6
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Figure S1: HR-ESI-MS Spectrum of 1
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Figure S2: *H-NMR (400 MHz, CDCl3) Spectrum of 1
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Figure S3: ®*C-NMR (100 MHz, CDCls) Spectrum of 1
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Figure S4: HSQC Spectrum of 1
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Figure S5: HSQC Spectrum of 1 (From 6c40 ppm to dc 90 ppm)
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Figure S6: HSQC Spectrum of 1 (From 6c100 ppm to dc 120 ppm)

7
{2 766, 44. 034}

© 2020 ACG Publications. All rights reserved.

rio0

105

110

riis

rizo

125

£1 (ppm)

f1 (ppm)



|

|

© 2020 ACG Publications. All rights reserved.

(1l ﬂ f "
\ A f W
. _JLJLLL__JL___,___.._/ N - JI R _zll (L
Hn
H50
—— L
Hen
t10
Han
— ' ¥ o W
Han
— " - a0
- w o
— v oo A o
_ o P H2o
3 o T " o m 130
3 e
Han
E & a0
H150
: , : : : : S S S R A
75 7.0 6.5 6.0 5.5 5.0 45 4.0 3s 30 2.5
£2 (ppm)
o
Figure S7: HMBC Spectrum of 1
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Figure S9: *H-NMR Spectrum (ABX system) (400 MHz, CDCls) of 1
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2227104-05-2 934266-43-0

Absolute stereochemistry.

Cy7 Hzy O

1,2-Benzenediol, 5-[(1A)-2-(4-hydroxy-3-
methoxyphenyl)-1-methoxyethyl]-3-methoxy-
Key Physical Properties:

Molecular Weight

320.34

Boiling Point {Predicted)

Value: 486.4+45.0 °C | Condition: Press: 760
Tarr

Density (Predicted)

Value: 1.282+0.06 gicm3 | Condition: Temp: 20
“C Press: 760 Torr

pKa (Predicted)

WValue: 9.18+0.15 | Conditicn: Most Acidic Temp:
25°C

SN

Gurrently available stereo shown., Rotation (+).
Gy7 Hy O

1,2-Benzenediol, 3-methoxy-5-[1-methoxy-2-(3-
methoxyphenylethyl]-, {+)-

Key Physical Properties:

Molecular Weight

304.34

Boiling Point (Predicted)

Value: 443.2+445.0 °C | Condition: Press: 760
Tarr

Density (Predicted)

Value: 1.210+0.06 g/cm3 | Condition: Temp: 20
°C Press: 760 Tor

pKa (Predicted)

Value: 8.19+0.15 | Condition: Mast Acidic Temp:

25°C
Related Info:
~ 2 References

Ci7 Hy O5

Phenal, 4-[2-(3-hydroxyphenyl)-1-methoxyethyl]-
2 B-dimethaxy-

Key Physical Properties:

Molecular Weight

304.34

Eoiling Point (Predicted)

Value: 437.1+45.0 °C | Condition: Press: 760
Tarr

Density (Predicted)

Value: 1.2100.06 g/cmd | Condition: Temp: 20
“C Press: 760 Tarr

pKa (Predicted)

Value: 9.89+0.10 | Condition: Most Acidic Temp:
25°C

Related Info:

=1 References

Related Info:

~ 1 References

Score: 99 Score: 97

5. B,

1104820-01-0 934266-44-1
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Figure S10:
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Single Mass Analysis

Element prediction: Off

Elements Used:

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0

Monoisotopic Mass, Even Electron lons
10177 formulale) evaluated with 49 results within limits (up to 50 best isotopic matches for each mass)

C: 0-500 H: 0-1000 N: 0-200 0:0-200 5:0-6 cl 0-8 v
Mass [ cale. Mass [ mDa [ Ppm [ DBE [ Formula [c[ o[ nNJo[s[a]er] ~
3331336 3334358 22 -66 95 Ci2 Hi7 NiD § 12 17 1
3334370 -34  -102 05 C7 H21 N6 09 7 21 6 9
3334332 04 12 05 Ci0 H25 N2 0B § 0 o235 2 & 1
3331379 -43 -129 -05 CB H25 N6 04 S2 8 25 6 4 2
3331338 -02 -0.6 85 CI8 H21 06 18 21 3
3334357 -24 -63 65 C4 Hi3 Nis 03 4 13 16 3
3334385 -40 -147 85 Ci6 H21 N4 02 § 6 21 4 2 1
2221298 11 212 148 M H12 NN is 12 an v
bjsh-25C-N 298 (8.697)
1. TOF WS ES-
4.38e+004
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Figure S11: HR-ESI-MS Spectrum of 2
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Figure S12: *H-NMR (400 MHz, CDClI3) Spectrum of 2
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Figure S13: *H-NMR Spectrum (ABX system) (400 MHz, CDCls) of 2
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Figure S14: 3C-NMR (100 MHz, CDCl3) Spectrum of 2
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Figure S15: **C-NMR (100 MHz, CDClI3) Spectrum of 2 (From §c100 ppm to dc 140 ppm)
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Figure S16: *H-'H COSY Spectrum of 2
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Figure S17: HSQC Spectrum of 2
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Figure S18: HSQC Spectrum of 2 (From dc 100 ppm to 130 ppm)
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SciFinder®

Page 1

Currently available stereo shown., Rotation (+).
Cig Hyy O

Phenal, 4-[2-(3 4-dimethoxypheanyl)-1-
methoxyethyl]-2,6-dimethoxy-, (+)-

Key Physical Properties:

Molecular Welght

348.39

Boiling Point (Predicted)

Walue: 444.0445.0 °C | Condition: Press: 760
Tarr

Density (Predicted)

Walue: 11572006 g/em3 | Condition: Temp: 20
*C Press: 760 Torr

Scora: 99
2.
956699-51-7
CHy
C
I:L“‘CH,
"
Q
O ey

Cyg Hps Og

Phencl, 2-mathaxy-5-[1-meathoxy-2-(3,4,5-
trimethoxyphenylyethyl]-

Key Physical Propertles:

Molecular Weight

348.39

Boiling Point (Predicted)

Value: 453 82450 *C | Condition: Press: 760
Torr

Density (Predicted)

Value: 1.15720.06 g/om3 | Condition: Temp: 20

Scora: 99
3
934266-44-1

[

SYP;

!

[

L

Rotaticn (+}., Absolute sterecchemistry.

Cia Hz Og

Phencl, 4-[(1.5)-2-(4-hydroxy-3-methoxyphenyl)-
1-methoxyethyl]-2 G-dimethoxy-

Key Physical Properties:

Molecular Weight

334.36

Baoiling Point (Predicted)

Walue: 460.5+45.0 °C | Condition: Press: 760
Torr

Density (Predicted)

Value: 1.213+0.06 gicm3 | Condition: Temp: 20
°C Press: 760 Torr

pKa (Predicted) “ Prass: 760 Tarr
] I - . : pKa (Predicted)
:;':Jg' 8.9740.36 | Gondition: Most Acidic Temp: | p (predicted) Value: 8.98+0.36 | Condition: Most Acidic Temp:
Value: 2.71£0.10 | Conditicn: Most Acidic Temp: | 25 °¢
Related Info: 25°C
azn f Related Info:
efarences Related Info: - % References
~1 References
Reactions
Secora: 98 Score: 97 Scora: 86
4. 5. B.
1252577-64-2 1638839-33-4 2227104-05-2
[+ 5
o, - A
¢ 0 A
o “Lﬁ“x- o o B
ouf h‘\'ar"l B
. Cyg Haq Og

Raotation [-)., Absolute stereochemistry.
CigHzp O

Phenol, 4-[(18)-2-(4-hydroxy-3-methoxyphenyl)-

1-methoxyethyl]-2,6-dimathoxy-
Key Physical Properties:

Bl nndoe Waimkd

Benzeneethanal, f,4-dimathoxy-o-(3,4,5-
trimethaxyphenyl)-

Key Physical Properties:

Melecular Weight

348.39

Eoiling Point (Predicted)

Value: 465 2+445.0 *C | Conditian: Press: 780

Scifinder Search Results of 2

Absolute stereochamistry.

Ci7 Hao Q¢
1.2-Banzenadiol, 5-[{1 A)-2-(4-hydroxy-3-
methoxyphenyl)-1-methoxyetyl]-3-methoxy-

Key Physical Properties:

© 2020 ACG Publications. All rights reserved.
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Table S1: 3C NMR Spectral Data of Dendrophenol, Nobilin A, 1, and 2

/
0

HOOH )

O

(0

2 / HO / 0
Dendrophenol Nobilin A
No. Dendrophenol™ 1 Nobilin Al 2
1 133.8 1338 133.8 133.8
2 105.3 101.7 101.5 101.6
3 147.0 147.1 1471 147.1
4 1329 131.9 1318 131.8
5 147.0 144.1 1438 143.8
6 105.3 107.6 107.6 107.6
a 38.7 85.5 85.1 85.4
a 38.1 44.6 45.0 445
1 133.0 130.6 140.4 131.3
2" 1143 1125 115.2 113.0
3 146.4 146.2 159.5 148.6
4 1439 143.9 1118 1475
5' 111.4 114.1 129.2 111.0
6 121.2 122.3 122.0 121.6
3-OCHs 56.4 56.4 56.4 56.4
5-OCHs 56.4
3-OCHs 56.0 56.1 55.3 55.9
4-0OCHs 56.0
a-OCHj 56.9 56.9 56.9

© 2020 ACG Publications. All rights reserved.
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Table S2: *H NMR Spectral Data of Dendrophenol, Nobilin A, 1, and 2

No. Dendrophenol™ 1 Nobilin A 2

2 6.36 (1H, s) 6.30 (1H, br.s) 6.34 (1H, d, 1.7) 6.31 (1H, br.s)

6 6.36 (1H, s) 6.47 (1H, br.s) 6.51 (1H, d, 1.7) 6.48 (1H, br.s)

o 2.81 (2H, m) 4.12 (1H, m) 4.19 (1H, dd, 7.5, 5.7) 4.13 (1H, br.t, 6.5)

2.75 (1H, dd, 13.4,5.7) 2.8 3(1H, dd, 13.8,5.7)  2.78 (1H, dd, 13.7, 5.8)

o 2.81 (2H, m)

2.97 (1H, dd, 13.4,7.3)  3.04 (1H, dd, 13.8,7.5)  2.99 (1H, dd, 13.7, 7.3)

2' 6.61 (1H, d, 1.8) 6.53 (1H, br.s) 6.66 (1H, m) 6.57 (1H, br.s)

5' 6.84 (1H, d, 8.0) 6.76 (1H, d, 8.0) 6.73 (1H, m) 6.73 (1H, d, 8.1)

6 6.68 (1H, dd, 8.0, 1.8) 6.59 (1H, br.d, 8.0) 6.71 (1H, m) 6.63 (1H, br.d, 8.1)
3-OCH3 3.84 (3H, 9) 3.80 (3H, 9) 3.83 (3H, s) 3.80 (3H, 9)
5-OCHs 3.84 (3H, 9)
3'-OCHs 3.84 (3H, 9) 3.77 (3H, 5) 3.75 (3H, s) 3.77 (3H, 9)
4'-OCHs 3.82 (3H, s)
a-OCHj3 3.17 (3H, 5) 3.19 (3H, 5) 3.18 (3H, s)

References

[1] Li MF, Hirata Y, Xu GJ, M. Niwa and H.M. Wu (1991). Studies on the chemical constituents of
Dendrobium loddogesii Rolfe, Acta Pharm. Sin. (Zj24243k). 26, 307-310.

[2] Zhang X, Gao H, Wang NL and X.S. Yao (2006).Three new bibenzyl derivatives from

Dendrobium nobile, J Asian Nat. Prod. Res.8, 113—118.

© 2020 ACG Publications. All rights reserved.

14



