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Table 2. 'H and *C NMR spectroscopic data of compounds 8 —12 (CD;0D, AVIII-600)

No. 8 9 10 11 12
dcm Sy m (J/Hz) dcm oy m (J/Hz) dcm oy m (J/Hz) dcm oy m (J/Hz) dcm Sy m (J/Hz)
1 141.1 C 153.8 C
2 152.0 C 119.4 CH 6.95d(9.1) 153.5CH 8.17 s 1524 C 1524 C
3 101.8 CH 6.46d (2.6) 116.6 CH 6.68d(8.9)
4 1549 C 1525 C 150.0 C 166.4 C 166.2 C
5 107.6 CH 6.29dd (8.7,2.5) 116.6 CH 6.68d(8.9) 121.1 C 1115 C 102.7 CH 5.70d (8.1)
6 120.5 CH 7.01d(8.8) 119.4 CH 6.95d(9.1) 157.6 C 138.2 CH 7.80s 1427 CH 7.99d (8.1)
8 142.0 CH 8.30s
2-OMe 56.5 CH; 3.80s
5-Me 56.5 CH; 3.80s 124 CH; 1.87s
I 104.3 CH 4.69d(7.6) 103.7 CH 4.72d(7.4) 91.3 CH 5.96d(6.4) 86.3 CH 6.271t(6.8) 90.7 CH 5.89d (4.6)
2' 75.1 CH 3.39-3.45 75.0 CH 3.35-3.42 75.5 CH 4.73br.t(5.9) 41.2 CH, 2.22m/2H 75.7 CH 4.18t(4.9)
3 77.8 CH 3.39-3.45 78.0 CH 3.35-3.42 72.7 CH 4.31dd (2.6, 5.0) 72.2 CH 4.39dt(5.9,3.4) 71.2 CH 4.14t(4.9)
4 71.4 CH 3.37dd (9.5, 8.9) 71.5 CH 3.35-3.42 88.2 CH 4.16dt(2.6,2.5) 88.8 CH 3.89 g-like (3.4) 86.3 CH 4.00dt(4.4,2.9)
5 78.1 CH 3.32dd (5.6, 2.3) 78.1 CH 3.35-3.42 63.5 CH, g;g gg 8%2: gg 62.8 CH, g;g gg 8;}: gg; 62.2 CH, g;g gg 8;;: ;%
6' 3.68 dd (12.0, 5.4) 3.68 dd (11.9, 5.0)

62.6 CH, 62.6 CH,

3.85dd (11.9,2.3) 3.88dd (11.8,0.8)

R.2 OH
o I F
0

6' o)
HO "
HO=Y" “OH
8. R= OMe
9.R=H

4-hydroxy-2-methoxyphenyl-f#-glucopyranoside (8), 4-hydroxyphenyl-f$-glucopyranoside (9), adenosine (10), thymidine (11), and uridine (12)
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11006 ssl-ysl1l-3351883-fr.1-CD30D-3.30 ppm-20120407, AV3-600, Cryo probe
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11006 ssl-ysl-3351883-fr.1-CD30D-3.30 ppm-20120407, AV3-600, Cryo probe
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11006 ssl-ysl-3351883-fr.1-CD30D-3.30 ppm-20120407, AV3-600, Cryo probe
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/ Distance (A)

)/ H-1—H-6 2.087
/" H-3—H-6 2255
H-40—H-6 3.976
H-4p—H-6 3.345

H-40—H-7 (pro-R) 3.796
H-40—H-7 (pro-S) 4.254
H-43—H-7 (pro-R) 2.213
H-4p—H-7 (pro-S) 3.062

1(6R)

Distance (A)
H-1—H-6 3.775
H-3—H-6 3.418
H-40—H-6 3.799
H-4p—H-6 2.703

H-40—H-7 (pro-R) 4.649
H-40—H-7 (pro-S) 4.378
H-43—H-7 (pro-R) 4.078
H-4p—H-7 (pro-S) 3.173

1a (65)
S7. Energy minimized conformation of 1 (6R) and 1a (65), obtained by MM2 calculation through
molecular dynamic and energy minimization.
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11006 ssl-ysl-3351886-fr.3-CD30D-3.30,
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S11. HSQC spectrum of 2 (600MHz, CD;0D)
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11006 ssl-ysl1l-3351886-fr.3-CD30D-3.30, 49.0 ppm-20120427, AV3-600, Cryo probe
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AV3-600 Cryo probe
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COSY 1006 ssl-ysl1l-3467281-fr.3-CD30D-3.30 ppm-20131013, AV3-600 Cryo probe
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HMBC 11006 ssl-ysl-3467281-fr.3-CD30D-3.30, 49.0 ppm-20131013, AV3-600 Cryo probe
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NOESY 11006 ssl-ysl1l-3467281-fr.3-CD30D-3.30 ppm-20131013, AV3-600 Cryo probe
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H-40—H-6 2.782
H-4p—H-6 3.233
H-40—H-7 (pro-R) 4.869
H-40—H-7 (pro-S) 4.918
H-4p—H-7 (pro-R) 4.889
H-43—H-7 (pro-S) 4.331

3 (6R)

Distance (A)
H-40—H-6 2.698
H-4p—H-6 3.143

H-40—H-7 (pro-R) 3.316
H-40—H-7 (pro-S) 4.549
H-43—H-7 (pro-R) 2.419
H-4B—H-7 (pro-S) 3.925

3a (6S)
S20. Energy minimized conformation of 3 (6R) and 3a (6S), obtained by MM2 calculation through

molecular dynamic and energy minimization.



Cryo probe

Bruker AV-III 600 MHz,

cpd5) -CD30D-3.30 ppm-20120302,

(30min,

11006 ssl-ysl-3351873-fr.4

6L8C"
666¢C"°
ceCLy”
G087 "
€E8l "
887"
0cer”
6767 "
L6667 "
620G°
650G"
S0TS"
IvIG”
4350
6TCS”
c0es”
7966~
GG9¢-
9696"
ocLs”
88LG”
€G68G°
GL8G”
rres”
¢109°
7€09°
9L09"
8919°
oc8L”
ogeL”
808"
9¢18"
9€¢8”

GZee”
607"
¢807”
4N
4387
Loy "
0TED”
24278
TE€ES”
34728
4328
7LGG”
679G"
0cLS”
T18G”

S ——

/T 44 44 4" "A A A """ A" A"~ A~~~ A A A

L¢>§§§§§§§§§§§§?ﬁ

N

A

N

N NN

7

J\MM\

T

el

L0

T

e

o
-—
-

]

©
o
-

o
S
-

R

2.6

22 21 20 19 18 1.7 16

23

24

2.5

28 27

2.9

T618°
L9c8”"
9068°

GEGS”
G99G”

699G
00LS
LS79

0969~
0699°
7989°
7689°

H

mrﬂ
=~
ol

|

2]
(=]
-

©
-]
o

|

S21. '"H NMR spectrum of 4 (600MHz, CD;0D)

\ \
6.0 5.5

6.5

7.0

ppm

3.5

4.0

4.5

5.0

25



Cryo probe

AV3-600,

11006 ssl-ysl1-3351873-fr.4 (cpd5)-CD30D-49.0 ppm-20120302,

mii

SGL
LVT

LOL

L89"
890"
cLe”
0ctT”
€e0”

T6L"
966"
808"

VLY ®
€58
0Z8°
698"

.MP\
LL—

70T ——
LOT—
60T —
EIT——
9TT——

1T ——

y

T

180

f

10 ppm

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
$22. 3C NMR spectrum of 4 (150MHz, CD;0D)

170

26
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HMBC 11006 ssl-ysl1-3351873-fr.4 (cpd5)-CD30D-3.30, 49.0 ppm-20120302, AV3-600, C
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S25. HMBC spectrum of 4 (600MHz, CD;0D)
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11006 ssl-ysl-3351873-fr.4 (cpd5)-CD30D-3.30 ppm-20120302, AV3-600, Cryo probe
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Cryo probe

AV3-600,

11006 ssl-ys1-3351859-fr.11-CD30D-3.30 ppm-20111208,
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Cryo probe

AV3-600,

11006 ssl-ysl-3351859-fr.11-CD30D-49.0 ppm-20111208,
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COSY 11006 ssl-ysl1-3351859-fr.11-CD30D-3.30 ppm-20111208, AV3-600, Cryo probe
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HSQC 11006 ssl-ys1-3351859-fr.11-CD30D-3.30, 49.0 ppm-20111208, AV3-600, Cryo p
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S30. HSQC spectrum of 5 (600MHz, CD;0D)



HMBC 11006 ssl-ysl1-3351859-fr.11-CD30D-3.30, 49.0 ppm-20111208, AV3-600, Cryo p
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S31. HMBC spectrum of 5 (600MHz, CD;0D)



NOESY 11006 ssl-ys1-3351859-fr.11-CD30D-3.30 ppm-20111208, AV3-600, Cryo probe
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Cryo probe

Bruker AV-III 600 MHz,

11006 ssl-ysl1l-3351884-fr.3-CD30D-3.30 ppm-20120420,
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Cryo probe

AV3-600,

11006 ssl-ysl1-3351884-fr.3(cpd 9)-CD30D-49.0 ppm-20120420,
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S34. C NMR spectrum of 6 (150MHz, CD;0D)
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11006 ssl-ysl1l-3351884-fr.3(cpd 8)-CD30D-3.30 ppm-20120420, AV3-600, Cryo probe
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S35. COSY spectrum of 6 (600MHz, CD;0D)
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11006 ssl-ysl1-3351884-fr.3 (cpd 8)-CD30D-3.30, 49.0 ppm-20120420, AV3-600, Cryo probe
HSQC
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S36. HSQC spectrum of 6 (600MHz, CD;0D)



11006 ssl-ysl1l-3351884-fr.3(cpd 8)-CD30D-3.30, 49.0 ppm-20120420, AV3-600,
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11006 ssl-ysl1-3351884-fr.3(cpd 9)-CD30D-3.30 ppm-20120420, AV3-600, Cryo probe
NOESY
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S38. NOESY spectrum of 6 (600MHz, CD;0D)




Cryo probe

Bruker AV3-600,

11006 ssl-ysl-3734120-fr.1-CD30D-3.30 ppm-20131031,
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Cryo probe

Bruker AV3-600,

11006 ssl-ysl1l-3734120-fr.1-CD30D-49.0 ppm-20131031,
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COSY 11006 ssl-ysl1l-3734120-fr.1-CD30D-3.30 ppm-20131031, Bruker AV3-600, Cryo p
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HSQC 11006 ssl-ysl1-3734120-fr.1-CD30D-3.30/49.0 ppm-20131031, Bruker AV3-600, C
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HMBC 11006 ssl-ysl-3734120-fr.1-CD30D-3.30/49.0 ppm-20131031,

Bruker AV3-600,

S43. HMBC spectrum of 7 (600MHz, CD;0D)
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NOESY 11006 ssl-ysl1-3734120-fr.

1-CD30D-3.30 ppm-20131031,
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Cryo probe

Bruker AV3-600,

11006 ssl-ysl1-3734129-fr.2-CD30D-3.30 ppm-20131125,

4.29 ppm(4.32 ppm)
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Cryo probe

Bruker AV-III 600 MHz,

11006 ssl-ysl1l-3734125-fr.2-CD30D-3.30 ppm-20131031,

1D-NOESY H-5 4.16 ppm (4.20 ppm)
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S46. '"H NMR and 1D NOESY spectrum of 7a (600MHz, CD;0D)
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name D:\Data\HRMS-YSL\11006\11006-cpd8.d
Method tune_low.m

Sample Name  p.3351883-fr.1

Comment

Acquisition Date 2012/8/24 |- 4 06:17:48

Operator default
Instrument / Ser# micrOTOF 10247

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 200 43|
Scan Begin 50 m/z Set Capillary 4100 v Set Dry Gas 4.0 I/min
Scan End 1000 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens. -MS, 0.2-0.3min #(11-18)
X103
s_
4 421.1498
B 375.1445
2,
el s 248.9604 329‘3898 L 489'E365 557.1247
200 250 300 350 400 450 80 50  mz
Intens - -MS, 0.2-0.3min #(11-18)
X104
47
3] 375.1445
2]
=
] Ll 384.?346
345. — ‘35.,0. — .3.55‘ — ‘3E|50| — ‘3é5| — .3_:’0‘ — ‘3%5. o ‘3é0‘ — '3é5‘ — ‘35.30. T ‘r"m’z
Meas. m/iz # Formula m/z err[mDa] err [ppm] Mean err [ppm] mSigma Std Mean m/z  Std m/z Diff
375.1445
1 C20H2307 375.1449 0.4 1.0 1.4 1.59 0.0006 0.0006
2 C15H23N209 375.1409 -3.6 97 9.5 2857 0.0036 0.0006

S47. HRESIMS of 1
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name D:\Data\HRMS-YSL\11006\11006-cpd12.d
Method tune_low.m

Sample Name  p.3351886-fr.3

Comment

Acquisition Date 2012/8/24 |- 4 06:31:33

Operator default
Instrument / Ser# micrOTOF 10247

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 04 Bar
Focus Not active Set Dry Heater 200 #3]
Scan Begin 50 m/z Set Capillary 4100 vV Set Dry Gas 4.0 I/min
Scan End 1000 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens.] -MS, 0.2-0.3min #{9-19)
x10°
2.5
2.0
] 421.1498
1.5
1.0
0.5 375.1442
] 248.9605 316.9482 | 4529229 4991383 5r0 9099 557.1242
00ttt o L e A
200 250 300 350 400 450 500 550 m/z
Intens. ] -MS, 0.2-0.3min #(9-19)
x104
59
4
] 375.1442
3
2]
b 384.9350
1 3492344 355.1693 367.1867 371.1561 \\l i L 3913206
345 350 | 355 | 360 385 av0 375 380 385 380  mz
Meas. m/z # Formula m/z err [mDa] err [ppm] Mean err [ppm] mSigma  Std Mean m/z  Std m/z Diff
375.1442
1 C20H2307 375.1449 07 20 26 7.56 0.0011 00014
2 C15H23N209 3751409 -33 88 -84 3394 0.0032 0.0014

S48. HRESIMS of 2

52



Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

Method

Sample Name

Comment

Acquisition Date 2013/12/22 |- 3+ 06:40:43

FAYSL\TOF\11006\p.3467281-fr.3 (-).d

tune_low.m

p.3467281-fr.3

Operator default
Instrument / Ser# micrOTOF 10247

Acquisition Parameter

Source Type ESI lon Palarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 250 |
Scan Begin 50 m/z Set Capillary 4100 vV Set Dry Gas 4.0 I/min
Scan End 1000 miz Set End Plate Offset  -500 V Set Divert Valve Source
Intenszz -MS, 0.1-0.3min #(5-14)
%1077
1.254
1.009
1 437 1446
0754
050 3911392
0.254 3291909
1 248 i.-]GDS 291.1993 520.9093
0.00F e Lot i Ll e
200 250 300 350 400 450 500 550 miz
Intens._ -MS, 0.1-0.3min #(5-14)
x104
6_
44 3911392
2,
) 375.1952 3849356
0 3671896 i ; Lo s _397.1868 403.3045 ot
360 365 370 375 380 385 300 305 400 405 miz
Meas. m/iz # Formula m/z err [mDa] err [ppm] Mean err [ppm] mSigma Std Mean m/z  Std m/z Diff
391.1392
1 C15H23N2010 3911358 -34 -8.7 -85 2410 0.0033 0.0005
2 C13H27013 391.1457 65 16.6 17.3 3451 0.0071 0.0005

S49. HRESIMS of 3
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 2012/8/24 - &+ 06:02:15
Analysis Name D:\Data\HRMS-YSL\11006\11006-cpd5(-).d

Method tune_low.m Operator default

Sample Name  p.3351873-fr4 Instrument / Ser# micrOTOF 10247
Comment

Acquisition Parameter

Source Type ESI lon Palarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 200 #|
Scan Begin 50 m/z Set Capillary 4100 V Set Dry Gas 4.0 I/min
Scan End 1000 m/z Set End Plate Offset  -500V Set Divert Valve Source
Intens. -MS, 0.1-0.3min #(6-16)
x1057
2]
2] 435.1655
1]
] 403.3057 503.1530
] 416.3451 384.9350 571.1403
O*L‘.....Lﬁ.‘..l.l‘.....ﬂ..".‘.L..‘..l‘l.“..le
250 300 350 400 450 500 550 600 miz
Intens. -MS, 0.1-0.3min #(6-16)
x105]
3,
2] 435.1655
1]
] 452.9231
415 420 425 430 435 440 445 450 455 460 miz
Meas. miz # Formula m/z err [mDa] err [ppm] Mean e [ppm] mSigma Std Mean m/z  Std m/z Diff
4351655
1 C22H2709 435.1661 0.5 1.2 1.7 4.64 0.0010 0.0011
2 C17TH2TN20O 11 435.1620 =3:5 -8.0 7.8 19.75 0.0035 0.0011

S50. HRESIMS of 4

54



Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 2012/8/24 |- &+ 06:09:04
Analysis Name D:\Data\HRMS-YSL111006\11006-cpd6.d

Method tune_low.m Operator default

Sample Name  p.3351859-fr.11 Instrument / Ser# micrOTOF 10247
Comment

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 200 4|
Scan Begin 50 miz Set Capillary 4100 V Set Dry Gas 4.0 I/min
Scan End 1000 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens. -MS, 0.2-0.4min #(10-23)
x10%7
43
35 421.1500
24
15 375.1445 L 483,569
] 331.1550 i 557.1254 588.8976
250 300 350 400 450 500 550 600 m/z
Intens. -MS. 0.2-0.4min #(10-23)
x105]
5]
43
3; 421.1500
29
15 403.3058
. 435.1652
7"'L'Jll"l"l""\""II‘JL‘l‘A'I""\""\""‘I""\""I
400 405 410 415 420 425 430 435 440 445 m/z
Meas. m'z # Formula m/z _err[mDa] emr [ppm] Mean e [ppm] mSigma Std Mean m/z  Std miz Diff
421.1500
1 C21H25089 4211504 04 1.0 12 247 0.0006 0.0008
2 C16H25N20 11 421.1464 -3.6 -8.6 -85 19.34 0.0036 0.0009

S51. HRESIMS of 5




Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name D:\Data\HRMS-YSL\11006\11006-cpd9.d
Method tune_low.m

Sample Name  p.3351884-fr.3

Acquisition Date 2012/8/24 | &+ 06:23:36

Operator default
Instrument / Ser# micrOTOF 10247

Comment
Acquisition Parameter
Source Type ESI lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 200 #|
Scan Begin 50 m/z Set Capillary 4100 v Set Dry Gas 4.0 lI/min
Scan End 1000 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens. | -MS, 0.1-0.3min #(8-19)
x10%
s_
405.1547
44
2_
7 473.1428
| 221.0815 541.]308
200 25 300 350 400 450 50 550  miz
Intens. | -MS, 0.1-0.3min #(8-19)
x105
s,
405.1547
4_
2,
375 380 385 390 395 400 405 410 415 420 m/z
Meas m/z # Formula m/z err[mDa] err [ppm] Mean err [ppm] mSigma Std Mean m/z  Std m/z Diff
405.1547
1 C21H2508 405.1555 0.8 20 21 3.86 0.0009 0.0006
2 CI6H25N20 10 405.1515 3.2 -7.9 -8.1 18.41 0.0033 0.0009

S52. HRESIMS of 6

56



Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 2013/12/22 |- % 04:36:09
Analysis Name F:\YSL\TOF\11006\p.3734121 (-).d

Method tune_low.m Operator default

Sample Name  p.3734121 Instrument / Ser# micrOTOF 10247
Comment

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 250 =|
Scan Begin 50 miz Set Capillary 4100 V Set Dry Gas 4.0 l/min
Scan End 600 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens:.j -MS, 0.1-0.4min #(6-21)
x109 ]
3_
27 167.0365
],
1 213.0768
ol i, o 20D 391.1380 4651304 407.1636
150 200 250 300 350 400 450 500 miz
Intens_ -MS, 0.1-0.4min #(6-21)
x1043
1.259
1.004
] 391.1380
0.75-
] 387.1087
0.504
] 93 7935
0.25] ‘ ‘ i 401.9131
D.OO: T P SR 1 ‘.‘ Lo it .I T |.‘ .|l|“! .‘I |.| URTRRR .“l“ .| il '.| L
370 375 380 385 390 395 400 405 410 415 m/z
Meas. miz # Formula miz _err [mDa] err [ppm] Mean err [ppm] mSigma Std Mean m/z  Std m/iz Diff
391.1380
1 C20H2308 3911398 18 46 43 39.34 0.0017 0.0006

S53. HRESIMS of 7
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 2013/12/22 | 4 05:18:52
Analysis Name F:\YSL\TOF\11006'p.3734129-fr.2 (-)-4.d

Method tune_low.m Operator default

Sample Name  p.3734129-fr.2 Instrument / Ser# micrOTOF 10247
Comment

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Nat active Set Dry Heater 250 5
Scan Begin 50 miz Set Capillary 4100 vV Set Dry Gas 4.0 l/min
Scan End 700 miz Set End Plate Offset  -500 V Set Divert Valve Source
Intens. -MS, 0.2-0.2min #{13-14)
%1047
259
20
248 9600

o

316.9483

o

4529228
384.9354 520 9105

o
(S,

405.1890

350.1459

0.0
200 250 300 350 400 450 500 550 m/z
Intens. ] -MS, 0.2-0.2min #13-14)
2000+
1500
473.1428
10004
] 479.1512
500: 471.1380 i
] i 4741472 n
1 ‘ ‘ 472.4417 476.1942  477-1566 4786542
SO 1| EYI A i O TN ORI SO S £ AR S it
470 471 472 473 474 475 476 477 478 479 m/z
Meas. m/z # Formula m/z e [mDa] err [ppm] Mean err [ppm] mSigma Std Mean m/z Std miz Diff
475.1881
1 C25H3109 4751974 92 19.4 435 23199 0.0267 0.0316

S54. HRESIMS of 4a

58



Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 2013/12/22 | F 04:46:13
Analysis Name FAYSL\TOF\11006'p.3734125 (-).d

Method tune_low.m Operator default

Sample Name  p.3734125 Instrument / Ser# micrOTOF 10247
Comment

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 250 |
Scan Begin 50 m/z Set Capillary 4100 V Set Dry Gas 4.0 l/min
Scan End 600 miz Set End Plate Offset  -500 V Set Divert Valve Source
Intens. -MS, 0.1-0 4min #(8-25)
X105
0.8+
0.6 167.0350
044
o 5 -
02 213.0765 945 96504 316.9481 T
1 384 9351 e 520.9099
| | 267.0876 [ 365.1392 i I 520 9099
0.0 T 'l‘ ) N .l s L . I i | L R e |.‘""L. e .J e
150 200 250 300 350 400 450 500 miz
Intens. -MS, 0.1-0.4min #(8-25)
x104]
15
] 431.1692
1.04
0755 4341871
1 405.1731 421.1503 2023
0.0penlpas .‘ i \‘ T Lo .‘ oot lomapmpi e s .‘ iy “ e .‘ 4l ‘.|' e
400 405 410 415 420 425 430 435 440 445 miz
Meas m/iz # Formula mf/z emr [mDa] err [ppm] Mean err [ppm] mSigma Std Mean m/z Std m/z Diff
431.1692
1 C23H2708 4311711 19 44 02 26840 0.0058 0.0095

S55. HRESIMS of 7a
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S56. ECD spectrum of 1 (MeCN)
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S57. ECD spectrum of 2 (MeCN)
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S59. ECD spectrum of 4 (MeCN)
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S62. ECD spectrum of 7 (MeOH)
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S63. Calculated ECD spectra of Fragments 1, 2, and 4
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