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Spectrum from BJL-28-2.wiff (sample 1) - BJL-28-2, Experiment 1, +TOF MS (100 - 2000) from 6.673 min, noise filtered (noise multiplier = 1.5), Gaussian smoothed (3.0 points)
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Circular Dichroism (mdeqg)

50

40

30

20

________________________________________________________________________________________

200 220 240 260 280 300 320 340 360 380
VYWvavelength (nm)

&9 LA W1bIECDE L

—h. a8
e

B

Smooth (s):0

Mesosun g e oM Lo

4000

3500

3000

2500

2004

1500

1000

600

6.0 5.5 50 45 40 3.5 3.0 2.5
fl (ppm)

10 1L&4200'H NMR B (500 MHz, DMSO-ds)

6



BIL-27
BIL-37 €
DMs0

1905

Flooo

W=

800
800
700
600

F500

F200

T T
60 30 40 0 20 10 0 =10

T T T T T T T T T T T T
210 200 190 180 170 180 150 140 130 120 110 100 a0 B0 w0
£1' (ppm)

B11 tL&Y21013C NMREE (125 MHz, DMSO-ds)

LJJM I J\JM_W_

TL-37
BJL-37 HSQC
ME0

100
F110
F120
130

140

160
170
r1s0

190

T T T T T T T T T r
9.0 &5 &0 T5 1.0 65 6.0 &5 5O 45
£2 (ppm)

E12 L& Y2 HSQC K i

£l (ppm)



ETL-3T B
EJL-37 HMEC
M50 20
=30
4 0
50
60
F70
&0
] | a0
i hoo B
] i
! Fg =
[] L !
| L
' ] 4 120
130
140
"
!
bo ' 150
L} . 160
1
170
F180
190
T T T T T T T T T T T T T T T
B.b 80 7.b T.0 6.5 6.0 oo a0 435 4.0 30 a0 2.5 Z0 Lg
£2 (ppm)
I g
B13 &2 HMBC K E
Spectrum from BJL-37-2.wiff (sample 1) - BJL-37-2, Experiment 1, +TOF MS (100 - 2000) from 7.219 min, noise filtered (noise multiplier = 1.5), Gaussian smoothed (3.0 points)
160 610.1832
150
140
130
120 611.1825
110
612.1811
100 625.0588
g 90
z
é 80
B 70
60
= 613.1820
A 626.0613
40 617.1333 )
30
20 §14.1810 604.2383
| | h |
0 I L
606 607 608 609 610 611 612 613 614 615 616 617 618 619 620 621 622 623 624 625 626 627 628 629 630 631 632 633 634 635 636

Mass/Charge, Da

E14 1L &Y200HR-ESI-MS K




110+

105-

100-5 "_‘wl/—i
fm | = 3
- : Ed
a5 1
a0 g
754
R Ts000 =00 w00 1se0 1000
AT (omr)
E15 1AV rIRE
Scan Graph
2.00
1.754
1.50$03.00, 1.439
8
1254 |
[ab] |
L]
= |
2]
£ 1.001 |
2 |
é |
0754 |
ﬂg,‘ 589
050{" 25502 AT eemapasto 26100, A37
0251 N
{]DU T T T T T T T T
190 20 225 250 275 300 325 350 375 400
Wavelength{nm)

B16 th&Y2RUV KL




Circular Dichroism (mdeg)

Circular Dichroism (mdeqg)

B0

40

20

-20

-B0

20

200 220 20 2680 280 300 320 340  3B0O 380 400
Wwavelength (nm)

B17 th&Y2alfECD &t

200 220 20 280 280 300 320 340 380 380 400
YWwavelength (nm)

E18 1L44902bECD Kt

10

Smooth (s):0

Smeoth (=)0



11

B 1a-spartan.Conf.___:M0001

M0001

Label
[Elmoo01
Cmoooz
o003
CInoo04
[noo0s

Masnnnr

rel. E (kifmol) Boltzmann Dist

0.00

019

0.86

3.46

0.183

0.508

0.129

0.090

0.035

fl)

Delete

& 1a-spartan.Conf.__:M0002

M0002

sort

Formulas

Label

[Imoo01
M0002
[Imo003
[ mooo4
[ mooos

i s

rel.E(U/mol]  Boltzmann Dist

0.00

019

0.86

3.46

0.183
0.508
0129
0.0%0

0.035

)

Delete

& 1a-spartan.Conf.___:M0003

M003

Sort

Formulas

Label
[mooo1
[ moooz
[EImooo3
[ mooos
[Imoo0s

o

rel. E (kJ/mol) Boltzmann Dist

0.00
0.19
0.86

3.46

0.183
0.508
0129
0.090

0.035

)

Delete

Sort

Formulas




12

& 1a-spartan.Conf.__:M0004

MO004

Label
Omooo1
[CImoo02
[CImoo0z
M00o4
CImooos

rel. E (ki/mol)
0.00
0.19
0.86
3.46

410

Boltzmann Dist

0.183
0.508
0.129
0.0%0

0.035

Delete

@ 1b-spartan.Conf___:M0001

MO001

Sort

Formulas

Label

Mo0o1
Omoooz
o003
[Imooo4

[CImoo0s

s

rel. E(klymol)  Boltzmann Dist

0.00
0.66
159

0299
0.230
0315
0.060

0044

f)

Delete

B 1b-spartan.Conf.__:M000Z

M0002

sort

Formulas

Label
o001
Mooz
CIno003
[Imoo04

CImoo0s

rel.E (kiymol)  Boltzmann Dist

0.00
0.66
1.59
3.98

477

0.299
0.230
0315
0,060

0.044

Delete

Sort

Formulas




& 1b-spartan.Conf.__:M0003

MD003

Label rel. E(kymol)  Boltzmann Dist
CImo001 X 0299
CImo002

M0003

o004

o005

[

Formulas

@ 1b-spartan.Conf.___:M00O4

MO004

Label rel. £ (kiymol)  Boltzmann Dist

oot X 0.298
CImoo02 X 0.230
[Imoo0s : 0315
[F1 mooo4 0.060

[Cmoo0s ; 0.044

sort Formulas

B 1cspartanConf.__:MO001

MO001

Label rel E (ki/moll  Boltzmann Dist
[=] mooot X 0.254
[ Mooz . 0.190
[ o003 0.239
[ mo004 0114
[ mo00s

Formulas

13



& 1c-spartan.Conf.___:M0002

Label rel. E (ki/mol)  Boltzmann Dist
[ mac01 X 0.254.
Mooo2 ; 0.190
[ moooz . 0.239
[ moo04 0.114
[ moo0s

s

) Delete Formulas

& 1c-spartan.Conf___:M0003

M0003

Label rel. E (kJ/mol) Boltzmann Dist
Omoo01 0254
Mooz 0190
M0003 0239

[Inooo4 0114

Delete Formulas

@ 1c-spartan.Conf.___:M0004

Label rel. E(ki/mol)  Boftzmann Dist
Cmoo01 0254
[moo02 0.190
[Imo003 0.239
10004 : 0114
CImooos

Formulas

14



& 1d-spartan.Conf.___:M0001

Label rel. E (i/mol)  Boltzmann Dist
M0001 0.242

[CImoo02 ; 0.181
[CImo003 0270
o004 0.109

0.077

Delete Formulas

& 1d-spartan.Conf___:M0002

MQo02

Label rel. E(ki/mol)  Boltzmann Dist

o001 X 0.242
Mo002 0.181
[OIno003 0.270
[OIno004 : 0.108
[OIno00s 0.077

Formulas

& 1d-spartan.Conf.___:M000Z

MO0003

Label rel. E (kifmol) Boltzmann Dist
Cmooct 0.00 0242
[Imoo00z 0.72 0181
[Elmooos 0270
Cmooos 0109

Delete Formulas

@ 1d-spartan.Conf,__:M00O4

MO004

Label rel. E (ki/mol) Boltzmann Dist
Cmooon 0.00 0242
[Imoo02 072 0,181
CImooos 0.270
Mooo4 0.109

Cmooos 0077

Delete Formulas

B19 L& 2E 2 o3 A ]

15



16

® 2a-spartan.Conf.___:M0001

MO001

Label rel. E(ki/moll  Bottzmann Dist

[Flmoo01 0.00 0522
o002 2.25 0211
CImoo03 0.098
[mo004 0075
[1mo00s 0043

Delete Sort Formulas

& 2a-spartan.Conf,__M0002

M0002

Label rel. E (kl/mol) Boltzmann Dist

[Imoo01 0.00 0522
M0002 225 0211
[OImo003 414 0.008
[OImooo4 0.075
[Imooos 0.043

s

Sort Formulas

 2a-spartan.Conf,__:M0003

MOG03

Label rel. E (ki/mol) Boltzmann Dist
OImooo1 0.00 0.522
Cmoooz : 0211
M0003 0.008
[OImoo04 0.075
[CImo00s 0.043

Yo

00 Delete Sort Formulas.

B 2a-spartanConf,___M0004

M0004.

Label rel. E (kifmal)  Boltzmann Dist
OImocot 0.00 0522
Omooo2 225 0211
OImoooz 414 0.098
Mo004 481 0.075
CInmooos 0043

Delete sort Formulas




& 2b-spartan.Conf.__:M0001

MOQ01

Label rel. E (kfmol)  Boltzmann Dist
M0001 0,00 0.289
OImo002 0.09 0.278
OImo003 218 0.120
OImo004 0.001

[OImo00s : 0.071
e

o) .. Delete Ssort Formulas

B 2b-spartan.Conf.___:M0002

M0002

Label rel E (ki/mol)  Boltzmann Dist

oot 0.00 0289
M0002 009 0278
[Imoo03 218 0.120
CImoo04 0.091
CImoo0s : 0071

Delete Sort Formulas

& 2b-spartan.Conf___:M0003

M0003

Label rel. E (k/mol) Boltzmann Dist
[Imoo01 0.00 0.288
[Imoo02 0.09 0.278
M0003 218 0120
[CInioo04 0.001
[CImoo0s : 0071

Sort Formulas

17



& 2b-spartan.Conf,__:M0004

M0004

Label rel. E (kymol) Boltzmann Dist
[Imoo01 0.00 0289

o002 0278

[Imo003 ; 0.120
[ moooa 0.091
0071

Delete Sort Formulas

& 2c-spartan.Conf.___:M000T

M0001

Label rel. E (ki/mol) Boltzmann Dist
[ZImooo1 0.00 0301
[CImeo02 .08 0.195
[CIvooos 229 0119
[ moood 0097
CImooos 0077

Delete Sort Formulas

& 2c-spartan.Conf.__:M0002

Mo002
Label rel. E(ki/mol)  Bolzmann Dist
[CImo001 0.00 0301
[ moo002 108 0.195
[CImoo0s 229 o112
[CImoo0s 2.80 0.007
339 0077

Formulas

18



B 2c-spartan.Conf___:M0002

M0002

Label rel. E(ki/mol)  Boltzmann Dist
Clmooo1 000 0301
[CImoo02 1.08 0.195
Mooo3 . 0119,
[CImoo0s . 0.097
[CImo00s . 0,077

Formulas

& 2c-spartan.Conf.___:MO004

MO0004

Label rel. £ (W/mol)  Boltzmann Dist
OImo001 0.00 0301
[Imoo002 108 0,195
OImoo03 229 0119
[£]mooo4
o005

[ PO

) b Formulas

& 2d-spartan.Conf.__:M0001

Mool

Label rel. E (kymol)  Boltzmann Dist
Mo001 0.00 0230 I
[Cmoo02 039 0196
[wmooos 0.96 0.156.
[Cmooo04 2.29 0091
[Cmooos 201

Delete Formulas

® 2d-spartan.Conf___:M0002
M0002
Label rel. E(ki/mol)  Boltzmann Dist
[Cmooot 0.00 0.230
[EImoo02 039 0196
[mooos 096 0.156
[Cmooos 229 0.091
CImooos 291 0071
e Fon ey e G
) Delete Formulas

19



& 2d-spartan.Conf.__:M0003

M0003
Label rel E(ky/moll  Boltzmann Dist
Cmooo1 0.00 0.230
[moo02 039 0.196
M0003 096 0156
[moo0s 229 0,001
[mo00s 201 0071

) Add.. Delete Sot  Formulas

& 2d-spartan.Conf___:MO0004

M0004

Label rel.E (W/moll  Boltzmann Dist
CImooo1 0.00 0.230
Cmooez 039 0.196
[Imoo0z 096 0.156
Mooo4 229 0.091
[Imoo0s 201 0071

o Add Delete Sort Formulas

B20 L& W2i2k 2 o A ]

20



	八角莲中两对新的双黄酮对应异构体

