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1. th&Y 1 1) HR-ESIMS i

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date Bi4i2018 11:13:21 AM
Analysis Mams Cr\DataihShdata\ 20 1805 iwanshan_Zq-31_pos_30_01_4860.d
Method LC Direct Infusion_pos  100-1000mz.m Operator SCSI0
Sample Mame lrwanshan_Fg-31_pos Instrumment mais 255552 00029
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive St Mebulizer 0.4 Bar
Foars Actve Set Capillary 4500V Sat Dry Heater 180 *C
Sican Begin 100 miz Set End Plate Offset -500W Sat Dry Gas 4.0 ¥min
Sican End 2000 miz Set Changing Voltage ov Sat Divert Vahe Wasts
Set Conona OnA Sat APCI Heater 0=c
Intans. | +M5, 0.1min #45
w104
210
157
1 6092328
104
05
l 5a7.2502 04,2761 H28 2077
: T T ¥ ¥ T T | II T T T T T T T T T T T L T T T T L T T T T T T T IL ¥ T T
585 s80 595 [Ee] G065 E10 E15 20 25 m'z
Meas. mz # lon Formula Score mz em[ppm] em[mDs] mSigma rdb & Conf MN-Rule
BET 2502 1 C31H32OMNM B268 5a7.2487 25 15 420 125 even ok
6042781 1 C3IH42MO011 1DD0D 6042752 -1.4 0.8 171 115 even ok
G60E2328 1 C31H3BMaO11 3322 6092305 38 22 34 125 even ok



2. tLEW 11 *H NMR i (400 MHz, CDCl3)

NAME zq-31
EXPNO 1
PROCNO 1
Date 20171114
Time 6.11
INSTRUM spect
PROBHD 5 mm CPPBBO BB
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 171.57
DW 60.800 usec
DE 10.00 usec
TE 297.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 400.1324710 MHz
NUC1 1H
Pl 11.50 usec
ST 65536
SF 400.1300075 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
Ml | Wik
R A I A N I I
10 9 8 7 6 5 1 0 ppm

4 3 2
[ce il — o O (|00 < [0|O[O] [d[o[d[S (0[O
S Q S R S S I e A e e R D Rt A el L
ol i | =] [dlol |- dld] [N [ ]




3. tk&W 11 °C NMR i (100 MHz, CDCl3)
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NAME
EXPNO
PROCNO
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

zg-31

2

1
20171114
7.11
spect

5 mm CPPBBO BB

CHANNEL f1

zgpg30
65536

CDC13

1024

4
24038.461
0.366798
1.3631988
117.37
20.800
18.00
297.0
2.00000000
0.03000000

100.6233324

13C
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4. tv&%) 1 ) DEPT 1354 (100 MHz, CDCl3)
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5 mm CPPBBO BB
deptspl35
65536
CDC13

300

4
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1.3631988
102.3
20.800
18.00
297.0
145.0000000
2.00000000
0.00344828
0.00002000
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2000.00
32768
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0
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5. tL&%) 1 11 *H-"H COSY % (400 MHz, CDCl3)

NAME zq-31
EXPNO 4
PROCNO 1
Date 20171122
l 1 I\ Time 7.27
INSTRUM spect
PROBHD 5 mm CPPBBO BB
PULPROG cosygpppaf
TD 2048
P SOLVENT CcDC13
NS 8
DS 8
SWH 3906.250 Hz
FIDRES 1.907349 Hz
' AQ 0.2621940 sec
. RG 208.5
“e . .'. . . DW 128.000 usec
DE 10.00 usec
3 TE 297.0 K
’ " DO 0.00000300 sec
D1 1.89678097 sec
: D11 0.03000000 sec
“ D12 0.00002000 sec
4 D13 0.00000400 sec
N D16 0.00020000 sec
INO 0.00025600 sec
(]
] ======== CHANNEL fl ========
3 5 SFO1 400.1318006 MHz
— [] NUC1 1H
. PO 11.50 usec
-] 0 Pl 11.50 usec
P17 2500.00 usec
6 NDO 1
TD 128
_J ' .' SFO1 400.1318 MHz
FIDRES 30.517578 Hz
SW 9.762 ppm
7 FnMODE QF
I— [ ST 1024
— ' [} ] SF 400.1300043 MHz
] ' WDW QSINE
SSB 0
8 1B 0.00 Hz
GB 0
PC 1.40
ST 1024
8 7 6 5 4 3 2 1 ppm MC2 QF
SF 400.1300043 MHz
WDW QSINE
SSB 0
LB 0.00 Hz

GB 0



6. tb&W) 1 1) HSQC i (400 MHz, CDCl3)
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PROCNO
Date
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INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS
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SWH
FIDRES
AQ

RG

DW

DE

TE
CNST2
DO

D1

D4

D11

D16

D24

INO
ZGOPTNS

zg-31
5

1

20171122

14.29

spect

5 mm CPPBBO BB
hsgcetgpsi2
1024

CDC13

16

16

4302.926
4.202076
0.1190388
208.5

116.200

10.00

297.0
145.0000000
.00000300
.46497905
.00172414
.03000000
.00020000
.00086207
.00002080

coococor o

CHANNEL fl ========

400.1320007
1H

11.50

23.00

0.00

2

256
100.6233
93.900238
238.896
Echo-Antiecho
1024
400.1300043
QSINE

2

0.00

0

1.40

1024
echo-antiecho
100.6127579
QSINE

2

0.00
0

MHz



&%) 1 ) HMBC #% (400 MHz, CDCl3)

NAME zq-31
EXPNO 6
PROCNO 1
Date_ 20171122
Time 8.08
1 ppm INSTRUM spect
PROBHD 5 mm CPPBBO BB
PULPROG hmbcgplpndgf
. « ¢ 3l ) 4096
] SOLVENT CcDC13
— B 4 = o o .“-\.#, 20 ns 32
— . [} L% DS 16
R 0 . ] SWH 5197.505 Hz
2 4 w u| o I\ n a7 40 FIDRES 1.268922 Hz
P T o , . 8.0 AQ 0.3940852 sec
. 4w . . " RG 208.5
o DW 96.200 usec
60 DE 10.00 usec
. TE 297.0 K
' . CNST2 145.0000000
—_— q a s a CNST13 10.0000000
— IR - ' ) 80 o 0.00000300 sec
L D1 1.50000000 sec
D2 0.00344828 sec
100 D6 0.05000000 sec
D16 0.00020000 sec
— Ll b . NO 0.00002080 sec
bl ¢ 120 = CHANNEL fl ========
— ’ " n o SFO1 400.1323208 MHz
- ‘ NUC1 1H
I T : . L] 140 Pl 11.50 usec
. P2 23.00 usec
NDO 2
D 128
160 SFO1 100.6233 MHz
] » " FIDRES 187éggog;2 Hz
— L] SW - bpm
' ¢ |~ 180  FnMODE OF
SI 2048
SF 400.1300055 MHz
WDW SINE
200  ssB 0
1B 0.00 Hz
— e .“ GB 0
220 PC 1.40
SI 1024
MC2 oF
85 80 75 70 6.5 6.0 55 50 45 40 35 3.0 25 20 15 1.0 ppm sr 100.6127579 MHz
WDW SINE
SSB 0
LB 0.00 Hz

GB 0



8. k&Y 1 Y1 NOESY i (400 MHz, CDCl3)

NAME zq-31
EXPNO 7
PROCNO 1
} l Date 20171122
Time 16.21
l A u ppm INSTRUM spect
r PROBHD 5 mm CPPBBO BB
C PULPROG noesygpphpp
r TD 2048
-1 SOLVENT cDpC13
s NS 16
s DS 32
s SWH 4000.000 Hz
3 FIDRES 1.953125 Hz
— 2 aQ 0.2560500 sec
L RG 208.5
E DW 125.000 usec
E DE 10.00 usec
L TE 297.0 K
-3 DO 0.00011036 sec
F D1 1.99385595 sec
F D8 0.30000001 sec
F D11 0.03000000 sec
s D12 0.00002000 sec
n 4 D16 0.00020000 sec
E INO 0.00025000 sec
. ——— CHANNEL fl ========
E 5 400.1318006 MHz
r 1H
r 11.50 usec
r 23.00 usec
r 2500.00 usec
a 1
L 6 256
s 400.1318 MHz
— s 15.625000 Hz
E 9.997 ppm
—7 States-TPPI
s 1024
—— 3 400.1300060 MHz
—] s QSINE
L 2
’ 0.00 Hz
r 8 0
F 1.00
R A I I I I I 1024
States-TPPI
8 7 6 5 4 3 2 1 ppm 400.1300043 MHz
QSINE
2
0.00 Hz

0



