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LEF-H-75 1H CDC13
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LHF-B-85 18 CDC12
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LEF-H-88 1H
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LHF-B-5%6 1H CDCla
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LEF-H-100 1E CDC12
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LEF-H-25 1H CDC13
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LEHF-I-11 1lH Aceton=—df
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LEF-H-31 1H CDC13
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LHF-H-€3 1H Acetone-df
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LEF-H-72 1H Aceton=-df
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LEF-H-7¢ 1H Acetone-df
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LEF-H-87 1H Acetone-d&
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LHF-H-5%0 1H Acetone-db
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Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry m

Chinese Academy of Sciences ZhRi 4
High Resolution MS Data Report
Instrument
-[}fg;n Bruker Daltonics, Inc. APEXII 7.0 TESLA FTMS

[

Card Seral Number F130792

Analysis Name D:\Data\=zfj20122013704_000008.d

Sample Name LHF-H-25

Acquisition Date 4/21/2013 10:02:33 AM

Operator: =

lonization Mode ESI-Positive

lon Mass (Measured) 8702802

Sum Formula _Sigma miz_Emr Mean Em Err [mDa] rdb N Rule e

C40H42N1Na1018 0071 870.2791 -1.28 0.08 -1.12 1650 ok even
C4IH4TN2Na10 18 0077 E&7D.2B18 170 2.00 1.66 21.00 ok odd

C3THEIN1Na101081 0082 870.2826 258 382 225 1150 ok even

C44H4IN1Na101451 0033 B7D.2786 417 242 -363 2050 ok even

CA4TH4TN2ZNa101151 0102 8702783 -1.02 0.12 -0B85 2500 ok odd

HR-ESI of 3a

Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry m”

Chinese Academy of Sciences EAAE

High Resolution MS Data Report

Instrument
-}cu KER

e

Bruker Draltonics, Inc. APEXINI 7.0 TESLA FTMS

Card Serial Number

Analysis Name

Sample Mame

Acqguisition Date

F130789

D:\Data\zfj201312013704_000009.d

LHF-I-11

4/21/2013 10:03:31 AM

Operator: =fj
lonization Mode ESI-Pasitive
lon Mass (Measured) 884 2044
Sum Formula a miz_Em Mean Em Err [mDa] rdb N Rule
C44H4ONZNa10 18 D.0B0 5842074 337 347 288 21.00 ok
C45H5IN1Na101451 D.164 BB4.7822 -2.48 281 -220 2050 ok
C4BH4O0N2ZNa1011 51 D167 BB4.2040 054 6.13 048 25.00 ok

HR-ESI of 3b

odd
eyen
odd

Sé61
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Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry

Chinese Academy of Sciences
High Resolution MS Data Report

Instrument

neGgen
[

Bruker Draltonics, Inc. APEXIN 7.0 TESLA FTMS

BTE

Card Serial Mumber

Analysis Name

Sample Hame

Acquisition Date

Operator:

lonization Mode

lon Mass (Measured)

Sum Formula
C44H40N2Na10 18
C41H51N1Na1019

C45HSININa10 1451

C4EH4O0N2ZNa10 11
CIEBH55N1Na1019

S5
s

F1307a5

Dr\Datal\zfj20112013704_000008.d

LHF-H-31

42172013 10:02:33 AM

=

ESI-Fositive

884 2042

a miz Em
D024 BB4.2074
0.034 EB4.2047
D.135 Ee4.2022
D137 BB4.2340
D.138 BB4.2081

187
0.64
-2.19
0.84
445

Mean Em

0.42
1.35
4.54
B.15

HR-ESI of 3¢

Err [mDa]

324 21.00
056 1650
-4 2050
074 2500
302 1150

Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry

Instrument

ahGxEr
[ A

Chinese Academy of Sciences

Bruker Daltonics, Inc. APEXIN 7.0 TESLA FTMS

High Resolution MS Data Report

rdb N Rule e

ok odd
ok even
ok ewen
ok odd
ok ewen

Zan#e

Card Serial Mumber

Analysis Name

Sample Name

Acquisiion Date

Operator:

lonization Mode

lon Mass (Measured)

F130724

D:\Data\zfj201312013704_000008.d

LHF-H-82

4/21/2012 10:02:33 AM

e

ESI-Positive

0002880

Sum Formula _ Sigma miz_Err [ppm] Mean Emr [ppm] Err [mDa) rdb N Rule e
380 2. 342 21.00 ]

C44H4ON2Na1017 0000 2002023
C41HEIN1Na1020 0.107 900.2807
C4BH40N2Na101281 0.127 0002808
C45H5IN1Na101551 0.128  200.2872
C42HS3Na1018351 0.133 200.2845
CIEBHSSNINa102051 0.138  200.2230

A 34 ok odd
082 054 074 1650 ok even
102 7 0@ 26.00 ok odd

-198 423 176 2050 ok even
493 1.24 444 1600 ok odd
457 10.60 411 1150 ok ewen

HR-ESI of 3d

S62
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Instrument

ng;ag;n
LA

S63

Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry m“

Chinese Academy of Sciences LA RAE
High Resolution MS Data Report

Bruker Daltonics, Inc. APEXI 7.0 TESLA FTMS

Card Serial Number

Analysis Name

Sample Hame

Acquisition Date

Operator:

lonization Mode

lon Mass (Measured)

C4THS5NTNa101451
C4HETNa101751

F130724

D:\Data\zfj20132013704_000008.d

LHF-H-T3

4/21/2013 10:02:33 AM

=

ESI-Positive

9123238

Sum Formula _ Sigma Err Mean Em Err [mDa] rdb N Rule e
D034 9123235 042 -0.30 2050 ok ewen
D030 9123200 -3.36 -329 -307 16.00 ok odd
D044 0123260 232 2mn 212 1650 ok even

C43H55N1Na1019

HR-ESI of 3e

Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry mﬂ

Chinese Academy of Sciences ELLAAE
High Resolution MS Data Report
Instrument
H}tﬁg;ll Bruker Daltonics, Inc. APEXII 7.0 TESLA FTMS
[
Card Serial Number F130800
Analysis Name D\Data\=fj2012\2013704_000007 .d
Sample Hame LHF-H-78
Acquisition Date 412172013 10:01:58 AM
Operator: =
lonization Mode ESI-Positive
lon Mass (Measured) 8882700
Sum Formula  Sigma miz_ Em[ppm] Mean Err [ppm] Emr [mDa] rdb N Rule B
C46H45NZNa10O15 0088 8382712 1.30 074 124 2500 ok odd
C44H48F1N1MNa101451 0008 8382472 -3.15 537 280 2050 ok even
C4TH4GF1N2ZNa 101151 0.089 338.2089 -0.14 =23 -0.12 2500 ok odd
CATH4ATNINa1 01351 0.100 338.2880 444 il -3 50 ok even

HR-ESI of 3f
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Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry mM

Instrument

a[i;a'r{;_;n
[

Chinese Academy of Sciences ERLAAS

High Resolution MS Data Report

Bruker Daltonics, Imc. APEXIN 7.0 TESLA FTMS

Card Serial Number

Analysiz Name

Sample Name

Acqguisition Date

F120785

D\Data\=fj201212013704_000002 d

LHF-H-87

4/21/2013 10:02:33 AM

Operator: il
lonization Mode ESI-Positive
lon Mass (Measured) 938 2651

Sum Formula  Sigma

miz__Em [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e

C44H48F3NZMNa1018 0.081 9382832 435 437 408 21.00 ok  odd
C45H43F3NTINa1 01451 0.084 0382840 -1.17 -1.30 -1.10 2050 ok =ven
HR-ESI of 3g

Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry mu

Instrument

n[ri;&gén
[ A

Chinese Academy of Sciences 2hARE
High Resolution MS Data Report

Bruker Daltonics, Inc. APEXIII 7.0 TESLA FTMS

Card Serial Number

Analysis Name

Sample Name

Acqguisition Date

F130801

D:\Datal=fj20112013704_000007 .d

LHF-H-80

4/21/2013 10:01:58 AM

Operator: =]
lonization Mede ESI-Positive
kom Mass (Measured) 904 2359
Sum Formula Sigma méz__Err [ppm] Mean Err [ppm]  Err [mDa] rdb N Rule e
C4TH45Na101851 0256 Q042371 1.38 138 125 2500 ok  odd
CATH44CITN1Na1 014 0.303 ©04.2342 -1.81 -1.81 -163 2550 ok even
C44H4ECITNTNat1 D 1451 0307 @04.2376 182 192 174 2050 ok even
CA4TH4BCITNZNa101151 0322 @04.2403 483 488 442 2500 ok odd

HR-ESI of 3h

S64
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Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry m”

Chinese Academy of Sciences LA
High Resolution MS Data Report

Instrument

Bruker Daltonics, Inc. APEXII 7.0 TESLA FTMS

Card Serial HNumber

Analysis Mame

Sample Name

Acqguisition Date

F120800

D-\Data\=fj2013\2013704_000011.d

LHF-H-62

4/21/2013 10:37:04 AM

Operator: =]
lonization Mode ESI-Positive
lon Mass (Measured) 048.1870
Sum Formula  Sigma miz__ Err [ppm] Mean Err [ppm]  Err [mDa] rdb N Rule e’
C44H4IBr1N1Na1 01451 0.007 ©B4B.1871 013 -024 0.12 2050 ok even
C4TH4GBriMZMNa1 01151 0013 0461888 285 258 280 2500 ok odd
C4TH44BriN1Na1014 0021 B4B.1837 -3.42 -344 -325 2550 ok even

HR-ESI of 3i

Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry m”

Chinese Academy of Sciences LAHAE
High Resolution MS Data Report

Instrument

Bruker Daltonics, Ine. APEXIII 7.0 TESLA FTMS

Card Serial Number

Analysis Mame

Sample Name

Acquisition Date

F1307a7

D:\Data\=fj201312013704_000002.d

LHF-}-1

4/21/2013 10:03:31 AM

Operator: =f
lonization Mode ESl-Positive
lon Mass (Measured) 912.3284
Sum Formula_ Sigma miz___Err [ppm] Mean Emr [ppm]  Err [mDa] rdb N Rule e
C46HS3NZNa10 18 DOBS 9123287 281 3.10 238 21.00 ok  odd
C4THSEN1Na101451 DOo@R 9123235 -3.07 -2.60 -2.80 2050 ok ewen

HR-ESI of 3j

HPLC (Waters €2695; Kromasil C18 column (5 pm, 4.6 mm X250 mm); 0-20min: 5%-100%
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MeCN, 20-23min: 100% MeCN; 240 nm)

B
2,50 r}
i
2.004 3
1504
1.004
[ -
0.50 o 5
| a3}
x| oo ﬁm—Lr‘—f‘Ai
T T T T T T T T T T T
0.00 2.00 4.00 .00 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22.00
3.0519 45 0.9412 AU i
A ] 2l

3|z [RERTE

il B | i ! ;
() |y | BN | i, [ROZCEL (S8R | eEl [IERE

1 17.857 193087
2 18.477 | 26180106 | 97.20 | 2569060 | bb B
3 19.977 | 561228 208| 57043 |bb FH

HPLC data of 3a

Al 300 i
2.504
2.004
_ | 2 1.50
1.004
b= &8
0.50] 2 ]
i 8
A A4
ﬂ 0.00 i AN
0.00 2.00 4.00 6.00 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22 .00
32278 44, 22672 AU a8
Rl = 3
{E3RHiA | AR =E - :
H o, 0 o152 0452 H He |
34 | R | g, [P | S, (RO AR || sk 1S
1 18.601 | 546977 1.70| 71448 |bb e
2 19.053 | 31005296 | 96.15 | 3033088 | bb E =]

HPLC data of 3b
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j 250 f{ﬁ
2004 o
1,504
13
1.004
o
==
e —
0.504 oo e
= o
o™
| ooo ‘—'Aﬁ}flﬁ"—ﬁ\i
0.00 2.00 400 6.00 2.00 10.00 12.00 14100 16.00 12.00 20.00 2200
s
K8 [ 2l
{RE3RYiE] | Ml ol B g - o :
3|7 | "Gk | qughan TR | Ep, [RO%RESE R | ERE IS
1 2273804 226640 FoF
2 19.193 | 29114857 | 91.23 (2512288 [bb o
3 20711| 525752| 165| 57239 |bb FE0
HPLC data of 3¢
8 ;
3.00
I
2.50 H
2.00
1= 1.50
1.00 =
L] O
0.504 =] o
[an]
~| 000 gj‘nlﬂ‘ .f_\.h.f_\
0.00 2.00 400 5.00 500 10.00 1200 1400 16.00 12.00 2000 2200
g )
4] = 2
alew [FEHE | R leomn | BF oo e |en | exe e
e |ERRE =~ it | =
18.052 585703 72707 Sk
2 18.460 | 40825979 | 93.36 [ 3238087 |bb ]
3 19.961 | 2308970 528 | 270794 (bb FH

HPLC data of 3d
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[
1.80 E
= c.
150 d
1.40
1.204
_J 2 1.004
0.80
0.504
0 w0
0.40 i =
o :
0.20 j'?\ e
~| o000 i
0.00 2.00 4.00 6.00 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22.00
11.6512 48 0.1015 AU o =

] ]

=]

e | mn = ! 2 i
R L T Y = e B B I T TR

1067474 117786 bl
2 20,964 | 18344342 | 9225 | 1884100 | bb ]
22416 443836 223| 54135|bb =

HPLC data of 3e

2.00 d
g
1.50
J 2 1.004
(a7
0.50 %
o
[}
ﬂ unu T T T T T T T T T ﬂ ﬂ I‘dlk‘.3 T
0.00 2.00 4.00 .00 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22.00
i
Ll = 2
{REQRYiE] | EnfR = N -
d b || B fnsgsa sl
18.87 3 X
2 20.339 663889 3.19 79023 | bb Eﬁi—ﬂ

HPLC data of 3f
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2l 3.00 %
2.504 .
2.004
12 150
1.00 =
=]
0.50 =
ﬂ 0.00
0.00 200 200 £.00 8.00 10.00 12100 1400 16.00 18.00 20.00 2200
9.0873 445, 0.7917 AU a8
i i ﬂ
{$EZiAl | ¥l ol BE  |igesem o o ,
E|E=E el | o % il (i) foqden! | &8 iy | lEeR |IEEB
1 20.270 (27286703 | 93.97 | 3130358 |bb =
5.03 273403 bb
HPLC data of 3g
3.00 %
2.50] 4
2.00]
J g 1.50
1.00] b2t
™
0.50] &
~| 000 ,4_15, z_&
0.00 200 £00 5.00 800 10.00 1200 1400 16.00 18.00 20,00 2200
3.9253 4+ 1.3595 Al e
A = |
{2E50iE | ¥l ol BE  |igessem & e :
[E|E=E (e | gy % il ) Nl (S8 |y | EdeR)  (IEEE
43458309 93, . ek
2937510 : FH

HPLC data of 3h
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