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Elemental Composition Report O OH Page 1
Single Mass Analysis
Tolerance =50 PPM / DBE: min =-5.0, max = 80.0 N
Element prediction: Off H
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
33 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Elements Used:
C:0-20 H:0-20 MN:0-2 0Q:0-2 Cl'0-1
C126/SNS/030P
140415013 19 (0.583) Cm (19:22-41:44) 1: TOF MS ES+
1.09e+004
100+ 166.0866
167.0996
%o [
143.0741  148.0898 164.0808 - 206,043
it 1950823 30,0041 | 1490937 451 ostnl | “ ) 180.0544182.0910 12,0708 1980191 20110 | 2090486 222.1157225.0343 )
7 = 7 T T T ? T T miz
125 130 135 140 145 150 155 180 165 170 175 180 185 4190 195 200 2D 210 245 220 225 230
Minimuam: -5.0
Mazximam: 5.0 5.0 80.0
Mass Cale. Mass mDa ©PM DBEE i-FIT Formula
166.0B66  166.0868 -0.2 S, 4.5 1820.3 C9 H1Z N 02
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Elemental Compesition Report
po: epo 02N e} oH Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction; Off N
Number of isotope peaks used for i-FIT = 2 H
Monoisotopic Mass, Even Electron lons
40 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Elements Usad:
C:0-13 H:0-14 N:0-4 0O:08
C126/CSNS3/034-GP
141230006 35 (0.331) Gm (33:36-06:96) 1: TOF MS ES+
3.08e+001
100 211.0722
%
=i g 242 007?2-072212 1128
o 2084200  209.0682 2094120 209.8034 2101238102078  sinmses | || miisdzr © © T inarey 127300513 48142133000  213.094ap 2141238
y | 2084200  =S.HREe ol 4 s 3
208.50 209.00 209.50 210.00 210.50 211,00 211,50 212,00 212.50 213.00 213.50 214.00
Minimum: =-1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Masa mDa FPM DBE i-FIT Formula
211.0722  211.0719 0.3 1.4 5.5 0.9 c$ H11 N2 o4
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~“Single Mass Analysis
Tolerance = BOPPM J

Element prediction: Off
Number of isotope peaks used for i-FIT =3

DBE! min = -5.0, max = 80.0

Menoisotopic Mass, Even Electron lons

21 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Eiements Used:

C:0-14 H:0-14 N: 02 ©:0-2 Cl0-1

C126/SNS/038 P

140514002 16 (0.294) Cm {14:16-27)

i 200.0492

189.0329

195.1234 1950194 198.009; | 1998922 200
| | T STVl A . £

185.0

197.0754

186.0

i

197.0 188.0

193.0 195.0 200.0

Minimams -5.0
Maximoum: 5.0 8.0 80.0

Mass Calec. Mass mDa PPM DBE i-FIT Formula
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Elemental Composition Report o Page 1
Single Mass Analysis OH
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Oif
Number of isotope peaks used for i-FIT =2 Br N
Monoisotopic Mass, Even Electron lons H
111 formulafe) evaluated with 1 resulis within limits (up to 5 best isotopic matches for each mass)
Elements Used:
C:0-14 H:0-15 N:04 O:0-8 Br0-3
C126/CSNS3/059 P
141230009 23 (0.219) Cm (23:27-108:113) 1: TOF MS ES+
1.32e4003
100 2459980
|
285.0254
£
276.0261
248.9580 - 318.0374 ~
ol 1881248 TRa0345 262.0088 £u. i gn.0ae 3220316 3BAO 45 170 370.9725
180 200 250 250 270 280 290 300 210 320 330 340 350 360 a7
Minimum: -1.5
Maximum: 5.0 5.0 BD.O
Mass Calc. Mass mDa EPM DBE i-FIT Formula
243.9978  243.9973 0.5 2.0 4.5 3.0 €9 HI1 N 02 Br
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200 180 160 140 120 100 80 60 40 20 0 ppm
Elemental Composition Report o) Page 1
Single Mass Analysis
Tolerance = 5.0 FPM / DBE: min = -1.5, max = 80.0
Element prediction: Off N
Number of isotope peaks used for i-FIT = 4 H
Monoisotopic Mass, Even Electron lons
53 farmulale) evaluated with 1 results within limits (up to 4 best isotopic m
Elements Used:
C:0-15 H: 017 N: 04 0O:0-6
C126/CSNS3/065
150122018 6 (0.171) Cm (5:10-49) 1: TOF MS ES+
3.528+003
100 180.1022
%-
1800088 1011087 208.03:409 e 2011308 224.0126 236.1300
o 1670145 179.0892 186.0108  194.0646 1980187 1950154 205.0181 ’ 216.1059 7™ 231.1180 242.2876 2471668
T = = = Z
185.0 170.0 175.0 180.0 185.0 130.0 195.0 2000 2050 2100 215.0 2200 2250 2300 2350 240.0 2450  250.0
Minimum: -1.5
Maximum: 5.0 5.0 B0.0
Mass Calc. Mass mDa FFM DBE i-FIT Formula
180.1022  180.1025 -0.3 -1.7 4.5 40.6 c10 HI4 N o2
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Elemental Composition Report Page 1
Single Mass Analysis N
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
98 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Elements Used:
C:0-26 H:0-25 N:0-4 0:0-8
C126/CSNS3/055-CP
141230011 52 (0.491) Cm (52:55-125:132) 1: TOF MS ES+
2.27e+003
100 256.1340
345.1730
3451798
%
256.1267297.1383 247 1gg2
| 508.2383_
J 217.4720] 384.1117 5349870 g45.4190713.3416 8224980 gacano7  ggagia4  qoaz.gony | 197-72711217.1021 SR
200 200 400 500 800 700 800 900 1000 1100 1200 1300 1400
Minimum: =-1.5
Masximuim: 5.0 5.0 BD.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
256.1340  256.1338 0.2 0.8 8.5 0.1 Ccl6 H1B N 02
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Eliemental vomposiiion Heporn O H rage 1
Single Mass Analysis
Tolerance =5.0 FPM / DBE:min =-1,5, max = 80.0 N
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Maonoisotenic Mass, Even Eleciron lons
294 formulais) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Elements Jsed:
C:0-26 H:0-25 N:0-4 0O:0-8 Cl:0-2 Cl
C126/CSNS3/080-CP
141230012 32 (0.302) Cm (32:35-148:154) 1: TOF MS ES+
2.212+003
]00' 200.,0062
Ya 2890872 282.0930
122.0871 5 382.0578418.0750 576.1544
. 278.1655 i 5801573 7111862 75305%  apraces 10237310 10548841 12347743 12606822  137BTASRN4067720 .
200 300 400 500 €00 700 200 900 1600 1100 1200 120 1400
-1.5
5.0 5.0 80.0
Maes calc. Mass mba BEM DEE i-FIT Fotmula
290.0953  290.0948 0.5 1.7 8.5 33.2 cle H1T N 02 Cl
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EIemental GOmposition Heport O OH rage 1
‘Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element pradiction: Off N
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
247 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matthes for ach mass)
Elements Used:
C:0-20 H:0-20 MN:04 0O:0-6 CLO-3 cl
C126/CSNS3/0B1 P
141230007 24 (0.226) G (21:24-160:164) 1: TOF MS ES+
3.14e4003
100 250.0956
% 2820041
418.0758
76,0291 | 422.0708
1220884 326.0723 i
5 330.0705 | 423.0710 5419656 **2%7* 645 0300 772 8867 700.9218008 8502 951.8638 SN
200 300 400 500 800 700 800 900 1000 1100 1200 1300 1400 1500
Minimam: -1.5
Mad mibm: 5.0 5.0 80.0
Mass calc. Mass mDa PPM DBE i-FIT Formula
290.0956 290.0948 0.8 2.8 8.5 7.6 Cl6 H17 N 02 Cl
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Single Mass Analysis OH
Tolerance = 5.0 PPM [ DBE: min = -1.5, max = 80.0

Element prediction: Of

Numbet of isotope peaks usad for i-FIT = 2 N

Manolsolopic Mass, Even Electron lons e}
99 formulale) avaluatod with 1 resulls within Bmits (up 1o 5 best lsotopic matehes for aach mass) N
Elements Lised:

C:-26 H:0-25 MN:0-4 0O:0-8

C12B/CSNEI0E2-P O/

144230010 51 (0.484) Crn (50:56-133:137) 1: TOF M5 ES+

2.87e+003

i 3161525

315,472 44,1329
%* 445, 1287
317, 1572

4ng1583, 5021083 58
151.0786 2760283 ; 572.2382 g5a000 130478 poyanen EAD. 1000.5189_1006.8935 11785058 1208.0096  1360.7651

' 0 L ——— v S S —  mi

200 200 400 500 800 00 200 200 1000 1100 1200 1300 1400 1500

Minimam: -1.8
Maximm: 5.0 o ED.O

w

Maszs Calc. Mass mba PPM DAE 1-FiT Formiila
316.1536 316.1549 =-1.3 -4.1 8.5 0.3 ClE H22 N O4
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Single Mass Analysis OH
Toleramce = 5.0 PPM [/ DBE: min =-1.5, max = 80.0
Elemest pradiction: Off cl N
Mumber of isotope peaks used for i-FIT = 2
Monolsotopic Mass, Even Electron lons
247 formulale) evaluated with 1 results within limits (up 1o 5 best Isoiopic matches for each mass)
Elemeants Used:
G:0-20 H:0-20 M:0-4 0O:06 CLO-3
G1 53/056 CP
141 55 (0.520) Cm [54:55-119:124) 1: TOF MS ES+
1.55e+003
— 290.0081
*1 262.0938
i * 362.0952 4551358
| 280 DBES
1 304.2505
| 1904703 27,2080 | 94381 op poy 092348 245 pang .«
o " —— . miz
200 300 400 500 600 To0 ann 1100 1200 1300 1400 1500
B4 e emam -1.58
Maximum: 5.0 5.0 80.0
Hass Calc. Mass mba PPM OBE i-FIT Formula
290.0961 290.0948 1.3 4.5 B.5 11.8 216 HLT W o2

Apicac| R

R-Nog~ nbhoig
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TDC-110-C126-CENE3-0658 O OH
AR.Bo: MEO115/1825
Anzlyst HARESE B N
Bolvamnt dmso
Data 1 Jam 14 1015
NOCLEUE ci3
FE]Q [MEZ}: 104. 65
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EEEE
s
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180 160 140 120 100 80 (1] 40 20 pom
Elemental Composition Report 0] OH Page 1
Single Mass Analysis
Talerance = 5.0 PPM /' DBE: min = -1.5, max = 80.0
Element prediction: Cff N
Number of isotope peaks used for i-FIT = 4
Moncisotople Mass, Even Electros lons
222 lermula(e) evaluated with 1 resulls within limits (up to 4 best isotopic matches for eact mass)
Elemants Used:
C:0-21 H:0-25 N:0-d4 Oc0-6 ClL0-2
CI26CSNSH065 B Cl
150122015 9 (0.258) Gm (9:10-36) 1; TOF M5 ES+
15004003
100 304.1110
206,110
71151 -
4 2871800 204,054 00,0356 240114 317'35’§Z|s.2c|w 2054530 287 1860 334747 gasapyy MO0 3420843 2482187
S e I . -, B I L. L St 11 = -
280.0 2950 300.0 305.0 a10.0 ;5.0 3200 3250 F30.0 335.0 3400 3800
Mim =15
Haximm: 3.0 5.0 8n.a
Hass Calc, Mass moa FFM DBE 1=FIT Formala
304.1110 304.1104 0.6 2.0 4.5 6.6 €17 H1% W G2 Ci

Arebl=oo! | RO 2
= o PR Moo,
: T ez(atl201S
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Analyst HAEEEE B
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TDC-110 C136/CENE3 /066 OH
AR.B0: MEO115/2212
Analyst « HAREEE B N
Bolvant dmso
Data 2 Jam 30 1045
NOCLEUE (~%]
FEQ (MEX}: 109.65
EXD El CAREON
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180 160 140 120 100 80 &0 40 20 0 ppm
O
Elemental Composition Report OH Page 1
- Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0 N
Element prediction: Off
Number of isotope peaks used for I-FIT = 4
Monoisotopic Mass, Even Electron lons
75 formulale) evaluated with 1 results within limits (up to 4 best isobpic matches for each mass)
Elements Used:
C:0-23 H:0-25 N:0-4 0:06
C126/CSNS3/066
150122020 9 (0.258) Cm (9:12-46:48) 1: TOF MS ES+
4.68e--003

932.6016 gg¢ 7288 1113.8241 11#51{;37571233.9036 1331.4783

i 270.1500

i 570.4246

| 271.1572

308.1254 HARE
- 5 553.3028
o 2080100 oasn 660.4226 6an 4504 8225485
200 300 400 500 800 700 800 300 1000
Minimum: -1.5
Maximums: 5.0 5.0 BD.0O
Mass Calc. Mass mba PPM DBE i=-FIT Formula
270.1500  270.1494 0.6 2.2 8.5 35.2 £17 H2O M 02
AreDisocol | eNefo]
. ¥ l-ore
B -Noget Tl all2ol S
L = 1’;&"
:3’3 Lﬂ(

1100
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1300
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TOC-110-C136-CHNES - 067

O
AE.Bo: MROZ15/1553 OH
Analyst Mallikarjus
Bclwvankt dmso

; N
Data T Pab 16 2015
NDCLEUE H
FEQ (MEX}: 400.22
1 FPREOTON
F
].r r L Sy
]
T T T T | T T T T | T T T T | T T T T I T T T T I T T T T I T T T T I T T T T | T T T T | T T T T I 1
10 g 8 7 6 5 4 3 2 1 ppm
e L o

26



TDC-110 CL126/CERE3 06T O 3‘;& n I H | ﬁ E ﬁ E

O H freery Rwa

AR.Bo: MEOZL1S5/1530

Analyst 1
Bolwaak dmso
Data ® Pab 28 2045
NOCLETE o o3
FEQ [MEx}a 100.65
EXp l CARBON

—35, 500

39 .206

—19.706

29,352
129,306
128,953
128 .509
e B
33.080

—134.875

47,041

115. 243
"—112.050

40,126

7.175

11
1
—

124,348

131,148
15,852
115 457

l'a—lil.iil

143,322
—61 476
;e

124,730
124,378

8

B

200 180 160 140 120 100 80 &0 40 20 PEm

161 .555
159,136
—30.074

Elemental Composition Report OH Page 1

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 80.0 N
Elemen prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisolopic Mass, Even Electron lons

113 formulale) evaluated with 1 rasults within limits (up to 10 bestisotopic matches for each mass)

Elements Used: =
C:018 H:026 N:03 0:03 F:01 LA

C12B/ICSNS3N0ET
1502200C3 7 (0.192) Cm (58) 1: TOF MS ES+
3.47e+005

2741243
U

Gy
1 275.1200
2

(
402.1041
2474860 2731183 2764322 0, 3224180 366.1297

|
|
1 200.0517.208.0430 4240885451173 457 0041 497.0482 518.0625
. - ' L, . ABT.0984 4970482 518.0625 | e

180 200 220 240 260 280 300 320 340 360 380 400 420 440 480 430 500 520

Minimum: =15
mazcd mum : 5.0 5.0 BO. 0

Mass Cale. Mass mia PEM DEE i-FIT Formula

274.1243 274.1243 0.0 0.0 B.5 2341.9 Cle H17 ¥ 02 F
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TDC-110-C126-CHNEI- 068

AR.Bo: MEOZ15/1552

Analyst : Mallikarjum

Bolvamk dmso

Data T Pab 1& 2015

NOCLEUE mn

PEQ [MEE): 409.22

Exm T DEOTON

LA N A N N N B B NN BN O N B B

10 g ] 7
!
2 233
4 moed oA
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Analyst . HARESE B
Bolvant o dmso
Data a Pab 25 2015 N
NOCLEUE a3
FRQ [MES): 108,65
EXp a CAREON
e
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£
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3 2 - %
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Elemental Composition Report

Page 1

- . 0]
Single Mass Analysis OH
Tolerance =5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 4 N
Monoisotopic Mass, Even Electron lons
111 formula(e) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)
Elements Used:
C:0-18 H:0-25 N:03 O:0-3 F:01 1:0 e

@]
C126/CSNS3/068
150220004 8 (0.212) Cm (2-57:60) 1: TOF MS ES+
2.48e+004

p— 286.1456

%—: 406.2039

287.1509 407.2066
285.1381 ||288.1440 408 2069
. '99'05052032‘002 226.0508250-3011 569 4555 \_[{ 3021461 3282024 .o, .0, 0378.1534 E; 4428564452359 _ 480.1613
—- e SR AL S L
180 200 220 240 260 260 300 320 340 360 380 400 420 | 440 a0 | 480

Minimum: ~-1.5
Maccimum: 5.0 5.0 80.0
Mass Calc. Mass mDa PFM DBE i~-FIT Formula
286.1456  286.1443 1.3 4.5 8.5 187.9 C17 H20 N 03
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Fig. S-1. The results of HMBC study for compound 3a
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