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Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/13/2016 11:25:36 AM

Analysis Name D:\Data\Xiao\Oct 13 2016000005.d
Method FengPOSNEW.m Operator Administrator
Sample Name 6-Chlorothieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.7-1.5min #(76-160)
x10%
257.9751
1.5
1.0
259.9728
0.5
J 258.9789 261.1315
0.0 T —=r—= : T <= T L r ; r . —
256 257 258 259 260 261 m/z
Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 11:29:58 AM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C1l1H6CI1IN1NalO1S1 0.02 257.9751 -0.20 -1454 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 11:29:58 AM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info
Analysis Name

D:\Data\Xiao\Oct 13 2016000007.d

Acquisition Date

10/13/2016 11:44:06 AM

Method FengPOSNEW.m Operator Administrator
Sample Name 8-Chlorothieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type lon Polarity Positive Set Pulsar Pull 400 V
Scan Range Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. | +MS, 1.0-1.6min #(107-168)
257.9748
30004
2000+
259.9730
1000+
258.9781
J 261.1339
0 L JV\"— ¥ T T T T 1
256 257 258 259 260 261 m/z
Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 11:48:52 AM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C1l1H6CI1IN1NalO1S1 0.03 257.9751 1.07 -0.15 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 11:48:52 AM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info
Analysis Name

D:\Data\Xiao\Oct 13 2016000006.d

Acquisition Date

10/13/2016 11:35:23 AM

Method FengPOSNEW.m Operator Administrator
Sample Name 8-Fluorothieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type lon Polarity Positive Set Pulsar Pull 400 V
Scan Range Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. 1 +MS, 0.6-1.2min #(59-130)
x104
2.0 242.0051
1.5
1.0
0.5
243.0087
244.0011
239.1220 240.9686 J 245.0890 247.1028
0.0 —1— . Dy . A L N N —— SV S —p
239 240 241 242 243 244 245 246 247 mfz
Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 11:40:01 AM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb NRule e

Cl11H6F1IN1Nal0O1S1 0.01 242.0046 -2.12 -7.66 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 11:40:01 AM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/13/2016 12:00:46 PM

Analysis Name D:\Data\Xiao\Oct 13 2016000009.d
Method FengPOSNEW.m Operator Administrator
Sample Name 8-(Trifluoromethyl)thieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. 1 +MS, 0.6-1.1min #(65-118)
x104]
292.0004

2.0

1.5

1.0

0.5+

293.0033
291.1257 293.9996
00 Y v T Y T Y v T J T T J T J T T J ¥ ¥ T T T T T T T T T T
290.5 291.0 2915 292.0 2925 293.0 2935 294.0 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 12:04:51 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb NRule e

C12H6F3N1Nal1l0O1S1 0.02 292.0014 3.56 24.18 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 12:04:51 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/13/2016 1:23:39 PM
Analysis Name D:\Data\Xiao\Oct 13 2016000010.d
Method FengPOSNEW.m Operator Administrator
Sample Name 6-Methoxythieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.7-1.5min #(77-163)
x104
254.0244
4
3_
2_
1_
255.0284
] 256.0222
0 Y ¥ ¥ |Jr\'_ J ¥ T T ¥ J T T T T ¥ J T ¥ T ¥ J T T T ¥ J _L T T T T T T T T T T T T T 25|9_"1'§8 T 1
251 252 253 254 255 256 257 258 259 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 1:29:54 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb NRule e

C12H9N1Nal0O2S1 0.01 254.0246 1.05 0.42 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 1:29:54 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/13/2016 1:33:45 PM
Analysis Name D:\Data\Xiao\Oct 13 2016000011.d
Method FengPOSNEW.m Operator Administrator
Sample Name 8-Methoxythieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.4min #(64-149)
x104
) 254.0240
0.8+
0.6
0.4
0.2
255.0296
0.0 T T T ' T v T ¥ T T T v T ¥ T ¥ T T T v T
253.4 253.6 253.8 254.0 254.2 254.4 254.6 254.8 255.0 255.2 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/14/2016 1:11:50 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb NRule e

C12H9N1Nal0O2S1 0.01 254.0246 231 1.03 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/14/2016 1:11:50 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/13/2016 11:51:42 AM

Analysis Name D:\Data\Xiao\Oct 13 2016000008.d
Method FengPOSNEW.m Operator Administrator
Sample Name 6-Methylthieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.8-1.4min #(83-152)
x104]
] 238.0300

2.0

1.5

1.0

0.5

239.0333
240.0285
237.1245 240.9712
0.0 T e T T T T J‘Lf"_'_ T
236 237 238 239 240 241 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 11:55:16 AM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb NRule e

C12H9N1Nal1l0O1S1 0.01 238.0297 -1.19 2.68 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 11:55:16 AM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/13/2016 1:44:15 PM

Analysis Name D:\Data\Xiao\Oct 13 2016000012.d
Method FengPOSNEW.m Operator Administrator
Sample Name N-((4-Oxo-4,5-dihyrothieno(3,2-c)quinolin-8-yl)sulfonyl)aceta Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V

Hexapole 1 230V Set Detector TOF 2200V

Intens. +MS, 0.7-1.7min #(79-180)
344.9959
60004
4000+
20004
345.9988
346.9936
344.1868
0 ¥ T -_-_/T'\_'_ T T T J T Y 4 T T T Y T T T T ¥ ¥ T T T T v T T T T
344.0 3445 345.0 3455 346.0 346.5 347.0 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 1:49:51 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z  Err [ppm] Mean Err [ppm] rdb NRule e

C13HI0ON2Nal104S2 0.01 344.9974 4.41 -12.89 9.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 1:49:51 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/13/2016 1:56:12 PM

Analysis Name D:\Data\Xiao\Oct 13 2016000013.d
Method FengPOSNEW.m Operator Administrator
Sample Name N,N-Diethyl-4-oxo-4,5dihydrothieno(3,2-c)qui-8-sulfonamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens.’| +MS, 0.6-1.2min #(64-127)
x104]
360.3222
3-
2_
362.9256
1_
359.0484
361.3247
358.3060 JJ 362.3290 J 363.9297 365.1116
0 ¥ T T J ¥ ¥ — T T L N T ¥ l_')TL" ¥ T T ¥ T J T ¥ T ' T T '}P\'_- T T T T 'AI T T T '%h-
355 356 357 358 359 360 361 362 363 364 365 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:02:17 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z  Err [ppm] Mean Err [ppm] rdb NRule e

C15H16N2Nal103S2 0.01 359.0495 3.04 -5.58 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:02:17 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/13/2016 2:09:33 PM

Analysis Name D:\Data\Xiao\Oct 13 2016000014.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chlorothieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.1min #(61-113)
x104
257.9742

1.0

0.8+

0.6+

2599729
0.4+
0.2+
258.9784
261.1284
256.0962 261.9726
00 T Y v I,Jl'\-q.l Y L T T ¥ ¥ T ' T T T T T _}T\I_’H‘"_ T
256 257 258 259 260 261 262 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:14:38 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C1l1H6CI1IN1NalO1S1 0.01 257.9751 3.55 -8.79 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:14:38 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/13/2016 2:18:33 PM
Analysis Name D:\Data\Xiao\Oct 13 2016000015.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2,6-Dichlorothieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V

Hexapole 1 230V Set Detector TOF 2200V

Intens. +MS, 0.6-1.2min #(65-129)
291.9365
8000+
6000+
293.9332
4000+
294.9386
2000+
292.9384
_/]\31/.121\98 j 293.2118 j 295.1576
0 T T T ¥ J T T ¥ T T T T T T T T
291 292 293 294 295 m/z

Bruker Daltonics DataAnalysis 3.3 10/13/2016 2:23:06 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C1l1H5CI2N1Nal10O1Ss1 0.10 291.9361 -1.17 -1.73  8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:23:06 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/13/2016 2:27:01 PM

Analysis Name D:\Data\Xiao\Oct 13 2016000016.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2,8-Dichlorothieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V

Hexapole 1 230V Set Detector TOF 2200V

Intens . +MS, 0.6-1.0min #(63-103)
291.9368
4000+
293.9333
3000+
2000+
1000+
292.9385
293.1352
0 T T T T T T T T T T
291.5 292.0 292.5 293.0 293.5 294.0 m/z

Bruker Daltonics DataAnalysis 3.3

printed:

10/13/2016 2:31:08 PM

Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C1l1H5CI2N1Nal10O1Ss1 0.13 291.9361 -2.38 -3.10 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:31:08 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/13/2016 2:35:20 PM
Analysis Name D:\Data\Xiao\Oct 13 2016000017.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-8-Fluorothieno(3,2-c)quinolin-4(5H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.1min #(62-120)
275.9650
8000+
6000+
4000+
277.9640
2000+
276.9690
275.1503 J 277.1735
T T T T T T T _Hrr'f\r_ T T T T T T T T T T T T T T T T T T T T T T T T ¥ T T T T T
2745 275.0 275.5 276.0 276.5 277.0 277.5 278.0 m/z
Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:39:24 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb NRule e

C1l1H5CI1F1IN1INal101S1 0.02 275.9657 2.40 -0.32 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:39:24 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/13/2016 2:45:27 PM
Analysis Name D:\Data\Xiao\Oct 13 2016000018.d
Method FengPOSNEW.m Operator Administrator
Sample Name N-((2-Cl-4-oxo-4,5dihydrothieno(3,2-c)quin-8-yl)sulfonyl)acet Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V

Hexapole 1 230V Set Detector TOF 2200V

Intens. | +MS, 0.6-1.3min #(63-134)
1 378.9577
25004
2000+
1500+
380.9554
1000+
5007 379.9592
381.2926
‘3775 380 3785 3790 3795 3800 3805 3810  381.5mhz

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:50:46 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C13H9CI1IN2Nal104s2 0.02 378.9584 2.02 1.66 9.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:50:46 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Analysis Name D:\Data\Xiao\Oct 13 2016000019.d

Acquisition Date

10/13/2016 2:55:24 PM

Method FengPOSNEW.m Operator Administrator
Sample Name 2-CI-NN-di-4-ox0-4,5dihydrothieno(3,2-c)quin-8-sulfonamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.5min #(67-161)
393.0104
60004
4000+
395.0074
20004
394.0124
393.2056
394.3164
0 ¥ T ¥ T T ¥ ¥ T ¥ T T T ¥ T T J T J ¥ ¥ ¥ T T T T T T T T T T
391.5 392.0 3925 393.0 393.5 394.0 3945 395.0 395.5 m/z
Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:59:23 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C15H15CI1IN2Na103S2 0.03 393.0105 0.25 0.38 8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 2:59:23 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/13/2016 3:06:21 PM

Analysis Name D:\Data\Xiao\Oct 13 2016000020.d
Method FengPOSNEW.m Operator Administrator
Sample Name 7-chlorobenzo(h)-1,6-naphthyridin-5(6H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.0min #(60-112)

x104|

8_

253.0145
6_
4
255.0115
2_
254.0177
J 256.0142
0 T T T T ¥ JI!L T T
250 252 254 256 258 260 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 3:10:18 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z  Err [ppm] Mean Err [ppm] rdb N Rule e

C12H7CI1N2Nal0O1 0.02 253.0139 -2.27 -2.06 9.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 3:10:18 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/13/2016 3:26:42 PM
Analysis Name D:\Data\Xiao\Oct 13 2016000023.d
Method FengPOSNEW.m Operator Administrator
Sample Name 9-chlorobenzo(h)-1,6-naphthyridin-5(6H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. | +MS, 0.7-1.2min #(77-132)
x104
253.0131
0.8
0.6
0.4
255.0114
0.2
254.0185
252.1435
00 v T L ¥ T T T _‘_'m'-_ T T T ¥ ¥ ¥ ¥ T J J T T T T ¥ ¥ ¥ T v ¥ T T T T T T T T T T T T T T
2515 252.0 252.5 253.0 253.5 254.0 254.5 255.0 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 3:30:54 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z  Err [ppm] Mean Err [ppm] rdb N Rule e

C12H7CI1N2Nal0O1 0.00 253.0139 3.34 -1.89 9.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 3:30:54 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/13/2016 3:16:56 PM

Analysis Name D:\Data\Xiao\Oct 13 2016000022.d
Method FengPOSNEW.m Operator Administrator
Sample Name 9-fulorobenzo(h)-1,6-naphthyridin-5(6H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V

Hexapole 1 230V Set Detector TOF 2200V

Intens. +MS, 0.6-1.1min #(66-115)
80004 237.0441
60004
4000+
20004
238.0477
235.1202 239.1202
J 241.1097
0 ¥ T T ¥ J ¥ T T ¥ J ¥ T T ¥ T ¥ T T T T T ’\I/.IH_H"_ T T T
234 235 236 237 238 239 240 241 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 3:23:17 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z  Err [ppm] Mean Err [ppm] rdb NRule e

C12H7F1N2Nal0O1 0.01 237.0435 -2.79 -12.96  9.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 3:23:17 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/13/2016 3:35:13 PM
Analysis Name D:\Data\Xiao\Oct 13 2016000024.d
Method FengPOSNEW.m Operator Administrator
Sample Name 9-(Trifluoromethyl)benzo(h)-1,6-naphthyridin-5(6H)-one Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V

Hexapole 1 230V Set Detector TOF 2200V

Intens. +MS, 0.8-1.2min #(81-130)
x104
1.50- 287.0392
1.254
1.00+
0.75+
0.50+
0.257 288.0434
289.1050
000 Y T v L L ¥ T J T 7 ¥ T ¥ T T J T T ¥ ¥ ¥ T T T T T T T T T T T v T
286.0 286.5 287.0 287.5 288.0 288.5 289.0 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 3:40:02 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z  Err [ppm] Mean Err [ppm] rdb NRule e

C183H7F3N2Nal0O1 0.01 287.0403 3.88 -2.12  9.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 3:40:02 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/13/2016 3:44:42 PM
Analysis Name D:\Data\Xiao\Oct 13 2016000025.d
Method FengPOSNEW.m Operator Administrator
Sample Name N-((5-o0x0-5,6-dihydrobenzo(h)-1,6-naphthyridin-9-yl)sulfonyl Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.1min #(66-121)
x104]
340.0350

1.5

1.0+

0.5

341.0389
342.0339
339.1787 340.3917 343.1809
00 T v v v v I_'/T'H—\'_ ¥ ¥ ¥ T T T J J T J ¥ ¥ T |/LI T T T .’"‘*/T-\”“‘ T
338 339 340 341 342 343 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 3:49:38 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z  Err [ppm] Mean Err [ppm] rdb N Rule e

C14H11N3Nal104S1 0.01 340.0362 3.74 2.79 10.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 3:49:38 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info
Analysis Name

D:\Data\Xiao\Oct 06 2016000003.d

Acquisition Date 10/6/2016 11:35:30 AM

Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-N-Phenythiophene-3-Carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type lon Polarity Positive Set Pulsar Pull 400 V
Scan Range Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200 vV
Intens. | +MS, 0.7-1.6min #(70-169)
x10H
259.9917
2.0
1.5
1.01 261.9887
0.5+
261.1356
/ 262.9909
259.1149 J 263.9855
0.0-5 T T g T T T T T T T T ’Tr'-"_?"“ T
258 259 260 261 262 263 264 m/z
Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 11:49:17 AM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C11H8CI1IN1NalO1S1 0.00 259.9907 -3.82 -8.69 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 11:49:17 AM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/6/2016 1:19:25 PM

Analysis Name D:\Data\Xiao\Oct 06 2016000004.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-N-(chlorophenyl)thiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. | +MS, 0.6-1.3min #(67-138)
x104
| 293.9516
5_
295.9484

44

3_

2_

1 294.9491

] 297.9454
J 296.9505
0 T T J T v ¥ J ¥ T ¥ ¥ T T T AI T T
292 293 294 295 296 297 298 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 1:24:13 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C1l1H7CI2N1Nal1l0O1Ss1 0.02 293.9518 0.69 2.65 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 1:24:13 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/6/2016 1:29:11 PM

Analysis Name D:\Data\Xiao\Oct 06 2016000005.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-N-(4-chlorophenyl)thiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.3min #(66-138)
x104
293.9510
3_
295.9478
2_
1 -
2949478
297.9459
296.9513
298.9496
0 T T ¥ T J ¥ T == T v L T J T ¥ T T T T _/1\! T T
292 293 294 295 296 297 298 299 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 1:32:51 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C1l1H7CI2N1Nal1l0O1Ss1 0.03 293.9518 2.63 4.63 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 1:32:51 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/6/2016 1:38:24 PM

Analysis Name D:\Data\Xiao\Oct 06 2016000006.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-N-(4-fluorophenyl)thiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens.4 +MS, 1.2-1.7min #(130-187)
x104)
277.9812
4
3_
2_
279.9786
1 -
278.9840
280.9820
] L
0 T = T T T T T T T T T T M T
276 277 278 279 280 281 282 283m/z
Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 1:42:45 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb NRule e

C1l1H7CI1F1IN1Nal101S1 0.01 277.9813 0.56 -3.35 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 1:42:45 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info
Analysis Name

D:\Data\Xiao\Oct 06 2016000007.d

Acquisition Date

10/6/2016 1:49:28 PM

Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-N-(4-(3Fmethyl)phenyl)thiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200 vV
Intens. +MS, 0.7-1.4min #(78-151)
x104]
2 54 327.9778
2.0
1.5
1.07 329.9745
0.5
328.9803
329.2404 330.9766
00 T T y J Ll T T T T T T T T /ru\_
326 327 328 329 330 331 m/z
Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 1:53:14 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb NRule e

C12H7CI1F3N1Nal101S1 0.01 327.9781 0.88 -5.39 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 1:53:14 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/6/2016 1:58:53 PM

Analysis Name D:\Data\Xiao\Oct 06 2016000008.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-N-(2-methoxyphenyl)thiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. | +MS, 0.9-1.5min #(94-156)
X109
290.0007

1.254
1.00+
0.754
0.507 291.9979
0.25+

1 291.0032

293.0012

1 288.9212 293.9891
0.00+——m————————— A . | —

287 288 289 290 291 292 293 294 m/z
Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:02:34 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C12H10CI1IN1Nal102S1 0.03 290.0013 2.06 10.51 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:02:34 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/6/2016 2:07:31 PM
Analysis Name D:\Data\Xiao\Oct 06 2016000009.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-N-(4-methoxyphenyl)thiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.8-1.5min #(84-160)
X101
290.0007

1.0

0.8

0.6

0.4

291.9979
0.2
291.0030
293.0010
288.9210 293.9740
00 T T _/T\l T T T T T T i T T T _/-Tl\ T T
288 289 290 291 292 293 294 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:10:19 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C12H10CI1IN1Nal102S1 0.03 290.0013 2.17 12.45 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:10:19 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/6/2016 2:15:38 PM

Analysis Name D:\Data\Xiao\Oct 06 2016000010.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-N-(o-tolyl)thiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens.- +MS, 0.8-1.5min #(91-161)
x104
274.0060
6_
4_
276.0022
2_
275.0090
277.0053 277.9870
273.1637 J J 279.2204
0 T T T - T T _'4‘.‘ T y T T T T < "__{1\—'
272 273 274 275 276 277 278 279 m/z
Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:19:18 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C12H10CI1IN1Nal101S1 0.03 274.0064 1.44 430 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:19:18 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/6/2016 2:26:29 PM

Analysis Name D:\Data\Xiao\Oct 06 2016000011.d
Method FengPOSNEW.m Operator Administrator
Sample Name N-(4-(N-Acetylsulfa)phenyl)-2-Chlothiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. | +MS, 0.7-1.7min #(76-186)
x104]
380.9741

2.54

2.0

1.5

1 0- 382.9709

0.5+

1 381.9778
383.9750
J T 384.9686
0.0 - e o~ ! ; " A , :
378 380 382 384 386 388 m/iz

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:30:34 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C13H11CI1IN2Na104S2 0.03 380.9741 0.03 -0.11  8.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:30:34 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/6/2016 2:37:43 PM
Analysis Name D:\Data\Xiao\Oct 06 2016000012.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-CI-N-(4-(NN-diethylsulfamoy)pheyl)thiophe-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.9-1.4min #(93-153)

x104

5- 395.0260

4_

3_

2 397.0233

1 -

396.0298
398.0254
393,231 399.0225
0 T _/'T‘—f\'-_ ¥ T T v ¥ T ¥ T ¥ T ¥ J T J L ¥ ¥ T ¥ T T T T T T T T T T T T T
393 394 395 396 397 398 399 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:41:16 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C15H17CI1N2Nal103S2 0.02 395.0261 0.39 -0.08 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:41:16 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/6/2016 2:47:10 PM

Analysis Name D:\Data\Xiao\Oct 06 2016000013.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2,5-Dichloro-N-phenylthiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens.. +MS, 0.6-1.2min #(60-130)
x104)
293.9512

5 -

4—_ 295.9478

3_

2_

1_' 294.9483

| 297.9457
296.9515
0 == — T T ' Y ¥ J T v J T T T T T T
293 294 295 296 297 298 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:50:54 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C1l1H7CI2N1Nal1l0O1Ss1 0.02 293.9518 2.04 413 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 2:50:54 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/6/2016 2:56:20 PM

Analysis Name D:\Data\Xiao\Oct 06 2016000014.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2,5-Dichloro-N-(2-chlorophlenyl)thiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.3min #(62-138)
x104]
327.9115
329.9084
3.
2_
331.9054
1 <
328.9149 330.9128
J J 330 327332.9100 333.9031
0 T T T J J T T J T T T ¥ ¥ T T v ¥ T v T v T T T T T T T T T v ¥ T v T T T T v T T T T T T
324 325 326 327 328 329 330 331 332 333 334 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 3:00:13 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C11H6CI3BN1NalO1S1 0.02 327.9128 4.07 3.89 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 3:00:13 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/6/2016 3:04:31 PM
Analysis Name D:\Data\Xiao\Oct 06 2016000015.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2,5-Dichloro-N-(4-chlorophlenyl)thiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. | +MS, 1.0-2.0min #(111-214)
x104 |
327.9119
3.01 329.9088
2.5
2.0
1.5
1.0 331.9064
0.5
1 328.9158 330.9137
1 J M 332.3189 332.0108
] } 30.2461 331.2150 UL '
00 v v v T ¥ J ¥ J S E— ¥ T T ¥ ¥ ¥ ¥ T T ¥ T ¥ T ¥ J L T T T T T T T T ¥ T T )kl-’-'-_/‘r\'I T T A
326 327 328 329 330 331 332 333 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 3:09:21 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C11H6CI3BN1NalO1S1 0.02 327.9128 2.62 218 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 3:09:21 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/6/2016 3:13:29 PM

Analysis Name D:\Data\Xiao\Oct 06 2016000016.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2,5-Dichloro-N-(4-fluorophenyl)thiophene-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.3min #(66-144)
X1 311.9413
3.
313.9379
2-
1 <
312.9448 315.9348
‘ J L 314.9406 318.2388
0 3.08;2603 . . 31.191922 . J . : 31 6.3378 . A 3?%2\376 | A
308 310 312 314 316 318 320m/z
Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 3:18:11 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb NRule e

Cl1l1H6CI2F1IN1Nal101S1 0.02 311.9423 3.44 3.96 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 3:18:11 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/6/2016 3:23:59 PM
Analysis Name D:\Data\Xiao\Oct 06 2016000017.d
Method FengPOSNEW.m Operator Administrator
Sample Name N-(4-(N-Acetylsulfamoyl)phenyl)-2,5-DiClthiop3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.5min #(67-159)
80001 414.9344
60004
416.9319
4000+
20004 414.2708
415.9382
415,2847 417.3702
416.3600
0 J T ¥ ¥ T T T J T ¥ T T J T ¥ ¥ T v J v ¥ T T T J 7 T ¥ T T T T T T T T T T
414.0 4145 415.0 415.5 416.0 416.5 417.0 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 3:29:31 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C13H10CI2N2Na104S2 0.02 4149351 1.70 292 850 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 3:29:31 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/6/2016 3:34:41 PM

Analysis Name D:\Data\Xiao\Oct 06 2016000018.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2,5-Dichloro-N-(4-(N,N-diethylsulfamoyl)ph-3-carboxamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. | +MS, 0.6-1.2min #(62-127)

x104

4 428.9859

2 430.9658

2_

1_

429.9884 4329783
431.9795
427.2545 430.3848 433.9833
0 T T J ¥ ¥ J T "jl\w‘_"'_' T T = T ¥ T T ¥ J ¥ T J v ¥ J T '31?78'7 ¥ T ¥ T T T T j'lk T T ﬁl\_ T T T
426 427 428 429 430 431 432 433 434 435 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 3:38:42 PM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C15H16CI2N2Nal103S2 0.02 428.9872 2.95 17.16 7.50 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/6/2016 3:38:42 PM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date 10/13/2016 10:46:50 AM
Analysis Name D:\Data\Xiao\Oct 13 2016000001.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-N-(2-chlorophenyl)nicotinamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. 1 +MS, 0.6-1.2min #(67-133)
x10%]
288.9907
4
3 290.9877
2_
1_
289.9950
291 9906 292.9850
} “ L 293.9744
0 ¥ T ¥ T T T T J T T T ¥ ¥ T T J J J T ¥ T ¥ ¥ T T T T T T v T T T ,rl\ T T T 1
287 288 289 290 291 292 293 294 m/z

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 10:51:24 AM Page 1 of 2



Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z  Err [ppm] Mean Err [ppm] rdb N Rule e

C12H8CI2N2Nal0O1 0.03 288.9906 -0.47 523 8.0 ok even

Bruker Daltonics DataAnalysis 3.3 printed: 10/13/2016 10:51:24 AM Page 2 of 2



Mass Spectrum Molecular Formula Report

Analysis Info

Acquisition Date

10/13/2016 10:57:35 AM

Analysis Name D:\Data\Xiao\Oct 13 2016000002.d
Method FengPOSNEW.m Operator Administrator
Sample Name 2-Chloro-N-(4-(trifluoromethyl)phenyl)nicotinamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens. +MS, 0.6-1.7min #(66-178)
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Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C13H8CI1IF3N2NalO1 0.02 323.0169 3.13 -4.18 8.50 ok even
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Mass Spectrum Molecular Formula Report

Analysis Info
Analysis Name

D:\Data\Xiao\Oct 13 2016000003.d

Acquisition Date

10/13/2016 11:06:46 AM

Method FengPOSNEW.m Operator Administrator
Sample Name N-(4-(N-Acetylsulfamoyl)phenyl)-2-chloronicotinamide Instrument micrOTOF 57
Comment
Acquisition Parameter Set Corrector Fill 45V
Source Type ESI lon Polarity Positive Set Pulsar Pull 400 V
Scan Range n/a Capillary Exit 100.0 vV Set Pulsar Push 400 V
Scan Begin 50 m/z Hexapole RF 150.0 vV Set Reflector 1300 V
Scan End 2000 m/z Skimmer 1 50.0 vV Set Flight Tube 9000 V
Hexapole 1 230V Set Detector TOF 2200V
Intens.q +MS, 0.6-1.2min #(61-130)
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Mass Spectrum Molecular Formula Report

Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] rdb N Rule e

C14H12CI1N3Na104sSs1 0.03 376.0129 3.26 0.39 9.50 ok even
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