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Compound 2_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name

D:\Data\IC_3-21-19\5331_000001.d

Acquisition Date  3/21/2019 5:32:27 PM

Method Bruker_11052015 Operator
Sample Name 5331 Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5331_000001.d: +MS
x109
424.11340 T T
rJI = —
0.81 '_)\_”-" N cl
0.6 426.11043 Cl
0.4+
0.2 425.11676
427.11380 45 10748
l l 429.11078
00 T T T T T T T T T T T T T T T T T T T T T l T T T = T T T T T T T T
423 424 425 426 427 428 429 430 431 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 424.113399 1 C19H24CI2N5S 100.00 424.112399 -2.4 -2.5 26.0 9.5 even ok
M+Na  446.095180 1 C19H23CI2N5NaS 100.00 446.094343 -1.9 -1.9 15.7 9.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 5:43:08 PM by: demo Page 1 of 1
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Compound 3_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info Acquisition Date  3/21/2019 5:47:59 PM
Analysis Name  D:\Data\lC_3-21-19\5341_000001.d

Method Bruker_11052015 Operator

Sample Name 5341 Instrument solariX

Comment

Acquisition Parameters

Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5341_000001.d: +MS
x108] 456.10284
5: A T MDH
N~ ™ i
ijI\ Ay, =N
1 M
4 Cl
] 458.09988
1 Cl
3_
2_
1 457.10620
1 4
| 459.10324
| 461.10017
0 T T T T T T T T T T T 'l T T T T T T
450 452 454 456 458 460 462 464 466 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 456.102845 1 C19H24CI2N502S 100.00 456.102228 -1.4 -1.4 22.0 9.5 even ok

Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 5:49:30 PM by: demo Page 1 of 1
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Compound 4_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name  D:\Data\lC_3-21-19\5351_000001.d

Acquisition Date  3/21/2019 5:51:19 PM

Method Bruker_11052015 Operator
Sample Name 5351 Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5351_000001.d: +MS
x108
] 480.17541
1.0+
N ;
| =N
0.8+ M M Cl
482.17242
0.6 Cl
0.4+
481.17877
0.2 483.17577
484.16934
485.17280
0.0 f . Y —— - T T oy bbbt sy u Y . ¥
476 478 480 482 484 486 488 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule

M+H 480.175406 1 C23H32CI2N5S 100.00 480.174999 -0.8 -0.9 14.1 9.5 even ok
M+Na  502.157142 1 C23H31CI2N5NaS 100.00 502.156943 -0.4 -0.4 23.7 9.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 5:52:41 PM by: demo Page 1 of 1
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Compound 5_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info Acquisition Date  3/21/2019 7:13:29 PM
Analysis Name  D:\Data\lC_3-21-19\5331a_000001.d

Method Bruker_11052015 Operator

Sample Name 5331a Instrument solariX

Comment

Acquisition Parameters

Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5331a_000001.d: +MS
x1081
| 436.11318
o
= &
le B =M
N N Cl
31 438.11022
Cl
2_
1 _ 437.11654
439.11353
440.10720
1 441.11041
0 T T T T T T T T T T
434 436 438 440 442 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 436.113182 1 C20H24CI2N5S 100.00 436.112399 -1.8 -1.9 30.4 10.5 even ok
M+Na  458.094930 1 C20H23CI2N5NaS 100.00 458.094343 -1.3 -1.4 18.5 10.5 even ok

Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 7:14:54 PM by: demo Page 1 of 1
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Compound 6_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name  D:\Data\lC_3-21-19\5351a_000001.d

Acquisition Date  3/21/2019 7:10:30 PM

Method Bruker_11052015 Operator
Sample Name 5351a Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5351a_000001.d: +MS
x108 774
124 410.09
1.0+ MNH
o
e Fa
Ry
-~
0.8 TR g
412.09478
0.6 |
0.4+
411.10110
0.2+
A413.09809 414 09183
l 415.09509
00 T T T T T ." T T T T T T T 'A T T T T T T T l 2 T T T T T T T L" T T T T T T T
407 408 409 410 411 412 413 414 415 416 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 410.097742 1 C18H22CI2N5S 100.00 410.096749 -2.4 -2.5 36.2 9.5 even ok
M+Na  432.079523 1 C18H21CI2N5NaS 100.00 432.078693 -1.9 -1.6 30.2 9.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 7:12:07 PM by: demo Page 1 of 1
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Compound 7_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info Acquisition Date  3/21/2019 6:54:32 PM
Analysis Name  D:\Data\lC_3-21-19\5371a_000001.d

Method Bruker_11052015 Operator

Sample Name 5371a Instrument solariX

Comment

Acquisition Parameters

Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. | 5371a_000001.d: +MS
x108
1 438.12886
3_
MH
440.12588
4 s
2 J\ =
-~
| M Cl
Cl
1 -
439.13221
441.12924
442.12283
1 443.12630
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 4 T T T T lv T T T T T T T T T
437 438 439 440 441 442 443 444 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 438.128862 1 C20H26CI2N5S 100.00 438.128049 -1.9 -1.9 332 9.5 even ok
M+Na  460.110633 1 C20H25CI2N5NaS 100.00 460.109993 -1.4 -1.4 17.1 9.5 even ok

Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 6:55:57 PM by: demo Page 1 of 1
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Compound

8_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name

D:\Data\IC_3-21-19\5431_000001.d

Acquisition Date  3/21/2019 5:58:22 PM

Method Bruker_11052015 Operator
Sample Name 5431 Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5431_000001.d: +MS
x108 476.14844
478.14643
8_
o
N =
| =N
NTTN g
6_
44
480.14223
0 T T T T T L T T T T
472 474 476 478 480 482 484 486 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 476.148442 1 C22H31BrN5S 100.00 476.147806 -1.3 -1.4 21.3 9.5 even ok
M+Na  498.130223 1 C22H30BrN5NaS 100.00 498.129750 -0.9 -0.9 174 9.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 5:59:45 PM by: demo Page 1 of 1
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Compound 9_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name  D:\Data\lC_3-21-19\5431a_000001.d

Acquisition Date  3/21/2019 6:49:00 PM

Method Bruker_11052015 Operator
Sample Name 5431a Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. | 5431a_000001.d: +MS
x109
1.5+
M s
/-JL B =M
NTTN g
1.0
0.5+
489.15216 491.15015
492.14243
00 T T T T T - T -
486 488 490 492 494 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule

M+H 488.148727 1 C23H31BrN5S 100.00 488.147806 -1.9 -1.9 18.7 10.5 even ok
M+Na  510.130636 1 C23H30BrN5NaS 100.00 510.129750 -1.7 -1.7 23.1 10.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 6:50:10 PM by: demo Page 1 of 1
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Compound 10_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info Acquisition Date  3/21/2019 6:51:37 PM
Analysis Name  D:\Data\lC_3-21-19\5441_000001.d

Method Bruker_11052015 Operator

Sample Name 5441 Instrument solariX

Comment

Acquisition Parameters

Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5441_000001.d: +MS
x109
1.2 508.13844
510.13637
/D T "MDM
1.0+
NS
| }=rf
NTTN g
0.8+
0.6
0.4+
509.14184 511.13984
0.2+
512.13213
00 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 T IL' T T T T " T T T T " T T T T T T T T I“' T
506 507 508 509 510 511 512 513 514 515 516 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 508.138436 1 C22H31BrN502S 100.00 508.137635 -1.6 -1.8 32.7 9.5 even ok
M+Na  530.120311 1 C22H30BrN5NaO2S 100.00 530.119579 -1.4 -1.8 41.8 9.5 even ok

Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 7:09:01 PM by: demo Page 1 of 1
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Compound 11_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info Acquisition Date  3/21/2019 6:41:40 PM
Analysis Name  D:\Data\lC_3-21-19\5451_000001.d

Method Bruker_11052015 Operator

Sample Name 5451 Instrument solariX

Comment

Acquisition Parameters

Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5451_000001.d: +MS
x109]
>32.81071 534.20864
1.251 R W
H £
| =M
1 M N
1.00- Br
0.754
0.50
533.21416 535.21213
0.25-
536.20449
b J 537.20785
000 T T T T T T T T T T T T T T T T T T Jl T T T T T T T T T T T T T T vk T T T T T T T T T
531 532 533 534 535 536 537 538 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 532.210706 1 C26H39BrN5S 100.00 532.210406 -0.6 -0.8 29.7 9.5 even ok
M+Na  554.192640 1 C26H38BrN5NaS 100.00 554.192350 -0.5 -0.7 33.6 9.5 even ok

Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 6:42:49 PM by: demo Page 1 of 1
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Compound 12_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name  D:\Data\lC_3-21-19\5451a_000001.d

Acquisition Date 3/21/2019 6:27:21 PM

Method Bruker_11052015 Operator
Sample Name 5451a Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. | 5451a_000001.d: +MS
x109
1 462.13292
464.13092
P
MH
Mo ™= £
A . =N
NTTN g
1.0
0.5+
463.13635 465.13435
466.12681
00 T T T T T T
460 462 464 466 468 470 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 462.132924 1 C21H29BrN5S 100.00 462.132155 -1.7 -1.7 26.1 9.5 even ok
M+Na  484.114796 1 C21H28BrN5NaS 100.00 484.114100 -1.4 -1.4 17.3 9.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 6:29:17 PM by: demo Page 1 of 1
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Compound 13_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info Acquisition Date  3/21/2019 6:44:55 PM
Analysis Name  D:\Data\lC_3-21-19\5471a_000001.d

Method Bruker_11052015 Operator

Sample Name 5471a Instrument solariX

Comment

Acquisition Parameters

Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5471a_000001.d: +MS
x109
490.16394
492.16192
0.8
MH
W™ ™= —
/JI\ B >—N‘f
0.6 NN B
0.4
491.16734 493.16532
0.2
494.15759
00 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 T T T T T T T iv T T T T ‘v T T T T T T T T T T T T T
48 488 489 490 491 492 493 494 495 496 497 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 490.163944 1 C23H33BrN5S 100.00 490.163456 -1.0 -1.0 226 9.5 even ok
M+Na  512.145744 1 C23H32BrN5NaS 100.00 512.145400 -0.7 -1.1 32.7 9.5 even ok

Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 6:47:23 PM by: demo Page 1 of 1
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Compound 14_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info Acquisition Date  3/21/2019 6:11:07 PM
Analysis Name  D:\Data\lC_3-21-19\5511_000003.d

Method Bruker_11052015 Operator

Sample Name 5511 Instrument solariX

Comment

Acquisition Parameters

Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intensg._ +MS|
x10%, 384.22296
2.5
T T

o
2.0 I =H
1 f’J“-”f— N

1.5

1.0

0.5 385.22634
] 386.21883

00 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 T
383 384 385 386 387 388 m/z
| +Ms
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 384.222957 1 C21H30N5S 100.00 384.221643 -3.4 438.7 21.0 9.5 even ok
M+Na 406.204814 1 C21H29N5NaS 100.00 406.203588 -3.0 415.1 15.7 9.5 even ok

Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 8:05:06 PM by: demo Page 1 of 1
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Compound 15_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info Acquisition Date  11/12/2019 2:39:57 PM
Analysis Name  D:\Data\lC\20191112\South Dakota\5531_000001.d

Method Bruker_11052015 Operator

Sample Name 5531 Instrument solariX

Comment

Acquisition Parameters

Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
n/a n/a Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 3000.0 m/z Calibration Date Wed Jan 27 11:18:58 2016
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 4000.0 V
Intens. 1 5531_000001.d: +MS
X109’_ 1+ CziH20KNsS, 422.17753
406.20483
1.254 T
o £
i —N
4 o
1.00- N
0.754
0.501
1+
1 384.22284
0.254
422.17891
000l , . , . , e . L N TV L
320 340 360 380 400 420 440 m/z
|— +MS —— C21H29KNS5S, 422.17753
Meas. m/z # lon Formula Score m/z err[ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
384.222841 1 C21H30N5S 100.00 384.221644 -3.1 -2.7 116 12.0 even ok
406.204828 1 C21H29N5NaS 100.00 406.203588 -3.1 2.7 134 12.0 even ok
422.178908 1 C21H29KN5S 100.00 422.177525 -3.3 -2.7 31.0 12.0 even ok

Bruker Compass DataAnalysis 5.0 printed: 11/12/2019 2:41:46 PM by: demo Page 1 of 1
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Compound 17_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info Acquisition Date  3/21/2019 7:43:27 PM
Analysis Name  D:\Data\lC_3-21-19\5531a_000001.d

Method Bruker_11052015 Operator

Sample Name 5531a Instrument solariX

Comment

Acquisition Parameters

Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5531a_000001.d: +MS
x1081
5_
] 396.22274
W TE g
M™ = s
44 i
| =
/J*n’“ N
3_
2_
1 397.22609
1 -
398.21853
'
393 394 395 396 397 398 399 400 401 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 396.222739 1 C22H30N5S 100.00 396.221643 -2.8 -2.7 21 10.5 even ok
M+Na  418.204475 1 C22H29N5NaS 100.00 418.203588 -2.1 -21 3.7 10.5 even ok

Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 7:45:08 PM by: demo Page 1 of 1
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Compound 18_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name

Acquisition Date  3/21/2019 7:40:43 PM

D:\Data\IC_3-21-19\5551a_000001.d

Method Bruker_11052015 Operator
Sample Name 5551a Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5551a_000001.d: +MS
x108
370.20725
L
MH
0.8 s
”'f N
0.6
0.4+
371.21062
0.2+
372.20299
373.20603
00 T 1 T T 1 T T T 'L 1 T T 1 'AAl T I‘m‘I T T 'M U T A“'JI T T T T U " T T T T T
367 368 369 370 371 372 373 374 375 m/z
Adduct Meas. m/z # lon Formula m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 370.207246 1 C20H28N5S 100.00 370.205993 -3.4 -3.5 47 9.5 even ok
M+Na  392.189038 1 C20H27N5NaS 100.00 392.187938 -2.8 431.3 13.1 9.5 even ok

Bruker Compass DataAnalysis 4.2

printed: 3/21/2019 7:42:07 PM

by: demo

Page 1 of 1
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Compound 19_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name

D:\Data\IC_3-21-19\5571a_000001.d

Acquisition Date  3/21/2019 7:34:51 PM

Method Bruker_11052015 Operator
Sample Name 5571a Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens 5571a_000001.d: +MS
x1081
1 398.23840
5_
MH
1 o
1 T £
‘ fews
H¥ N
3_
2_
399.24177
1 4
400.23420
0 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 T T T T T T T
395 396 397 398 399 400 401 402 403 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 398.238398 1 C22H32N5S 100.00 398.237293 -2.8 1274.1 141 9.5 even ok
M+Na  420.220155 1 C22H31N5NaS 100.00 420.219238 -2.2 1207.9 149 9.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 7:38:26 PM by: demo Page 1 of 1
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Compound 20_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info Acquisition Date  3/21/2019 7:29:44 PM
Analysis Name  D:\Data\lC_3-21-19\5611_000001.d

Method Bruker_11052015 Operator

Sample Name 5611 Instrument solariX

Comment

Acquisition Parameters

Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5611_000001.d: +MS
x107 ]
400.21761
T

/D
4_
21 401.22096
402.21350

0 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 T T T T T T T T T T T T T

398 399 400 401 402 403 404 405 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 400.217609 1 C21H30N50S 100.00 400.216558 -2.6 -2.7 48 9.5 even ok
M+Na  422.199350 1 C21H29N5NaOS 100.00 422.198502 -2.0 -2.1 29 9.5 even ok
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Compound 21_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name

Acquisition Date  3/21/2019 7:24:09 PM

D:\Data\IC_3-21-19\5631_000001.d

Method Bruker_11052015 Operator
Sample Name 5631 Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. | 5631_000001.d: +MS
x108
400.21761
M= S
| =N

31 i ]" M

2_

11 401.22097

402.21339
399 400 401 402 403 404 miz
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule

M+H 400.217611 1 C21H30N50S 100.00 400.216558 -2.6 -2.7 2.3 9.5 even ok
M+Na  422.199362 1 C21H29N5NaOS 100.00 422.198502 -2.0 -2.1 29 9.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 7:26:51 PM by: demo Page 1 of 1
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Compound 22_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name

Acquisition Date  3/21/2019 7:20:02 PM

D:\Data\IC_3-21-19\5631a_000001.d

Method Bruker_11052015 Operator
Sample Name 5631a Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. 5631a_000001.d: +MS
x108]
4 412.21757
[:>_/-"‘-k”--"‘x\__f’
W™= £
3. I =N
”’i M
KD
2_
1 413.22093
414.21337
0 T T T T T T T JIL T T T T T T vlL T T T T = T T T T T
411 412 413 414 415 416 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 412.217566 1 C22H30N50S 100.00 412.216558 -24 -25 7.1 10.5 even ok
M+Na  434.199303 1 C22H29N5NaOS 100.00 434.198502 -1.8 -1.9 6.0 10.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 3/21/2019 7:27:36 PM by: demo Page 1 of 1
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Compound 23_MS

UB Mass Spectrometry Facility - SmartFormula Report

Analysis Info

Analysis Name  D:\Data\lC_3-21-19\5651a_000001.d

Acquisition Date  3/21/2019 7:16:36 PM

Method Bruker_11052015 Operator
Sample Name 5651a Instrument solariX
Comment
Acquisition Parameters
Acquisition Mode Single MS Nebulizer gas flow rate 1.2 bar
Polarity Positive Drying Gas Temperature 180.0 °C
Broadband Low Mass 147.4 m/z Drying Gas Flow Rate 4.2 L/min
Broadband High Mass 1500.0 m/z Calibration Date Thu Sep 27 10:56:48 2018
Time of Flight to Detector 0.001 sec Data Acquisition Size 1048576
lon Accumulation Time 0.100 sec Data Processing Size (SI) 2097152
Acquired Scans 20 Apodization Full-Sine
Capillary 6000.0 V
Intens. | 5651a_000001.d: +MS
x108]
] 386.20213
6_
] \j\rm
5_
| W ;
] | =M
1 ”'f N
4_
] o
31 s
2_
] 387.20549
1 4
] 388.19794
0 -' T T T T T T T T T T T T T T T T T T é T T T T
384 385 386 387 388 389 390 m/z
Adduct Meas. m/z # lon Formula Score m/z err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
M+H 386.202134 1 C20H28N50S 100.00 386.200908 -3.2 437.7 144 9.5 even ok
M+Na  408.183871 1 C20H27N5NaOS 100.00 408.182852 -2.5 414.5 144 9.5 even ok
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