LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088166.D

Aca On 19 Jun 2016 7:09

Operator : UM/SJ

Sample : H3628-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.781 15 17 46 rVB 258343 435212 19.21% 2.657%
2 4.833 282 284 293 rBB 38114 49032 2.16% 0.299%
3 5.279 321 323 335 rBVY 1118948 1038398 45.84% 6.340%
4 6.342 414 416 418 rBV 557884 675959 29.84% 4.127%
5 6.456 424 426 428 rBVY 1879133 1744305 77.01% 10.650%

6 6.685 444 446 448 rBvY 598895 510851 22.55% 3.119%
7 6.845 457 460 462 rBV 1554074 1773837 78.31% 10.831%
8 7.256 493 496 498 rBV 1343429 1364774 60.25% 8.333%
9 7.965 556 558 561 rBvV 459128 613127 27.07% 3.744%
10 9.050 650 653 655 rBV 2440449 2265182 100.00% 13.831%
11 9.725 709 712 714 rBV 496174 599910 26.48% 3.663%
12 10.159 748 750 752 rvVB2 27638 24657 1.09% 0.151%
13 10.251 754 758 760 rvB2 17166 30568 1.35% 0.187%

14 10.388 767 770 772 rBV 331875 447126 19.74% 2.730%
15 10.513 778 781 783 rBV 968407 1138804 50.27% 6.953%

16 10.582 785 787 789 rvV 258044 291940 12.89%% 1.783%

17 10.628 789 791 795 rVB 26049 37642 1.66% 0.230%
18 11.199 839 841 843 rBV 636553 535805 23.65% 3.272%
19 11.976 904 909 911 rBV 21155 32582 1.44% 0.199%
20 12.788 977 980 982 rBV 1520346 1826144 80.62% 11.150%
21 13.394 1031 1033 1038 rVB 33954 36438 1.61% 0.222%
22 13.702 1057 1060 1064 rVB5 15693 29796 1.32% 0.182%

23 13.828 1069 1071 1074 rBV 543268 501121 22.12% 3.060%
24 15.211 1189 1192 1197 rVB 302850 374496 16.53% 2.287%

Sum of corrected areas: 16377706
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF061816\
Data File : BF088166.D

Aca On : 19 Jun 2016 7:09

Operator : UM/SJ

Sample : H3628-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088166.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088166.D

Aca On 19 Jun 2016 7:09

Operator : UM/SJ

Sample : H3628-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.46 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.46 68.29 ng 1744310 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 426 (6.456 min): BF088166.D (-424) (-) m/z 132.00 100.00%
132.0
5000 68.1
URREE LA U RN
401 541 | 850 %ll 20 6.20 6.40 6.60 6.80
o S TR S N -1 B £ I | N m/z 68.10 38.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 URREE LA UL RN
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.28%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 620 640 6.60 6.80
5000 67.0 m/z 66.10 24.81%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L L BB
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.68%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088166.D

Aca On 19 Jun 2016 7:09

Operator : UM/SJ

Sample : H3628-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzenesulfonamide, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.39 14.91 ng 447126 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7H9NO2S 000088-19-7 96
2 Gluconic acid 196 C6H1207 000526-95-4 47
3 Thiourea. methvl- 90 C2H6N2S 000598-52-7 28
4 Benzeneethanol. 2-amino- 137 C8H11NO 005339-85-5 10
5 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 9

Abundance Scan 770 (10.388 min): BF088166.D (-767) (-) m/z 90.10 100.00%
9d.1
106.1
5000
65.1
137.0 171.0 S S
39.0 | 1220 | 154.0 10.00 10.20 10.40 10.60 10.80
ol ORIV~ 10 0 N N N m/z 106.10 78.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39305: Benzenesulfonamide, 2-methyl-
90.0
106.0
5000 AU S B
65.0 10.00 10.20 10.40 10.60 10.80
39.0 171.0 m/z 91.05 73.41%
| ‘ ‘ 137.0 1540
0"”|'V”TqJ“Wh'“H"hl'h”l"'h"ﬁw"'w"'w'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.0 90.0
43.0 10.00 10.20 10.40 10.60 10.80
5000 m/z 89.10 34 .74%
calb 133.0
o ' 115.0 161.0 1790 196.0
LA FURLELEL LU SURLELEL SR LR UL DAL UL B BN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2235: Thiourea, methyl- R W A
9d.0 10.00 10.20 10.40 10.60 10.80
m/z 65.10 32.35%
5000 80.0
57.0
15.0 . 740
O o o e e A e B A, B B . A o
m/z--> 20 40 ' 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088166.D

Aca On 19 Jun 2016 7:09

Operator : UM/SJ

Sample : H3628-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzenesulfonamide, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.58 10.90 ng 291940 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7H9NO2S 000070-55-3 98
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 83
3 N-p-toluenesulfonvl-1-threonine.... 363 C18H21NO5S 1000130-34-4 74
4 p-Toluenesulfonvlacetonitrile 195 C9HINO2S 005697-44-9 38
5 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 38
Abundance Scan 787 (10.582 min): BF088166.D (-785) (-) m/z 91.05 100.00%
91.0
5000 171.0
65.0
39.0 l 139.0 10.20 10.40 10.60 10.80 11.00
o e M, m/z 171.00 47.68%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39309: Benzenesulfonamide, 4-methyl-
91.0
A\
5000 RN BN JURRR BRI B
65.0 171.0 10.20 10.40 10.60 10.80 11.00
> m/z 155.00 40.85%
mz-> 20 45 éo 85 160 120 140 160 180 200 220 240 260 280 300 320
Abundance
91.0
10.20 10.40 10.60 10.80 11.00
5000 171.0 m/z 65.00 24 .98%
65.0
o 41.0 139.0 196.0 226.0 258.0 316.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #192444: N-p-toluenesulfonyl-I-threonine, benzyl ester
91.0 10.20 10.40 10.60 10.80 11.00
m/z 107.10 22.92%
171.0
5000 65.0
410 | ! I \hlZlO 1480 | 20002280 2740 3190

o

_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.20 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
Data File : BF088166.D

Acq On 19 Jun 2016 7:09

Operator : UM/SJ

Sample - H3628-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .46 6.46 68.3 ng 1744310 1 6.68 510851 20.0
Benzenesulfonamid... 10.39 14.9 ng 447126 3 9.72 599910 20.0
Benzenesulfonamid... 10.58 10.9 ng 291940 4 11.20 535805 20.0
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