LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106955.D

Aca On 29 Jun 2018 7:08

Operator : JU/SJ

Sample = J3693-04

Misc :

ALS Vial : 30 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.184 481 484 495 rBV 41143 50743 2.86% 0.373%
2 5.590 549 553 564 rBV 836415 766488 43.23% 5.628%
3 6.590 720 723 740 rBV 457351 476736 26.89% 3.501%
4 6.731 743 747 750 rBVY 1506953 1313619 74.08% 9.646%
5 6.954 781 785 788 rBV 427038 377673 21.30% 2.773%

7.107 807 811 815 rBV 1288346 1152478 64.99% 8.462%
7.519 876 881 884 rBV 1057134 961810 54.24% 7.062%
8.236 999 1003 1013 rBV 409325 404093 22.79% 2.967%
9.307 1181 1185 1188 rBV 1755484 1514578 85.41% 11.121%
9.701 1248 1252 1256 rBV 52876 50130 2.83% 0.368%

=
QO ~NO®

11 9.989 1298 1301 1311 rVB 388590 372978 21.03% 2.739%
12 10.660 1409 1415 1418 rBV 768439 963212 54.32% 7.073%
13 10.789 1433 1437 1443 rBV 1015053 957179 53.98% 7.028%
14 10.866 1443 1450 1453 rBV 826557 1020640 57.56% 7.494%
15 11.483 1551 1555 1559 rBvV 453701 380078 21.43% 2.791%

16 12.701 1760 1762 1767 rBV 18915 18325 1.03% 0.135%
17 12.954 1803 1805 1810 rVB 38751 38039 2.15% 0.279%
18 13.071 1820 1825 1828 rBV 1855046 1773239 100.00% 13.020%
19 13.948 1972 1974 1978 rBV2 27478 23657 1.33% 0.174%

20 14.136 2002 2006 2014 rBV 603105 563794 31.79% 4.140%

21 15.671 2262 2267 2273 rVB 327577 439429 24.78% 3.227%

Sum of corrected areas: 13618918
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062818\
Data File : BF106955.D

Aca On : 29 Jun 2018 7:08

Operator : JU/SJ

Sample : J3693-04

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106955.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106955.D

Aca On 29 Jun 2018 7:08

Operator : JU/SJ

Sample = J3693-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.18 2.69 ng 50743 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 Acetone 58 C3H60 000067-64-1 7
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 483 (5.178 min): BF106955.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S R B LA
| 831 | 480 5.00 520 5.40 5.60
e L B AL s o m/z 59.00 56.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS IR UL IR
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 20.96%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 16.88%
58.0
150 579 72.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R B o
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.40%
57.0
5000
20.0 101.0
e Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106955.D

Aca On 29 Jun 2018 7:08

Operator : JU/SJ

Sample = J3693-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.73 Concentration Rank 1

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

6.73 69.56 ng 1313620 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (6.731 min): BF106955.D (-743) (-) m/z 132.10 100.00%
13R.1
5000 68.1
09 st0 || T uso | Tk o T
e e L Lt S B B B m/z 68.10 37 .58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LSRR SRR S RN
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.77%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.54%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R REAEE e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.10%
74.0
5000 9go 1160
T II‘I\I\I\I ""“l ||“| : |H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| A EREREEEEEESEEE
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106955.D

Aca On 29 Jun 2018 7:08

Operator : JU/SJ

Sample = J3693-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
10.66 51.65 ng 963212 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 95
2 Bicvclol4.1.0Thepta-1.3.5-triene 90 C7H6 004646-69-9 43
3 Gluconic acid 196 C6H1207 000526-95-4 38
4 4-(2-Aminoethvl)benzenesulfonamide 200 C8H12N202S 035303-76-5 37
5 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 20
Abundance Scan 1415 (10.660 min): BF106955.D (-1409) (-) m/z 90.10 100.00%
9d.1
106.1
5000 65.0
\ A A
137.0 LB B B e R
3.0 | 1210 | 154.0 1ri1 10.'40 10.|60 10.|80 11.'00
e e e m/z 106.10 75.46%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #39304: Benzenesulfonamide, 2-methyl-
90.0
106.0
5000 T T |'¥"|/k"|"'
65.0 10.40 10.60 10.80 11.00
39.0 171.0 m/z 91.05 75.27%
137.0 1540
"'Il'h'l"'“H"‘l'lJ"A??p'jl""l""I""I'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
90.0
10.40 10.60 10.80 11.00
5000 m/z 65.00 40.69%
63.0
39.0
miz-> 40 60 80 100 120 140 160 180 200
Abundance #58399: Gluconic acid
73.0 90.0 10.40 10.60 10.80 11.00
43.0 m/z 89.10 34.48%
5000
57 J4 133.0
Wl gl a9a01120 | 14701910 1790 1060 S | Y —
m/z--> 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106955.D

Aca On 29 Jun 2018 7:08

Operator : JU/SJ

Sample = J3693-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3
R.T. EstConc Area Relative to ISTD R.T.
10.87 53.71 ng 1020640 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HONO2S 000070-55-3 98
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 83
3 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 47
4 N-p-toluenesulfonvl-I-threonine.... 363 C18H21NO5S 1000130-34-4 38
5 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 27
Abundance Scan 1451 (10.872 min): BF106955.D (-1443) (-) m/z 91.10 100.00%
91.1
171.1
5000
65.0
39.0 “ 139.0 10.60 10.80 11.00 11.20
N m/z 171.10 65.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #39308: Benzenesulfonamide, 4-methyl-
91.0
5000 171.0
65.0 10.60 10.80 11.00 11.20
390 m/z 155.00 52.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
10,60 10.80 11.00 11.20
5000 171.0 m/z 65.00 25.69%
65.0
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
Abundance #39296: Benzenemethanesulfonamide
91.0 10.60 10.80 11.00 11.20
m/z 107 .05 23.94Y%
5000
65.0
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 250 2éo 2éo 360 ' 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062818\
Data File : BF106955.D

Acq On 29 Jun 2018 7:08

Operator : JU/SJ

Sample - J3693-04

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : 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]
2-Pentanone, 4-hy... 5.18 2.7 ng 50743 1 6.95 377673 20.0
unknown6.73 6.73 69.6 ng 1313620 1 6.95 377673 20.0
Benzenesulfonamid... 10.66 51.6 ng 963212 3 9.99 372978 20.0
Benzenesulfonamid... 10.87 53.7 ng 1020640 4 11.48 380078 20.0
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