LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106894.D

Aca On : 28 Jun 2018 2:02

Operator : JU/SJ

Sample : J3693-05

Misc :

ALS Vial : 31 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 5.184 481 484 492 rBV 35228 38939 3.47% 0.459%
2 5.596 550 554 565 rBB 548009 504180 44.88% 5.937%
3 6.596 720 724 735 rVB 310093 311625 27.74% 3.670%
4 6.731 743 747 750 rBV 985647 900482 80.16% 10.604%
5 6.954 781 785 790 rBB 317887 262952 23.41% 3.097%
6 7.113 807 812 815 rBV 900895 806771 71.82% 9.501%
7 7.519 876 881 884 rBV 655256 698131 62.15% 8.221%
8 7.672 904 907 910 rVB 21712 16238 1.45% 0.191%
9 8.237 999 1003 1014 rBV 358795 299766 26.69% 3.530%
10 9.313 1181 1186 1189 rBV 1244838 1120433 99.74% 13.195%
11 9.701 1246 1252 1259 rBV 109842 95135 8.47% 1.120%
12 9.901 1283 1286 1290 rBV 23616 20772 1.85% 0.245%
13 9.995 1298 1302 1306 rBv2 344788 285262 25.39% 3.359%
14 10.148 1325 1328 1332 rVB3 10456 12935 1.15% 0.152%
15 10.401 1369 1371 1375 rVB 32571 26607 2.37% 0.313%
16 10.619 1403 1408 1410 rBVvV4 10823 15565 1.39% 0.183%

17 10.654 1410 1414 1417 rVvV 215394 188463 16.78% 2.219%
18 10.789 1433 1437 1441 rBV 703174 655755 58.38% 7.722%
19 10.848 1443 1447 1450 rVvVv 122761 111557 9.93% 1.314%

20 10.878 1450 1452 1462 rVB 32910 37000 3.29% 0.436%
21 11.489 1552 1556 1559 rBV 319550 269352 23.98% 3.172%
22 12.495 1724 1727 1732 rBV 12364 12202 1.09% 0.144%
23 12.707 1760 1763 1767 rVB 14408 12491 1.11% 0.147%
24 12.960 1804 1806 1809 rVB 15961 13053 1.16% 0.154%

25 13.072 1821 1825 1829 rBV 1125274 1123341 100.00% 13.229%

26 13.948 1971 1974 1983 rBV 71114 79848 7.11% 0.940%
27 14.142 2003 2007 2010 rBV 366102 339915 30.26% 4._.003%
28 15.677 2262 2268 2275 rVB 169245 232776 20.72% 2.741%

Sum of corrected areas: 8491546
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106894.D

Aca On : 28 Jun 2018 2:02

Operator : JU/SJ

Sample : J3693-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106894.D

Aca On : 28 Jun 2018 2:02

Operator : JU/SJ

Sample : J3693-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.18 2.96 ng 38939 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 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 483 (5.178 min): BF106894.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 A
| | 480 5.00 520 5.40 5.60
Ol rrr b e || M/ 59.00  61.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 19.10%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 480 500 520 540 560
5000 m/z 58.00 15.53%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one L B AL LA L B
43.0 480 5.00 520 5.40 5.60
m/z 41.00 11.71%
5000
27.0 55.0
o 0 | 7m0 80 o0
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\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106894.D

Aca On : 28 Jun 2018 2:02

Operator : JU/SJ

Sample : J3693-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 68.49 ng 900482 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 747 (6.731 min): BF106894.D (-743) (-) m/z 132.10 100.00%
13R.1
5000 68.1
DRSS SRR
00 s0 || %09?1 o 6.40 6.60 6.80 7.00
o S SO A N .- B £ I | N m/z 68.10 39.98%
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 DRSS SRR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.49%
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
6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .38%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B e L
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.99%
97.0
5000 0.0
31.0 52.0
‘ 1 86.0 ! 11\6 0 |
o A ARARS RN R RS LR AR SRS AARAN AR SARAS EAASS SAASS ARRERA DRSS A SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106894.D

Aca On : 28 Jun 2018 2:02

Operator : JU/SJ

Sample : J3693-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3
R.T. EstConc Area Relative to ISTD R.T.
10.65 13.21 ng 188463 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 95
2 Gluconic acid 196 C6H1207 000526-95-4 38
3 4-(2-Aminoethvl)benzenesulfonamide 200 C8H12N202S 035303-76-5 38
4 Thiourea. methvl- 90 C2H6N2S 000598-52-7 25
5 Benzene, l-methyl-4-nitro- 137 C7H7NO2 000099-99-0 22
Abundance Scan 1413 (10.648 min): BF106894.D (-1410) (-) m/z 90.10 100.00%
9d.1
106.1
5000 65.0
i
39.0 137.0 L B I L
| 540 1111 10,40 10,60 10.80 11.00
o e S m/z 106.10 75.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39301: Benzenesulfonamide, 2-methyl-
90.0
106.0
A
5000 U NN SO DU B
65.0 171.0 10.40 10.60 10.80 11.00
137.0 m/z 91.05 74 .65%
18.0 39.0 ‘ 154.0
0...‘,.a‘..‘,‘..‘..,l...“‘,..l.,.:.1.2,1'.0..a‘,...‘.,..:.,....,..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.0 90.0
43.0 10.40 10.60 10.80 11.00
5000 m/z 65.00 42 .15%
133.0
o 115.0 161.0 1790 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61552: 4-(2-Aminoethyl)benzenesulfonamide A R
30.0 10.40 10.60 10.80 11.00
m/z 89.10 33.27%
5000 90.0
o L 48,0 6?'0 ‘ M 10( '0122.0138.0154-0 171.0  200.0 \
m/z--> 20 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\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106894.D

Aca On : 28 Jun 2018 2:02

Operator : JU/SJ

Sample : J3693-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 4
R.T. EstConc Area Relative to ISTD R.T.
10.85 8.28 ng 111557 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7H9NO2S 000070-55-3 98
2 N-p-toluenesulfonvl-1-threonine.... 363 C18H21NO5S 1000130-34-4 90
3 4-Toluenesulfonvimethvl isocvanide 195 C9H9NO2S 036635-61-7 38
4 Benzenesulfonamide. N.4-dimethvl... 214 C8H10N203S 000080-11-5 35
5 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 27
Abundance Scan 1447 (10.848 min): BF106894.D (-1443) (-) m/z 91.05 100.00%
91.0
5000 171.1
65.0
39.0 || 1301 10.60 10.80 11.00 11.20
Obrrrrprrreprsbe et e et b rebr e e || M7z 171.10 0 41.75%
m/z--> mmmmmmmmmmmmmmmm
Abundance #39306: Benzenesulfonamide, 4-methyl-
91.0
5000 65.0 1710 " 10,60 10.80 11.00 11.20
39.0 ‘ m/z 155.00 37 .54%
m/z--> mmmmmmmmmmmmmmmm
Abundance
91.0
e e
171.0 10.60 10.80 11.00 11.20
5000 65.0 m/z 65.00 30.79%
o 41.0 115.0139.0 200.0 2280 2740  319.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #57502: 4-Toluenesulfonylmethyl isocyanide A T e R
91.0 10.60 10.80 11.00 11.20

m/z 107.10 23 .86%

5000 65.0 155.0

39.0
131.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106894.D

Aca On : 28 Jun 2018 2:02

Operator : JU/SJ

Sample : J3693-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 6 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.75 ng 37000 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 78
4 Nonadecane 268 C19H40 000629-92-5 78
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 1452 (10.878 min): BF106894.D (-1450) (-) m/z 57.00 100.00%
57.0
5000
%90 10,60 10.80 11.00 11.20
o A m/z 71.05 69.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71393: Pentadecane
57.0
5000
10.60 10.80 11.00 11.20
m/z 43.00 67.29%
0 i \\‘9%.0\ 141.0 212.0
m/z--> 50 100 150 260 250 300 350 400
Abundance
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.05 47 .05%
S50 9.0 140 1980
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0 10.60 10.80 11.00 11.20
m/z 41.00 31.59%
5000
7.0
ol U y, 1410 183.0217.0  273.0 309.0343.0378.0 414.0
m/z--> 5'0 " 100 1&1;0 200 250 300 350 400 10,60 10.80 11.00 11.20

8270-BF061918_.M Thu Jun 28 15:33:29 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106894.D

Aca On : 28 Jun 2018 2:02

Operator : JU/SJ

Sample : J3693-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 7 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.70 ng 79848 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94

Abundance Scan 1974 (13.948 min): BF106894.D (-1971) (-) m/z 57.05 100.00%

57.0 83.0

5000

g

139.0 167.0193.0 226.0 2811 13.60 13.80 14.00 14.20
01 : m/z 55.00 88.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #155046: 1-Heneicosanol

55.0 83.0

-

5000 LA L L L L LB L
13.60 13.80 14.00 14.20
m/z 83.05 87.36%
29.0 139.0
ok L "~ 167.0 196.0  238.0 266.0 294.0
aRaasazaatay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 83.0
AR Aama e
13.60 13.80 14.00 14.20
5000 m/z 43.00 82.53%
111.0
01180 139.0 168.0 196.0  238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane A Ba T o
57.0 13.60 13.80 14.00 14.20

m/z 97.10 76.70%

97.0

5000

29.0

:

269.0

L 196.0 224.0 320.0
e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
Data File : BF106894.D

Acq On : 28 Jun 2018 2:02

Operator : JU/SJ

Sample - J3693-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.18 3.0 ng 38939 1 6.95 262952 20.0
unknown6.73 6.73 68.5 ng 900482 1 6.95 262952 20.0
Benzenesulfonamid... 10.65 13.2 ng 188463 3 10.00 285262 20.0
Benzenesulfonamid... 10.85 8.3 ng 111557 4 11.49 269352 20.0
Pentadecane 10.88 2.8 ng 37000 4 11.49 269352 20.0
1-Heneicosanol 13.95 4.7 ng 79848 5 14.14 339915 20.0
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