LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 4_257 363 369 375 rBY 38372 54188 1.73% 0.179%
2 4.922 478 482 488 rVB 73450 100470 3.21% 0.332%
3 5.328 546 551 554 rBV 2847546 2835183 90.61% 9.356%
4 6.363 721 727 738 rBV 2685090 2990293 95.56% 9.868%
5 6.487 743 748 751 rBV 3121742 2964997 94.75% 9.784%
6 6.716 783 787 793 rVB 922722 810053 25.89% 2.673%
7 6.869 809 813 817 rBV 2465648 2330408 74.47% 7.690%
8 7.281 879 883 886 rBvV 1809717 1831878 58.54% 6.045%
9 7.998 998 1005 1008 rBV 1237115 1079959 34.51% 3.564%
10 8.057 1012 1015 1017 rVB 73718 62344 1.99% 0.206%
11 8.286 1049 1054 1057 rBvV7 30495 47103 1.51% 0.155%
12 8.416 1072 1076 1078 rBV 122560 102657 3.28% 0.339%
13 8.534 1093 1096 1099 rBv4 32816 35400 1.13% 0.117%
14 8.586 1102 1105 1109 rVvv 72994 62552 2.00% 0.206%
15 8.681 1118 1121 1125 rVB3 40453 46970 1.50% 0.155%
16 8.951 1164 1167 1170 rVB3 29040 36048 1.15% 0.119%

17 9.016 1175 1178 1183 rVB 132069 109544 3.50% 0.361%
18 9.075 1183 1188 1191 rBV 3423795 3129141 100.00% 10.326%
19 9.151 1197 1201 1206 rBV 212657 198180 6.33% 0.654%
20 9.469 1250 1255 1258 rBV 596515 552119 17.64% 1.822%

21 9.610 1277 1279 1282 rBV3 32905 40558 1.30% 0.134%
22 9.657 1284 1287 1289 rVvVv2 36269 36477 1.17% 0.120%
23 9.681 1289 1291 1293 rVV 311556 234120 7.48% 0.773%
24 9.698 1293 1294 1297 rVV 130162 114209 3.65% 0.377%
25 9.751 1299 1303 1307 rVB 1265978 1068875 34.16% 3.527%

26 9.910 1326 1330 1333 rBV3 37962 53285 1.70% 0.176%
27 9.969 1337 1340 1342 rVB3 44403 44168 1.41% 0.146%
28 10.004 1342 1346 1349 rBV2 61336 66096 2.11% 0.218%
29 10.151 1368 1371 1373 rBV 74635 65795 2.10% 0.217%

30 10.180 1373 1376 1379 rVB 328627 249903 7.99% 0.825%

31 10.398 1408 1413 1419 rVB 120667 142934 4._.57% 0.472%
32 10.539 1433 1437 1448 rVB 1590529 1595333 50.98% 5.265%
33 10.663 1453 1458 1461 rBV2 1333859 1639725 52.40% 5.411%
34 11.098 1529 1532 1535 rBV 199586 173842 5.56% 0.574%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF012218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.127 1535 1537 1544 rVB 147490 144128 4.61% 0.476%

36 11.233 1552 1555 1560 rBV 1011417 925272 29.57% 3.053%

37 11.480 1594 1597 1602 rBV 41148 37499 1.20% 0.124%
38 11.527 1602 1605 1608 rBV 140106 106796 3.41% 0.352%
39 11.933 1671 1674 1677 rBV 92979 77823 2.49% 0.257%
40 12.216 1719 1722 1727 rVB 55870 61401 1.96% 0.203%
41 12.322 1737 1740 1743 rVB 63319 48769 1.56% 0.161%
42 12.427 1755 1758 1761 rBV4 45850 50037 1.60% 0.165%
43 12.533 1774 1776 1779 rBV3 24199 35438 1.13% 0.117%
44 12.698 1801 1804 1806 rBVY 44827 42062 1.34% 0.139%

45 12.821 1820 1825 1829 rBV 2187743 2183919 69.79% 7.207%
46 13.174 1883 1885 1888 rVB2 46852 40447 1.29% 0.133%
47 13.716 1971 1977 1980 rBV 185078 270096 8.63% 0.891%

48 13.874 2000 2004 2009 rVB 785741 734496 23.47% 2.424%
49 15.304 2242 2247 2253 rVB 468543 640562 20.47% 2.114%

Sum of corrected areas: 30303552
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF102363.D

6.49

3000000 533
6.36

2500000 6.87

2000000 798
1500000
1000000 6.72

500000

4.26 4.92

e e T N e L e S e e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102363.D
9|07

3000000

2500000 12.82

2000000

10.54

1500000

1000000

500000

11.93 12 P2B2%35%2.7(
A A\ A A, o L

e . 2 - ] -
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102363.D

3000000
2500000
2000000

1500000
13.87

1000000 15.30

500000372

o T [

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 11

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

4.92 2.48 ng 100470 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 482 (4.922 min): BF102363.D (-478) (-) m/z 43.00 100.00%
a3
59
5000
101
460 4.80 5.00 5.20
83
o...,....,....,....',':...??.-:I,....,....,.~...,...:,|....,....,....,....,...., m/z 59.00 58.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B AR AR AR RS
59 460 480 500 520
m/z 101.00 19.49%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 4.60 480 500 520
5000 m/z 58.00 18.02%
29 101
ok 2 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R
59 460 4.80 5.00 5.20
m/z 41.00 10.07%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 unknown6.49 Concentration Rank 1

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

6.49 73.21 ng 2965000 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.492 min): BF102363.D (-743) (-) m/z 132.00 100.00%
32
5000
68
5 ——
40 54 75 104 6.20 6.40 6.60 6.80
Obrrrrrrrprrrr e L e Sl 87 L Dl 15l Tm/z 134.00  33.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN AR R
6.20 6.40 6.60 6.80
3 78 m/z 68.10 33.03%
1 33
H |
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 21.46%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R et e b
132 6.20 6.40 6.60 6.80
m/z 96.00 13.27%
5000 6
41 97
53 117
0"|'”'|'“'|?ﬂ'hj"WMM'w'“kjw'huﬂ“'é?'“'l}Pﬁl"jw%%?w T ISR AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Dodecane, 2,6,10-trimethyl- Concentration Rank 14

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

9.02 2.05 ng 109544 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
4 Hexacosane 366 C26H54 000630-01-3 72
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 64

Abundance Scan 1179 (9.022 min): BF102363.D (-1175) (-) m/z 57.10 100.00%

5000

159 R e TR S
g7 13127 o 174 8.60 8.80 9.00 9.20 9.40
0! R T e e m/z 71.10 76.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57
71
5000 43 [TrrT[rrrr[rrrrprrrrprom
8.60 8.80 9.00 9.20 9.40
29 85 m/z 43.10 50.11%
0 | ‘ || 99 113127 1y 155 183 107
R B T o e Bl e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
71 T e
43 8.60 8.80 9.00 9.20 9.40
5000 m/z 85.10 37 .05%
o 99 113 127 141 155 169 183 197
B o e R e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43 57 71 8.60 8.80 9.00 9.20 9.40
m/z 41.05 35.89%
5000
29 85
113 127
0 ‘ Il il M‘ 9 77 71" 141 155 169 183 197 212
R o ot e e e S e AL R e T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Tetradecane Concentration Rank 8

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

9.15 3.71 ng 198180 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tridecane 184 C13H28 000629-50-5 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Dodecane 170 C12H26 000112-40-3 86
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1201 (9.151 min): BF102363.D (-1197) (-) m/z 57.05 100.00%
g7
43

71
o AA&NMJ LJ\A\/\M

880 900 9.20 9.40
m/z 43.05 71.78%

99113126 141 161 177 193

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

Abundance #59882: Tetradecane
57
43
71

5000 85 LI L L L B
29 8.80 9.00 9.20 9.40
99 m/z 71.05 52.67%
| 1312714115516 198
0.”,ﬂ.ﬂ.”.“ﬂmﬂt.ﬂ.JWNL.P.” e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o7
e R B
71 8.80 9.00 9.20 9.40
5000 m/z 41.00 37.21%
85
29
15 99 113127141155 184

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

Abundance #117637: Nonadecane B B B
8.80 9.00 9.20 9.40

m/z 85.10 33.06%

5000

99

113127141155169183197
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 6 Pentadecane Concentration Rank 6

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

9.68 4.38 ng 234120 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Undecane 156 Cl11H24 001120-21-4 80
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80

Abundance Scan 1291 (9.681 min): BF102363.D (-1289) (-) m/z 57.05 100.00%
57
| LWNJwﬂkJJ
71
5000
85
LSS SR S AR
99 113 9.40 9.60 9.80 10.00
0...,....-,'...| bl 7 127140 190160 187 212 0 Tny7 43,10  75.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 LRI R R LN B
85 9.40 9.60 9.80 10.00
29 m/z 71.10 52.06%
OHJ“HM %mmmmmm 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
43 o
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
9.40 9.60 9.80 10.00
5000 71 m/z 85.10 34.66%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 1éo 1§o 200 250 Aﬂhh~¢4ﬂw»«nj
Abundance #59880: Tetradecane
57 940 9.60 9.80 10.00
43 m/z 41.05 32.76%
71
5000 85
it MM
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 gho 960 980 1050
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 7 Benzenesulfonic acid, 4-met... Concentration Rank 13

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

9.70 2.14 ng 114209 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonic acid, 4-methyl-,__.. 186 C8H1003S 000080-48-8 90
2 4-Toluenesulfonylmethyl isocyanide 195 C9H9NO2S 036635-61-7 59
3 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 53
4 2,2-Dimethyl-1,3-propanediol bis... 412 C19H2406S2 022308-12-9 53
5 Benzenesulfonamide, N,4-dimethyl... 214 C8H10N203S 000080-11-5 53

Abundance Scan 1294 (9.698 min): BF102363.D (-1293) (-) m/z 91.00 100.00%
el
5000
o 155 186 N
R TR
39 107 122 9.40 9.60 9.80 10.00
Obrrrprrrrh il L2 239 L AT L 207 m/z 155.00 37.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50634: Benzenesulfonic acid, 4-methyl-, methyl ester
91
5000
65 15 o 9.40 9.60 9.80 10.00
20 107 ‘ m/z 186.10 29 .54%
SIELIR 0 NN O e W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91
185 940 9.60 9.80 10.00
5000 m/z 65.00 26 .45%
65
0 27 % 52 78 | 105 =t 195
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101105: (O-p-Tosylisonitroso)malononitrile
91 9.40 9.60 9.80 10.00
m/z 92.05 12 .54%
155
5000
65
ol 27 3952 | 78 | 107121 139 | 172 249
m/z--> 20 40 60 80 100 120 140 160 180 200 220 24'10 ' 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 8 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.18 4.68 ng 249903 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 90
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 1376 (10.180 min): BF102363.D (-1373) (-) m/z 57.10 100.00%

57

43

5000

i
=

9.80 10.00 10.20 10.40
m/z 43.05  72.46%

o 113 127 141 154 168 183 203 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83028: Hexadecane

71

-
i

5000 43 85 e AERASEEEEEEE
9.80 10.00 10.20 10.40

m/z 71.05 56 .50%

99
I I B I o B B oL e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 71 [rrrr[rrrrprrrrprrrorr1
9.80 10.00 10.20 10.40
5000 m/z 85.05 37.13%
85
22 99 112 140
0 127 155 168 183 197 211 226
I R B B e AR E e i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl- PP R T TR
43 57 9.80 10.00 10.20 10.40
m/z 41.00 30.24%
71
5000 85
9 113 182
0 Al ‘ o 127 \‘ 154166 195 226
i e e I e e e e A B R aa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 9 Dodecane, 2-methyl-8-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.40 2.67 ng 142934 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl-8-propyl- 226 C16H34 055045-07-3 78
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
4 Tetracosane 338 C24H50 000646-31-1 64
5 Octacosane 394 C28H58 000630-02-4 64
Abundance Scan 1413 (10.398 min): BF102363.D (-1408) (-) m/z 57.10 100.00%
g7
a4 NN R N
| 10.00 10.20 10.40 10.60 10.80
O m/z 71.05 45 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83050: Dodecane, 2-methyl-8-propyl-
57
41
5000 USRS AR N
85 10.00 10,20 10.40 10.60 10.80
112 183 m/z 43.10 41.32%
o I w A h‘ T 2 153168 | 222
m/z--> 20 46 60 80 160 150 140 160 180 200 220 240 260 280 300
Abundance
57
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.05 22 _.31%
o 112
oL 26 85 141 169184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- IR B e e
57 10.00 10.20 10.40 10.60 10.80
m/z 41.00 22_.07%
5000 85
| MNMMJ
0 “ C J 141156 183 211 239 267 29
m/z--> 20 40 60 80 160 120 150 160 180 200 220 240 260 280 300 10.00 10,20 10.40 10.60 10.80

8270-BF012218_.M Wed Jan 24 15:02:56 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 10 Benzenesulfonamide, N,4-dim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.66 35.44 ng 1639730 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO02S 000640-61-9 93
2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 64
3 Ethyl(E/Z)-.alpha.-cyano-4-nitro... 416 C19H16N207S 1000287-26-8 53
4 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 53
5 Benzenesulfonamide, N,4-dimethyl... 214 C8H10N203S 000080-11-5 53
Abundance Scan 1458 (10.663 min): BF102363.D (-1453) (-) m/z 91.10 100.00%
1
5000
65 155 185
39 | l 121 l I 10.40 10.60 10.80 11.00
ol b A b | | m/z 64.95 26.26%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #49673: Benzenesulfonamide, N,4-dimethyl-
91
5000
185 10.40 10.60 10.80 11.00
30 65 155 m/z 155.00 19.38%
‘ 121
O
miz-> 0 50 100 150 200 250 300 350 400
Abundance
91
10.40 10.60 10.80 11.00
5000 185 m/z 185.05 18.08%
155
65
30 121
L S L L W L BN WL W
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217737: Ethyl(E/Z)-.alpha.-cyano-4-nitro-.beta.-(p-tosylo... A RRE R
91 155 10.40 10.60 10.80 11.00
m/z 92.05 17.95%
5000
65
29
N L hllx | /120 | 188213234 262 298 336 371 416
miz--> 0 50 100 150 200 250 300 350 400 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 11 Tridecane, 1l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.10 3.76 ng 173842 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 86
Abundance Scan 1532 (11.098 min): BF102363.D (-1529) (-) m/z 57.10 100.00%
57
5000 85
113 10.80 11.00 11.20 11.40
o....\,.-!'-l...lf‘z,.l‘?g..lg,g............,.... m/z 43.10 67.29%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 LA SRR B B
10.80 11.00 11.20 11.40
183 m/z 71.05 60.13%
[ S
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 10.80 11.00 11.20 11.40
5000 m/z 85.10 41.65%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e e e e e LA
57 10.80 11.00 11.20 11.40
m/z 41.10 28.37%
5000
85
0 %9 | (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 10.80 11.00 11.20 11.40

8270-BF012218_.M Wed Jan 24 15:02:58 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 12 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.13 3.12 ng 144128 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 1537 (11.127 min): BF102363.D (-1535) (-) m/z 57.10 100.00%
57
5000 85
4 AN A a IV
113
10.80 11.00 11.20 11.40
141
0 ,,|' A e e W/Z 71.10 80.03%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 a5 UM LR AR B
10.80 11.00 11.20 11.40
29 m/z 43.10 52 .30%
o L8 141 169 107 225 253 281 309 338
m/z-> 20 45 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
10.80 11.00 11.20 11.40
5000 o m/z 85.10 44 _02%
29

113
141 167183 211 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105885: Octadecane T T
57 10.80 11.00 11.20 11.40
m/z 41.00 24.37%
5000 85
29 3
ol L M 14 169 197 355 254

e e e e e e e e R mEmE e AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 80 11. 00 11.20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 13 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.53 2.31 ng 106796 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane 212 C15H32 000629-62-9 87
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Decane, 3-methyl- 156 C11H24 013151-34-3 64

Abundance Scan 1605 (11.527 min): BF102363.D (-1602) (-) m/z 57.05 100.00%

g7
5000 85

113 11.20 11.40 11.60 11.80
ol J Al M 19 e | W/z 43.10 65.12%

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 TT [T T T T [T T I T [T T T T [TTTT]
85 11.20 11.40 11.60 11.80
m/z 71.10 59.39%
29
0 | || M8 141 169 197 225 253 281 323 351 380
e ....,....,....,.... e
m/z--> 50 100 150 200 250 300 350
Abundance
57
Rt LR
11.20 11.40 11.60 11.80
5000 g5 m/z 85.05 39.51%
29
0 113 141 169 212
A LA e o
m/z--> 50 100 150 200 250 300 350
Abundance #83051: Dodecane, 2-methyl-6-propyl- B R Rmame S
57 11.20 11.40 11.60 11.80
m/z 41.05 26 .36%
5000 85
140
oL 38 | L \113 L 82 205226
T At e e I B
m/z--> 50 100 150 200 250 300 350 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 14 1-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.35 ng 270096 Chrysene-d12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 93
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 93
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1978 (13.721 min): BF102363.D (-1971) (-) m/z 57.10 100.00%
57
83
5000
13960180 900229 263 13.40 13.60 13.80 14.00
- 100 200 m/z 43.10 79.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163016: 1-Tricosene
57
5000 AR AR AN B
111 13.40 13.60 13.80 14.00
29 m/z 83.10 68.16%
m/z--> éo 150 200 250 300 350 400
Abundance
57
97 UL BN B
13.40 13.60 13.80 14.00
5000 m/z 55.05 60.61%
- 125
o 154 182 224 252 297 348
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester e AREEEEEaSEE
57 13.40 13.60 13.80 14.00
m/z 69.00 57.37%
5000
oL Al 147 R M} N
m/z--> 50 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102363.D

Acq On : 24 Jan 2018 00:54

Operator : SJ/JU

Sample - J1266-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.92 2.5 ng 100470 1 6.72 810053 20.0
unknown6 .49 6.49 73.2 ng 2965000 1 6.72 810053 20.0
Dodecane, 2,6,10-... 9.02 2.0 ng 109544 3 9.75 1068880 20.0
Tetradecane 9.15 3.7 ng 198180 3 9.75 1068880 20.0
Pentadecane 9.68 4.4 ng 234120 3 9.75 1068880 20.0
Benzenesulfonic a... 9.70 2.1 ng 114209 3 9.75 1068880 20.0
Hexadecane 10.18 4.7 ng 249903 3 9.75 1068880 20.0
Dodecane, 2-methy... 10.40 2.7 ng 142934 3 9.75 1068880 20.0
Benzenesulfonamid... 10.66 35.4 ng 1639730 4 11.23 925272 20.0
Tridecane, l1l-iodo- 11.10 3.8 ng 173842 4 11.23 925272 20.0
Tetracosane 11.13 3.1 ng 144128 4 11.23 925272 20.0
Heptacosane 11.53 2.3 ng 106796 4 11.23 925272 20.0
1-Tricosene 13.72 7.3 ng 270096 5 13.87 734496 20.0
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