LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 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-BF092218 .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 5.316 546 549 581 rBV 780531 937310 6.38% 0.869%
2 6.345 721 724 742 rBV 833154 999025 6.80% 0.927%
3 6.475 742 746 750 rVV 1007482 929830 6.33% 0.862%
4 6.704 782 785 793 rBV 340862 365363 2.49% 0.339%
5 6.863 808 812 816 rBV 767063 741696 5.05% 0.688%
6 7.263 878 880 886 rvVv 449874 517895 3.53% 0.480%
7 7.986 999 1003 1009 rBV 451725 428701 2.92% 0.398%
8 8.433 1072 1079 1082 rBV3 88695 178109 1.21% 0.165%
9 8.516 1089 1093 1098 rBV 495339 467011 3.18% 0.433%
10 8.675 1116 1120 1124 rBV2 194756 307989 2.10% 0.286%

11 8.751 1129 1133 1138 rVvV3 180836 289328 1.97% 0.268%
12 8.845 1147 1149 1153 rVB3 169826 215444 1.47% 0.200%
13 8.922 1158 1162 1164 rBV2 334425 358083 2.44% 0.332%
14 8.969 1167 1170 1174 rVB 474821 405614 2.76% 0.376%
15 9.016 1174 1178 1180 rBV3 440031 610299 4._.15% 0.566%

16 9.063 1183 1186 1188 rVB 685408 559492 3.81% 0.519%
17 9.116 1193 1195 1197 rBV2 269139 225788 1.54% 0.209%
18 9.222 1210 1213 1215 rBV 279727 266910 1.82% 0.248%
19 9.269 1217 1221 1224 rVB2 1268844 1469406 10.00% 1.363%
20 9.316 1227 1229 1231 rVvV2 382191 351308 2.39% 0.326%

21 9.339 1231 1233 1235 rVB 230119 175259 1.19% 0.163%
22 9.386 1239 1241 1245 rVB 180869 159054 1.08% 0.148%
23 9.451 1250 1252 1257 rVB2 261365 367100 2.50% 0.340%
24 9.498 1257 1260 1261 rBV2 171159 161237 1.10% 0.150%
25 9.533 1264 1266 1268 rVB 201910 160781 1.09% 0.149%

26 9.710 1293 1296 1298 rBV 784461 646438 4._.40% 0.600%
27 9.733 1298 1300 1302 rVV 459266 417560 2.84% 0.387%
28 9.751 1302 1303 1308 rVvB2 314174 323022 2.20% 0.300%
29 9.822 1312 1315 1317 rVV 430403 370272 2.52% 0.343%
30 9.851 1317 1320 1321 rVV3 221636 217580 1.48% 0.202%

31 9.880 1322 1325 1330 rVB 750393 779534 5.31% 0.723%
32 9.933 1330 1334 1339 rBvV 653024 761779 5.19% 0.707%
33 10.039 1347 1352 1356 rBV 693386 744006 5.06% 0.690%
34 10.169 1364 1374 1375 rBV5 303671 817618 5.57% 0.758%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.227 1381 1384 1388 rBV 1802246 1534683 10.45% 1.423%

36 10.280 1391 1393 1399 rVB3 589717 859336 5.85% 0.797%
37 10.345 1401 1404 1406 rBV 804758 936429 6.37% 0.869%
38 10.369 1406 1408 1411 rVB 1291462 1009334 6.87% 0.936%
39 10.421 1411 1417 1419 rBV2 1683126 2070439 14.09% 1.920%
40 10.445 1419 1421 1423 rVV2 367825 273451 1.86% 0.254%

41 10.486 1426 1428 1430 rVV 1297621 1081316 7.36% 1.003%
42 10.510 1430 1432 1434 rVV 679718 665210 4_.53% 0.617%
43 10.533 1434 1436 1441 rVB2 1602442 2108054 14.35% 1.955%
44 10.574 1441 1443 1445 rBV2 313314 339959 2.31% 0.315%
45 10.610 1445 1449 1451 rBV 2212144 2252778 15.34% 2.089%

46 10.639 1451 1454 1458 rVB2 1107154 1308943 8.91% 1.214%
47 10.692 1461 1463 1465 rVV 1021291 1057192 7.20% 0.981%
48 10.721 1465 1468 1471 rVB2 3115439 3282730 22.35% 3.045%
49 10.763 1471 1475 1479 rVvB 3113810 3172077 21.59% 2.942%
50 10.804 1479 1482 1485 rBV3 2939068 3715981 25.30% 3.446%

51 10.833 1485 1487 1492 rVB 1928636 2016472 13.73% 1.870%
52 10.898 1494 1498 1502 rVV3 2780325 3136446 21.35% 2.909%
53 10.957 1507 1508 1509 rBV 348488 229320 1.56% 0.213%
54 10.980 1509 1512 1514 rVB 827432 703538 4._.79% 0.653%
55 11.004 1514 1516 1520 rVB 1772434 1635222 11.13% 1.517%

56 11.039 1520 1522 1526 rVB3 1276609 1317408 8.97% 1.222%
57 11.098 1529 1532 1535 rBV 1318618 1717864 11.69% 1.593%
58 11.192 1543 1548 1551 rBV2 3276615 5123494 34.88% 4.752%
59 11.257 1555 1559 1562 rBV2 2574553 4759994 32.40% 4._.415%
60 11.439 1587 1590 1592 rVB 1222624 1318757 8.98% 1.223%

61 11.480 1592 1597 1601 rBV3 2214125 4604596 31.35% 4.271%
62 11.663 1622 1628 1630 rBV 2531390 5793047 39.44% 5.373%
63 11.816 1652 1654 1656 rVB 1027666 772272 5.26% 0.716%
64 11.904 1664 1669 1675 rVB2 3077245 5539577 37.71% 5.138%
65 12.098 1691 1702 1705 rBV2 4282667 14689521 100.00% 13.624%

66 12.421 1754 1757 1760 rVB 1568842 1711266 11.65% 1.587%
67 12.457 1760 1763 1766 rBV 1617536 1902388 12.95% 1.764%
68 14.592 2123 2126 2133 rVB4 1302356 2305533 15.70% 2.138%
69 14.886 2172 2176 2182 rVB2 1601882 2416276 16.45% 2.241%
70 15.009 2193 2197 2200 rVB2 1063406 1353075 9.21% 1.255%

71 15.209 2227 2231 2238 rVB2 1111314 1695596 11.54% 1.573%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial =: 20 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 - 0 Peak Location: TOP

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

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 15.351 2252 2255 2260 rVB 541757 683997 4.66% 0.634%

Sum of corrected areas: 107819412
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

BF109558.D

3 Oct 2018 20:29

JussJ

J5218-01

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.47 50.90 ng 929830 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 745 (6.469 min): BF109558.D (-742) (-) m/z 132.00 100.00%
13%.0

-

5000 68.1
40.0 540 9%.0 J 6.20 6.40 6.60 6.80
o O P G | m/z 68.10 44_.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.20 6.40 6.60 6.80
m/z 134.00 30.90%

31.0 510
0 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.00 28.94%
b M L L a0 o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.07%
117.0
5000
39.0 91.0
e T
| ‘\ \‘\\ ‘M L oy wl ‘\ m ‘
O trh el el M
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 3 Sulfurous acid, cyclohexylm... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

852 21.79ng 467011  Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid. cvclohexvimethvl... 430 C25H5003S 1000309-22-6 56
2 Isoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 50
3 1H-Pvrazole. 4.5-dihvdro-3.4.5-t... 112 C6H12N2 022591-95-3 40
4 Cvclohexanone. 3-butvl- 154 C10H180 039178-69-3 40
5 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 40

Abundance Scan 1094 (8.522 min): BF109558.D (-1089) (-) m/z 97.10 100.00%
97.1
5000
57.1
210.2 8.20 8.40 8.60 8.80
39) | 79.0 125.1
o,....,?..l,..'l..,...'.-.-=.,....,1.5.99,.... b M7z 57.10  23.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #222224: Sulfurous acid, cyclohexylmethyl octadecyl ester
97.0
5000 LA L L L L L L LB L |
55.0 8.20 8.40 8.60 8.80
m/z 55.05 20.23%
ol 220 || 7 | 1250 1550 253.0
R o o o LN E S b aa s e S s n e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2967: Isoxazole, 3,5-dimethyl-
97.0
T T
8.20 8.40 8.60 8.80
5000 54.0 m/z 41.10 13.71%
27.0 ‘ ‘ 23.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6320: 1H-Pyrazole, 4,5-dihydro-3,4,5-trimethyl- AR ERE TS
97.0 8.20 8.40 8.60 8.80
m/z 69.10 12.18%
5000
42.0
‘ 69.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80

8270-BF092218_.M Thu Oct 04 13:12:00 2018

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-Hexyl-1-octanol Concentration Rank 4

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

9.27 70.38 ng 1469410 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexvl-1-octanol 214 C14H300 019780-79-1 59
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 50
3 2-Azido-2.4.4.6.6.8.8-heptamethy... 267 C16H33N3 1000293-29-1 47
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 47
5 Heptacosane 380 C27H56 000593-49-7 45

Abundance Scan 1221 (9.269 min): BF109558.D (-1217) (-) m/z 57.10 100.00%
57.1
5000 Uuﬂbwwxrvvaﬂ
411 9.1
83.1 RSN RSN SRS R U
9.00 9.20 9.40 9.60
) — A , .-.||'. L \l Ll Aesr ez arsa 2243 1 Thz7 99.10  35.09%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72868: 2-Hexyl-1-octanol
57.0
5000 *'PF4*ﬁ**ﬁﬁi?QL-rfrT*ﬂﬂ-rfTTﬂ
85.0 9.00 9.20 9.40 9.60
111.0 m/z 41.10 29.37%
ol | 1270 1680 1960
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95993: 1-Decanol, 2-hexyl-
57.0
900 9.20 940 9.60
0
5000 41l0 g5.0 m/z 43.10 28.22%
111.0
0 I .‘.‘ L I\IM il ‘I .‘l‘l : M" T .“l‘. I .H‘. fl.??f)l oy |1§|8'IOI I' Il|9§.|0| - .2|2‘.L.0.
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #116524: 2-Azido-2,4,4,6,6,8,8-heptamethylnonane R e R R
57.0 9.00 9.20 9.40 9.60
m/z 69.10 22 .52%
5000
99.0
83.0
0 ‘H m Ly \“ #19-0 138.0154.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Benzene, (1-butylhexyl)- Concentration Rank 14

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

9.88 37.34 ng 779534 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-butvlhexvl)- 218 C16H26 004537-11-5 86
2 Benzene. (l-pentvlheptvl)- 246 C18H30 002719-62-2 50
3 Benzene. (1l-butvloctvl)- 246 C18H30 002719-63-3 47
4 Benzene. (l1-butvlheptvl)- 232 C17H28 004537-15-9 47
5 Benzene, (1-butylnonyl)- 260 C19H32 004534-50-3 47

Abundance Scan 1325 (9.880 min): BF109558.D (-1322) (-) m/z 91.05 100.00%
91.0
5000
147.1
411 218.2 9.60 9.80 10.00 10.20
ob i 30 IS0 | geer I 2523 ngo g7 10 14.28%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75969: Benzene, (1-butylhexyl)-
91.0
5000 LI N N UL S
9.60 9.80 10.00 10.20
147.0 m/z 105.10 13.30%
o 290 s50 J 117.0 | 169.0 189.0 18.0
miz-> 20 40 60 80 100 150 140 160 180 200 220 240
Abundance #99252: Benzene, (1-pentylheptyl)-
91.0
9.60 9.80 10.00 10.20
5000 m/z 147.10 12.77%
mz-> 20 Jo éo 80 160 150 150 160 1éo 260 220 250 '
Abundance #99246: Benzene, (1-butyloctyl)-
91.0 9.60 9.80 10.00 10.20
m/z 161.15 9.24%
5000
147.0
0 ‘41“0 69.0 | [ 1190 \ 189.0 246.0
miz-> 20 40 60 80 100 150 14'10 160 180 200 220 24'10 ' 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 6 Benzene, (1-propylheptyl)- Concentration Rank 15

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

9.93 36.49 ng 761779 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-propvlheptvl)- 218 C16H26 004537-12-6 95
2 Benzene. (l-propvlnonvl)- 246 C18H30 002719-64-4 64
3 Benzene. (l-propvloctvl)- 232 C17H28 004536-86-1 64
4 Benzene. (l-propvldecvl)- 260 C19H32 004534-51-4 59
5 Benzene, (1-ethyloctyl)- 218 C16H26 004621-36-7 49

Abundance Scan 1333 (9.927 min): BF109558.D (-1330) (-) m/z 91.05 100.00%
91.0
5000
41.1 133.1 9.60 9.80 10.00 10.20
: . 11.1 1751 218.2 . . )
obrre AL L L | 1spp MRA 2182 2593 T35 10 16,530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75974: Benzene, (1-propylheptyl)-
91.0
5000
9.60 9.80 10.00 10.20
133.0 m/z 105.10 11.25%
01220 410 650 1130 | s
m/z--> 20 40 60 80 100 120 140 160 180 200 250 220
Abundance #99249: Benzene, (1-propylnonyl)-
91.0
9.60 9.80 10.00 10.20
5000 m/z 92.10 8.98%
133.0
m/z--> 20 40 60 80 100 150 140 160 180 200 250 250 '
Abundance #87786: Benzene, (1-propyloctyl)-
91.0 9.60 9.80 10.00 10.20
m/z 41.10 7.24%
5000
133.0
ol 40 650 | 1119 | 1540 18?0 232.0
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 24'10 ' 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 7 Benzene, (l1-ethyloctyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.04 35.64 ng 744006 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvloctvl)- 218 C16H26 004621-36-7 91
2 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 72
3 Benzene. (l-ethvlhexvl)- 190 C14H22 018335-15-4 59
4 Hexane. 3.4-diphenvl- 238 C18H22 005789-31-1 53
5 Aziridine, l-phenyl- 119 C8HON 000696-18-4 53
Abundance Scan 1352 (10.039 min): BF109558.D (-1347) (-) m/z 91.10 100.00%
91.1
5000 119.1
41.1 218.2 9.80 10.00 10.20 10.40
Oty bl 24710682 | 772381 2662 | 77 119.10  35.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75968: Benzene, (1-ethyloctyl)-
91.0
5000 119.0

9.80 10.00 10.20 10.40
m/z 105.10 12.00%

41.0
ob 65.0 | 1470 1890 2180
A B R R B e R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99243: Benzene, (1-ethyldecyl)-
91.0
9.80 10.00 10.20 10.40
5000 m/z 189.20 8.81%
119.0
41.0
ob . |l 650 | ) 1470 1750 217.0 2460
R B R R B e e e A RARAaamaEEEEEE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #53155: Benzene, (1-ethylhexyl)-

91.0 9.80 10.00 10.20 10.40
m/z 41.10 8.64%
5000
119.0

161.0  190.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.80 10. 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 8 Cyclopentanecarboxylic acid... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.17 39.16 ng 817618 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 78
2 Oxalic acid. cvclohexvImethvl un... 340 C20H3604 1000309-68-8 72
3 Cvclopentanecarboxvlic acid. 3-t... 310 C20H3802 1000280-58-8 64
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 64
5 Triallylmethylsilane 166 C10H18Si 001112-91-0 64
Abundance Scan 1374 (10.169 min): BF109558.D (-1364) (-) m/z 97.10 100.00%
97.1
5000 571
9.80 10.00 10.20 10.40
266.3
ohr e ; .|.,..|Y7.,9.|...',. Jo11391 18112082 2322 29S| nsz 57.10  39.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #175516: Cyclopentanecarboxylic acid, 4-hexadecyl ester
97.0
69.0
000 410 9.80 10.00 10.20 10.40
m/z 55.10 27 .84%
o 125.0 169.0 200.0 224.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #176865: Oxalic acid, cyclohexylmethyl undecy! ester
97.0
55.0 9.80 10.00 10.20 10.40
5000 m/z 69.10 21.01%
199.0
o 29.0 7. 126.0 154.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #153168: Cyclopentanecarboxylic acid, 3-tetradecyl ester e e N Emas
69.0 97.0 9.80 10.00 10.20 10.40
41.0 m/z 43.10 19.71%
5000
1250 1550 196.0
o o R
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.80 10.00 10.20 10.40

8270-BF092218_.M Thu Oct 04 13:12:04 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9 unknownl10.23 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.23 73.51 ng 1534680 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 2-methyl... 198 C10H1402S 1000278-95-4 43
2 lIsoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 43
3 2H-Pvran-2-one. 5.6-dihvdro-6-pe... 168 C10H1602 054814-64-1 43
4 Succinic acid. di(l-cvclopentvle... 310 C18H3004 1000330-21-8 38
5 2-Thiopheneacetic acid, 2-butyl ... 198 C10H1402S 1000278-92-0 37
Abundance Scan 1384 (10.227 min): BF109558.D (-1381) (-) m/z 105.10 100.00%
106.1
5000
>t 10.00 10.20 10.40 10.60
79.1 } ) ) ) )
- .??r,h.’. .|.~|, R 471 12 : m/z 97.10 75.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59195: 2-Thiopheneacetic acid, 2-methylpropy! ester
97.0
5000 LRI BN SULEILN BN RS
57.0 1000 10.20 10.40 10.60
29.0 m/z 57.10 18.86%
' | | 142.0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2967: Isoxazole, 3,5-dimethyl-
97.0
" 10,00 10.20 10.40 10.60
5000 54.0 m/z 91.10 17.72%
wo |
0 .‘... S
m/z--> 25 Jo eb 85 160 150 110 160 180 200 220 250 2éo
Abundance #36406: 2H-Pyran-2-one, 5,6-dihydro-6-pentyl-
97.0 10.00 10.20 10.40 10.60
68.0 m/z 55.10 16.37%
5000 41.0
0 H ‘H ‘ \‘ 1 122 0 150 0
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 14'10 1('30 180 200 220 24'10 2('30 10 00 10. 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 10 Triallylmethylsilane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.28 41.16 ng 859336 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triallvimethvlsilane 166 C10H18Si 001112-91-0 64
2 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 50
3 Hept-2-ene. 2.4.4.6-tetramethvl- 154 C11H22 103982-58-7 50
4 Sulfurous acid. cvclohexvimethvl... 262 C13H2603S 1000309-21-5 50
5 Thiophene, 2-butyl- 140 C8H12S 001455-20-5 49

Abundance Scan 1393 (10.280 min): BF109558.D (-1391) (-) m/z 97.10 100.00%
97.1
57.1
5000
147.1 "alan a0 s anen
203.2 10.00 10.20 10.40 10.60
O ,“ . .-‘:',.'.|'??',3L.‘...',..191.7,.1...,.[.. A2 TR 20822063 1 s 57.10  60.39%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #35009: Triallylmethylsilane
97.0
5000 LN B UL SRR UL
43.0 125.0 10.00 10.20 10,40 10.60
m/z 105.10 58.49%
7LO|
obprorthe b A b aes0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #175516: Cyclopentanecarboxylic acid, 4-hexadecyl ester
97.0
69.0
10.00 10.20 10.40 10.60
m/ 83.10 37 .86%
5000 41.0 z 0
o 125.0 169.0 200.0 224.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #27087: Hept-2-ene, 2,4,4,6-tetramethyl- AR EREEE RS
97.0 10.00 10.20 10.40 10.60
m/z 55.10 35.17%
5000 55.0
154.0
0 36.0 | ‘776 | 1230 \
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.00 10.20 10,40 10.60

8270-BF092218_.M Thu Oct 04 13:12:06 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 11 Benzene, (1-pentylhexyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.35 44 .85 ng 936429 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-pentvlhexvI)- 232 C17H28 004537-14-8 91
2 Benzene. (l-ethvlnonvl)- 232 C17H28 004536-87-2 52
3 Benzene. (1l-ethvlbutvl)- 162 C12H18 004468-42-2 43
4 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 38
5 Benzene, (1-pentyloctyl)- 260 C19H32 004534-49-0 32
Abundance Scan 1405 (10.351 min): BF109558.D (-1401) (-) m/z 91.05 100.00%
91.0
5000
119.1
161.1
411 2322 10.00 10.20 10.40 10.60
M2 P -!|...,...1.41..1..,|-....,1?.9..1,.... 2883 Th/z 119.10  29.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87784: Benzene, (1-pentylhexyl)-
91.0
5000
10.00 10.20 10.40 10.60
41.0 161.0 m/z 161.10 20.08%
oy | 650 | 11905390 | 1890 2320
m/z--> 20 40 60 80 100 150 140 160 180 200 220 250 260
Abundance #87783: Benzene, (1-ethylnonyl)-
91.0
10.00 10.20 10.40 10.60
5000 119.0 m/z 105.10 19.41%
0 4]‘-\0 | 69.0 | | ol ! 16:\L -0 20\3 0 232 0
mz> 20 40 €0 80 100 150 140 140 180 200 230 230 260
Abundance #32241: Benzene, (1-ethylbutyl)-
91.0 10.00 10.20 10.40 10.60
m/z 92.05 8.53%
5000
119.0
162.0
ol 00 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.00 10.20 10.40 10.60

8270-BF092218_.M Thu Oct 04 13:12:10 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 12 Benzene, (1-butylheptyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.37 48.34 ng 1009330 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-butvlheptvI)- 232 C17H28 004537-15-9 91
2 Benzene. (1-butvloctvl)- 246 C18H30 002719-63-3 59
3 Benzene. (1l-butvlinonvl)- 260 C19H32 004534-50-3 53
4 Benzene. (l-butvlhexvl)- 218 C16H26 004537-11-5 50
5 1-Benzylazetidine 147 C10H13N 007730-39-4 50
Abundance Scan 1408 (10.369 min): BF109558.D (-1406) (-) m/z 91.10 100.00%
911
5000
175.2
411 1171 232.2 10.00 10.20 10.40 10.60
- .,.l'...,....,.|...,...|. 2002 0 2641 Tz 147.10  20.57%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87785: Benzene, (1-butylheptyl)-
91.0
5000

10.00 10.20 10.40 10.60
m/z 105.10 12.45%

147.0
o 41|0 65.0 119.0 | 175.0 2030 232.0
R e e o o o RARRRREREE S s SRR S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99246: Benzene, (1-butyloctyl)-
91.0
10.00 10.20 10.40 10.60
5000 m/z 175.20 11.64%
410 147.0
7T 690 | 1190 1890 246.0
O e e e e e e

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

Abundance #111010: Benzene, (1-butylnonyl)-

91.0 10.00 10.20 10.40 10.60

m/z 92.10 8.37%
5000
147.0
0 ‘ 4]‘-‘0 69.0 | 119 0 175.0 203.0 260.0
e e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.00 10.20 10.40 10.60

8270-BF092218_.M Thu Oct 04 13:12:10 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 13 Benzene, (1-propyloctyl)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.42 99.17 ng 2070440 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-propvloctvl)- 232 C17H28 004536-86-1 87
2 Benzene. (l-propvlheptvl)- 218 C16H26 004537-12-6 64
3 Benzene. (l-propvlnonvl)- 246 C18H30 002719-64-4 50
4 Benzene. (l-propvldecvl)- 260 C19H32 004534-51-4 45
5 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 43
Abundance Scan 1417 (10.421 min): BF109558.D (-1411) (-) m/z 91.10 100.00%
911
5000
133.1
41.1 189.2 232.2 10.20 10.40 10.60 10.80
0 2 .,?l??.l,...-.,...1?,1..1..,.... 2303 | 7z 133.10  29.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87786: Benzene, (1-propyloctyl)-
91.0
5000

10.20 10.40 10.60 10.80
133.0 m/z 105.10 21.78%

b 50 650 | 1120 | 1540 10890 2320
R e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75974: Benzene, (1-propylheptyl)-
91.0
10.20 10.40 10.60 10.80
5000 m/z 119.10 9.90%
133.0
ol 0 650 | | \ 1750 2180
IIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99250: Benzene, (1-propylnonyl)-
91.0 10.20 10.40 10.60 10.80
m/z 92.10 8.67%
5000
133.0
0 | 4]\-\0 65.0 \‘ nl \‘ 161.0 203 0 24\6 0
B R e R o o o AR ARERRE s a s s a s n s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 14 Benzene, (1-methyldodecyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.66 24 .34 ng 5793050 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 72
2 Phthalic acid. 4-methoxvphenvl 2._.. 376 C23H2005 1000315-58-2 43
3 Benzene. (l-methvlinonvI)- 218 C16H26 004537-13-7 43
4 Pentadecane. 2-phenvl- 288 C21H36 004534-66-1 40
5 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 38
Abundance Scan 1628 (11.663 min): BF109558.D (-1622) (-) m/z 105.10 100.00%
105.1
5000
260.2 1140 1160 1180 12.00
41.1 79.1 11.40 11.60 11.80 12.00
Obrrrrfirrrpere i e e e e rrebreesen || m/z 106.10  15.46%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111020: Benzene, (1-methyldodecyl)-
105.0
5000 L UL B SULRIN IS

11.40 11.60 11.80 12.00
m/z 260.20  10.71%

o 770 | 1470 1760 2170 2990
AR e e L R B o e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200520: Phthalic acid, 4-methoxyphenyl 2-phenylethyl ester
105.0
11.40 11.60 11.80 12.00
5000 m/z 119.10 10.28%
51270 500 790 | 1490 253.0
L B R A Ama B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75971: Benzene, (1-methylnonyl)- e  RRRaS B
105.0 11.40 11.60 11.80 12.00
m/z 91.10 8.27%
5000
218.0
ol A0 TEO| | 1310 1610 189.0 ]
R B e R EE I B E R e R A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00

8270-BF092218_.M Thu Oct 04 13:12:12 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 15 Benzene, (1-ethyldecyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.90 23.28 ng 5539580 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 72
2 Aziridine. l-phenvl- 119 C8HON 000696-18-4 59
3 Benzeneacetaldehvde. .alpha.-ethvl- 148 C10H120 002439-43-2 59
4 Benzene. (l-ethvloctvl)- 218 C16H26 004621-36-7 47
5 Benzene, [1-(chloromethylD)propyl]- 168 C10H13CI 064343-08-4 45
Abundance Scan 1668 (11.898 min): BF109558.D (-1664) (-) m/z 91.10 100.00%
91.1
5000
119.1
411 o 14711731  o15q 402 2743 40,0 11.60 11.80 12.00 12.20
Obprrrrfrrrmepre bbb e e e bbb rrooear e || M/z 119.10  30.09%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99243: Benzene, (1-ethyldecyl)-
91.0
5000 L BULIN UL UL UL
119.0 11/60 11.80 12.00 12.20
41.0 m/z 245.20 10.96%
o 65.0 | 147.0 1759  217.0 246.0
Al A A M i g
Abundance #9134: Aziridine, 1-phenyl-
91.0
1160 11:80 12,00 12.20
5000 m/z 92.10 9.17%
119.0
51.0
N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #22708: Benzeneacetaldehyde, .alpha.-ethyl- R e A AR
91.0 11.60 11.80 12.00 12.20
m/z 41.10 8.22%
5000 119.0
410 g5 148.0
OPMJHLN”MJLHHHHH.”.””.”.””.”.””.”w””.”w”. —
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11,60 11.80 12.00 12.20

8270-BF092218_.M Thu Oct 04 13:12:13 2018

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 16 Benzene, (1-methyltridecyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.10 61.72 ng 14689500 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvltridecvl)- 274 C20H34 004534-59-2 72
2 Benzene. (l-methvinonvI)- 218 C16H26 004537-13-7 47
3 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 47
4 Benzene. (2-ethenvl-1.4.4-trimet... 216 C16H24 074810-76-7 47
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 47
Abundance Scan 1702 (12 098 min): BF109558.D (-1691) (-) m/z 105.10 100.00%
105.1
5000
274.3 1180 1900 1990 1940
411 791 11.80 12.00 12.20 12.40
Obrrrprrrefirerprrdirbrr oo L 1611 20322322 | 30233303 | 757791 10 27.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122974: Benzene, (1-methyltridecyl)-
106.0
5000 LR SRR SN BN B
11,80 12.00 12.20 12.40
m/z 106.10 15.07%
0 410 76.0| | 131.0 161.0189.0217.0 2780
m/z--> ﬁo 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 320 |
Abundance #75972: Benzene, (1-methylnonyl)-
105.0
11.80 12,00 12.20 12.40
5000 m/z 274.30 12.22%
16.0 410 790, | 1330161.0189.0 200
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #87788: Benzene, (1-methyldecyl)-
105.0 11.80 12.00 12.20 12.40
m/z 104.10 7.19%
5000
o 770 | 147.0175.0 203.0 220
m/z--> %45&%mmmmmmmmnmmm%w&ﬁ' 11,80 12.00 12,20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 17 unknownl14.59 Concentration Rank 20

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

14.59 20.00 ng 2305530 Chrysene-di12 13.90

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophthalic acid. di(4-chloro-3-... 414 C22H16Cl1204 1000344-59-8 22
2 Silane. diethvlheptvloxv(2-hexvl... 302 C17H3802Si 1000363-50-2 16
3 1H-Indole. 2-(2"-furv)-3-phenvl- 259 C18H13NO 163064-82-2 14
4 Octahvydroxanthen-1.9-dione. 3.3.... 316 C20H2803 030038-63-2 14
5 1,4-Benzenediamine, N,N-dimethyl... 259 C13H13N303 126893-37-6 14
Abundance Scan 2126 (14.592 min): BF109558.D (-2123) (-) m/z 259.30 100.00%

259.3
119.1
5000{ 431
203.2 01.3
85.1 ‘ i \ T 400.4 14.20 14.40 14.60 14.80 15.00
ol ,J. il N N ,| (3583 |, 4424 7 573.30  94.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217122: Isophthalic acid, di(4-chloro-3-methylphenyl) ester
278.0
5000 AR BN B BRI B

14.20 14.40 14.60 14.80 15.00
m/z 119.10 68.87%

104.0
oL 500 | | 1420 18202179 414.0
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #146361: Silane, diethylheptyloxy(2-hexyloxy)-
278.0
s e A B S
14.20 14.40 14.60 14.80 15.00
5000 189.0 m/z 43.10 39.51%
91.0
550 | 1310 |
0Ly e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #110073: 1H-Indole, 2-(2-furyl)-3-phenyl- A B R e
259.0 14.20 14.40 14.60 14.80 15.00
m/z 133.10 35.93%
5000
5L 39.0 750 1140 1540 2020 |
m/z--> 50 100 150 200 250 300 350 400 14 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 18 unknownl14.89 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.89 70.65 ng 2416280 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-(1-decvlundecvIl)-1.4-... 400 C29H52 055373-91-6 27
2 Silane. dimethvl(4-heptvloxv)non... 316 C18H4002Si 1000347-60-4 22
3 Isophthalic acid. di(4-chloro-3-... 414 C22H16Cl1204 1000344-59-8 14
4 N-Methvlpiperidinol2.4-b.c11.2.3... 273 C18H27NO 1000128-54-7 14
5 3,3,6,6,9-Pentamethyl-3,4,5,6,7,... 288 C18H2403 019225-63-9 14
Abundance Scan 2177 (14.892 min): BF109558.D (-2172) (-) m/z 273.30 100.00%
278.3
119.1
5000
43.1
15.3
61.1 203.2 414.4 14.60 14.80 15.00 15.20
ol ,'l.ﬂg.'l. ,“ b r VL L 3T  TLT 4613 999 10 67.62%
m/z--> 100 150 200 250 300 350 400 450
Abundance #212434: Benzene, 2-(1-decylundecyl)-1,4-dimethyl-
119.0
5000 LRI SR SUILL SUMBULE UL
1460 14.80 15.00 15.20
43.0 2500 m/z 133.10 57 .53%
0 |, 830 | 150.0194.0 | 294.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158106: Silane, dimethyl(4-heptyloxy)nonyloxy-
273.0
1460 14.80 15.00 15.20
5000 m/z 259.25 42 .94%
201.0
750 1310
0 '?¥?'kh“'i" J'W"' 'ﬂ"' LN '?%%q LA UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217122: Isophthalic acid, di(4-chloro-3-methylphenyl) ester
273.0 14.60 14.80 15.00 15.20
m/z 43.10 34 .44%
5000
104.0
0500 | | 142018202170 ‘ 414.0
m/z--> 50 100 150 200 250 300 350 400 450 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 19 unknownl15.01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.01 39.56 ng 1353080 Perylene-di12 15.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-lodomethvl-3-(2-hvdroxvpropion... 376 C9H21104Si2 1000280-22-1 35

2 Tolcapone 273 C14H11NO5 134308-13-7 22

3 (1-Cvclohexvl-1H-benzoimidazol-5... 287 C16H21N302 1000310-00-5 20
4 Silane. diethvlbutoxy(2-decvloxv)- 316 C18H4002Si 1000363-44-4 16

5 1H-Indole-2,3-dione 147 C8H5NO2 000091-56-5 14
Abundance Scan 2197 (15.009 min): BF109558.D (-2193) (-) m/z 119.10 100.00%

119.1 287.3
43.1
5000
5.1
’EH 501 2312 4285 14,60 14.80 15.00 15.20 15.40
: 329.3 : : : : : :
ol b, 1951 773 m/z 287.30 87.89%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #200803: 1-lodomethyl-3-(2-hydroxypropionylmethyl)-1,1,3,3...
278.0

14.60 14.80 15.00 15.20 15.40
m/z 43.10 62.76%

5000

o 361.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121656: Tolcapone
119.0
273.0 R o RS B
14.60 14.80 15.00 15.20 15.40
5000 m/z 147.10 61.62%
182.0
0| | | 226.0
o pdrt e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #133716: (1-Cyclohexyl-1H-benzoimidazol-5-yl)carbamic acid... A B o
287.0 14.60 14.80 15.00 15.20 15.40
m/z 57.10 60.04%
177 0214.0
MY NS LR U N
m/z--> 50 100 150 200 250 300 350 400 450 14 60 14. 80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109558.D

Aca On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample : J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 20 unknownl5.21 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.21 49.58 ng 1695600 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
4-I2-(4-0x0-4H-benzold1l1.3Toxaz... 274 C17H10N202 1000297-20-9 42
2 Tolcapone 273 C14H11NO5 134308-13-7 30
3 Urea. 1-(3.5-dimethvl-I1.2.41tri... 273 C13H15N502 1000316-81-1 16
4 1-Bromo-1.4.4a.5.8.8a-hexahvdron... 212 C10H13Br 1000192-97-4 14
5 5-(p-Nitrophenoxymethyl)-3-(2-py... 315 C15H13N305 005234-12-8 14
Abundance Scan 2231 (15.209 min): BF109558.D (-2227) (-) m/z 119.10 100.00%
119.
s000] 431
| J85|'|1 501 217.2 3153 , 14.80 15.00 15.20 15.40 15.60
O bl : m/z 133.10 89.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #122822: 4-[2-(4-Oxo-4H-benzo[d][1,3]oxazin-2-yl)-vinyl]-b...
119.0
274.0
5000 1560 LIS B L B L L L L L LB
14'80 15.00 1520 15.40 15.60
75.0 229. m/z 273.30 65.87%
=4 LAl 00 11
0 I""I""f""I”"'""I""I""I""I"
m/z--> 100 150 200 250 300 350 400 450
Abundance #121656: Tolcapone
119.0
273.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 287.30 60.04%
182.0
0 ??O ‘ | 226.0
m/z--> 50 160 1%0 200 250 300 350 400 450
Abundance #121616: Urea, 1-(3,5-dimethyl-[1,2,4]triazol-4-yl)-3-(3-m... S e
119.0 14.80 15.00 15.20 15.40 15.60
m/z 43.10 50.85%
5000{ ,,
273.0
ol %7q |161.0197.0 240.0
m/z--> 5'0 1(')0 150 200 250 300 350 400 450 14'80 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100318\
Data File : BF109558.D

Acq On : 3 Oct 2018 20:29

Operator : JU/SJ

Sample - J5218-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 50.9 ng 929830 1 6.70 365363 20.0
Sulfurous acid, c... 8.52 21.8 ng 467011 2 7.99 428701 20.0
2-Hexyl-1-octanol 9.27 70.4 ng 1469410 3 9.73 417560 20.0
Benzene, (1-butyl... 9.88 37.3 ng 779534 3 9.73 417560 20.0
Benzene, (1-propy-.-.- 9.93 36.5 ng 761779 3 9.73 417560 20.0
Benzene, (l1-ethyl... 10.04 35.6 ng 744006 3 9.73 417560 20.0
Cyclopentanecarbo... 10.17 39.2 ng 817618 3 9.73 417560 20.0
unknown10.23 10.23 73.5 ng 1534680 3 9.73 417560 20.0
Triallylmethylsilane 10.28 41.2 ng 859336 3 9.73 417560 20.0
Benzene, (1-penty... 10.35 44.9 ng 936429 3 9.73 417560 20.0
Benzene, (1-butyl... 10.37 48.3 ng 1009330 3 9.73 417560 20.0
Benzene, (1-propy... 10.42 99.2 ng 2070440 3 9.73 417560 20.0
Benzene, (1-methy... 11.66 24_.3 ng 5793050 4 11.23 4759990 20.0
Benzene, (l1-ethyl... 11.90 23.3 ng 5539580 4 11.23 4759990 20.0
Benzene, (1-methy... 12.10 61.7 ng 14689500 4 11.23 4759990 20.0
unknown14 .59 14.59 20.0 ng 2305530 5 13.90 2305530 20.0
unknown14 .89 14.89 70.7 ng 2416280 6 15.30 683997 20.0
unknown15.01 15.01 39.6 ng 1353080 6 15.30 683997 20.0

6

unknownl15.21 15.21 49.6 ng 1695600 15.30 683997 20.0
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