LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082918\
Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X

Misc :

ALS Vial : 11 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-BF080818 .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 7.001 789 793 815 rBV 420036 697719 38.32% 2.971%
2 8.284 1007 1011 1022 rBV 760773 961196 52.78% 4.094%
3 9.001 1129 1133 1138 rBV 34059 53099 2.92% 0.226%
4 9.095 1146 1149 1153 rBV 39950 47856 2.63% 0.204%
5 9.295 1179 1183 1188 rBvV2 52133 72124 3.96% 0.307%
6 9.425 1201 1205 1208 rBv4 33252 41912 2.30% 0.178%
7 9.672 1243 1247 1249 rBv4 34736 52136 2.86% 0.222%
8 9.695 1249 1251 1255 rvv2 41443 44769 2.46% 0.191%
9 9.736 1255 1258 1260 rBV3 83847 72623 3.99% 0.309%
10 9.807 1266 1270 1275 rBv2 131696 235977 12.96% 1.005%
11 9.895 1282 1285 1287 rBvV2 82835 78011 4.28% 0.332%
12 9.942 1291 1293 1296 rVB3 96729 83126 4 _.56% 0.354%
13 9.983 1298 1300 1303 rBvV2 80487 104446 5.74% 0.445%
14 10.019 1303 1306 1307 rvv3 93115 87006 4.78% 0.371%
15 10.042 1307 1310 1315 rVB2 1051302 1020305 56.03% 4 .345%
16 10.207 1336 1338 1340 rBv2 69528 52906 2.91% 0.225%
17 10.236 1341 1343 1345 rvB2 68691 52935 2.91% 0.225%

18 10.442 1376 1378 1381 rVB2 163200 154704 8.50% 0.659%
19 10.483 1382 1385 1387 rBV 188715 196373 10.78% 0.836%
20 10.672 1412 1417 1420 rBV 365917 523097 28.73% 2.228%

21 10.936 1459 1462 1466 rBV 649837 706632 38.80% 3.009%
22 11.407 1538 1542 1544 rBV 585754 637439 35.01% 2.715%
23 11.466 1549 1552 1555 rVB 481479 446372 24.51% 1.901%
24 11.519 1558 1561 1563 rBV 554074 630404 34.62% 2.685%
25 11.548 1563 1566 1572 rVV2 1113562 1439814 79.07% 6.132%

26 11.613 1575 1577 1581 rBV 454131 431051 23.67% 1.836%
27 11.730 1594 1597 1599 rBV 811979 670941 36.84% 2.857%
28 11.754 1599 1601 1604 rVB 261463 250658 13.76% 1.068%
29 11.907 1623 1627 1630 rBV 2122096 1820994 100.00% 7.755%
30 11.977 1637 1639 1646 rVB 351732 338266 18.58% 1.441%

31 12.154 1667 1669 1672 rVB 302764 243395 13.37% 1.037%
32 12.324 1695 1698 1701 rBV 811376 663769 36.45% 2.827%
33 13.060 1821 1823 1825 rBV 234233 207823 11.41% 0.885%
34 13.271 1857 1859 1862 rVB2 367266 332605 18.27% 1.416%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082918\
Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X

Misc :

ALS Vial : 11 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\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.495 1894 1897 1899 rBV2 219110 215360 11.83% 0.917%

36 13.583 1910 1912 1916 rBV4 210569 291274 16.00% 1.240%
37 13.813 1949 1951 1953 rBV3 161759 165993 9.12% 0.707%
38 13.842 1953 1956 1959 rVV3 304605 340888 18.72% 1.452%
39 13.901 1961 1966 1972 rVV7 246829 496928 27.29% 2.116%
40 14.018 1984 1986 1992 rVB5 259899 342781 18.82% 1.460%

41 14.113 1999 2002 2003 rBV3 124636 131488 7.22% 0.560%
42 14.154 2006 2009 2010 rvv3 255829 249309 13.69% 1.062%
43 14.195 2014 2016 2021 rVB 945294 1076893 59.14% 4 _.586%
44 14.248 2023 2025 2026 rBV2 160924 130980 7.19% 0.558%
45 14.330 2036 2039 2044 rVB2 454965 558339 30.66% 2.378%

46 14.377 2044 2047 2050 rBV2 375321 429902 23.61% 1.831%
47 14.460 2056 2061 2062 rBV4 256750 333040 18.29% 1.418%
48 14.501 2066 2068 2072 rVvv2 381379 372752 20.47% 1.587%
49 14.560 2074 2078 2082 rVvv3 318331 432194 23.73% 1.841%
50 14.624 2086 2089 2095 rVB3 357028 486701 26.73% 2.073%

51 14.677 2095 2098 2101 rBV2 338469 409251 22.47% 1.743%
52 14.760 2109 2112 2116 rBV3 220946 297402 16.33% 1.267%
53 14.807 2118 2120 2126 rVB3 198358 256440 14.08% 1.092%
54 14.871 2127 2131 2135 rBV 278585 387886 21.30% 1.652%
55 14.948 2141 2144 2148 rVB2 266734 302287 16.60% 1.287%

56 15.007 2150 2154 2163 rVB2 227172 376466 20.67% 1.603%
57 15.089 2166 2168 2172 rBV3 65024 63690 3.50% 0.271%
58 15.218 2186 2190 2197 rVB 168109 241130 13.24% 1.027%
59 15.307 2201 2205 2209 rVV2 191330 242072 13.29% 1.031%
60 15.365 2213 2215 2227 rVB5 77732 126341 6.94% 0.538%

61 15.612 2254 2257 2266 rVB2 60627 90319 4._.96% 0.385%
62 15.712 2270 2274 2277 rVV 128320 199544 10.96% 0.850%
63 15.754 2277 2281 2290 rVB 467857 687821 37.77% 2.929%
64 16.189 2350 2355 2362 rVB 96636 174467 9.58% 0.743%

65 16.736 2443 2448 2455 rVB2 45376 85557 4_.70% 0.364%
66 17.383 2554 2558 2564 rVB7 18247 32791 1.80% 0.140%
Sum of corrected areas: 23480769
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082918\
BF108603.D

29 Aug 2018 14:38

Ju/sJ

J4621-10 100X

OILY-WATER

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Undecane, 3,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.67 10.25 ng 523097 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 81
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 80
3 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 76
4 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 76
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1417 (10.672 min): BF108603.D (-1412) (-) m/z 57.10 100.00%
51.1
5000
99. 10.40 10.60 10.80 11.00
o...-.U.'..I | A3711092 2202 | m/z 43.10 49.82%
m/z--> 50 100 150 200 250 300 350
Abundance #48868: Undecane, 3,5-dimethyl-
57.0
5000 LRI B BN U SR
10,40 10.60 10.80 11.00
0.0 m/z 71.10 40.74%
oL 210 1L L1, 15501880
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #205394: Silane, trichlorooctadecyl-
57.0
10,40 10.60 10,80 11.00
5000 m/z 41.10 25.25%
99.0
0zwlMJJ‘pwlﬁM%OMMﬂM3BM%O%M
m/z--> 50 100 150 200 250 300 350 '
Abundance #48893: Decane, 2,6,8—trimethy|— LI L L L N B
57.0 10.40 10.60 10.80 11.00
m/z 85.10 22 .19%
5000
0 J ‘ | JQ% 04 155. 01840
R A N | TTTr T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tridecane, 5-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.94 9.82 ng 706632 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 78
3 Undecane. 6-ethvl- 184 C13H28 017312-60-6 76
4 Heptacosane 380 C27H56 000593-49-7 64
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 62
Abundance Scan 1463 (10.942 min): BF108603.D (-1459) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 10.60 10.80 11.00 11.20
141.1 183.2
o.,....,'...|.,.."..,....',...".,.'...,...1.??.2..,....,?.1.3:,1...?7‘?‘.2..,.... m/z 71.10 64.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83031: Tridecane, 5-propyl-

57.0

5000

10,60 10.80 11.00 11.20
m/z 43.10 53.43%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
R RS man
10.60 10.80 11.00 11.20
5000 m/z 85.10 27 .75%
113.0
29.0 183.0
ol ot b g | sss01550 2250 2530
R B AL RAEREEE RS e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48842: Undecane, 6-ethyl- R SRR
57.0 10.60 10.80 11.00 11.20
m/z 41.10 25.06%
5000
29.0 850 1120
‘ ‘ 154.0
T N T 7 [ P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.41 8.85 ng 637439 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 87
5 Hexadecane 226 Cl16H34 000544-76-3 87
Abundance Scan 1543 (11.413 min): BF108603.D (-1538) (-) m/z 57.10 100.00%
57.1
5000 851
127.1 11.00 11.20 11.40 11.60 11.80
183.2
Obrre ..-,|-...|,..|'.-.,-:.'.=l|,. ek 2522393 2748 | Tnyz 71,10 61.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane
57.0
5000 AL SURRURR BN UL B
85.0 11,00 11.20 1140 11.60 11.80
29.0 m/z 43.10 40.90%
b Log ) JM30 1410 169.0 1960 2400
m/z--> 20 40 60 80 100 150 150 160 180 200 220 240 260 280 300
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
11.00 11.20 11.40 11.60 11.80
5000 m/z 85.10 36.13%
85.0
29.0
113.0
0 }‘ ‘ “ Lo 40 18?0‘ 2250 2530 282.0
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R e e e
57.0 11.00 11.20 11.40 11.60 11.80
m/z 55.10 27.27%
5000 85.0
0 L \1¥?0‘1410 1830 2110 239.0 267.0 2960
m/z--> 20 45 éo 80 160 120 140 160 180 200 220 240 260 280 300 11,00 11,20 1140 11.60 11.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082918\
BF108603.D

29 Aug 2018 14:38

Ju/sJ

J4621-10 100X

OILY-WATER

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Benzene, (1-methylundecyl)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.47 6.20 ng 446372 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvlundecvl)- 246 C18H30 002719-61-1 87
2 Benzene. (l-methvinonvI)- 218 C16H26 004537-13-7 59
3 Benzene. (l-methvlnonadecvl)- 358 C26H46 002398-66-5 53
4 Benzene. (1-methvldecvl)- 232 C17H28 004536-88-3 53
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 53

Abundance Scan 1553 (11.472 min): BF108603.D (-1549) (-) m/z 105.10 100.00%
105.1
5000
55.1 246.3 11,20 11.40 11.60 11.80
185.2
b Lyl 333 18922141 7" | w/z 97.10  13.63%
m/z--> 50 100 150 200 250 300 350
Abundance #99257: Benzene, (1-methylundecyl)-
106.0
5000 LI L UL S B
11.20 11.40 11.60 11.80
410 m/z 106.10 12.89%
ol . 790 | 1310161.0187.0 21802460
m/z--> 50 100 150 200 250 300 350
Abundance #75971: Benzene, (1-methylnonyl)-
106.0
11,20 11.40 11.60 11.80
5000 m/z 55.10 11.46%
oL L0 TR0 | 1310 161.0189.0 280
m/z--> 50 100 150 200 250 300 350
Abundance #189639: Benzene, (1-methylnonadecyl)- B
105.0 11.20 11.40 11.60 11.80
m/z 91.10 9.16%
5000
ol #0710 | | | 147.01750203.0231.0 301.0 358.0
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 : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Benzene, (l1-ethylundecyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.73 9.32 ng 670941 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 95
2 Benzene. (l-ethvinonvl)- 232 C17H28 004536-87-2 64
3 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 56
4 Hexane. 3.4-diphenvl- 238 C18H22 005789-31-1 53
5 Aziridine, l-phenyl- 119 C8HON 000696-18-4 53

Abundance Scan 1597 (11.730 min): BF108603.D (-1594) (-) m/z 91.10 100.00%
911
5000 119.1
41.1 1140 1160 1180 1200
147.1 m3%m 11.40 11.60 11.80 12.00
Obr e ot el e 221992 T A m/z 119.10  46.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111018: Benzene, (1-ethylundecyl)-
91.0
119.0 \. MA/\/\_J\_JM
5000 S DA AR RN SRR
11,40 11.60 11.80 12.00
410 m/z 41.10 12._.47%
' 231.0
o | ,690 | | 147.0 1750 2070 Lo 260.0
II"''I""I""I'"'I""I""IIIII SUEBISRAARBRERNBARN IIIII""III

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

m/z--> 20 40 60 80

Abundance #87783: Benzene, (1-ethylnonyl)-
91.0
R N R
11.40 11.60 11.80 12.00
5000 119.0 m/z 105.10 9.05%
| 41‘\0 | 69.0 | | | | 16:\L -0 20\3 0 232 0
Ot e e

100 120 140 160 180 200 220 240 260 280

Abundance

5000

41.0
| ,69.0

o

#99242: Benzene, (1-ethyldecyl)-
91.

0

119.0

| | 1470 1750 ZWOMM

11.40 11.60 11.80 12.00

m/z 231.25 8.52%

m/z--> 20 40 60 80

100 120 140 160 180 200 220 240 260 280

11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Benzene, (1-methyldodecyl)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.91 25.29 ng 1820990 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 93
2 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 80
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 80
4 Benzene. (1-methvlnonvl)- 218 C16H26 004537-13-7 72
5 1-Hexene, 3-methyl-6-phenyl-4-(1... 294 C21H260 1000194-52-4 53
Abundance Scan 1628 (11.913 min): BF108603.D (-1623) (-) m/z 105.10 100.00%
105.1
5000
411 79.1 260.3 11.60 11.80 12.00 12.20
Obrprrrrprrri e e i2od 10111881 21722878 4 Tm/z 106.10  12.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111020: Benzene, (1-methyldodecyl)-
106.0
5000

11.60 11.80 12.00 12.20
m/z 91.10 10.89%

o 77.0 126.0147.0168.0190.0 217.0238.0 2090
B e e e e H mie et F
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87787: Benzene, (1-methyldecyl)-
105.0
R R B REE T
11.60 11.80 12.00 12.20
5000 m/z 260.30 7.53%
0 410 790 | 126.0147.0 175.0 203.0 2320
e e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99254: Benzene, (1-methylundecyl)-
105.0 11.60 11.80 12.00 12.20
m/z 41.10 4 _.85%
5000
ol 40 790, | 147.0168.0  207.0 _ 246.0
e e e A e e T R REE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12. 00 12.20

8270-BF080818.M Thu Aug 30 12:31:36 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Benzene, (1-methyltridecyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.32 9.22 ng 663769 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvltridecvl)- 274 C20H34 004534-59-2 76
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 64
3 1-Hexene. 3-methvl-6-phenvl-4-(1... 294 C21H260 1000194-52-4 64
4 Benzene. (l-methvlnonvl)- 218 C16H26 004537-13-7 64
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 64
Abundance Scan 1697 (12.319 min): BF108603.D (-1695) (-) m/z 105.10 100.00%
10%.1
5000 __JL
411 791 274.3 12.00 12.20 12.40 12.60
Obprrrfierr e o o 2991 2892 ST 8163 Tn/z 106.10  14.03%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122974: Benzene, (1-methyltridecyl)-
106.0
5000 USRS ARSUAREE
12,00 12.20 12,40 12.60
m/z 91.10 11.16%
0 410 760 1310 161.0 1890 217.0 2780
miz-> 20 40 eb 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #99258: Benzene, (1-methylundecyl)-
106.0
12.00 12.20 12.40 12.60
5000 m/z 41.10 6.46%
55.0 79.0, | 147.0 1750 2040 24?0
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139789: 1-Hexene, 3-methyl-6-phenyl-4-(1-phenylethoxy)- R ERERE R EEE SRRy
105.0 12.00 12.20 12.40 12.60
m/z 43.10 5.66%
5000
0,270 51.0 770 | 133.0 1600 189 02120 2390 2790
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,00 12.20 12,40 12.60

8270-BF080818.M Thu Aug 30 12:31:36 2018 Page: 10



Library Search Compound Report

Data Path :

Data File : BF108603.D

Aca On : 29 Aug 2018 14:38
Operator : JU/SJ

Sample - J4621-10 100X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082918\

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl3.84 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.84 6.33 ng 340888 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isothiourea. 2-methvl-1-(2.4-dim... 260 C15H20N2S 1000267-73-5 18
2 3-Pvridinemethanol. _.alpha.-T3-T... 260 C16H24N20 1000337-80-3 18
3 Naphthol2.3-d1-1.2.3-triazin-4(3... 273 C17H11N30 019275-09-3 14
4 Sulfide. 2-(diphenvlphosphino)et... 260 C15H17PS 020859-51-2 14
5 2-Furancarboxamide, N-[2-[(cyclo... 316 C18H24N203 1000337-38-3 14
Abundance Scan 1956 (13.842 min): BF108603.D (-1953) (-) m/z 245.25 100.00%
57.1 245.3
85.1 117.1
5000
1360 13.80 14.00 14.20
0 m/z 57.10 94 _75%
m/z--> 50 100 150 200 250 300 350
Abundance #110839: Isothiourea, 2-methyl-1-(2,4-dimethylphenyl)-3-(1...
245.0
5000 R AN S SRR R
13.60 13.80 14.00 14.20
m/z 43.10 82.57%
41.0 77.0 117.0145.0  193.0
m/z--> 50 100 150 200 250 300 350
Abundance #110898: 3-Pyridinemethanol, .alpha.-[3-[bis(1-methylethyl...
245.0
1360 13.80 14.00 14.20
5000 m/z 259.30 54.91%
oL430 7801060 1410 1850
m/z--> 50 100 150 200 250 300 350
Abundance #121973: Naphtho[2,3-d]-1,2,3-triazin-4(3H)-one, 3-pheny!- e
45.0 13.60 13.80 14.00 14.20
m/z 71.10 53.76%
217.0
5000 213.0
114.0
7.0 142.0
0 |3?|0J‘ Il\ \AI ':L‘l'ulu‘u l‘l : |1|8?.0||‘| : '{l T s B e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF080818.M Thu Aug 30 12:31:40 2018

OILY-WATER

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9 unknownl13.90 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.90 9.23 ng 496928 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chromium. (.eta.-5-cvclopentadie... 245 C15H13Cr 1000158-73-9 16
2 6-Amino-2-(3-ethoxvbenzvl)-4-pvr... 245 C13H15N302 1000327-11-5 16
3 1.1.1.3.3-Pentaisopropvidisiloxane 288 C15H360Si2 1000306-57-8 16
4 Pvridine. 2-(4-bromomethviphenvl... 324 C12H9BrN202S 1000266-40-1 14
5 2,3-Dihydro-4-methoxy-6,7-methyl... 245 C13H11NO4 094521-55-8 14
Abundance Scan 1966 (13.901 min): BF108603.D (-1961) (-) m/z 245.30 100.00%
57.1 24 5.3
91.1
5000
287.3 SR
324.3 13.60 13.80 14.00 14.20
o 57.3 1005 777 57.10  83.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98184: Chromium, (.eta.-5-cyclopentadienyl)-(.eta.-6-naph...
117.0
520 245.0
5000 AN A BN B
13.60 13.80 14.00 14.20
m/z 43.10 64 .33%
ol p 850 4y 1680 2070 %
m/z--> 50 100 150 200 250 300 350 400
Abundance #98044: 6-Amino-2-(3-ethoxybenzyl)-4-pyrimidinol
245.0
110.0 13.60 13.80 14.00 14.20
5000 m/z 91.10 56.03%
68.0
161.0
e L L W WL WL WL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #134310: 1,1,1,3,3-Pentaisopropyldisiloxane )
245.0 13.60 13.80 14.00 14.20
m/z 117.10 54_.13%
5000
119.0
175.0
o .L|.89.0’ ‘xd‘h ‘\ LZOI%IdI ———— R BAS Rammma
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF080818.M Thu Aug 30 12:31:41 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 10 unknownl14.02 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.02  6.37ng 342781  Chrysene-d12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Undecen-3-ol. l-phenvl- 246 C17H260 104761-41-3 38

2 1.1.3.3-Tetramethyl-1.3-dioctvld... 358 C20H460Si2 018642-94-9 37
3 Benzene. 1.4-diethyvl-2-methvl- 148 C11H16 013632-94-5 32
1-(3-Methvlibutyl)-2.4.6-trimethy... 190 C14H22 016204-65-2 22

5 Benzamide, 4-ethyl-N-methallyl- 203 C13H17NO 1000340-34-6 18

Abundance Scan 1986 (14.018 min): BF108603.D (-1984) (-) m/z 133.10 100.00%
138.1
5000
315.3 372.4 13.80 14.00 14.20 14.40
0! m/z 119.10 64 .94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99200: 1-Undecen-3-ol, 1-phenyl-
138.0
5000 TT T T[T T T T [T T T T[T T TT[TT
0 91.0 13.80 14.00 14.20 14.40
5. m/z 57.10 53.97%
0 18. [ 1@7 0 203.0
- T 1 17T I L L I T T T T I L
m/z--> 50 100 150 200 250 300 350 400
Abundance #189372: 1,1,3,3-Tetramethyl-1,3-dioctyldisiloxane
133.0
T BARE mEEE S R
245.0 13.80 14.00 14.20 14.40
5000 m/z 43.10 50.06%
430 73.0 \
m/z--> 50 100 150 200 250 300 350 400
Abundance #22797: Benzene, 1,4-diethyl-2-methy!l- T
133.0 13.80 14.00 14.20 14.40
m/z 91.10 45 .04%
5000
91.0
39.0
0 N N
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40

8270-BF080818.M Thu Aug 30 12:31:42 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 11 unknownl1l4.33 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.33 10.37 ng 558339 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(3-Methvlbutv)-2.4.6-trimethv... 190 Cl14H22 016204-65-2 35
2 2.4(1H.3H)-Pvrimidinedione. 1-.b... 262 C9H11FN206 000131-06-6 22
3 1.3-Dioxolan-2-one. 4-methvl-5-m... 246 C15H1803 1000319-92-8 18
4 1-Bromo-1.4.4a.5.8.8a-hexahvdron... 212 C10H13Br 1000192-97-4 15
5 Benzamide, N-(3-chlorophenyl)-4-_._. 245 C14H12CINO 1000306-95-8 14
Abundance Scan 2039 (14.330 min): BF108603.D (-2036) (-) m/z 133.10 100.00%
338.1
5000
14.00 14.20 14.40 14.60
o} m/z 119.10 95.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53178: 1-(3-Methylbutyl)-2,4,6-trimethylbenzene
133.0
5000 LR SRR SO UL B
14.00 14.20 14.40 14.60
190.0 m/z 105.10 91.01%
53.0 QJE.OI ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #112784: 2,4(1H,3H)-Pyrimidinedione, 1-.beta.-D-arabinofur...
133.0
73.0 14.00 14.20 14.40 14.60
5000{ 430 m/z 57.10 69.19%
o “1w ‘ l 1730 2130 2620
m/z--> 50 100 150 200 ésd 300 350 400
Abundance #99078: 1,3-Dioxolan-2-one, 4-methyl-5-methylene-4-(2-meth... e A REEEEEaS
119.0 14.00 14.20 14.40 14.60
m/z 43.10 57.77%
5000
41.0
77.0
0 .t WNHLL.|LNM':.a5?9 2020 ??69 —— NN
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF080818.M Thu Aug 30 12:31:42 2018 Page: 14



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082918\
BF108603.D

29 Aug 2018 14:38

Ju/sJ

J4621-10 100X

OILY-WATER

11 Sample Multiplier: 1
Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 unknownl14.38 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.38 7.98 ng 429902 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-bromo-3-iodobutvIl)- 338 C10H12Brl 1000327-27-0 32
2 Phosphoric acid. 3-(1.1-dimethvl... 274 C12H1905P 094420-61-8 14
3 Pvrazole. 5-butvl-3-methvl-1-(4-... 259 C14H17N302 1000272-63-4 14
4 Benzene. 2-(1-decvlundecvl)-1.4-_... 400 C29H52 055373-91-6 14
5 Pyrido[2,3-b]pyrimido[4,5-d]thio... 259 C13H13N30S 327097-50-7 14
Abundance i Scan 2047 (14.377 min): BF108603.D (-2044) (-) m/z 259.30 100.00%
57. 105.1 259.3
5000
47.1 203.2 I I e
014 5,94 386.4 14.00 14.20 14.40 14.60
Ol it Ll ' m/z 57.10 97.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174741: Benzene, (1-bromo-3-iodobutyl)-
91.0 259.0
131.0
5000 U UL DL UL UL B
mmmmmmmm
m/z 105.10 78.51%
39.0 169.0 2110 340.0
obdped b b A4 A
m/z--> 50 100 150 200 250 300 350 400
Abundance #122244: Phosphoric acid, 3-(1,1-dimethylethyl)-4-hydroxyp...
259.0
14.00 14.20 14.40 14.60
5000 m/z 43.10 76.26%
410 77 0‘1ougjo‘ 149.0 185, 0 219.0
m/z--> 55 100 1éo 200 250 300 3%0 460
Abundance #109874: Pyrazole, 5- bUtyl 3- methyl 1- (4 nltrophEHyI)' T[T T T T[T T T T[T T T T[T T TTI T
259.0 14.00 14.20 14.40 14.60
m/z 273.30 70.41%
5000
216.0
41.0 TG'O 122.0  170.0 ‘
oL, W,‘“.”‘.J“.‘.',“.‘.H.‘l. : i | A e —— S
m/z--> 50 100 150 200 250 300 350 400 1400 1420 14.40 14.60

8270-BF080818.

M Thu Aug 30 12:31:43 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 13 unknownl1l4.50 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.50 6.92 ng 372752 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eraostane-3.12-diol. (3.alpha..5... 418 C28H5002 056052-70-1 12
2 Tolcapone 273 C14H11NO5 134308-13-7 12
3 5-Bromovaleric acid. 2.7-dimethy... 314 C15H23Br02 1000292-56-8 12
4 Cholesta-9(11).20(22)-dien-23-on... 414 C27H4203 037717-05-8 11
5 Chromium, (.eta.-5-cyclopentadie... 259 C16H15Cr 1000158-74-0 11
Abundance Scan 2068 (14.501 min): BF108603.D (-2066) (-) m/z 57.10 100.00%
571  105.1
5000
| ] 154 s 4004 T30 1940 1450 1450
ol b, : m/z 105.10 92.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218802: Ergostane-3,12-diol, (3.alpha.,5.beta.,12.alpha.)-
43.0
255.0
5000 L SRR B B B
81.0 14.20 14.40 14.60 14.80
m/z 43.10 75 .64%
0b— ,hm
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0 UL R B AR B
14.20 14.40 14.60 14.80
5000 m/z 119.10 66 .30%
182.0
o 65.0 0y 1 226.0
m/z--> 55 100 1%0 200 250 300 350 400
Abundance #155976: 5-Bromovaleric acid, 2,7-dimethyloct-7-en-5-yn-4-... A REEEEEaSEE
19.0 14.20 14.40 14.60 14.80
271.0 m/z 71.10 52 .05%
5000{ 41.0
77.0 52.0
0! ! \\ H 193.0 235.0 316.0
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF080818.M Thu Aug 30 12:31:44 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 14 unknownl4.56 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .56 8.03 ng 432194 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzhvdrazide. 4-nitro-N2-(5.5-d... 335 C15H17N306 1000263-98-3 30
2 lIsoxazole-3-carboximidamide. N"-_._.. 259 C13H13N303 263869-49-4 27
3 Tolcapone 273 C14H11NO5 134308-13-7 27
4 Benzamide. 4-methvIl-N-T2-(2-thie... 245 C14H15NOS 1000319-70-5 25
5 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 22
Abundance Scan 2078 (14.560 min): BF108603.D (-2074) (-) m/z 105.10 100.00%
57.1  105.1
273.3
5000
371.4 14.20 14.40 14.60 14.80
oL \ , I‘ ‘ I, 153 i m/z 119.10  99.90%
miz--> 50 100 150 200 250 300 350 400
Abundance #173032: Benzhydrazide, 4-nitro-N2-(5,5-dimethyl-1,2,4-tri...
57.0 119.0
5000 L S S BN UG
150.0 259.0 14.20 14.40 14.60 14.80
m/z 57.10 90.76%
290.0
ot B0l Ly L 200 | Y w0
miz--> 50 100 150 200 250 300 350 400
Abundance #109668: Isoxazole-3-carboximidamide, N'-(3-methylbenzoyloxy)
110.0
14.20 14.40 14.60 14.80
5000 m/z 43.10 71.52%
43.0
0 J . [830 | 150.0 188.0 226.0259.0
miz--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone R BE T
110.0 14.20 14.40 14.60 14.80
273.0 m/z 273.30 59.00%
5000
182.0
o ‘6?0 I ‘ 226.0
miz--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF080818.M Thu Aug 30 12:31:45 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 15 unknownl4.62 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.62 9.04 ng 486701 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-2-amine. 2.3-dihvdro- 133 C9H11N 002975-41-9 14
2 Thiocvanic acid. 1.1.3-trimethvl... 233 C14H19NS 1000293-27-7 14
3 Nonadecane 268 C19H40 000629-92-5 11
4 3.3.5.5-Tetramethvl-6-(4-methvl-... 288 C17H2004 1000297-36-4 11
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 11
Abundance Scan 2088 (14.618 min): BF108603.D (-2086) (-) m/z 57.10 100.00%
51.1
133.1
5000
T.l J 287.3
IR ISR AL B B
217.2 14.40 14.60 14.80 15.00
357.4
N .'.“,l. r L3k 20 BT M54 Ths77 43.10 0 68.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14780: 1H-Inden-2-amine, 2,3-dihydro-
133.0
5000 91.0 LR LS B U I
14,40 14.60 14.80 15.00
m/z 133.10 61.07%
51.0
otso v iubyltog oo oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #88345: Thiocyanic acid, 1,1,3-trimethyl-3-phenylbutyl ester
119.0
" 14.40 14.60 14.80 15.00
5000 m/z 71.10 53.50%
77.0
0 159'9 2330
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane R B R e ma
57.0 14.40 14.60 14.80 15.00
m/z 105.10 48.14%
5000
99.0
0 | \‘ H\] J J il 1410 1830 268.0
m/z--> 50 100 1&1,0 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 16 unknownl4.68 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.68 7.60 ng 409251 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 16
2 2-Acetviphenothiazine 5.5-dioxide 273 C14H11NO3S 1000257-40-5 14
3 Pvrazololl.5-alpvrimidine., 6.7-d... 273 C18H15N3 186956-30-9 11
4 6-tert-butvl-2.4-dimethvlphenol.... 274 C14H17F302 1000376-41-4 11
5 Pregnan-18-ol, (5.alpha.)- 304 C21H360 056053-09-9 11
Abundance Scan 2098 (14.677 min): BF108603.D (-2095) (-) m/z 57.10 100.00%
51.1
105.1 273.3
5000
14.40 14.60 14.80 15.00
Ob—tplt . m/z 43.10 89.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000 A ISR ML L SUNRE
14.40 14.60 14.80 15.00
182.0 m/z 273.30 77.39%
0 ‘6?0 L0y |, 2260
m/z--> 50 100 150 200 250 300 350 400
Abundance #121647: 2-Acetylphenothiazine 5,5-dioxide
278.0
14.40 14.60 14.80 15.00
5000 m/z 105.10 69.46%
43.0 230.0
79.0 139.0173.0
Ouul‘.i‘.‘”.‘.“l‘..“.‘.|‘.‘l.“.‘.\|..“..|E...|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance #122026: Pyrazolo[1,5-a]pyrimidine, 6,7-dihydro-2,5-diphenyl- L e
278.0 14.40 14.60 14.80 15.00
m/z 119.10 60.83%
5000
770 114.0
o200 7 || 1550 1960 2420
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

17 Propanamide, N-(l-ethyl-1,2_... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.87 7.20 ng 387886 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanamide. N-(l-ethvl-1.2.3.4-... 274 C17H26N20 063134-09-8 60
2 Tolcapone 273 C14H11NO5 134308-13-7 27
3 Benzamide. 4-methvIl-N-T2-(2-thie... 245 C14H15NOS 1000319-70-5 14
4 Benzamide. N-(3-chlorophenvl)-4-._. 245 C14H12CINO 1000306-95-8 14
5 Benzamide, N-(3-chlorophenyl)-3-... 245 C14H12CINO 1000307-11-4 14
Abundance Scan 2131 (14.871 min): BF108603.D (-2127) (-) m/z 119.10 100.00%
119.1
5000
014, . 004 14,60 14.80 15.00 15.20
o} : m/z 259.25 77 .10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122857: Propanamide, N-(1-ethyl-1,2,3,4-tetrahydro-2,2,4-...
259.0
5000 LN S B SULILE SULL
14.60 14.80 15.00 15.20
57.0 m/z 43.10 72 .94%
0 b Lg:li'o 1.23.0.}51?2. 1.2013.(.); M '
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
118.0
273.0 L e e RRRES R
14.60 14.80 15.00 15.20
5000 m/z 273.30 71.26%
182.0
o I Y 2260
L L L L L WL B WA
m/z--> 50 100 150 200 250 300 350 400
Abundance #98155: Benzamide, 4-methyl-N-[2-(2-thienyl)ethyl]-
119.0 14.60 14.80 15.00 15.20
m/z 57.10 66 .10%
5000
245.0
65.0
033941l | || 1650 2140
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 18 Pregnan-18-ol, (5.alpha.)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.01 10.95 ng 376466 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preanan-18-ol. (5.alpha.)- 304 C21H360 056053-09-9 56
2 Tolcapone 273 C14H11NO5 134308-13-7 22
3 6-Methvl-2-0x0-4.6-diphenvl-1.2.... 288 C19H16N20 016232-39-6 15
4 Benzene. (1.l1-dimethvlpropvl)- 148 C11H16 002049-95-8 11
5 2-l1sopropylthio-3H-phenothiazin-... 287 C15H13N0OS2 090712-90-6 11

Abundance Scan 2155 (15.012 min): BF108603.D (-2150) (-) m/z 57.10 100.00%

571  10b.1

5000
R e
‘ 3204 3713 70| 14.60 14.80 15.00 15.20 15.40
O ——thplir—iy m/z 105.10 99.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #148306: Pregnan-18-ol, (5.alpha.)-
67.0 278.0
109.0
5000 | BBNLLILI BN L L LB L
14.60 14.80 15.00 15.20 15.40
m/z 119.10 84.17%
. 203.0 2430 304.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0 EERE S R
14.60 14.80 15.00 15.20 15.40
5000 m/z 273.30 68.00%
182.0
65.0
0 ) | ], 1520 " 226.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #134621: 6-Methyl-2-oxo0-4,6-diphenyl-1,2,5,6-tetrahydro-py...
273.0 14.60 14.80 15.00 15.20 15.40
m/z 43.10 63.68%
5000
140. 0
L L ORI - SN I S
m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. 00 15 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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

OILY-WATER

Peak Number 19 unknownl5.22 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.22 7.01 ng 241130 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 38
2 Propanamide. N-(l-ethvl-1.2.3.4-_._._. 274 C17H26N20 063134-09-8 15
3 2.5-diisopropviphenol. trifluoro... 274 C14H17F302 1000376-41-2 15
4 Preanan-18-ol. (5.alpha.)- 304 C21H360 056053-09-9 11
5 o0-Cymene 134 C10H14 000527-84-4 11
Abundance Scan 2190 (15.218 min): BF108603.D (-2186) (-) m/z 119.10 100.00%
119.1 273.3
5000
' 15.00 15.20 15.40 15.60
0 m/z 273.25 84 _.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000
15.00 15.20 15.40 15.60
182.0 m/z 133.10 82.87%
L 50| | ase0 | 2260
m/z--> 5|0 1(|)O 15|O ZCI)O 25'30 3(|)O 3é0 4(|)O
Abundance #122857: Propanamide, N-(1-ethyl-1,2,3,4-tetrahydro-2,2,4-...
259.0
' 15.00 15.20 15.40 15.60
5000 m/z 105.10 68.56%
57.0
91.0 12 015?'0 20?-0
0:7‘ b b i Illitlnlhlhl ST S U NN | S N ——T ——T —
m/z--> 5|0 1(|)O 15|O 2CI)O Zé 3CI)O 3é0 4(|)O
Abundance #122441.: 2,5-diisopropylphenol, trifluoroacetate ester R EEREEREm
43.0 259.0 15.00 15.20 15.40 15.60
: m/z 43.10 64.91%
5000
91.0 217.0
J 145.0177 o ’ l
0IIwIH\IJIL\II\IMJIHJI\LLIMIItllll\l‘lwlil l|||||||||||||||| R ARE mEEE S R
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108603.D

Aca On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X Ryl
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 20 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.31 7.04 ng 242072 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 76
2 Octacosane 394 C28H58 000630-02-4 76
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 76
4 Hexacosane 366 C26H54 000630-01-3 76
5 Tetracosane 338 C24H50 000646-31-1 76
Abundance Scan 2206 (15.312 min): BF108603.D (-2201) (-) m/z 57.10 100.00%
57.1
5000
133.1 AN BN SN B
15.00 15.20 15.40 15.60
183.2
o ALl 2882 erassere | wj; 43.10  65.36%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LR L BRI SR BN

15.00 15.20 15.40 15.60
m/z 71.10 60.47%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
UL DR DU DU
15.00 15.20 15.40 15.60
5000 m/z 85.10 46.22%

113.0 169.0 225.0 281.0 337.0 394.0

IR R § BN RS A T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl- e EAREEEE L
7.0 15.00 15.20 15.40 15.60
m/z 41.10 24 .83%
5000

13.0
169.0 239 9 294.0 352.0

e M — e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082918\
Data File : BF108603.D

Acq On 29 Aug 2018 14:38

Operator : JU/SJ

Sample : J4621-10 100X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
Undecane, 3,5-dim... 10.67 10.3 ng 523097 3 10.04 1020310 20.0
Tridecane, 5-propyl- 10.94 9.8 ng 706632 4 11.54 1439810 20.0
Heptadecane 11.41 8.8 ng 637439 4 11.54 1439810 20.0
Benzene, (1-methy... 11.47 6.2 ng 446372 4 11.54 1439810 20.0
Benzene, (l1-ethyl... 11.73 9.3 ng 670941 4 11.54 1439810 20.0
Benzene, (1-methy... 11.91 25.3 ng 1820990 4 11.54 1439810 20.0
Benzene, (1-methy... 12.32 9.2 ng 663769 4 11.54 1439810 20.0
unknownl13.84 13.84 6.3 ng 340888 5 14.19 1076890 20.0
unknown13.90 13.90 9.2 ng 496928 5 14.19 1076890 20.0
unknownl14 .02 14.02 6.4 ng 342781 5 14.19 1076890 20.0
unknownl14 .33 14.33 10.4 ng 558339 5 14.19 1076890 20.0
unknownl14 .38 14.38 8.0 ng 429902 5 14.19 1076890 20.0
unknownl14 .50 14.50 6.9 ng 372752 5 14.19 1076890 20.0
unknownl14 .56 14.56 8.0 ng 432194 5 14.19 1076890 20.0
unknownl14 .62 14.62 9.0 ng 486701 5 14.19 1076890 20.0
unknownl14 .68 14.68 7.6 ng 409251 5 14.19 1076890 20.0
Propanamide, N-(1... 14.87 7.2 ng 387886 5 14.19 1076890 20.0
Pregnan-18-ol, (6... 15.01 10.9 ng 376466 6 15.75 687821 20.0
unknownl15.22 15.22 7.0 ng 241130 6 15.75 687821 20.0
Tetratetracontane 15.31 7.0 ng 242072 6 15.75 687821 20.0
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