LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 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-BF121418 .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 4.981 488 492 498 rBV 82415 95382 5.04% 0.390%
2 5.416 562 566 580 rVB 1621184 1653027 87.37% 6.754%
3 6.434 735 739 749 rBVY 2016041 1892015 100.00% 7.731%
4 6.563 757 761 770 rBVY 2068105 1767793 93.43% 7.223%
5 6.639 770 774 776 rVB2 30909 25068 1.32% 0.102%
6 6.792 797 800 804 rBVY 1270926 1018387 53.83% 4.161%
7 6.857 808 811 816 rBV5 16506 21969 1.16% 0.090%
8 6.951 823 827 830 rBVY 1709640 1347005 71.19% 5.504%
9 7.075 845 848 851 rVB3 17366 20592 1.09% 0.084%
10 7.192 865 868 871 rBV2 27926 25087 1.33% 0.103%
11 7.351 886 895 901 rBVY 1287160 1096365 57.95% 4.480%
12 7.398 901 903 906 rvVv 67897 58428 3.09% 0.239%
13 7.439 906 910 915 rVB6 21108 35459 1.87% 0.145%
14 7.569 927 932 936 rBV2 21745 34876 1.84% 0.143%
15 7.604 936 938 942 rVB2 25658 22410 1.18% 0.092%
16 7.722 956 958 962 rVvB4 21501 21677 1.15% 0.089%
17 8.075 1014 1018 1026 rBVY 1466393 1349160 71.31% 5.513%
18 8.145 1029 1030 1033 rVB 44163 29046 1.54% 0.119%
19 8.375 1061 1069 1072 rBV7 34791 42503 2.25% 0.174%
20 8.463 1081 1084 1088 rVvB4 27955 31751 1.68% 0.130%
21 8.504 1088 1091 1093 rBV 60005 56015 2.96% 0.229%
22 8.586 1101 1105 1108 rBV3 31565 34508 1.82% 0.141%
23 8.675 1117 1120 1123 rBV 95154 79695 4.21% 0.326%
24 8.775 1133 1137 1139 rBvV2 24815 27019 1.43% 0.110%
25 8.898 1154 1158 1161 rBvV2 24812 27381 1.45% 0.112%
26 8.963 1166 1169 1171 rBv4 18701 23981 1.27% 0.098%
27 9.039 1180 1182 1185 rVB2 23938 21893 1.16% 0.089%
28 9.104 1191 1193 1197 rVB2 62917 58178 3.07% 0.238%

29 9.151 1197 1201 1207 rBV 2125891 1738262 91.87% 7.102%
30 9.239 1212 1216 1220 rVV 124554 120313 6.36% 0.492%

31 9.422 1243 1247 1252 rVB6 21921 34404 1.82% 0.141%
32 9.492 1256 1259 1261 rBV2 41094 31939 1.69% 0.130%
33 9.516 1261 1263 1265 rVB 33525 24556 1.30% 0.100%

34 9.545 1265 1268 1270 rBV 162191 162946 8.61% 0.666%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 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\HPCHEM1\BNA F\METHODS\8270-BF121418_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.616 1277 1280 1283 rVB3 31391 38232 2.02% 0.156%
36 9.692 1290 1293 1298 rBV2 33559 49983 2.64% 0.204%
37 9.745 1298 1302 1304 rVv4 33906 40754 2.15% 0.167%
38 9.769 1304 1306 1311 rVB 118237 92810 4.91% 0.379%
39 9.833 1311 1317 1320 rBV 1188141 1187476 62.76% 4.852%
40 9.863 1320 1322 1327 rVB2 44016 46000 2.43% 0.188%
41 9.939 1332 1335 1340 rVB6 21309 25081 1.33% 0.102%
42 9.992 1342 1344 1348 rBV5 14697 21402 1.13% 0.087%
43 10.033 1348 1351 1354 rBV3 46894 40607 2.15% 0.166%
44 10.092 1359 1361 1365 rVB4 27070 24878 1.31% 0.102%
45 10.151 1369 1371 1373 rBV3 22351 21834 1.15% 0.089%
46 10.269 1388 1391 1394 rVB 115729 92149 4._.87% 0.377%
47 10.375 1407 1409 1411 rBV2 46358 41733 2.21% 0.171%
48 10.492 1426 1429 1431 rVB 61587 55062 2.91% 0.225%
49 10.539 1435 1437 1441 rVB5 24071 24031 1.27% 0.098%

50 10.616 1446 1450 1455 rBV 857110 776323 41.03% 3.172%

51 10.739 1469 1471 1473 rBV 122402 125796 6.65% 0.514%

52 10.951 1505 1507 1514 rVB7 27718 30733 1.62% 0.126%
53 11.080 1524 1529 1533 rBV6 19567 39214 2.07% 0.160%
54 11.186 1544 1547 1550 rBV 94721 93106 4.92% 0.380%
556 11.222 1550 1553 1558 rVB2 82220 95759 5.06% 0.391%

56 11.316 1565 1569 1571 rBV 1083492 958018 50.63% 3.914%
57 11.333 1571 1572 1576 rVV 250134 220529 11.66% 0.901%

58 11.386 1579 1581 1585 rVB 72506 65318 3.45% 0.267%
59 11.616 1618 1620 1623 rVB 81177 53451 2.83% 0.218%
60 11.716 1633 1637 1643 rVB 341979 328996 17.39% 1.344%
61 11.774 1645 1647 1649 rBV3 23491 21699 1.15% 0.089%
62 11.845 1656 1659 1663 rBV 181815 139289 7.36% 0.569%
63 11.927 1670 1673 1675 rBV 75681 78961 4.17% 0.323%
64 12.021 1686 1689 1692 rBV 87755 73533 3.89% 0.300%
65 12.245 1725 1727 1728 rBV2 37098 28148 1.49% 0.115%
66 12.304 1733 1737 1741 rBV5 40999 74945 3.96% 0.306%
67 12.369 1745 1748 1750 rBV 61065 62008 3.28% 0.253%

68 12.398 1750 1753 1755 rBV 1131776 1004389 53.09% 4.104%
69 12.421 1755 1757 1760 rVB 989756 746004 39.43% 3.048%
70 12.504 1768 1771 1773 rBV 172429 164906 8.72% 0.674%
71 12.527 1773 1775 1778 rVB 378126 298948 15.80% 1.221%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 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\HPCHEM1\BNA F\METHODS\8270-BF121418_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.627 1790 1792 1796 rBV5 49098 57745 3.05% 0.236%
73 12.751 1809 1813 1816 rBV 329518 355959 18.81% 1.454%
74 12.780 1816 1818 1821 rVB 99996 91132 4.82% 0.372%

75 12.898 1835 1838 1848 rVB 1524710 1314323 69.47% 5.370%

76 13.139 1877 1879 1884 rVB3 102979 118502 6.26% 0.484%
77 13.480 1935 1937 1941 rBV 112757 111327 5.88% 0.455%
78 13.763 1982 1985 1987 rBV2 118039 120688 6.38% 0.493%
79 13.810 1991 1993 1996 rVB 170473 145512 7.69% 0.595%
80 13.951 2013 2017 2020 rBV2 915836 1027806 54.32% 4._.200%

81 14.127 2045 2047 2051 rVB 223818 169430 8.96% 0.692%
82 14.433 2097 2099 2101 rVB 175068 126290 6.67% 0.516%
83 15.398 2259 2263 2266 rBV 447258 524428 27.72% 2.143%

Sum of corrected areas: 24474337
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF121418\

BF111440.D

15 Dec 2018 1:07

JussJ

J6374-03 2X

26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF111440.D
6.48,56
2000000
6.95
5.42
1500000
6.79 7.35
1000000
500000
4.98 E j.
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: BF111440.D
9|15
2000000
12.90
1500000 8.07
4
9.83 ]12’4&
11.32
1000000
12.5312.75
500000 260 1h 7 13.14
47[12.6
%’-\58.@ 5% 78 9084
(O L B e e — T — — — — — ——
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111440.D
2000000
13.95
1500000
1000000
500000
01— ——— — — — — ——— — T —
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknown6.56 Concentration Rank 1

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

6.56 34.72 ng 1767790 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 760 (6.557 min): BF111440.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
SRR U SRR
400 540 ‘ %.1 6.20 6.40 6.60 6.80
..,....,....,...!,“.'...,!!..,::.-.|,..':.?.3.9.,..!.,.':..,1.1.4..9,...., - m/z 68.10 45.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LU SR S I
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.34%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 29.21%
41.0 97.0
53.0
‘ ‘ 20.0 117.0
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘:::luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R L B e o
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.69%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Hexadecane Concentration Rank 14

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

9.24 2.03 ng 120313 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Undecane 156 C11H24 001120-21-4 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Dodecane 170 C12H26 000112-40-3 80
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72

Abundance Scan 1216 (9.239 min): BF111440.D (-1212) (-) m/z 57.05 100.00%
57.0
5000
3910 1131 1371 9.00 9.20 9.40 9.60
. ool m/z 43.05 83.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
5000 BN RE SE LRE
9.00 9.20 9.40 9.60
29.0 m/z 71.05 50.52%
I 1130 1410 169.0 226.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220
Abundance #28421: Undecane
57.0
" 9.00 9.20 940 9.60
5000 m/z 41.10 40.66%
85.0
29.0
“ ‘ \‘ \‘ 1l 113 0 156 0
miz--> "'z"""""éo""éo"'idd"izc')"iid"iec')"isé"éc')é"ééé'"
Abundance #48835: Tridecane Rm e R
57.0 9.00 9.20 9.40 9.60
m/z 85.05 29.77%
5000
85.0
29.0
\‘ ‘ H l m 113 0 141 0 184 0
m/z--> ' ' éo éo 160 120 140 160 180 260 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.63 ng 125796 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetradecane 198 C14H30 000629-59-4 81
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 72
4 Decane. 3-bromo- 220 C10H21Br 030571-71-2 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 1471 (10.739 min): BF111440.D (-1469) (-) m/z 57.10 100.00%
57.1
5000
4101 85.1
]_]_3 1 168 1183 0 10.40 10.60 10.80 11.00
et MO0 W TI80 L a7 43,10  74.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
5000 AU RAREE
85.0 10 40 10. 60 10 80 11.00
410 m/z 71.05 52.53%
20.0 Ly , 1130 14101560 1840
m/z--> 20 40 éo 85 160 150 150 160 1éo 260
Abundance #59879: Tetradecane
57.0
10.40 10.60 10.80 11.00 |
5000 85.0 m/z 85.10 35.10%
41)0
26,0 ‘ LA 1130 1410  1g90 1980
mzs> B o e B ab 30 o 1o 10 s
Abundance #38325: Undecane, 5-methyl- AL i o B
43.0 10.40 10.60 10.80 11.00
m/z 41.10 32.00%
5000 71.0
112.0
270 || | 860 ) 1410 170.0
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 10 40 10. 60 10 80 11. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.72 6.87 ng 328996 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 96
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1638 (11.722 min): BF111440.D (-1633) (-) m/z 74.00 100.00%
74.0
5000 M1
|“| Wl 10 ame T w22 i a1 oo
||||||I|I|I||III '”Il“"”'""ll|"'.lluuu'l||'='|||||||I||||||||=||I|"|||||||||| m/z 87_00 74_17%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000
43.0 11.40 11.60 11.80 12.00
143.0 m/z 41.10 39.25%
| ‘.|| | 2010 ] 1710 199.0 2270 270.0
I 00 Sl 0 Y Y Y PR R e et st il
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11,60 11.80 12,00
5000 43.0 m/z 43.10 35.69%
L M\ \\‘ \\97\91170 14?0 1850 2270 270.0
miz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate e A REEEEEasS
74.0 11.40 11.60 11.80 12.00
m/z 55.05 35.09%
5000
43.0
| 1] 11000110430 171 1890, 2420
m/z--> 2'0 40 6|0 80 100 120 140 160 180 200 220 24'10 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 n-Decanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.85 2.91 ng 139289 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 83
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
4 Tetradecanoic acid 228 C14H2802 000544-63-8 41
5 Pentadecanoic acid 242 C15H3002 001002-84-2 41

Abundance Scan 1660 (11.851 min): BF111440.D (-1656) (-) m/z 43.10 100.00%
431
731 192.1
5000
" 1160 11.80 12.00 12.20
m/z 73.10 81.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39473: n-Decanoic acid
6d.0
5000 129.0
11.60 11.80 12.00 12.20
290 87.0 m/z 55.05 76.33%
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #54737: Anthracene, 9-methyl-
192.0
" 1160 11.80 12.00 12.20
5000 m/z 192.10 74.63%
96.0
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #107547: n-Hexadecanoic acid
430 73.0 11.60 11.80 12.00 12.20
m/z 60.00 65.47%
5000
129.0
256.0
L] H‘ ' 157.0 1850 2130
m/z--> "55" Ed' '55 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.40 20.97 ng 1004390 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 95

Abundance Scan 1753 (12.398 min): BF111440.D (-1750) (-) m/z 67.10 100.00%

67.1

41.0
5000

12.00 12.20 12.40 12.60 12.80

123.1
150.1 1781 206.1 9331 263.3 2043

o} m/z 81.05 82.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

12.IOO 12!20 12.I4O 12.I60 12.I80
m/z 55.10  77.58%

5000

123.0 149.0 41780 262.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0 .

12.00 12.20 12.40 12.60 12.80
m/z 41.05 65.32%

5000

123.0 150.0

178.0 223.0 263.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester R B R R Ema R
67.0 12.00 12.20 12.40 12.60 12.80

m/z 95.10 55.36%

5000

123.0 1500 263.0 294.0

178.0 220.0
R e o e Sa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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

| T T I T T
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40

Peak Number 9 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.14 2.31 ng 118502 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octacosane 394 C28H58 000630-02-4 83
3 Hexadecane 226 C16H34 000544-76-3 81
4 Tetradecane 198 C14H30 000629-59-4 81
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 1879 (13.139 min): BF111440.D (-1877) (-) m/z 57.10 100.00%
57.1
5000
BL 1 1091 25 ) g0, 12180 13,00 13.20 1340
SR N N0 0 VWi PR GONEN 1 NS oo m/z 71.10 76.76%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 NN SRR R
12.80 13.00 13.20 13.40
99.0 m/z 43.10 73.56%
710 | 4 47°, 3410 1830 z2so 20
m/z--> 55 160 1éo 260 250 360 3éo '
Abundance #209566: Octacosane
57.0
12:80 13.00 13.20 13.40
5000 m/z 85.05 45 .84%
99.0
27,0 h |y, 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1éo 260 250 360 350 '
Abundance #83023: Hexadecane e
57.0 12.80 13.00 13.20 13.40
m/z 41.10 33.85%
5000
zqow [ o0 141.0 183.0 226.0
HERELL
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.48 2.17 ng 111327 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 83
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78

Abundance Scan 1937 (13.480 min): BF111440.D (-1935) (-) m/z 57.10 100.00%

5000 M

13.1 169.1 230.2p78.3 339.1 n/ ;3 204%3,3 4fol 250 528%3%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane

5000 L IMLLELE e e
13 20 13 40 13. 60 13. 80

m/z 71.10 51.40%

13.0 169.0 225.0 281.0 337.0 394.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241528: Tetratetracontane
57.0
R EERERE SRS R
13.20 13.40 13.60 13.80
5000 m/z 85.10 37.97%
13. O
‘ ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
e A e e T T T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane N B EE
57.0 13.20 13.40 13.60 13.80
m/z 41.10 26.60%
5000
13. O

/169.0 225 0 281. 0 337.0 393.0 449.0 506.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13 20 13 40 13. 60 13. 80

8270-BF121418.M Mon Dec 17 11:31:07 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Norgestrel Concentration Rank 11

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

13.76 2.35 ng 120688 Chrysene-di12 13.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Noraestrel 312 C21H2802 006533-00-2 92

2 Ethisterone 312 C21H2802 000434-03-7 91

3 Tricvclol5.2.1.0(2.6)1decane. 3-... 224 C17H20 1000150-37-1 59
4 Cvclohexanone. 2-ITbis(phenvimet... 383 C27H29NO 094318-25-9 25

5 Androst-4-en-3-one, 4-chloro-17-... 322 C19H27CI02 001093-58-9 18

Abundance Scan 1985 (13.763 min): BF111440.D (-1982) (-) m/z 91.10 100.00%
91.1

L

117.1 e
207.1 ' ' '
65.0 I 1340 1360 13.80 14.00
) 145.1 175.1 39.1265.0 302.2
0L 32 et ol ASL 2O | §301265.0 8022 3402 | “n/z 117.05  21.49%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155010: Norgestrel

91.0
245.0 vadmmwad

13.40 13.60 13.80 14.00
m/z 207.10 12.31%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155012: Ethisterone
91.0

124.0

55.0 s120 13.40 13.60 13.80 14.00

5000 ' 12. m/z 194_10 9.50%
229.0

149.0 189.0

279.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #81277: Tricyclo[5.2.1.0(2, 6)]decane 3-methylene-4-phenyl- R e EEmE
167.
141.01

91.0 13.40 13.60 13.80 14.00

m/z 229.10 7.10%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00

8270-BF121418.M Mon Dec 17 11:31:07 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 12 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.83 ng 145512 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heneicosane 296 C21H44 000629-94-7 93
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 93
4 Hexadecane. l1l-chloro- 260 C16H33ClI 004860-03-1 93
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 87
Abundance Scan 1993 (13.810 min): BF111440.D (-1991) (-) m/z 57.10 100.00%
5%.1
5000
o7t 1340 13.60 13.80 14.00 14.20
127 2155.2 209.1 . . : : : :
d garaees 2091 2482 2862314131213742  Lao 43 10 74. 05%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 AR AR SRR U B
85.0 1340 13.60 13.80 14.00 14.20
m/z 71.10 55.97%
240\ I i ﬂl 1550 197.0 239.0 281.0  338.0
m/z--> 56 1 o 1%0 260 2éo 360 3éo
Abundance #141424: Heneicosane
57.0
13.40 13.60 13.80 14.00 14.20
5000 85.0 m/z 85.10 41.87%
20| | | ﬂ130 1550 197.0 239.0268,0296.0
m/z--> B "50' ' 100" ' iéo 560" ' 550" ' 560" ' Séo"
Abundance #134595: Octadecane, 1-chloro- A EEE TS
57.0 13.40 13.60 13.80 14.00 14.20
m/z 55.10 34.72%
5000 85.0
27J°‘ 1 }’ Jﬁﬁ?‘o‘ 147.01750_217.0 250.0288.0
m/z--> 50 1 150 200 25'30 3(')0 3&'30 13. 40 13. 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111440.D

Aca On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.13 3.30 ng 169430 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
2 Nonadecane 268 C19H40 000629-92-5 64
3 Heneicosane 296 C21H44 000629-94-7 45
4 1-Chloroeicosane 316 C20H41ClI 042217-02-7 45
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 43
Abundance Scan 2047 (14.127 min): BF111440.D (-2045) (-) m/z 57.10 100.00%
51.1
91.1
5000 129.1 2071
175.1 13:80 14.00 14.20 14.40
I by 1, 23012681 8133 893 1 .57 91.10  63.10%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
51.0
5000 LR UL I B B

13.80 14.00 14.20 14.40
m/z 71.10 60.10%

99.0
|. | Ly 1410 1830 2390  296.0
A
m/z--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane
57.0
I A RREEE SRR EE S
13.80 14.00 14.20 14.40
5000 m/z 43.10 51.71%
268.0
27‘.0 LT 14101690 2110
| | p | | J |
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane B A e R
57.0 13.80 14.00 14.20 14.40
m/z 129.10 41.84%
5000
99.0
27‘ “ L 114101690 211.0 253.0 2960
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14 20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121418\
Data File : BF111440.D

Acq On : 15 Dec 2018 1:07

Operator : JU/SJ

Sample : J6374-03 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_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 .56 6.56 34.7 ng 1767790 1 6.79 1018390 20.0
Hexadecane 9.24 2.0 ng 120313 3 9.83 1187480 20.0
Tridecane 10.74 2.6 ng 125796 4 11.32 958018 20.0
Hexadecanoic acid... 11.72 6.9 ng 328996 4 11.32 958018 20.0
n-Decanoic acid 11.85 2.9 ng 139289 4 11.32 958018 20.0
9,12-Octadecadien... 12.40 21.0 ng 1004390 4 11.32 958018 20.0
Nonadecane 13.14 2.3 ng 118502 5 13.95 1027810 20.0
Octacosane 13.48 2.2 ng 111327 5 13.95 1027810 20.0
Norgestrel 13.76 2.4 ng 120688 5 13.95 1027810 20.0
Tetracosane 13.81 2.8 ng 145512 5 13.95 1027810 20.0
Heptadecane, 2,6,... 14.13 3.3 ng 169430 5 13.95 1027810 20.0
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