LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109401.D
Aca On : 27 Sep 2018 21:28 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 2.440 55 60 66 rBv 71027 104258 4_.97% 0.484%
2 4.899 475 478 487 rBV 59063 75256 3.59% 0.349%
3 5.316 545 549 553 rBY 1778097 1813757 86.51% 8.414%
4 6.345 719 724 727 rBV 1911777 1932611 92.18% 8.966%
5 6.475 742 746 750 rBVY 2149978 1946202 92.83% 9.029%
6 6.704 782 785 789 rBV 739316 641469 30.60% 2.976%
7 6.863 808 812 815 rBVY 1894812 1531394 73.04% 7.105%
8 7.269 876 881 884 rBVY 1319157 1213218 57.87% 5.628%
9 7.934 991 994 999 rBV 36428 33775 1.61% 0.157%
10 7.987 999 1003 1009 rBV 992975 792596 37.80% 3.677%

11 9.063 1182 1186 1189 rBV 2529697 2096628 100.00% 9.727%
12 9.457 1249 1253 1256 rBV 765517 578563 27.59% 2.684%
13 9.598 1274 1277 1283 rVB 35601 29608 1.41% 0.137%
14 9.739 1297 1301 1304 rBV 848407 785065 37.44% 3.642%
15 10.522 1430 1434 1439 rBV 1126792 1030373 49.14% 4._.780%

16 11.216 1548 1552 1554 rBV 711080 675827 32.23% 3.135%
17 11.233 1554 1555 1558 rvVv 155977 116550 5.56% 0.541%

18 11.286 1561 1564 1568 rVB 45853 37567 1.79% 0.174%
19 11.457 1586 1593 1601 rBV3 35073 80836 3.86% 0.375%
20 11.716 1634 1637 1639 rBV 52080 45436 2.17% 0.211%
21 11.751 1639 1643 1647 rVV2 122958 140251 6.69% 0.651%
22 11.822 1652 1655 1658 rVvVv 70877 76781 3.66% 0.356%
23 11.845 1658 1659 1664 rVB 41013 28571 1.36% 0.133%
24 12.027 1688 1690 1697 rVB2 30244 32027 1.53% 0.149%
25 12.263 1726 1730 1733 rBV 53787 62122 2.96% 0.288%
26 12.345 1741 1744 1748 rVB2 27925 33223 1.58% 0.154%

27 12.422 1753 1757 1760 rBV 262895 246426 11.75% 1.143%
28 12.645 1789 1795 1798 rBV 315324 290289 13.85% 1.347%
29 12.704 1803 1805 1809 rVB3 24163 25733 1.23% 0.119%
30 12.792 1817 1820 1824 rVV 1673039 1582241 75.47% 7.340%

31 12.827 1824 1826 1829 rVB 85738 68313 3.26% 0.317%
32 12.869 1829 1833 1836 rBV2 37075 47366 2.26% 0.220%
33 12.951 1844 1847 1849 rBvV4 23951 30354 1.45% 0.141%
34 12.974 1849 1851 1855 rVB 57707 53141 2.53% 0.247%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109401.D
Aca On : 27 Sep 2018 21:28 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.039 1857 1862 1865 rBV 55743 61778 2.95% 0.287%
36 13.080 1865 1869 1872 rVVv2 49725 50509 2.41% 0.234%
37 13.169 1881 1884 1887 rVB 41518 32393 1.55% 0.150%
38 13.198 1887 1889 1893 rVB 41714 34043 1.62% 0.158%
39 13.380 1917 1920 1925 rVB3 30011 38211 1.82% 0.177%
40 13.480 1934 1937 1941 rVB2 29913 42109 2.01% 0.195%
41 13.586 1951 1955 1958 rBV3 41426 62139 2.96% 0.288%

42 13.710 1973 1976 1982 rBV2 96141 126543 6.04% 0.587%
43 13.839 1993 1998 2001 rBV 898516 907958 43.31% 4.212%

44 13.863 2001 2002 2005 rVB 156125 90749 4_.33% 0.421%
45 14.021 2027 2029 2032 rVB3 34420 30340 1.45% 0.141%
46 14.257 2067 2069 2073 rBV 29689 27196 1.30% 0.126%
47 14.321 2077 2080 2082 rBV3 64842 64807 3.09% 0.301%
48 14.345 2082 2084 2086 rBV2 36870 34826 1.66% 0.162%
49 14.621 2128 2131 2133 rBVY 43171 39811 1.90% 0.185%

50 14.686 2139 2142 2147 rVB 184106 181320 8.65% 0.841%

51 14.751 2150 2153 2158 rVB 164252 166414 7.94% 0.772%
52 14.845 2166 2169 2176 rVB 116823 198036 9.45% 0.919%
53 14.933 2181 2184 2187 rVV2 101796 105841 5.05% 0.491%
54 14.968 2187 2190 2198 rVB5 58937 116461 5.55% 0.540%

55 15.121 2214 2216 2222 rVB 85481 97945 4.67% 0.454%
56 15.180 2223 2226 2230 rVB 79106 89306 4.26% 0.414%
57 15.239 2232 2236 2240 rBV 392596 448278 21.38% 2.080%
58 15.468 2272 2275 2278 rVB 65871 73552 3.51% 0.341%

59 15.686 2308 2312 2317 rBV2 111918 156777 7.48% 0.727%

Sum of corrected areas: 21555169
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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

Abundance TIC: BF109401.D
2500000

6.47

2000000 6.35 6.86
5.32

1500000
7.27

1000000
6.70

500000

o | ul
0 A A

T T T — T L e LA e e s e e EESL A o s
Time--> 2.50 3.00 3.50 4.00 4.50

T T
5.00 5.50 6.00 6.50 7.00

Abundance TIC: BF109401.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 Methyl methacrylate Concentration Rank 11

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

2.44 3.25 ng 104258 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl methacrvlate 100 C5H802 000080-62-6 80
2 2-Butenoic acid. methvl ester. (2)- 100 C5H802 004358-59-2 80
3 2-Propenoic acid. 2-methvl-. 2-h... 144 C7H1203 000923-26-2 56
4 2-Butenoic acid. methvl ester. (E)- 100 C5H802 000623-43-8 53
5 Methyl 3-butenoate 100 C5H802 003724-55-8 50

Abundance Scan 60 (2.440 min): BF109401.D (-55) (-) m/z 41.10 100.00%
41.1
69.1
5000
100.0 e
59.0 85.0 220 240 2.60 2.80
Obrrprrrrprrrr b bty el e || M/ 69.10  68.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3681: Methyl methacrylate
41.0
69.0
5000 SSRGS
100.0 220 240 2.60 2.80
15.0 m/z 39.00 53.22%
29.0 59.0 85.0
R I R R B I N AR AR RaRA) BARA AR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3751: 2-Butenoic acid, methyl ester, (2)-
69.0
410 25 240 2bo 280
5000 100.0 m/z 100.00 23.61%
29.0 59.0 85.0
0'w'“'w“”H““”l“'w“”n“'ﬁ“'w'“'w'“F”'w'“'w'“l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20721: 2-Propenoic acid, 2-methyl-, 2-hydroxypropy!| ester L B L B N mam
69.0 220 240 2.60 2.80
41.0 m/z 99.10 15.45%
5000
310 58.0 o 100.0
0 150 | ‘ ‘ ! ‘ “ ‘ “H I ‘ ! ‘.\ ‘ 1130 1290
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4.90 2.35 ng 75256 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 478 (4.899 min): BF109401.D (-475) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 S
| | 83.0 460 4.80 5.00 5.20
-+ttt e m/z 59.10 58.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR SR L SR
460 4.80 5.00 5.20
59.0 m/z 101.10 21.96%
0 210 | 510 || 690 830910 O}°
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 16 .59%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- e
59.0 460 4.80 5.00 5.20
m/z 41.00 11.82%
41.0
5000
86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 unknown6.47 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.47 60.68 ng 1946200 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 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 745 (6.469 min): BF109401.D (-742) (-) m/z 132.00 100.00%
13%2.0
5000 68.1
40.0 540 9%.1 "ok 640 6k0 650
(o} B E e m/z 68.10 47 .44Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IREBE ARSI S

6.20 6.40 6.60 6.80
m/z 134.00 31.56%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
i R maa
6.20 6.40 6.60 6.80
5000 m/z 66.00 29.91%
70.
1m0, w0 | ||
Ot e e e e e
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl A AR RamE
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.44%
74.0
116.0
5000 98.0
SIS VI Y Y ST o Y U A
m/z--> 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\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 1-Hexadecanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.46 2.39 ng 80836 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
3 n-Pentadecanol 228 C15H320 000629-76-5 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 91
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 90
Abundance Scan 1594 (11.463 min): BF109401.D (-1586) (-) m/z 43.05 100.00%

5000

11.20 11.40 11.60 11.80
m/z 68.95 86.57%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95985: 1-Hexadecanol

43.0

69.0

5000 LN L L L LB L
11.20 11.40 11.60 11.80
m/z 83.05 83.04%
125.0
oL 22. | | 154.0 196.0 224.0
AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #181286: 3-Chloropropionic acid, heptadecyl ester
571.0 83.0

11.20 11.40 11.60 11.80
5000 m/z 55.05 76.67%

29.0
o JJ\&L 1390 1670 2100 238.0 263.0
ST -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #84601: n-Pentadecanol B e e e
43.0 83.0 11. 20 11. 40 11. 60 11. 80
m/z 57.00 75.92%
B \/hw\/\/\/\/l‘/\
0 18'0‘\ ‘ | ‘ | 3. 140.0 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.75 4_.15 ng 140251 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 15

Abundance Scan 1643 (11.751 min): BF109401.D (-1639) (-) m/z 73.00 100.00%

0

P

430 9
5000 1201
192.1
97.1
1711 213.2 256.3 11.40 11.60 11.80 12.00
0! m/z 60.00 82.75%
20 40 60

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 129.0 -*TTTﬂﬂ-rrTTT}#ql**ffﬁﬂﬂ-“rT
83.0 11.40 11.60 11.80 12.00
- 0
157.0 1g50 2130 256.0 m/z 43.05 80.65%
o 4 ,

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

Abundance #95851: Pentadecanoic acid ’J\‘Wj\wuw
4

40
0 | 730
B e S
11.40 11.60 11.80 12.00
5000 129.0 m/z 41.05 69.99Y%
ol15.0 .
40

d
]

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R B
73.0 11.40 11.60 11.80 12.00
43.0 m/z 57.05 67.31%
5000 129.0

0 15.0 .

- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 Anthracene, 1l-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.82 2.27 ng 76781 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 80
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 60
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 53
4 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 51
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 46

Abundance Scan 1655 (11.822 min): BF109401.D (-1652) (-) m/z 192.05 100.00%

5000
11.60 11.80 12.00 12.20
39.0 111.0 139.0 208.1
o m/z 189.05 81.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-
192.0
5000

11.60 11.80 12.00 12.20
m/z 190.10 73.81%

63.0 g1.0 960 1150 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #54752: Phenanthrene, 1-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 191.10 64 .89%
95.0 165.0
0 39.0 " 6%'0\ " | 115.0 139'0 m M“ : HH
R BB T LA M B B Ao s o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0 11.60 11.80 12.00 12.20
m/z 94.60 23.86%
5000
94.0
o 390 630780 || 1100 1370 1630 ||
R B e B B o e e e  RREma ma
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 1-Octadecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.71 2.79 ng 126543 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 1976 (13.710 min): BF109401.D (-1973) (-) m/z 57.10 100.00%
57.1
97.1
5000
IR BN B
293.1 258.0 13.40 13.60 13.80 14.00
ol bl 302.1 m/z 43.10 88.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104182: 1-Octadecene
43.0
83.0
5000 BB A S DR
Bmmmmmmm
250 m/z 83.10 70.09%
0 168.0 210.0 252.0
m/z--> §0 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)-
58.0
13.40 13.60 13.80 14.00 |
5000 97.0 m/z 71.10 63.19%
JL2apl LI ||| 1300 10 2520
m/z--> §0 100 1%0 200 250 360 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R B B
57.0 13.40 13.60 13.80 14.00
97.0 m/z 55.10 63.04%
- ﬁ/\MAM~APMJuJ\MJMMMKJ%MJLM
169.0
oL 26i0f [ || ‘xﬁ 1380 | 2100 2550 406.0
m/z--> §0 160 1%0 260 2%0 360 3%0 460 1340 1360 1380 1400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.69 8.09 ng 181320 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 3.7.11-Tridecatrienoic acid. 4.8... 264 C17H2802 036237-70-4 64
4 Trideca-1.3.7.11-tetraene-1.1-di... 268 C18H24N2 1000159-88-9 53
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50
Abundance Scan 2143 (14.692 min): BF109401.D (-2139) (-) 69.10 100.00%
6d.1
- ,,,/\,*N,_,uAJNNA_Aﬂ\a-,
1211 14,40 14.60 14.80 15.00
253.1
ol bl g Ay 2L 2161550 2992 8678 7z 81.05  51.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 L I UL IS SR

14.40 14.60 14.80 15.00
m/z 41.05  22.92%

137.0
o204 lw90 [\ 110 o a0 o oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
R B R s B
14.40 14.60 14.80 15.00
5000 m/z 95.10 12.81%
137.0
ol b 4930 i 1910 2310 2730 3410 4100
m/z--> 50 100 150 200 250 300 350 400
Abundance #114216: 3,7,11-Tridecatrienoic acid, 4,8,12-trimethyl-, m... I EAmEmEEE RS
69.0 14.40 14.60 14.80 15.00
m/z 68.05 10.98%
5000
121.0
AT IT
I T 0 e A i
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\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 1,19-Eicosadiene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.75 7.42 ng 166414 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 94
2 Octadecanal 268 C18H360 000638-66-4 90
3 Hexadecanal 240 C16H320 000629-80-1 90
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 74
Abundance Scan 2153 (14.751 min): BF109401.D (-2150) (-) m/z 57.10 100.00%
57.1
5000
124.1 51.1179.1 210.1237.0 268.1 209.1327.1 362.3 :I_;|-4I-OI I].LI-GIOI I:|.;|-8I0I I].ISOIOI ol
(o} : - : - - - m/z 82.10 89.64%
m/z--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene
5000 82.0 L AR BURBLILE SRS UL B
mmmmmmmm
09.0 m/z 43.10 88.43%
o ,I.|{,}3§0 180.0208.0  250.0278.0
m/z--> 50 160 1éo 260 2éo 300 3%0
Abundance #117607: Octadecanal
2.0
14.40 14.60 14.80 1500
5000 m/z 96.10 65.19%
09.0
. “ |37°;6§0194022%02590
m/z--> 50 1 1%0" 200" "250" ' 560" "350"
Abundance #94314: Hexadecanal LI L L L B L B
43. .0 14.40 14.60 14.80 15.00
m/z 55.10 62.40%
5000
10.0
hPMmmwwmo
(o} | — — T e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .93 4.72 ng 105841 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2183 (14.927 min): BF109401.D (-2181) (-) m/z 57.10 100.00%
57.1
5000 85.1

13.1

14.60 14.80 15.00 15.20
11 41.1 188.1 220.1 2622 2951 345.2
ob— !', Ay A (0002200 262220 8482 m/z 71.10 71.36%

m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 TT LR B TTT T T
85.0 14.60 14.80 15.00 15.20
29.0 m/z 43.10 65.82%
oL | 1113 0141.0169.0197.0226.0
....,.. At
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
AR am e
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 48.98%
29.0 13.
o1 i [ L 14} 0169 0197.0225.0253.0 295.0323.0  367.0
e { B e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A BEEEREEEEE TR
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.23%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
T A — B e A o AR am e
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .97 5.20 ng 116461 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 2190 (14.968 min): BF109401.D (-2187) (-) m/z 83.10 100.00%
43.0 831
5000
25.1 NI BRI UL
169.9 200.1238.1  291.1 14.60 14.80 15.00 15.20
(o} m/z 57.10 87 .54%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 (97.0
5000 L B S B BULRL B
mmmmmmmm
30.0 m/z 43.05 87 .32%
0 27,0 , ]1 L ,168 0 210.0238.0 278.0308.0337.0
m/z--> 50 100 150 260 2éo 360 3%0
Abundance #210517: 1-Heptacosanol
57.0 97.0
14.60 14.80 15.00 15.20
5000 m/z 97.10 84 .29%
39.0
ZwﬁljH\Phgwom%Bmzmm%ommww
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #166292: Behenic alcohol L BT o e
430| 830 14.60 14.80 15.00 15.20
: m/z 69.10 78.83%
5000 111.0
oLt ” Lid ‘f“‘f’-‘{ 1820 2240  280.0309.0
m/z--> 50 1(')0 150 200 250 300 3&1;0 14. 60 14. 80 15. oo 15. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.47 3.28 ng 73552 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Hexadecanal 240 C16H320 000629-80-1 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
5 1,15-Hexadecadiene 222 C16H30 021964-51-2 81

Abundance Scan 2275 (15.468 min): BF109401.D (-2272) (-) m/z 57.10 100.00%

5000

3151 3693 15.20 15.40 15.60 15.80
m/z 43.05 95 _.29%

24.1 156.1 190.0  242.1270.1

04
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-

43.0,
5000 LA L L L L L LB
15.20 15. 40 15. 60 15. 80
m/z 82.10 94 .89%
ol5.0 7166.0 211.0 250.0
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
43.0, 82.0
R EEEEE RS
15.20 15.40 15.60 15.80
5000 m/z 96.05 73.93%
10.0
LA L Frosssoms 2 0mo0
oLl I By e e
m/z--> 50 100 150 200 250 300 350
Abundance #94314: Hexadecanal R EEEEE RS
43.0| 82.0 15.20 15.40 15.60 15.80
m/z 55.10 62.62%
5000
10.0
H “ F37016601960
ol L — UMMM
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092718\

Data File : BF109401.D

Aca On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22 le J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.69 6.99 ng 156777 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Nonadecane 268 C19H40 000629-92-5 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 2313 (15.692 min): BF109401.D (-2308) (-) m/z 57.10 100.00%

517.1
5000

15.40 15.60 15.80 16.00
D m/z 71.10 77.70%

m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
57.0
85.0

5000 R R R s e SRS
15.40 15.60 15. 80 16. OO

m/z 85.10 60.58%

| || [P3014101600107.0 2400
0..'.'.,..'..',..‘.:','....,'...:,....,....,
m/z--> 50 100 150 200 250 300
Abundance #117638: Nonadecane

57.0

15.40 15 60 15. 80 16.00

5000 85.0 m/z 43.10 59.41%
29.0
—
m/z--> 50 100 150 200 250 300
Abundance #141431: Eicosane, 10-methyl- O B .
57.0 15. 40 15 60 15. 80 16. 00

m/z 55.05 20.40%

5000 85.0

] | 1183.0211.0239.0  281.0

0||J'|||||| L BN UL IV MR

m/z--> 50 100 150 200 250 300 15.40 15 60 15. 80 16. 00

J113.0 154.0
I
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF092718\

Data File : BF109401.D

Acq On : 27 Sep 2018 21:28

Operator : JU/SJ

3?22'6 i J5077-06 PARCEL-193-092418-2
ALS Vial : 24 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Methyl methacrylate 2.44 3.3 ng 104258 1 6.70 641469 20.0
2-Pentanone, 4-hy... 4._.90 2.4 ng 75256 1 6.70 641469 20.0
unknown6 .47 6.47 60.7 ng 1946200 1 6.70 641469 20.0
1-Hexadecanol 11.46 2.4 ng 80836 4 11.22 675827 20.0
n-Hexadecanoic acid 11.75 4.2 ng 140251 4 11.22 675827 20.0
Anthracene, 1-met... 11.82 2.3 ng 76781 4 11.22 675827 20.0
1-Octadecene 13.71 2.8 ng 126543 5 13.84 907958 20.0
Supraene 14.69 8.1 ng 181320 6 15.24 448278 20.0
1,19-Eicosadiene 14.75 7.4 ng 166414 6 15.24 448278 20.0
Hexadecane 14.93 4.7 ng 105841 6 15.24 448278 20.0
n-Tetracosanol-1 14 .97 5.2 ng 116461 6 15.24 448278 20.0
Oxirane, hexadecyl- 15.47 3.3 ng 73552 6 15.24 448278 20.0
Heptadecane 15.69 7.0 ng 156777 6 15.24 448278 20.0
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