LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-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 5.004 490 496 503 rBV 205962 279301 5.47% 0.656%
2 5.422 563 567 571 rBV 4479301 4545663 89.11% 10.683%
3 6.440 735 740 757 rBVY 4558683 5101391 100.00% 11.989%
4 6.563 757 761 765 rBVY 4772718 4729311 92.71% 11.114%
5 6.787 795 799 803 rBY 1463484 1175871 23.05% 2.763%
6 6.945 822 826 829 rBVY 4170021 3592927 70.43% 8.444%
7 7.351 889 895 898 rBVY 2920860 3018302 59.17% 7.093%
8 8.069 1013 1017 1034 rBY 1718374 1579304 30.96% 3.712%
9 9.145 1195 1200 1203 rBV 4880780 4646428 91.08% 10.920%
10 9.539 1263 1267 1274 rBV 415146 386113 7.57% 0.907%

11 9.822 1311 1315 1319 rBV2 1267734 1136305 22.27% 2.670%
12 10.610 1445 1449 1453 rBV 1888586 1831851 35.91% 4 _305%
13 11.169 1538 1544 1548 rBV5 35358 61517 1.21% 0.145%
14 11.304 1563 1567 1570 rBV 1099619 1058544 20.75% 2.488%
15 11.327 1570 1571 1575 rVV 323048 238221 4.67% 0.560%

16 11.380 1578 1580 1584 rVB 74281 62834 1.23% 0.148%
17 11.810 1649 1653 1655 rBV 72348 62886 1.23% 0.148%
18 11.839 1655 1658 1662 rBV 399188 356663 6.99% 0.838%
19 11.922 1669 1672 1674 rBV2 104914 114994 2.25% 0.270%

20 11.945 1674 1676 1681 rVB 59570 56095 1.10% 0.132%
21 12.357 1742 1746 1749 rBV 74377 85410 1.67% 0.201%
22 12.398 1749 1753 1758 rVB5 68986 94470 1.85% 0.222%

23 12.516 1770 1773 1777 rBV 390061 364979 7.15% 0.858%
24 12.622 1787 1791 1794 rBV2 102314 109034 2.14% 0.256%
25 12.745 1807 1812 1819 rBV 474781 512587 10.05% 1.205%

26 12.892 1833 1837 1840 rBV 2774272 2436843 47.77% 5.727%

27 12.963 1845 1849 1854 rBV4 40119 60512 1.19% 0.142%
28 13.074 1865 1868 1871 rVB 78871 76696 1.50% 0.180%
29 13.139 1875 1879 1882 rBV3 55619 62057 1.22% 0.146%
30 13.180 1882 1886 1888 rBV2 54000 56057 1.10% 0.132%
31 13.580 1947 1954 1959 rBV3 39356 71763 1.41% 0.169%

32 13.792 1986 1990 1998 rVB2 176662 232579 4._56% 0.547%
33 13.945 2010 2016 2018 rBV2 925135 1005070 19.70% 2.362%
34 13.969 2018 2020 2028 rVB 213184 201832 3.96% 0.474%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.116 2042 2045 2050 rBV3 72253 79886 1.57% 0.188%

36 14.421 2093 2097 2099 rBvV2 215839 218147 4.28% 0.513%
37 14.721 2145 2148 2151 rBV 144377 136060 2.67% 0.320%
38 14.792 2157 2160 2163 rBV 94695 86849 1.70% 0.204%
39 14.968 2186 2190 2199 rBV 247378 454148 8.90% 1.067%
40 15.045 2200 2203 2206 rBVY 180570 200404 3.93% 0.471%

41 15.263 2236 2240 2246 rVB 157368 205651 4._.03% 0.483%
42 15.321 2246 2250 2256 rBVY 213732 275407 5.40% 0.647%
43 15.386 2256 2261 2264 rVV 749378 975782 19.13% 2.293%
44 15.415 2264 2266 2272 rVB2 193535 226262 4._.44% 0.532%
45 15.839 2334 2338 2343 rVB 122299 174250 3.42% 0.410%

46 16.792 2497 2500 2509 rVB3 67986 113988 2.23% 0.268%

Sum of corrected areas: 42551244
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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

Abundance TIC: BF111559.D
5.42 6.46|56
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.00 4.75 ng 279301 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetone 58 C3H60 000067-64-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (4.998 min): BF111559.D (-490) (-) m/z 43.00 100.00%
43
59
5000
s 83 1(|)1 460 4.80 5.00 5.20 5.40
R L A S e e R AR m/z 59.10 54 _37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRR
59 460 4.80 5.00 520 5.40
m/z 101.10 16.45%
15 31 101
" 51J 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
460 480 500 520 5.40
5000 M m/z 58.00 13.49%
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl-
43 460 4.80 5.00 5.20 5.40
m/z 41.05 8.48%
5000
101
15 97 " 71 ‘
”'P'”P'mi””I”'W”lﬂ'”ﬁ'”'PgﬁP'”ﬁ””l“'W”'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40

8270-BF121418.M Tue Dec 18 16:06:08 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 2 unknown6.56 Concentration Rank 1

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

6.56 80.44 ng 4729310 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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 760 (6.557 min): BF111559.D (-757) (-) m/z 132.00 100.00%
5000 68
0 s | % J 550 o0 650 6k "
obll i Gl 7787 [ dgsms 605 41.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI SR S
6.20 6.40 6.60 6.80
31 78 m/z 134.00 31.58%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 680
5000 67 m/z 66.05 26.84%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B e o EREaE
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 16.70%
5000 98 116
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN 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\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.84 6.74 ng 356663 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 83
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 55
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 1658 (11.839 min): BF111559.D (-1655) (-) m/z 43.10 100.00%

43 60 73
192

5000

11.60 11.80 12.00 12.20
m/z 60.00 90.02%

™
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129 L B L L B B
11. 60 11. 80 12. OO 12 20

m/z 73.00 88.65%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192
R AREEEEESS S e
11.60 11.80 12.00 12.20
5000 m/z 57.10 79.58%
165 ‘
63 BT 115 13015 |
A = R R R o e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54737: Anthracene, 9-methyl- e R e L e
192 11.60 11.80 12.00 12.20
m/z 55.00 73.94%
5000
96
26 39 51 63 83 | 115 139152" ‘ 178 l \Ahw~W~M~‘Amn

m/z--> 20 40 60 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\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.92 2.17 ng 114994 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 33
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 28
4 Methvl diselenide 190 C2H6Se2 007101-31-7 27
5 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 25

Abundance Scan 1672 (11.922 min): BF111559.D (-1669) (-) m/z 190.10 100.00%
190
5000
63 8l 165 11.60 11.80 12.00 12.20
39 50 107 121 139150 177 204 75 189 10 90 560
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 192.10 48_.79%
27 3950 63 81 | 110122 137 150 163 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
11.60 11.80 12.00 12.20
5000 m/z 191.05 38.51%
63
99 133144 172
ECE N \\ 14 RN A I S T
m/z--> 20 40 100 120 140 160 180 200
Abundance #52770. 2,2 -Bis(4,5-dimethylimidazole)
189 11.60 11.80 12.00 12.20
m/z 94.50 22 .89%
5000
4 122
175
14 27 | 53 66 go 95107 h\ 134 148 162
m/z--> 20 40 & 80 ﬁoﬁ01%1&1® 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 6 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.06 ng 109034 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 58
Abundance Scan 1791 (12.622 min): BF111559.D (-1787) (-) m/z 43.10 100.00%
43 73
5000
97 129
112 157 185200 226241 284 302 12.40 12.60 12.80 13.00
m/z 73.00 79.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 78
5000 129

12.40 12.60 12.80 13.00
m/z 59.95 79.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61121: Dodecanoic acid
3
43 12.40 12.60 12.80 13.00
5000 m/z 57.05 68.04%
129
, . 200
hdhy Lol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid A L R REmms e
43 60 12.40 12.60 12.80 13.00
m/z 55.00 65.38%
5000 129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 7 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 4.63 ng 232579 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 86
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 83
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 83
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 83
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 80
Abundance Scan 1990 (13.792 min): BF111559.D (-1986) (-) m/z 57.05 100.00%

57

97

5000

13.40 13.60 13.80 14.00 14.20
m/z 43.05 99.02%

152 183503

m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57
5000 111 TTTT LR B TTT T
13. 40 13. 60 13 80 14. OO 14. 20
29 m/z 55.05 82.76%
\ L 130 168 210 238 266 205
Pty T
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00 14.20
5000 m/z 69.10 64 .05%
125
2 | | J 153 182500224 252 297 398
A 52 162202 - | S 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #197139: Carbonic acid, isobutyl octadecy! ester A BaE T e
57 13.40 13.60 13.80 14.00 14.20
m/z 97.05 63.83%
5000
29 111
[ 139 224 253
Al ” ' “J 8 1ee 24 28 aecectudaimmatintl
m/z--> 50 150 200 250 300 350 400 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\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 8 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .42 4.34 ng 218147 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tritetracontane 605 C43H88 007098-21-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2097 (14.421 min): BF111559.D (-2093) (-) m/z 57.05 100.00%
57
5000
240 "' 14,20 14.40 1460 14.80
41
AL 19 gy 2ess2r  n/z 43.10  65.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105883: Octadecane
57
5000 L BRI BRI BULLILN B
mmmmmmmm
> m/z 71.10 54 _.68%
%9 141 183 254
mz> & 50 100 150 200 250 300 30 4% 450 500 550 640
Abundance #94346: Heptadecane
57
"'14.20 14.40 14.60 14.80
5000 m/z 85.05 41 .49%
99
2 141 183 240
IR AT NP 01 0 M PAR g S R na
Abundance #241174: Tritetracontane R e e
57 14.20 14.40 14.60 14.80
m/z 41.10 27 .99%
5000
97
, 141 183 225 267 323 379 421 463 505 547 604

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 9 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.72 2.79 ng 136060 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octadecane 254 C18H38 000593-45-3 81

Abundance Scan 2148 (14.721 min): BF111559.D (-2145) (-) m/z 57.10 100.00%

g7
5000 85

113 14.40 14.60 14.80 15.00
141 169 202 225 256 302 350
— .],. l e B o ..,.??9, ??%.,.?7§., m/z 71.10 63.51%

m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85 T R e o REREEmmEmy
14. 40 14. 60 14. 80 15.00
29 m/z 43.10 56.71%
L e 10 a0
-ttt et
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
R RRRRE R R e E Ry
71 14.40 14.60 14.80 15.00
5000 m/z 85.05 43.86%

99

il

T
m/z--> 50 100 150 200 250 300 350

Abundance #209565: Octacosane s B
57 14.40 14.60 14.80 15.00
m/z 55.10 20.87%
5000 85
2 13 141
| ﬂ 169 197 225 253 281 309 337 365 394

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\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 10 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.04 4_.11 ng 200404 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Pentacosane 352 C25H52 000629-99-2 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 87
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 2202 (15.039 min): BF111559.D (-2200) (-) m/z 57.10 100.00%

57
5000 85

14.80 15.00 15.20 15.40

109 268
134 158 181 207 239 289 328 355
S fay 23 108 A3 207 230 D289 38 388 1 s 43.10  63.54%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LIRS
14.80 15.00 15.20 15.40
m/z 71.10 56.45%
29 113
| . u J J J1$1‘169 197 225 253 296
S B B B B e T
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
R R I REREEEEE RS
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 45.02%
113
290 | | t\ 141 169159211 239 267 205 323 352
— ..,... . S B B e e e AR
m/z--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane A B e
57 14.80 15.00 15.20 15.40
m/z 55.10 23.43%
5000 85
29 268
\‘ | L 173 \ 1‘\11 i 1(?9 197 225
L | Il Il 4 |

m/z--> 50 100 150 200 250 300 350 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 11 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.26 4.22 ng 205651 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzolalovrene 252 C20H12 000050-32-8 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 87
Abundance Scan 2240 (15.263 min): BF111559.D (-2236) (-) m/z 252.10 100.00%
252
5000
185 15.00 15.20 15.40 15.60
224 : : : :
ol 4 63 87 1,0.‘5.]'. 158179200 257l 278295317312 380 | "n/z 250.05  28.67%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 22 .10%
50 74 99, | 146 174 200 224
m/z--> 50 100 150 200 250 300 350 '
Abundance #104229: Benz[e]acephenanthrylene
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 18.08%
126
51 74 100, A 150 174 200 224
m/z--> 50 100 150 200 250 300 350 '
Abundance #104214:Perylene LI L L L LB L
252 15.00 15.20 15.40 15.60
m/z 126.00 15.50%
5000
125
17 39 74 99, ﬂ 150 174 200 224
m/z--> 50 100 150 200 250 300 350 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111559.D

Aca On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample : J6403-41

Misc :

ALS Vial : 20 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 12 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.84 3.57 ng 174250 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 83
Abundance Scan 2338 (15.839 min): BF111559.D (-2334) (-) m/z 57.10 100.00%
57
5000 j 85
113 15,60 15.80 16.00 16.20
141
—_— ,I Ll a7 168187 210201 260281 815 396379 | h77 71.10  62.52%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LR SIS BN UL SR

15.60 15.80 16.00 16.20
m/z 43.10 55.52%

113
I, 183 211 239 267 29

'y

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R AR EEEES B
85 15.60 15.80 16.00 16.20
5000 m/z 85.10 43.39%
29 113
AL 7y 11,169 107 225 253 296
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane R EE AR EREEE e
57 15.60 15.80 16.00 16.20
m/z 55.00 21.34%
5000 85
299 || | J 1 llfl 169 107 225 253 295 366
m/z--> 50 100 150 200 250 300 350 15.60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121718\
Data File : BF111559.D

Acq On : 18 Dec 2018 00:35

Operator : JU/SJ

Sample - J6403-41

Misc :

ALS Vial : 20 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]
2-Pentanone, 4-hy... 5.00 4.8 ng 279301 1 6.79 1175870 20.0
unknown6 .56 6.56 80.4 ng 4729310 1 6.79 1175870 20.0
n-Hexadecanoic acid 11.84 6.7 ng 356663 4 11.30 1058540 20.0
4H-Cyclopenta[def... 11.92 2.2 ng 114994 4 11.30 1058540 20.0
Octadecanoic acid 12.62 2.1 ng 109034 4 11.30 1058540 20.0
Dichloroacetic ac... 13.79 4.6 ng 232579 5 13.95 1005070 20.0
Octadecane 14.42 4.3 ng 218147 5 13.95 1005070 20.0
Heptadecane 14.72 2.8 ng 136060 6 15.39 975782 20.0
Heneicosane 15.04 4.1 ng 200404 6 15.39 975782 20.0
Benzo[e]pyrene 15.26 4.2 ng 205651 6 15.39 975782 20.0
Heptadecane, 2,6,... 15.84 3.6 ng 174250 6 15.39 975782 20.0
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