LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 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-BF110818 .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 2.252 24 28 37 rvB 92018 130417 5.54% 0.599%
2 5.187 523 527 538 rBV 50456 79310 3.37% 0.364%
3 5.569 587 592 613 rBY 1753968 1883781 79.99% 8.651%
4 6.575 758 763 780 rBY 1838029 2096762 89.03% 9.629%
5 6.716 783 787 790 rBVY 2229415 1995894 84.75% 9.166%
6 6.945 822 826 832 rBV 466836 442630 18.80% 2.033%
7 7.098 848 852 867 rBY 1773213 1575661 66.91% 7.236%
8 7.510 918 922 945 rBVY 1296629 1285008 54.57% 5.901%
9 8.222 1040 1043 1060 rBV 547529 615495 26.14% 2.827%
10 9.298 1222 1226 1229 rBvV 2742857 2355000 100.00% 10.815%

11 9.692 1289 1293 1300 rVB 207977 195865 8.32% 0.900%
12 9.986 1337 1343 1346 rBvV 660000 656034 27.86% 3.013%
13 10.016 1346 1348 1354 rVB 55659 50582 2.15% 0.232%
14 10.539 1433 1437 1443 rVB 37799 39828 1.69% 0.183%
15 10.780 1473 1478 1488 rBV 1195510 1265063 53.72% 5.810%

16 11.480 1593 1597 1599 rBvV 661394 603188 25.61% 2.770%
17 11.504 1599 1601 1605 rVvVv 355059 300063 12.74% 1.378%

18 11.557 1605 1610 1615 rVB 75444 74830 3.18% 0.344%
19 11.980 1679 1682 1685 rBV 144741 131826 5.60% 0.605%
20 12.010 1685 1687 1693 rVB 41743 42591 1.81% 0.196%
21 12.098 1698 1702 1704 rBV2 65639 68577 2.91% 0.315%
22 12.698 1800 1804 1809 rBV 554938 493637 20.96% 2.267%
23 12.768 1812 1816 1818 rBV2 27757 29786 1.26% 0.137%
24 12.851 1826 1830 1836 rBV2 17708 27874 1.18% 0.128%
25 12.910 1836 1840 1841 rBV 86646 92116 3.91% 0.423%

26 12.927 1841 1843 1848 rVB 458658 393268 16.70% 1.806%
27 13.063 1861 1866 1869 rBV 1892746 1746194 74.15% 8.019%
28 13.257 1891 1899 1906 rBV 74241 123495 5.24% 0.567%
29 13.321 1907 1910 1913 rVV 61900 53291 2.26% 0.245%
30 13.880 2002 2005 2007 rBV 37692 35997 1.53% 0.165%

31 13.933 2011 2014 2020 rVvv2 237209 281834 11.97% 1.294%
32 14.127 2042 2047 2050 rBV2 569707 691781 29.37% 3.177%
33 14.157 2050 2052 2059 rVB 181442 168441 7.15% 0.774%
34 14.233 2063 2065 2067 rBV 41148 46122 1.96% 0.212%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 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-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.557 2117 2120 2125 rBV3 42503 77387 3.29% 0.355%
36 14.868 2171 2173 2178 rVB 55771 63498 2.70% 0.292%
37 14.951 2185 2187 2191 rBV3 27036 32454 1.38% 0.149%
38 15.204 2226 2230 2240 rBV2 193079 430325 18.27% 1.976%
39 15.315 2247 2249 2254 rVB 46019 48216 2.05% 0.221%
40 15.457 2270 2273 2275 rBV4 19471 28884 1.23% 0.133%

41 15.521 2281 2284 2288 rBVY 93832 104314 4.43% 0.479%
42 15.592 2292 2296 2299 rBV 150902 211667 8.99% 0.972%
43 15.657 2303 2307 2311 rBV 284828 351748 14.94% 1.615%

44 16.068 2373 2377 2382 rVB 53275 83162 3.53% 0.382%

45 16.592 2462 2466 2471 rBvV2 31605 55534 2.36% 0.255%

46 17.227 2569 2574 2582 rVB2 64709 145081 6.16% 0.666%

47 17.709 2651 2656 2662 rBV 37252 69898 2.97% 0.321%
Sum of corrected areas: 21774409
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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\BF111418\

BF110769.D

14 Nov 2018 17:28

- JU/SJ
- J5889-01

10

Sample Multiplier: 1

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF110818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.25 5.89 ng 130417 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25

Abundance Scan 28 (2.252 min): BF110769.D (-24) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.0
| 2.20 2.30 2.40 2.50 2.60 2.70
Nt L X N FOPRSN H USSR NN, m/z 43.05 42.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.20 2.30 2.40 2.50 2.60 2.70
55.0 87.0 m/z 55.05 30.73%
29.0
Ot ”....JH..”':”. I B e I I
I I I I T I [ I I | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60 2.70
5000 ' m/z 87.05 25.75%
29.0
0..,??9,.”., “‘ e .”,..”,..”,.912...w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.05 12.94%
5000 59.0
87.0
43.0
o 29.0 R L ‘ ‘ 102.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 8

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

5.19 3.58 ng 79310 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetone 58 C3H60 000067-64-1 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 528 (5.192 min): BF110769.D (-523) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
83.0 480 5.00 520 5.40 5.60
o} U | NSNSV | NSl S m/z 59.10 53.70%
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 RS LS U
480 5.00 520 5.40 5.60
59.0 m/z 101.00 20.29%
270 || 830 101.0
Ot ?}3q"'|" §?]q ARRRE '?}3q IBESRRBEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 500 520 540 550
5000 m/z 58.00 15.22%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A R e
59.0 480 5.00 520 5.40 5.60
m/z 41.10 9.95%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘\ \‘ 510“‘ “ 98.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.72 90.18 ng 1995890 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 788 (6.722 min): BF110769.D (-783) (-) m/z 132.00 100.00%
132.0
5000
68.1
w0oso || %0 | e ok ok 7
0 STt 1| O VG| m/z 134.00  33.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 LRSS SR AR

6.40 6.60 6.80 7.00
m/z 68.10 31.91%

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
SN VN T
69.0 104.0 6.40 6.60 6.80 7.00
5000 m/z 65.95 20.25%
31.0 510
0 ‘ L1 H (1 . |
e T B e B L w
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl s B B A
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.36%
74.0
116.0
5000 98.0
ol L a0 aeeo L
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.98 4_.37 ng 131826 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 86
3 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 62
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 55

Abundance Scan 1682 (11.980 min): BF110769.D (-1679) (-) m/z 73.00 100.00%

430 | 73.0
192.1
5000

11.60 11.80 12.00 12.20

0 m/z 43.05 95.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41/0
5000 129.0 ALUNARUNASUNAE RS

11. 60 11. 80 12. 00 12. 20
60 | M/z 60.00 93.19%

157.0 1850 213.0

‘J‘u 83.0
o

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

g

Abundance #54734: Anthracene, 2-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 192.10 77.81%
96.0 165.0
0 630 , | 11501390 | ||
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54747: Phenanthrene, 3-methyl- N VRIS VN
192.0 11.60 11.80 12.00 12.20
m/z 57.05 76.29%
5000
9.0 L\J\./WA/
3900 630 | 1150 139.0 16?0 | W
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\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.10 2.27 ng 68577 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 91
2 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 59
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 50
4 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 25
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 16
Abundance Scan 1702 (12.098 min): BF110769.D (-1698) (-) m/z 190.10 100.00%

5000

AN
LI L I

11.80 12.00 12.20 12.40
m/z 189.05  92.95%

94.5
300 630 I| 109.0 1370 1630

Ot e e

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene

5000 J[ﬂr .......AAm!.. s S~

11.80 12.00 12.20 12.40

94.0 m/z 191.00 21.01%
0 390 630 78p | 1100 1370 1630
T o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52871: Phenol, 4-(2-thienylmethyl)-
190.0
11.80 12.00 12.20 12.40
5000 m/z 187.10 20.36%
97.0
157.0173.0
27.0 \45\0 62.0 77‘0 | | 12‘80 | ‘ \‘ ‘\
Oyttt bt e o il -l
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole) T .'\,". R A Ram
189.0 11.80 12.00 12.20 12.40
m/z 94.50 20.33%
5000
42.0 122.0
o 270 | 660 95.0 148.0 | | "
IIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII Tr|frrrr|yrrrrryrrrrryrrrorr
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Pyrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.26 3.57 ng 123495 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 91
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 87
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
Abundance Scan 1900 (13.263 min): BF110769.D (-1891) (-) m/z 216.10 100.00%
21p.1
5000
57.1
39 g0 076 . 1g70 1890 13.00 13.20 13.40 13.60
of : m/z 215.05 75.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74413: Pyrene, 2-methyl-
216.0
5000
95.0 13.00 13.20 13.40 13.60
m/z 213.10 24 .63%
189.0
o 53.0 74.0 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216.0
13.00 13.20 13.40 13.60
5000 m/z 57.10 22._16%
o 390 630 8.0 , 0 1300 1630 1890 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl- e  RRRaE Bam s
216.0 13.00 13.20 13.40 13.60
m/z 217.10 18.89%
5000
95.0 189.0
ol 140 390 630 | 122.0139.0 163.0 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.93 8.15 ng 281834 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 99
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 2013 (13.927 min): BF110769.D (-2011) (-) m/z 43.10 100.00%

83.0

5000

73

13.60 13.80 14.00 14.20
m/z 57.10 98.22%

140.1

187.0
o!

m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
53.0 83.0
5000 LN L L L L L LB L |
11.0 13.60 13.80 14.00 14.20
o m/z 55.10 98.01%
- T I T I I T I T I T T T T T I T T T I T T T
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
. R EREEEE RS SRR
13.60 13.80 14.00 14.20
5000 m/z 83.05 77.35%
25 0
290 ‘ J 224.0
oLl L L) 520 160280 Zo0 s70
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate B B RN R AR B S
57.0 13.60 13.80 14.00 14.20
m/z 69.05 73 .46%
5000
29.0 25 0
0 | | ‘ 1 JL I154 0182.0210.0238.0  283.0 334.0
e T , — T T T T R EREEEE RS SRR
m/z--> 50 200 250 300 350 13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.24 ng 77387 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 49
2 Tetratetracontane 619 C44H90 007098-22-8 49
3 Heptacosane 380 C27H56 000593-49-7 49
4 Heptadecane 240 C17H36 000629-78-7 46
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 46
Abundance Scan 2121 (14.562 min): BF110769.D (-2117) (-) m/z 57.05 100.00%
57.0
5000
2151 27203211 1470 1440 10160 1450
Oy m/z 43.10 64 .68%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48831: Tridecane
57.0
5000 L DAL B BRI B B
14.20 14.40 14.60 14.80
m/z 85.10 53.87%
0 Jllgo 184.0
m/z--> 6 50 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane
57.0
14.20 14.40 14.60 1480
5000 m/z 71.00 48 .34%
13.0 1600
ol b4 T 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane R AR EEEEE T
57.0 14.20 14.40 14.60 14.80
m/z 55.05 44 .89%
5000
ol 130 ,169.0 2250 2810 3800
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 5&1,0 6(|)O 14'20 14. 40 14. 60 14I80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.32 2.74 ng 48216 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 76
3 Benzolalpvrene 252 C20H12 000050-32-8 76
4 Pervlene 252 C20H12 000198-55-0 70
5 Chromium, (.eta.5-2,4-cyclopenta... 252 C15H20Cr 135162-31-1 64
Abundance Scan 2250 (15.321 min): BF110769.D (-2247) (-) m/z 252.10 100.00%
25p.1
5000
540 790 1260 |01 1731 1990 224.1 2810 15.00 15.20 15.40 15.60
< : : : m/z 250.10 31.57%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 28.20%
ol 50.0 74.0 %od,ulmo ﬂ402m02M0 ,
m/z--> 40 60 80 100 120 140 160 180 200 250 240 260 280
Abundance #104229: Benz[e]acephenanthrylene
252.0
15.00 15.20 15.40 15.60
5000 m/z 126.00 11.72%
126.0
oL 510 740 100.0, ‘H 150.0 174.0_200.0 224.0 MH
m/z--> 40 60 80 100 120 140 160 180 200 250 240 260 280
Abundance #104222: Benzo[a]pyrene
252.0 15.00 15.20 15.40 15.60
m/z 251.10 9.85%
5000
126.0
228.0
57.0 83.0 104, 149.0 200.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.07 4.73 ng 83162 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 86
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
3 Pentacosane 352 C25H52 000629-99-2 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Hexadecane 226 C16H34 000544-76-3 81
Abundance Scan 2377 (16.068 min): BF110769.D (-2373) (-) m/z 57.05 100.00%
57.0
5000 85.1
|| | 113.1141.0 1701 211.1239.1 15.80 16.00 16.20 16.40
Oy m/z 71.05 59.20%
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0
5000 L UL BULELLN BRI B
85.0 15. 80 16. 00 16. 20 16 40
m/z 43.10 55_.55%
. 2201 | | [130141.0160.0197.0225.0 253.0 281.0 310.0
m/z--> 55 160 150 200 2éo 300 3éo
Abundance #129498: Nonadecane, 2-methyl-
57.0
' 15.80 16.00 16,20 16.40
5000 m/z 85.10 43.78%
85.0
29.0 113. 0
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #185533: Pentacosane AR EEEEE RS
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22.97%
5000 85.0
113.0
0@W|mw ‘Hywp% mmm%%mmwmw%m
m/z--> 55 160 150 260 250 300 350 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110769.D

Aca On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample = J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Hexadecane, 2,6,10,14-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.59 3.16 ng 55534 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
2 Eilcosane 282 C20H42 000112-95-8 64
3 2-methvloctacosane 408 C29H60 1000376-72-8 64
4 Nonacosane 408 C29H60 000630-03-5 59
5 Tetradecane 198 C14H30 000629-59-4 58
Abundance Scan 2466 (16.592 min): BF110769.D (-2462) (-) m/z 57.10 100.00%
57.1
5000
99.0 LRI AR SR I
| || 38.0 1920 239.1 2840 16.20 16.40 16.60 16.80 17.00
Ob——i J..:ﬂ- -W!.lﬂlh.h,. g m/z 71.10 60.51%
m/z--> 50 100 150 200 250 300 350
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-

16.20 16.40 16.60 16.80 17.00
m/z 85.10 45.75%

5000

0!
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
e e AN B
16.20 16.40 16.60 16.80 17.00
5000 m/z 43.10 34.00%
99.0
o _H‘]J\MW1%OQM 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane A B R e
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.00 29.61%
5000
99.0
OzmHH JNMW1%02m2mom% 365.0
m/z--> 50 lOO 150 200 250 300 350 16 20 16. 40 16. 60 16 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111418\
Data File : BF110769.D

Acq On : 14 Nov 2018 17:28

Operator : JU/SJ

Sample - J5889-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
Butane, 2-methoxy... 2.25 5.9 ng 130417 1 6.95 442630 20.0
2-Pentanone, 4-hy... 5.19 3.6 ng 79310 1 6.95 442630 20.0
unknown6.72 6.72 90.2 ng 1995890 1 6.95 442630 20.0
n-Hexadecanoic acid 11.98 4.4 ng 131826 4 11.48 603188 20.0
4H-Cyclopenta[def... 12.10 2.3 ng 68577 4 11.48 603188 20.0
Pyrene, 2-methyl- 13.26 3.6 ng 123495 5 14.13 691781 20.0
Cyclohexadecane 13.93 8.2 ng 281834 5 14.13 691781 20.0
Tridecane 14.56 2.2 ng 77387 5 14.13 691781 20.0
Benzo[e]pyrene 15.32 2.7 ng 48216 6 15.66 351748 20.0
Docosane 16.07 4.7 ng 83162 6 15.66 351748 20.0
Hexadecane, 2,6,1... 16.59 3.2 ng 55534 6 15.66 351748 20.0
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