LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098692.D

Aca On : 22 Sep 2017 11:39 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i 15293-13 SR&bSD£COMP
ALS Vial : 9 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:\HPCHEM1I\BNA F\METHODS\8270-BF092117.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 2.257 25 29 46 rVB2 112014 242175 5.95% 0.575%
2 5.163 519 523 536 rVB 543203 704760 17.31% 1.673%
3 5.551 583 589 592 rBY 3706630 3942963 96.83% 9.358%
4 6.551 752 759 763 rBVY 3407568 3995288 98.12% 9.482%
5 6.698 779 784 787 rBVY 3969211 3961600 97.29% 9.402%
6 6.928 819 823 826 rBVY 1176102 950674 23.35% 2.256%
7 7.086 845 850 853 rBVY 3275082 3001805 73.72% 7.124%
8 7.486 907 918 921 rBVY 2326540 2481114 60.93% 5.888%
9 8.210 1037 1041 1043 rBvV 1392382 1224503 30.07% 2.906%
10 8.228 1043 1044 1047 rVB 127126 72393 1.78% 0.172%
11 8.916 1159 1161 1165 rVB 97163 78162 1.92% 0.185%
12 9.016 1174 1178 1182 rVB 68948 58272 1.43% 0.138%
13 9.280 1218 1223 1227 rBV 4100605 4071999 100.00% 9.664%
14 9.357 1232 1236 1238 rBvV2 50190 43690 1.07% 0.104%
15 9.622 1278 1281 1283 rBvV2 42526 42187 1.04% 0.100%
16 9.669 1286 1289 1293 rVB 402056 329524 8.09% 0.782%
17 9.886 1321 1326 1329 rVB 53779 50062 1.23% 0.119%
18 9.963 1329 1339 1343 rBvV 1409571 1246996 30.62% 2.959%
19 10.163 1368 1373 1376 rvB2 70362 73853 1.81% 0.175%
20 10.386 1409 1411 1414 rVB 91708 65756 1.61% 0.156%
21 10.504 1428 1431 1437 rBv4 44558 59742 1.47% 0.142%
22 10.604 1444 1448 1454 rVB3 34020 53852 1.32% 0.128%
23 10.751 1467 1473 1476 rBV 2240415 2084340 51.19% 4_.947%
24 10.857 1489 1491 1492 rBV 103956 82985 2.04% 0.197%
25 11.022 1515 1519 1521 rBv4 43602 47876 1.18% 0.114%
26 11.180 1542 1546 1548 rBV3 35232 42288 1.04% 0.100%
27 11.251 1555 1558 1561 rBV 92567 74877 1.84% 0.178%
28 11.304 1562 1567 1570 rVvVv2 89722 90739 2.23% 0.215%
29 11.345 1570 1574 1578 rVB2 69862 86860 2.13% 0.206%

30 11.404 1580 1584 1588 rBV 126626 120005 2.95% 0.285%

31 11.451 1588 1592 1594 rBV 1128180 1084522 26.63% 2.574%
32 11.474 1594 1596 1599 rVvVv 739557 585308 14.37% 1.389%
33 11.521 1599 1604 1607 rVV 181060 156887 3.85% 0.372%
34 11.551 1607 1609 1613 rVB 94828 84752 2.08% 0.201%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098692.D

Aca On : 22 Sep 2017 11:39 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i 15293-13 SR&bSD£COMP
ALS Vial : 9 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:\HPCHEM1I\BNA F\METHODS\8270-BF092117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.733 1637 1640 1645 rVB2 47622 50105 1.23% 0.119%

36 11.945 1670 1676 1678 rBV2 114569 155232 3.81% 0.368%
37 11.974 1678 1681 1685 rVB2 168312 227163 5.58% 0.539%
38 12.057 1692 1695 1698 rBV2 84342 105939 2.60% 0.251%

39 12.080 1698 1699 1703 rVB 69521 47878 1.18% 0.114%
40 12.139 1706 1709 1713 rVB3 42972 43514 1.07% 0.103%
41 12.245 1724 1727 1728 rBVY 83768 66887 1.64% 0.159%
42 12.263 1728 1730 1736 rVB3 83091 86190 2.12% 0.205%
43 12.498 1767 1770 1773 rBV 54438 55933 1.37% 0.133%
44 12.527 1773 1775 1778 rVV3 57717 53080 1.30% 0.126%

45 12.580 1781 1784 1788 rVB 119956 101134 2.48% 0.240%

46 12.663 1794 1798 1801 rBV 992805 859948 21.12% 2.041%
47 12.751 1810 1813 1817 rBV2 115282 120816 2.97% 0.287%
48 12.868 1831 1833 1834 rBVY 127252 103713 2.55% 0.246%
49 12.892 1834 1837 1842 rVB 837847 746787 18.34% 1.772%
50 12.939 1842 1845 1850 rVB2 38736 55139 1.35% 0.131%

51 13.033 1854 1861 1864 rBV 3263760 3059877 75.14% 7.262%
52 13.104 1869 1873 1877 rBv4 70790 130162 3.20% 0.309%

53 13.192 1886 1888 1890 rBV3 39966 43573 1.07% 0.103%
54 13.215 1890 1892 1896 rVB2 70607 59077 1.45% 0.140%
55 13.321 1906 1910 1912 rBV2 87603 98321 2.41% 0.233%
56 13.410 1923 1925 1928 rBV 43665 45638 1.12% 0.108%
57 13.721 1975 1978 1983 rVB 144695 131662 3.23% 0.312%
58 13.863 2000 2002 2004 rBV 63086 50838 1.25% 0.121%
59 13.886 2004 2006 2009 rVv2 63724 80132 1.97% 0.190%

60 13.921 2009 2012 2019 rVB2 184216 265720 6.53% 0.631%
61 14.086 2032 2040 2043 rBV3 1195854 1717007 42.17% 4_.075%
62 14.110 2043 2044 2051 rVB 404403 312640 7.68% 0.742%
63 15.139 2215 2219 2222 rBV 309355 501298 12.31% 1.190%
64 15.451 2269 2272 2278 rVB 182331 213882 5.25% 0.508%
65 15.509 2279 2282 2289 rBV 230447 319477 7.85% 0.758%

66 15.580 2290 2294 2298 rBV 723535 934724 22.95% 2.218%

Sum of corrected areas: 42136295
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098692.D

Aca On : 22 Sep 2017 11:39

Operator : SJ/JU

ﬁ?ggle i 15293-13 SP-B-L-SIDE-COMP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF098692.D

4000000 6,70
5.55

6.55 709

3000000

7.49

2000000

6.93
1000000
5.16

&2 L

o= e e e

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: BF098692.D
4000000 9(28

13.03

3000000

10.75
2000000

8.21 9.96

1000000

0.36 9.2 9.89 10.161-6

PONREDNP! | WS W ) N

04 o - A A - - -~
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098692.D

4000000

3000000

2000000

14.09

1000000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098692.D

Aca On : 22 Sep 2017 11:39

Operator : SJ/JU

ﬁ?ggle i 15293-13 SP-B-L-SIDE-COMP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.26 5.09 ng 242175 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 32
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 29 (2.257 min): BF098692.D (-25) (-) m/z 73.10 100.00%

731
5000
43.0
55.0 87.0

2.202.30 2.40 2.50 2.60 2.70
Ol prrrr e bt || M7z 43.00 35 62%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0 2.202.30 2.40 2.50 2.60 2.70
55 0 87.0 m/z 55.05 26.11%
nl

29.0
0 \‘ ‘\
..,....,....,....,....,....,....,....,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
55.0

2.202.30 2.40 2.50 2.60 2.70

5000 43.0 m/z 86.95 24.02%
27.0
15.0
Ot T e T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl-
55.0 73.0 2.202.30 2.40 2.50 2.60 2.70

m/z 71.10 11.60%

5000
43.0
31.0
NI ' _ 830 970 1150
N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098692.D

Aca On : 22 Sep 2017 11:39

Operator : SJ/JU

ﬁ?ggle i 15293-13 SP-B-L-SIDE-COMP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 14.83 ng 704760 1,4-Dichlorobenzene-d4 6.93
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 522 (5.157 min): BF098692.D (-519) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.1 SRR SRS SN R
4.80 5.00 520 5.40
IR RO YO BTN M £ & S o 73T B o 37
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S U A R
59.0 480 500 520 540
0
150 a0 1010 m/z 58.00 17.21%
: 83.0
0 1 | . . . ‘
RS I SULIR SO SO SO UL IR SULILL SULILSE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540
5000 57.0 m/z 101.10 14.03%
29.0
101.0
78.0
I R R UL RS A LR AN LA RS SAASS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime s e e R o
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.11%
5000
101.0
oL 150 310 | %80 g0 860
m/z--> 10 20 30 40 5 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098692.D

Aca On : 22 Sep 2017 11:39

Operator : SJ/JU

ﬁ?ggle i 15293-13 SP-B-L-SIDE-COMP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 unknown6.70 Concentration Rank 1

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

6.70 83.34 ng 3961600 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 784 (6.698 min): BF098692.D (-779) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 BRI S
40.1 54.0 J 6.40 6.60 6.80 7.00
o S T :|-.|.'.8,1-9. TR 2 m/z 68.05 38.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BRSNS LR UL SR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.86%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.15%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! SRR mmsms e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 14 .60%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R i e e R
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:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098692.D

Aca On : 22 Sep 2017 11:39

Operator : SJ/JU

ﬁ?ggle i 15293-13 SP-B-L-SIDE-COMP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.86 ng 155232 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 89
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 89
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 86
Abundance Scan 1677 (11.951 min): BF098692.D (-1670) (-) m/z 192.10 100.00%
1
5000
165.0 150 11'20 1900 1900
55.1 73.0 94.8 11.60 11.80 12.00 12.20
o 39 A P 2081 m/z 191.05  58.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000
11.60 11.80 12.00 12.20
040 165.0 m/z 189.05 32.12%
0 39.0 63.0 | ‘\ 115.0 139'0 . m‘ I HH
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 193.10 16.17%
82.0 165.0
ol_18.0 39.0 630 98.0 115.0 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54737: Anthracene, 9-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 190.10 16.03%
5000
96.0
m/z--> 20 40 60 80 100 120 140 160 180 200 ' 11.60 11.80 12.00 12.20

8270-BF092117.M Mon Sep 25 10:56:42 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098692.D

Aca On : 22 Sep 2017 11:39

Operator : SJ/JU

ﬁ?ggle i 15293-13 SP-B-L-SIDE-COMP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.97 4.19 ng 227163 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 93
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
Abundance Scan 1680 (11.969 min): BF098692.D (- 1678) ) m/z 192.10 100.00%
5000
11,60 11.80 12,00 12.20
(o} m/z 191.10 68.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000
11.60 11.80 12.00 12.20
165.0 m/z 73.00 37.88%
o 39.0 63.0 96.0 11601390 | ||
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 180.00 33.93%
83.0
165.0
ol15.0 39.0 63.0 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54737: Anthracene, 9-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 71.10 31.98%
5000
0 39.0 630 d HM””O %0 M
m/z--> 20 45 60 éo 100 120 140 160 180 200 220 240 260 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098692.D

Aca On : 22 Sep 2017 11:39

Operator : SJ/JU

ﬁ?ggle i 15293-13 SP-B-L-SIDE-COMP
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.75 2.23 ng 120816 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 1813 (12.751 min): BF098692.D (-1810) (-) m/z 43.00 100.00%

43.0 730

5000

12.40 12.60 12.80 13.00

0 m/z 72.95 91.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43.0 |, 73.0
5000 129.0

12.40 12.60 12.80 13.00
m/z 60.00 76.99%

241.0 284.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73.0
43.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.00 73.14%
185.0
97.0 228.0
o 15.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid B B .
60.0 12.40 12.60 12.80 13.00

m/z 55.00 66 .53%
5000

157.0 185.0 213.0 256.0

T I T T
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:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098692.D

Aca On 22 Sep 2017 11:39

Operator : SJ/JU

Sample : 15293-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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-Heptadecene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.92 3.10 ng 265720 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 64
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 56
3 1-Heneicosanol 312 C21H440 015594-90-8 53
4 Cvclopentadecane 210 C15H30 000295-48-7 51
5 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 49

Abundance Scan 2012 (13.921 min): BF098692.D (-2009) (-) m/z 230.10 100.00%
23p.1
43.0
83.1
5000
o0 174.0 13.60 13.80 14.00 14.20
ol ' 2738311 m/z 43.05 72.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92567: 1-Heptadecene
57.0
5000 R AR PR B DU
Bmwmmmmm
m/z 57.10  64.20%
L oo ||| | 00 150 zmo
m/z--> 50 1%0 260 2%0 360 3%0 460
Abundance
57.0
97.0 RN SN U
13.60 13.80 14.00 14.20
5000 m/z 83.10 53.47%
169.0
0 26,0 1330 i 20 e J/\W
m/z--> §0 160 1%0 260 2%0 360 3%0 460
Abundance #155046: 1-Heneicosanol R o o o o
580 oo, 13 60 13. 80 14. 00 14. 20
: m/z 55.00 51.18%
ol299 |, ‘ 1) 1399 1600 aa0 2660
m/z--> §0 160 150 260 250 360 3%0 460 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098692.D

Aca On 22 Sep 2017 11:39

Operator : SJ/JU

Sample : 15293-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Benzo[e]pyrene Concentration Rank 5

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

15.45 4.58 ng 213882 Perylene-di12 15.58

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 98
3 Benzolalpvrene 252 C20H12 000050-32-8 96
4 Benzolilfluoranthene 252 C20H12 000205-82-3 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91

Abundance Scan 2272 (15.451 min): BF098692.D (-2269) (-) m/z 252.10 100.00%
252.1
5000
125.0
15.20 15.40 15.60 15.80
57.1 .0 2221 .
_ 571870 j | 15311850 2221 \| 311.1340.2360.23992  p77 250.10  30.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.20 15.40 15.60 15.80
m/z 253.10 24 .18%
125.0
0 50.0 83.0 , | 174.0  223.0 ‘H
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
R R ERRERS RS R S
15.20 15.40 15.60 15.80
5000 m/z 125.00 15.31%
126.0
039.0 87.0 174.0 223.0
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene T
252.0 15.20 15.40 15.60 15.80
m/z 126.00 13.45%
5000
126.0
0 57.0 87.0 , | 174.0 222.0
— T T e e R N R E N R e St
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092217\

Data File : BF098692.D

Acq On : 22 Sep 2017 11:39

Operator : SJ/JU

3?22'6 i 15293-13 SP-B-L-SIDE-COMP
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092117 .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... 2.26 5.1 ng 242175 1 6.93 950674 20.0
2-Pentanone, 4-hy... 5.16 14.8 ng 704760 1 6.93 950674 20.0
unknown6.70 6.70 83.3 ng 3961600 1 6.93 950674 20.0
Phenanthrene, 2-m... 11.95 2.9 ng 155232 4 11.45 1084520 20.0
Phenanthrene, 1-m... 11.97 4.2 ng 227163 4 11.45 1084520 20.0
Octadecanoic acid 12.75 2.2 ng 120816 4 11.45 1084520 20.0
1-Heptadecene 13.92 3.1 ng 265720 5 14.09 1717010 20.0
Benzo[e]pyrene 15.45 4.6 ng 213882 6 15.58 934724 20.0
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