LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51 Instrument :
Operator : JU/CG BNA_F

Sample : L4406-01 2X ClientSampleld :
Misc : JC-02-101420-A

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122002.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.357 553 556 575 rBvV 847651 1056636 78.63% 5.280%
2 6.387 727 731 757 rBV 904448 1136117 84.55% 5.678%
3 6.739 788 791 798 rBV 719119 632489 47.07% 3.161%
4 7.310 884 888 904 rBV 703499 760762 56.61%  3.802%
5 8.028 1006 1010 1023 rBV 822848 845099 62.89% 4.223%
6 9.098 1188 1192 1202 rBV 1541679 1343748 100.00% 6.715%
7 9.498 1254 1260 1268 rVB 155532 159812 11.89% 0.799%
8 9.639 1281 1284 1288 rVB 17360 16881 1.26% ©0.084%
9 9.775 1303 1307 1311 rBV 1014224 918436 68.35% 4.590%
10 9.810 1311 1313 1321 rVB 87040 90515 6.74% 0.452%
11  9.986 1340 1343 1346 rVB 31372 28024 2.09% 0.140%
12 10.327 1397 1401 1406 rBV 59744 63116 4.70% 0.315%
13 10.480 1425 1427 1430 rVB 21372 17684 1.32% 0.088%
14 10.569 1438 1442 1453 rBV 572023 617629 45.96%  3.087%
15 10.680 1458 1461 1469 rVB4 23242 43371  3.23% 0.217%
16 11.075 1524 1528 1532 rW 46986 44071 3.28% 0.220%
17 11.122 1532 1536 1539 rVV3 43210 54964 4.09% 0.275%
18 11.157 1539 1542 1549 rVB 62453 64835 4.82% 0.324%
19 11.263 1556 1560 1562 rBV 904364 875179 65.13% 4.374%
20 11.286 1562 1564 1568 rVV 898116 734599 54.67% 3.671%
21 11.339 1569 1573 1576 rVV 129509 130327 9.70% 0.651%
22 11.380 1578 1580 1585 rVB2 14311 18986 1.41% 0.095%
23 11.498 1596 1600 1606 rBV2 110087 134147 9.98% 0.670%
24 11.551 1606 1609 1611 rVV2 33069 29003 2.16% 0.145%
25 11.604 1614 1618 1621 rVB3 15132 20026 1.49% 0.100%
26 11.651 1623 1626 1629 rBV 89826 70503  5.25% ©.352%
27 11.763 1642 1645 1648 rBV 94566 81826 6.09% 0.409%
28 11.792 1648 1650 1654 rVB 129741 104158 7.75% 0.521%
29 11.839 1655 1658 1661 rVWV 25677 21547 1.60% 0.108%
30 11.874 1661 1664 1666 rVV 136793 136613 10.17% 0.683%
31 11.898 1666 1668 1671 rVB 69614 55515 4.13% 0.277%
32 11.957 1674 1678 1680 rBV3 23610 28926 2.15% 0.145%
33 12.057 1692 1695 1698 rBV 69962 58196 4.33% 0.291%
34 12.092 1698 1701 1706 rVvV 90938 86026 6.40% 0.430%
35 12.204 1718 1720 1724 rVB3 20941 15737 1.17% 0.079%
36 12.239 1724 1726 1728 rBV2 28813 21072 1.57% 0.105%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51 Instrument :
Operator : JU/CG BNA_F

Sample : L4406-01 2X ClientSampleld :
Misc : JC-02-101420-A

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.310 1735 1738 1740 rBV 52230 53519 3.98% 0.267%
38 12.333 1740 1742 1744 rVV 190511 185877 13.83% ©.929%
39 12.357 1744 1746 1751 rVV2 239234 248230 18.47%  1.241%
40 12.404 1751 1754 1758 rVWW2 72364 88810 6.61% 0.444%
41 12.445 1758 1761 1763 rVV2 41052 48598 3.62% ©.243%
42 12.474 1763 1766 1770 rVB 1181854 1000878 74.48% 5.002%
43 12.539 1775 1777 1780 rVB 25905 27297 2.03% 0.136%
44 12.621 1788 1791 1794 rVB3 48282 50858 3.78%  ©.254%
45 12.704 1799 1805 1811 rBV 945708 982522 73.12% 4.910%
46 12.751 1811 1813 1819 rVB2 44920 54042 4.02% 0.270%
47 12.845 1822 1829 1832 rBV 1204234 1119150 83.29% 5.593%
48 12.869 1832 1833 1838 rVB 49970 42287 3.15% ©0.211%
49 12.927 1838 1843 1846 rBV3 64247 111277 8.28% ©.556%
50 12.957 1846 1848 1850 rBV 23276 19267 1.43% 0.096%
51 13.033 1853 1861 1864 rBv2 115108 203808 15.17% 1.019%
52 13.074 1865 1868 1869 rBV3 23769 25773 1.92% 0.129%
53 13.098 1869 1872 1874 rVB2 48898 40058 2.98% ©0.200%
54 13.133 1874 1878 1881 rBV2 83318 102215 7.61% ©.511%
55 13.227 1891 1894 1897 rBV 48052 47453 3.53% 0.237%
56 13.263 1897 1900 1902 rBV2 48796 60533 4.50% 0.303%
57 13.416 1923 1926 1928 rBv4 23834 27300 2.03% 0.136%
58 13.457 1931 1933 1935 rW 25427 21157 1.57% ©.106%
59 13.545 1945 1948 1952 rVB 112454 97486  7.25% 0.487%
60 13.651 1963 1966 1968 rBV 106587 96991 7.22%  0.485%
61 13.674 1968 1970 1973 rVB 69671 61266 4.56%  0.306%
62 13.704 1973 1975 1977 rBV 65872 68865 5.12% 0.3447%
63 13.757 1981 1984 1987 rVV 110246 95565 7.11% 0.478%
64 13.904 2001 2009 2011 rBV2 934927 1277080 95.04%  6.382%
65 13.927 2011 2013 2016 rVB 453366 369556 27.50% 1.847%
66 14.010 2024 2027 2029 rVB 61439 56641 4.22% 0.283%
67 14.063 2033 2036 2040 rBv4 34822 55506  4.13% 0.277%
68 14.139 2047 2049 2051 rVB 41714 33161 2.47%  ©.166%
69 14.292 2072 2075 2077 rVB 87935 81746 6.08% 0.409%
70 14.321 2078 2080 2082 rBV 42370 32924  2.45% 0.165%
71 14.774 2155 2157 2160 rBV2 54389 58407 4.35% 0.292%
72 14.933 2179 2184 2186 rBV 395606 566449 42.15%  2.831%
73 15.033 2198 2201 2212 rVB 79340 117066 8.71% ©.585%
74 15.221 2229 2233 2238 rVB 237850 287306 21.38% 1.436%
75 15.280 2239 2243 2248 rVB 328559 382578 28.47% 1.912%

76 15.339 2249 2253 2257 rBV = 566448 719816 53.57% 3.597%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51
Operator : JU/CG

Sample : L4406-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 16.751 2488 2493 2502 rVB 132376 271941 20.24% 1.359%
78 17.180 2561 2566 2575 rVB 100203 202350 15.06% 1.011%

Sum of corrected areas: 20010184
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 15 Oct 2020 20:51

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
BF122002.D

Ju/CaG
L4406-01 2X

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF122002.D\data.ms

6.387
5.357

6.739

7.310

Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

L L L L L B L L L L I L L L I I L L L L L L L L L L B L B L I B I

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF122002.D\data.ms

9.098

12.474 12.845

9.775 12.704

10285
8.028

10.569

0

Time-->

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

D S =T —
10.00 10.50 11.00 12.00 12.50 13.00

TIC: BF122002.D\data.ms

13.904

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51
Operator : JU/CG

Sample : L4406-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.792 2.38 ng 104158 Phenanthrene-die 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93

Abundance Scan 1650 (11.792 min): BF122002.D\data.ms (-1648) (1  m/z 192.10 100.00%
19p.1

5000 M
¢ =
0b 300050 b 20 Ll myz 101,10 ss.s7u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 — e A
11.50 12.00
040 165.0 m/z 189.10 32.73%
0 300 630 | || 11601390 |
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
ot R
11.50 12.00
5000 ITI/Z 190.10 17.05%
165.0
0 1390 63.0 960 1390 |
R A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 AA
Abundance #54735: Anthracene, 2-methyl- A
192.0 11.50 12.00
m/z 193.10 16.04%
5000
83.0 165.0
0 15.0 39.0 61"0‘ ‘ || 115.0 1390 h‘ L ! A A [\/\
P P e e e e AN
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51
Operator : JU/CG

Sample : L4406-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.874 3.12 ng 136613  Phenanthrene-die 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 76
2 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 28
4 1,1'-Biphenyl, 4,4'-difluoro- 190 C12H8F2 000398-23-2 23
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 14

Abundance Scan 1664 (11.874 min): BF122002.D\data.ms (-1661) (1  m/z 190.05 100.00%
19p.1
5000 AA&
95 A
163.0 11.50 12.00
63.0 139.0
O ooy Db iy o iy v et e m/z 189.10  98.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — NPT
94.0 11.50 12.00
' m/z 192.10 40.88%
o 39.0 630 | 137.0 163.0 UM
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189.0
— P
11.50 12.00
5000 m/z 191.10 39.03%
42.0 122.0
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /AMﬂN
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene - = e
189.0 11.50 12.00
m/z 94.50 24.37%
5000
94.0
‘ | 163.0 M
) SRS R SN | — - -
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51
Operator : JU/CG

Sample : L4406-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.333 4.25 ng 185877  Phenanthrene-die 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

Abundance Scan 1742 (12 333 min): BF122002.D\data.ms (-1740) (1 m/z 67.10 100.00%

o MhAAAwVﬁ\wAMMWJKMV
— s
150.0 211.0 263.1 302.1 12.00 12.50
oy b SR T T m/z 81.05  81.72%
miz--> 50 150 200 250 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 . —
12.00 12.50
09.0 m/z 55.05 70.04%
\ ﬁ Il H u 262.0294.0
O\\}‘ ‘\\”\\\\\‘\\\\‘\”\\\“\
miz--> 50 100 150 200 250 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
— —
12.00 12.50
5000 m/z 41.05 63.27%
09.0 294.0
27.0‘ H 263.0
ol Humu\\m\m m ‘\‘1310 200 L
miz--> 50 100 150 200 250 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- P ——
67.0 12.00 12.50
m/z 95.05 57.60%
5000
09.0 souo0
s il
miz--> 50 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51
Operator : JU/CG

Sample : L4406-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.357 5.67 ng 248230  Phenanthrene-die 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 94
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
Abundance Scan 1746 (12.357 min): BF122002.D\data.ms (-1744) (1 m/z 55.00 100.00%
55.0
5000 87.0
— ——
231 1802 2222 2641 3. 1200 12.50
[o) H\‘ u“\‘\”mh\‘m H‘MMM \“H‘““ M — ‘Hm — - m/z 41.05 60.04%
miz--> 50 100 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 87.0 = .
12.00 12.50
230 m/z 74.00  59.32%
' 180.0 222.0 264.0
0+ L\ ‘\““ ‘”‘H‘ b ‘1 I V‘ I \“\ \2\9‘6‘0\
miz-> 50 100 150 200 250 300
Abundance #141275: 9-Octadecenoic acid, methyl ester

55.0
12.00 12.50
5000 87.0 m/z 69.10 57.00%
264.0
23.0 222.0
Hﬂ \H\m M‘H‘m R ‘\18\00 n“ . “ 29\6'0
0“‘\ [ e
50 100

-

Miz--> 150 200 250 300
Abundance #141283: 15-Octadecenoic acid, methyl ester P ; :
55.0 12.00 12.50

m/z 83.05 51.94%
5000
264.0
. 222.0

L LI, , 0o
e T T
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51
Operator : JU/CG

Sample : L4406-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Cyclopenta(def)phenanthrenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.404 2.03 ng 88810  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 (E)-Ethyl 3-oxo-2-(pyrid-2-yl)me... 219 C12H13NO3 1000147-59-7 45
3 [1,1'-Biphenyl]-2,2"-dicarbonitrile 204 C14H8N2 004341-02-0 43
4 4(equat)-(but-3-en-1-ynyl)-2(axi... 219 C14H21NO 038423-22-2 42

5 N-(4-Chloro-phenyl)-2-(3,4-dihyd... 330 C17H15C1N20S 1000296-34-3 42

Abundance Scan 1754 (12.404 min): BF122002.D\data.ms (-1751) (-] m/z 204.10 100.00%

204.1
5000 jb\
88.0 Ml ased
150.0 12.50
51.0 302.1
SO B RTEC 2 ok e 32T 176010 39.93%
miz--> 50 100 150 200 250 300
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0
5000
12.50
88.0 m/z 88.00  20.41%
150.0 ‘
O T T T ‘ T \“\ ‘\ “‘ T T T T ‘} T \H‘\ T ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #76444: (E)-Ethyl 3-oxo-2-(pyrid-2-yl)methylene-butanoal
204.0
pel e
12.50
5000 ITI/Z 205.10 19.23%
132.0
430 780
ok Al L
miz-> 50 100 150 200 250 300
Abundance #64245: [1,1'-Biphenyl]-2,2'-dicarbonitrile LA s
204.0 12.50
m/z 175.00 16.12%
5000
0 510 \88\.0\ 1590 ‘\L \‘ m}\'\ /’/\/\
e S T e bl e g
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51
Operator : JU/CG

Sample : L4406-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Fluoranthene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.033 3.19 ng 203808 Chrysene-d12 13.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 87
Abundance Scan 1861 (13.033 min): BF122002.D\data.ms (-1853) (-  m/z 216.10 100.00%
216.1
5000 ﬂ
107.8 302.1 13.00 |
63.0 151.0 )
ol 230 ul 810 2831 L ) ais1e 79.65%
miz--> 50 100 150 200 250 300
Abundance #74424: Fluoranthene, 2-methyl-
216.0
5000 e :
13.00
108.0 m/z 213.85  22.39%
Ob—— 639 T \:‘]-6\3\0\ h‘\ f il (LI
miz--> 50 100 150 200 250 300
Abundance #74416: Pyrene, 1-methyl-
216.0
‘f\/\‘ T ‘ T T ‘
13.00
5000 m/z 217.10 15.67%
108.0
027-0 63.0 L, 163.0 h‘ , nh
e
miz--> 50 100 150 200 250 300 ﬂ/\«
Abundance #74422: 11H-Benzol[b]fluorene Mﬂ ‘AA T
216.0 13.00
m/z 107.80  13.70%
5000
108.0
57.0 | M 163.0 |
ot il
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51
Operator : JU/CG

Sample : L4406-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.033 3.25 ng 117066 Perylene-di2 15.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
2 Benzo[e]pyrene 252 C20H12 000192-97-2 91
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
5 Perylene 252 C20H12 000198-55-0 81

Abundance Scan 2201 (15.033 min): BF122002.D\data.ms (-2198) (-  m/z 252.05 100.00%

25p.1
5000
125.0 15.00 |
75.0 207.1 .
0399780y | 16802074, | 3041 3%. .., 56.10 26.50%
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]lacephenanthrylene
252.0
5000 A :
15.00
126.0 m/z 253.10 26.48%
0390 87.0 ‘\‘ 161.0 200.0 . |
T ‘ T T T ‘ T T T ‘ T T T ’ T T T T T T ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #104217: Benzol[e]pyrene
252.0
T \
15.00
5000 ITI/Z 125.00 12.50%
125.0
0890 830 | 2000 |
e e e e e
miz--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene T
252.0 15.00
m/z 126.05 11.13%
5000
126.0
0l50.0 87.0 | 163.02000 |
e T
m/z--> 50 100 150 200 250 300 350 15.00
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Data Path :

Data File : BF122002.D

Acqg On : 15 Oct 2020 20:
Operator Ju/caG

Sample L4406-01 2X
Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

51

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Perylene

Concentration Rank 1

R.T. EstConc Area
15.221 7.98 ng 287306 P
Hit# of 5 Tentative ID

1 Benzo[e]pyrene

2 Benz[e]acephenanthrylene
3 Benzo[a]pyrene

4 Benzo[k]fluoranthene

5 Perylene

Relative to ISTD R.T.
erylene-d12 15.339

MW MolForm CASH# Qual
252 C20H12 000192-97-2 99
252 C20H12 000205-99-2 98
252 C20H12 000050-32-8 96
252 C20H12 000207-08-9 94
252 C20H12 000198-55-0 94

Abundance Scan 2233 (15.221 min): BF122002.D\data.ms (-2229) (-]

m/z 252.05 100.00%

252.1
5000
e —
150 12?0 2001 15.00 15.50
020 70 j | 16602091, @ 8070 _ n/z 250.10 30.13%
miz--> 50 100 150 200 250 300
Abundance #104217: Benzo[e]pyrene
252.0
5000 e e
15.00 15.50
m/z 253.10 21.17%
125.0
0,500 830 | 1580 200.0 !
L ‘ L ‘ T T L ‘ T \ \ T L ‘ L
miz--> 50 100 150 200 250 300
Abundance #104227: Benz[e]acephenanthrylene
252.0
O —
15.00 15.50
5000 /Z 125.00 14.40%
126.0
0390 870 ‘\\ 161.0 200.0 ‘H
e e e e e
m/z--> 50 100 150 200 250 300
Abundance #104218: Benzo[a]pyrene ‘
252.0 1500 1550
m/z 126.00 13.16%
5000
126.0
0,500 870 i 16302000 \
T P e e —= ==
m/z--> 50 100 150 200 250 300 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122002.D

Acqg On : 15 Oct 2020 20:51
Operator : JU/CG

Sample : L4406-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
Phenanthrene, 2... 11.792 2.4 ng 104158 4 11.263 875179 20.0
4H-Cyclopenta[d... 11.874 3.1 ng 136613 4 11.263 875179 20.0
9,12-Octadecadi... 12.333 4.3 ng 185877 4 11.263 875179 20.0
9-Octadecenoic ... 12.357 5.7 ng 248230 4 11.263 875179 20.0
Cyclopenta(def)... 12.404 2.0 ng 88810 4 11.263 875179 20.0
Fluoranthene, 2... 13.033 3.2 ng 203808 5 13.904 1277080 20.0
Benzo[e]pyrene 15.033 3.3 ng 117066 6 15.339 719816 20.0
Perylene 15.221 8.0 ng 287306 6 15.339 719816 20.0
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