LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP006120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS Vvial : 14 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_ P\Methods\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@06120.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.469 399 405 420 rBV 562445 890134 59.70%  3.941%
2 7.075 665 678 693 rBvV 503051 958901 64.31% 4.246%
3 7.887 808 816 832 rBV 435453 730546 48.99%  3.235%
4 8.434 903 909 917 rVvB2 10175 19377 1.30% ©0.086%
5 9.058 1009 1015 1030 rBV 314039 586303 39.32% 2.596%
6 10.504 1251 1261 1265 rBV5 13189 35113 2.35% 0.155%
7 10.693 1282 1293 1299 rBV 534331 939217 62.99% 4.158%
8 10.740 1299 1301 1307 rVB 33757 52766 3.54% 0.234%
9 12.104 1525 1533 1537 rBV8 8991 20148 1.35% 0.089%
10 12.357 1572 1576 1581 rVB 25956 38845 2.61% 0.172%
11 12.575 1607 1613 1620 rVB 39641 72431 4.86% 0.321%
12 13.057 1692 1695 1702 rVB5 14659 21448 1.44% 0.095%
13 13.146 1702 1710 1719 rBV 886193 1345086 90.21% 5.955%
14 13.693 1798 1803 1804 rBV2 25884 37352 2.51% 0.165%
15 13.845 1824 1829 1834 rBV 51746 86954 5.83% 0.385%
16 13.898 1834 1838 1842 rW 23223 32077 2.15% 0.142%
17 13.998 1848 1855 1859 rBv4 22016 43448 2.91% ©0.192%
18 14.081 1865 1869 1872 rBV 26999 34952  2.34% 0.155%
19 14.245 1892 1897 1910 rVB 100791 166902 11.19% 0.739%
20 14.345 1910 1914 1919 rVB7 14247 22679 1.52% 0.100%
21 14.416 1921 1926 1933 rBV5 17131 31658 2.12% 140%

22 14.522 1935 1944 1950 rVV 723329 1070521 71.80%
23 14.587 1950 1955 1963 rVB 105323 172704 11.58%
24 14.740 1975 1981 1988 rBV6 16409 42745 2.87%

(ORI RE SN )
N
o))
Ul
B

25 14.922 2007 2012 2018 rVV 100452 143011 9.59% 633%
26 14.998 2021 2025 2029 rVB 27362 34075 2.29% 0.151%
27 15.140 2044 2049 2053 rBV3 32230 59419 3.98% 0.263%
28 15.192 2055 2058 2062 rVB 19746 24998 1.68% ©0.111%
29 15.304 2071 2077 2081 rBV6 24367 53947 3.62% 0.239%
30 15.398 2089 2093 2099 rVB 18638 30106 2.02% 0.133%
31 15.569 2117 2122 2134 rVB 168653 284652 19.09%  1.260%
32 15.728 2146 2149 2154 rVB5 19408 24634 1.65% 0.109%
33 15.775 2154 2157 2161 rBV5 22521 30940 2.08% 0.137%
34 15.863 2168 2172 2179 rVB3 29162 51990 3.49% ©.230%
4.

35 16.016 2189 2198 2207 rBV 593654 919430 61.66%

36 16.251 2231 2238 2244 rVBS5 44727 87804 5.89% 0.389%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP006120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS Vvial : 14 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_ P\Methods\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.575 2286 2293 2298 rBV3 45557 97055 6.51% 0.430%
38 16.628 2298 2302 2306 rVB2 36022 52440 3.52% 0.232%
39 16.722 2316 2318 2324 rVB 28606 37379 2.51% 0.165%
40 16.810 2330 2333 2336 rBv4 15682 20148 1.35% ©0.089%
41 17.086 2376 2380 2389 rVB2 55132 105610 7.08% 0.468%
42 17.269 2406 2411 2415 rBV 675321 1018005 68.27% 4.507%
43 17.316 2415 2419 2424 rVB 587721 794844 53.31% 3.519%
44 17.404 2430 2434 2439 rVB 177539 242751 16.28% 1.075%
45 17.469 2441 2445 2450 rVB5 21879 38149 2.56% 0.169%
46 17.686 2478 2482 2486 rBV 39312 57299 3.84% 0.254%
47 17.934 2519 2524 2529 rBV 350664 402029 26.96% 1.780%
48 18.139 2554 2559 2563 rBV 146200 229802 15.41% 1.017%
49 18.186 2563 2567 2571 rVB 161237 217954 14.62% 0.965%
50 18.263 2576 2580 2585 rBV 76848 118343 7.94%  0.524%
51 18.328 2585 2591 2594 rvv2 191095 344807 23.12% 1.527%
52 18.363 2594 2597 2602 rVB 101579 140040 9.39% 0.620%
53 18.622 2638 2641 2646 rVB 61124 81294 5.45% 0.360%
54 18.904 2687 2689 2693 rVB 48193 49552  3.32% 0.219%
55 19.033 2705 2711 2713 rBV2 1153308 1466300 98.34% 6.492%
56 19.063 2713 2716 2728 rVB4 1056777 1491067 100.00% 6.602%
57 19.192 2734 2738 2745 rVB 262419 338020 22.67% 1.497%
58 19.280 2748 2753 2759 rBV 636334 869166 58.29%  3.848%
59 19.604 2804 2808 2809 rBv2 95500 131568 8.82% 0.583%
60 19.628 2809 2812 2820 rVB 616742 906963 60.83% 4.016%
61 19.704 2822 2825 2828 rBV 91657 122900 8.24% 0.544%
62 19.822 2841 2845 2849 rVB 1206691 1413333 94.79% 6.258%
63 20.210 2908 2911 2915 rBV 127174 153991 10.33% 0.682%
64 21.351 3100 3105 3108 rBV2 900522 1318806 88.45% 5.839%
65 23.751 3510 3513 3519 rVB2 654849 1128916 75.71% 4.998%

Sum of corrected areas: 22585844
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP006120.D\data.ms
2000000

1500000

1000000

5.469 7075 10.693

500000 7.887
9.058
8.434 jk 10.564(740

Time--> 350 400 450 5. 00 550 6. 00 6.50 7. 00 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BP006120.D\data.ms
2000000

o

19.822

1500000

1000000

500000

12.143.387575 13.0

- r A PPN
L s B L L L L L L RN

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP006120.D\data.ms
2000000 21.851 23.y51

1500000

1000000

500000

O L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Naphtho[1,2-b]thiophene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.087 2.07 ng 105610  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 94
2 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 93
3 Dibenzothiophene 184 C12H8S 000132-65-0 91
4 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 90
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 90

Abundance Scan 2380 (17.086 min): BP006120.D\data.ms (-2376) (-~ m/z 184.00 100.00%

184.0
5000
T T
92.0 2810 ‘ 17.00
022l bl 90D 3551 42894888549 /7 139.00  20.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48786: Naphtho[1,2-b]thiophene
184.0
5000 ——
17.00
m/z 184.95  12.27%
92.0 J
O\\\‘\\“\“\L’\h\\‘\iW\!‘\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48787: Naphtho[2,3-b]thiophene
184.0
T [
17.00
5000 ITI/Z 152.00 9.53%
92.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48782: Dibenzothiophene T ‘
184.0 17.00
m/z 183.00 7.04%
5000
92.0
(USPIIRY N S — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.933 7.90 ng 402029  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 92
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
Abundance Scan 2524 (17.933 min): BP006120.D\data.ms (-2519) (-  m/z 73.95 100.00%
74.0
5000
H ‘ 143.0 9972 ‘18f00‘
ommu ‘L MLty 30333641 420.1490.9547 /0 g6 o5 74.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 T
18.00
143.0 m/z 43.10 25.63%
‘ ‘ ‘ 227.0
O\\\\l‘J\J\‘\li‘\i“\”\‘\\“\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—
18.00
5000 m/z 55.10 23.76%
L, 280 o
ok L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84485: Tridecanoic acid, methyl ester —
74.0 18.00
m/z 41.05 22.15%
Wil 1 2280
0 bt e =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.139 4.51 ng 229802  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 2559 (18.139 min): BP006120.D\data.ms (-2554) (-  m/z 192.10 100.00%
1

92.1
5000
= —
04.8 18.00 18.50
b 380t kol 28113419 415.8475.1536.7 /7 191.05  57.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54735: Anthracene, 2-methyl-
192.0
5000 T 5
18.00 18.50
m/z 189.05 29.32%
83.0
o501 |
‘\\\\‘f\\\‘f\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54749: Phenanthrene, 2-methyl-
192.0
—— =
18.00 18.50
5000 ITI/Z 190.05 15.41%
270 %0 | |
R o i e AR RAREa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54752: Phenanthrene, 1-methyl- — —
192.0 18.00 18.50
m/z 193.10 15.18%
5000
95.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.186 4.28 ng 217954  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 2567 (18.186 min): BP006120.D\data.ms (-2563) (- m/z 192.10 100.00%
192.1

o

5000
= =
94.7 { 18.00 18.50
032l d el 2649 3561 43004903 n/7 191.05  57.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54749: Phenanthrene, 2-methyl-
192.0
5000 S —
18.00 18.50
m/z 189.05 28.36%
027.0‘96?‘-0 |
‘\\\\‘\\\\‘\\\\‘\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54735: Anthracene, 2-methyl-
192.0
= =
18.00 18.50
5000 ITI/Z 193.10 15.88%
83.0
L2 G U
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54741: Anthracene, 1-methyl- T T
192.0 18.00 18.50
m/z 190.10 15.35%
5000
027.0‘96‘3-0 1
et e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.263 2.33 ng 118343  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90

Abundance Scan 2580 (18.263 min): BP006120.D\data.ms (-2576) (- m/z 192.10 100.00%
192.1

o

5000
= —
69.0 ‘ 18.00 18.50
Ottt 134004, 20813269 40124606 5352 /5 191 o5  48.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54749: Phenanthrene, 2-methyl-
192.0
5000 e =
18.00 18.50
m/z 189.00 27.30%
o270 %80 |
‘\\\\‘\\\\‘\\\\‘\\f ’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54735: Anthracene, 2-methyl-
192.0
e =
18.00 18.50
5000 m/z 193.05 21.27%
83.0
0}%9wvm“_\m‘ﬁw,\H\W\H‘u\w\u\_\u_\u‘u\w\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #54763: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- 7 —
192.0 18.00 18.50

m/z 190.10  14.45%

5000

S

270 960

O T bt pbedh vy e e e —— —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.328 6.77 ng 344807  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCl03S 036155-87-0 50
4 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 40
5 Methyl diselenide 190 C2H6Se2 007101-31-7 38

Abundance Scan 2591 (18.328 min): BP006120.D\data.ms (-2585) (- m/z 189.10 100.00%

189.1
5000
94.6 — e
18.00 18.50
0138 kv L b 28193432 4151 5235 ./, 199,19  95.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — ——
940 18.00 18.50
4 m/z 192.10  54.74%
0BL0, \ L
\\\[\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
— —
18.00 18.50
5000 ITI/Z 191.10 46.85%
94.0
0 N —————
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrc = T
190.0 18.00 18.50
45.0
m/z 94.60 21.32%
5000
117.
0 “m“'“h“uh‘ — —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 8 1H-Indene, 2-phenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.363 2.75 ng 140040  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 87
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 83
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83

Abundance Scan 2597 (18.363 min): BP006120.D\data.ms (-2594) (-  m/z 192.10 100.00%
1

92.1
5000
— -
96.0 263.1 307 1 4 18.00 18.50
b 200wy | 2902 3271 3972 A9L1S490  ;m/z 191.10  56.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54727: 1H-Indene, 2-phenyl-
192.0
5000 — =
18.00 18.50
m/z 165.10 15.45%
510 1150 |
O\\‘\l\il.\L\\‘\“\\\‘\‘\l\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54763: 1H-Cyclopropa[l]jphenanthrene,1a,9b-dihydro-
192.0
P e
18.00 18.50
5000 ITI/Z 193.10 12.97%
96.0
A 1 A —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54746: Phenanthrene, 1-methyl- — —
192.0 18.00 18.50
m/z 176.00 4.46%
- NJMM
0 3901 96|0 | ‘l\ L
B e R Raaa E — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 9 Methyl 9-cis,1l1-trans-octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.034 28.81 ng 1466300  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 2711 (19.033 min): BP006120.D\data.ms (-2705) (- m/z 67.10 100.00%
67.1

5000 ‘A\\A
206.1 — :
I ﬁsi\o ‘ 2631 3422 4203 5424 19.99
0! wﬂkaWﬂ$M%u‘ﬂuﬂ‘u‘wn‘u‘u‘rw‘u“u‘p m/z 81.10 87.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 — :
19.00
294.0 m/z 95.10 62.38%
' 150.0
OHH‘M\“ \m“l\‘m\‘hl\“L\"\"‘\ \'2‘?}0\.\0‘ \“\\\‘\\\\‘\\H‘\\\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
T T
19.00
5000 ITI/Z 55.10 55.25%
50.0
ol Ll 2230 24
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,Z)- T ‘
67.0 19.00
m/z 82.10 45.90%
5000 WJ&L
294.0
150.0
ob- }?m.mox“ I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 10 16-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.063 29.29 ng 1491070  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 95
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 90
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 81

Abundance Scan 2716 (19.063 min): BP006120.D\data.ms (-2713) (-~ m/z 55.10 100.00%

55.1
5000
31 264.1
206.1 1900 |
L] 'H\h \ﬂ YO ‘ h 3573 4454 5384 Py
b Ml L s L SST3 4454 5384 m/z 69.10  83.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0
5000 - ‘
19.00
264.0 m/z 74.00 76.27%
OAlll\’Hﬂ“"'J“llJWTW‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141290: 11-Octadecenoic acid, methyl ester
55.0
1 \
19.00
m/z 83.10 69.35%
5000 264.0
‘ ’ 3.0180.0
0 ‘LMwMww ¥ O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141286: 13-Octadecenoic acid, methyl ester —— ‘
55.0 19.00
m/z 41.10 60.40%
5000
264.0
3 018 0 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 11 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.192 6.64 ng 338020 Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 91
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 87

Abundance Scan 2738 (19.192 min): BP006120.D\data.ms (-2734) (- m/z 74.00 100.00%
74.0

é;iai:::;:;_

5000
N
143.1 : ——
‘ “ | ZST'Z w57 19.00 19.50
bl L Ll Ly B24.9387.4 45345123\, 87 09 74.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143126: Methyl stearate
74.0
5000 — S
19.00 19.50
143.0 m/z 43.10 29.61%
l 298.0
O‘\\\\‘\\\L\Jl“\“\\\‘\\\\Z‘P-\:B\R“\l\\\‘l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143190. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
—r— —
19.00 19.50
5000 ITI/Z 55.10 23.08%

1430 2550

“\ALm,l.\\ ;

o

~

oww N Y B S .
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #119408:Hexadecanok:add,nunhyleﬁer
74.0 19.00 19.50
m/z 143.05 20.98%
5000
143.0
M \ 2270
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 12 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.210 2.34 ng 153991 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 86
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 86
4 Benzoic acid, 3-(3,5-dimethyl-1-... 216 C12H12N202 312531-88-7 50
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 50

Abundance Scan 2911 (20.210 min): BP006120.D\data.ms (-2908) (- m/z 216.10 100.00%
216.1

=

5000
2000 2050
107.8 . .
1 ’
bt etbppar d ) 280134034005 4915548, 515 19 82.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74418: 11H-Benzol[b]fluorene
216.0
5000 s —

20.00 20.50
m/z 213.10  20.52%

- n !
L L B B B B B I B L L R I L B L R IR

o

al

o

o
=

r o

— ~
o

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74421: 11H-Benzo[a]fluorene
216.0
— —
20.00 20.50
5000 m/z 217.10 18.66%
108.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74416: Pyrene, 1-methyl- T —
216.0 20.00 20.50
m/z 107.85 8.77%
5000
108.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP006120.D

Acqg On : 30 Jun 2021 22:14
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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|
Naphtho[1,2-b]t... 17.087 2.1 ng 105610 4 17.269 1018010 20.0
Hexadecanoic ac... 17.933 7.9 ng 402029 4 17.269 1018010 20.0
Anthracene, 2-m... 18.139 4.5 ng 229802 4 17.269 1018010 20.0
Phenanthrene, 2... 18.186 4.3 ng 217954 4 17.269 1018010 20.0
1H-Cyclopropa[l... 18.263 2.3 ng 118343 4 17.269 1018010 20.0
4H-Cyclopenta[d... 18.328 6.8 ng 344807 4 17.269 1018010 20.0
1H-Indene, 2-ph... 18.363 2.8 ng 140040 4 17.269 1018010 20.0
Methyl 9-cis,11... 19.034 28.8 ng 1466300 4 17.269 1018010 20.0
16-Octadecenoic... 19.063 29.3 ng 1491070 4 17.269 1018010 20.0
Methyl stearate 19.192 6.6 ng 338020 4 17.269 1018010 20.0
11H-Benzo[b]flu... 20.210 2.3 ng 153991 5 21.351 1318810 20.0
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