LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13 Instrument :
Operator : CG/JU BNA_M

Sample : M2207-03 2X ClientSampleld :
Misc : TP-4A-3-COMP

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 M\Methods\8270-BM043021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29736.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.193 386 392 408 rBV 569809 817851 30.35% 2.570%
2 6.775 654 661 677 rBvV 509810 840881 31.20% 2.642%
3 7.587 792 799 809 rBV 258446 413571 15.34% 1.299%
4 8.745 989 996 1007 rBV 340798 563735 20.92% 1.771%
5 10.369 1264 1272 1285 rBV 312324 533454 19.79% 1.676%
6 12.851 1688 1694 1705 rBV 1084562 1689210 62.68% 5.307%
7 13.139 1737 1743 1752 rVB 42919 69661 2.58% 0.219%
8 13.698 1833 1838 1848 rVB 49634 76276  2.83%  0.240%
9 13.957 1877 1882 1890 rBV 30862 50398 1.87% 0.158%
10 14.239 1923 1930 1936 rBV 549271 818017 30.35% 2.570%
11 14.298 1936 1940 1949 rVB 39248 62791 2.33% 0.197%
12 14.639 1992 1998 2004 rBV 19912 33426 1.24% 0.105%
13 15.286 2103 2108 2119 rVB 44739 78223 2.90% 0.246%
14 15.586 2154 2159 2169 rVB 18079 33125 1.23% 0.104%
15 15.733 2177 2184 2193 rBV 901902 1292609 47.96% 4.061%
16 16.292 2271 2279 2284 rBV3 22040 43190 1.60% 0.136%
17 16.527 2310 2319 2322 rBV5 14516 33037 1.23% 0.104%
18 16.645 2335 2339 2346 rVB3 16710 27384 1.02% 0.086%
19 16.721 2347 2352 2354 rBV3 17947 30300 1.12% 0.095%
20 16.804 2362 2366 2371 rVB 30102 41633 1.54% 0.131%
21 16.986 2390 2397 2400 rBV 641181 940583 34.90%  2.955%
22 17.027 2400 2404 2412 rVV 608144 872354 32.37% 2.741%
23 17.115 2414 2419 2424 rW 176230 252154 9.36% 0.792%
24 17.174 2426 2429 2435 rVB2 17762 31435 1.17% 0.099%
25 17.392 2458 2466 2470 rBV 30752 56996 2.11% 0.179%
26 17.504 2481 2485 2491 rVB3 23423 32957 1.22% 0.104%
27 17.562 2491 2495 2505 rVB3 20445 37393 1.39% 0.117%
28 17.857 2540 2545 2548 rBV 135077 187597 6.96% 0.589%
29 17.904 2548 2553 2560 rVvV 207542 376065 13.95% 1.182%
30 17.986 2560 2567 2572 rVV 74472 115090 4.27% 0.362%
31 18.051 2572 2578 2582 rVV2 219396 387792 14.39%  1.218%
32 18.086 2582 2584 2591 rVB 84451 112400 4.17% 0.353%
33 18.362 2626 2631 2635 rBV 97702 133509 4.95% 0.419%
34 18.404 2635 2638 2645 rVB2 49076 70655  2.62% 0.222%
35 18.609 2669 2673 2677 rBV 34474 46382 1.72% 0.146%
36 18.662 2678 2682 2685 rvv 48220 65223  2.42% 0.205%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13 Instrument :
Operator : CG/JU BNA_M

Sample : M2207-03 2X ClientSampleld :
Misc : TP-4A-3-COMP

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 M\Methods\8270-BM043021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.698 2685 2688 2692 rVB 40315 48986 1.82% 0.154%
38 18.780 2697 2702 2707 rBV2 90779 158559 5.88% 0.498%
39 18.845 2707 2713 2716 rVV3 55115 116660 4.33% 0.367%
40 18.874 2716 2718 2721 rVB 37277 36687 1.36% 0.115%
41 18.921 2721 2726 2734 rBV3 55010 108808 4.04% 0.342%
42 19.045 2741 2747 2753 rBV 1830139 2378891 88.27% 7.474%
43 19.115 2755 2759 2761 rBV 24038 29100 1.08% 0.091%
44 19.145 2761 2764 2767 rBV3 30538 37022 1.37% 0.116%
45 19.180 2767 2770 2776 rVB3 29531 57054 2.12% 0.179%
46 19.245 2777 2781 2784 rBV5 21003 34402 1.28% 0.108%
47 19.286 2785 2788 2792 rVWV 41071 52453 1.95% 0.165%
48 19.380 2799 2804 2805 rBV 371043 443940 16.47%  1.395%
49 19.409 2805 2809 2818 rVV 1424047 2070820 76.83% 6.506%
50 19.480 2818 2821 2828 rVB2 88463 151277 5.61% 0.475%
51 19.615 2835 2844 2849 rBV 2030740 2655332 98.52%  8.343%
52 19.739 2859 2865 2871 rBV3 108732 277295 10.29% 0.871%
53 19.868 2883 2887 2889 rBV3 85482 128668 4.77%  0.404%
54 19.909 2890 2894 2898 rvB2 325061 427086 15.85% 1.342%
55 20.009 2906 2911 2915 rBV 281466 373406 13.85% 1.173%
56 20.062 2915 2920 2924 rVV2 177850 285728 10.60% 0.898%
57 20.104 2924 2927 2931 rVB 99465 125555 4.66%  0.394%
58 20.204 2940 2944 2948 rBV 82876 112841 4.19% 0.355%
59 20.251 2948 2952 2956 rVv2 86883 132156 4.90% 0.415%
60 20.615 3011 3014 3017 rBv4 44033 66952  2.48% 0.210%
61 20.651 3017 3020 3026 rVB 96662 151329 5.61% 0.475%
62 20.815 3045 3048 3052 rBV 111829 148781 5.52% 0.467%
63 20.856 3052 3055 3058 rVV 133497 149440 5.54% 0.470%
64 20.892 3058 3061 3066 rVv2 237081 380919 14.13% 1.197%
65 20.951 3068 3071 3076 rVB 119091 173877 6.45%  0.546%
66 21.162 3101 3107 3111 rBV3 1376531 2695160 100.00%  8.468%
67 21.203 3111 3114 3124 rVB 947427 1258828 46.71%  3.955%
68 21.321 3130 3134 3139 rBV 211063 295203 10.95% 0.928%
69 22.197 3280 3283 3293 rVB4 181296 348992 12.95% 1.097%
70 22.697 3362 3368 3372 rBV 723320 1552741 57.61% 4.879%
71 23.156 3441 3446 3455 rVB 427467 778410 28.88% 2.446%
72 23.250 3456 3462 3468 rBV 689129 1269567 47.11% 3.989%

73 23.344 3473 3478 3483 rVV 628535 1046747 38.84%  3.289%

Sum of corrected areas: 31827029
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Apr 2021 19:13
: CG/JU
: M2207-03 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM043021\
BM029736.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

TIC: BM029736.D\data.ms

5.193 6.775

8.745 10.369

B

300 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
TIC: BM029736.D\data.ms

19.615
19.045

19.409

12.851
15.733

14.239

13.139 13.698.9574|2984.639 15286 5 16.20264H80

o

Time-->
Abundance

2000000

1500000

1000000

500000

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BM029736.D\data.ms

21.162

21,203 22,607 223684
23.1

22.197

20.89291:321

Time-->

21.00 21.50 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_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Anthracene, 9-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.857 3.99 ng 187597  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93

Abundance Scan 2545 (17.857 min): BM029736.D\data.ms (-2540) (-  m/z 192.05 100.00%

192.1
5000
— o
6a0 946 1369 165.1 17.50 18.00
ol 9 O30 e 01389 Ml 2200 7 191,10 57.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54731: Anthracene, 9-methyl-
192.0
5000 — e
17.50 18.00
m/z 189.10  29.56%
96.0 165.0
0 39.0 63'0 il 139'0‘ R
‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54749: Phenanthrene, 2-methyl-
192.0
— =
17.50 18.00
5000 m/z 190.10 14.91%
165.0
ol 390 630 960 1390 " |
R e S ARAAEmE S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54728: 1H-Indene, 1-phenyl- — =
192.0 17.50 18.00
m/z 193.05 14.50%
5000
165.0
01280 650 890 M%%1300 w
e e e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Phenanthrene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.904 8.00 ng 376065  Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90

Abundance Scan 2553 (17.904 min): BM029736.D\data.ms (-2548) (-  m/z 192.10 100.00%
1

92.1
5000
18.00
94.5 .
. 150.0
ol B2 2 H‘ 2201 2820 /7 191,10 61.45%
miz--> 50 100 150 200 250
Abundance #54743: Phenanthrene, 2-methyl-
192.0
5000 L
18.00
m/z 189.10 28.74%
27.0 63'0 94&‘.0 139'0 h‘ . \M
T T T T ‘ 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
Abundance #54746: Phenanthrene, 1-methyl-
192.0
e
18.00
5000 m/z 193.1@6  17.51%
270 630 960 1390 | |
e
Miz--> 50 100 150 200 250
Abundance #54735: Anthracene, 2-methyl- —
192.0 18.00
m/z 190.05 15.14%
5000
0 39.0 “83‘.0\\ 139'0 h‘ . \‘H
e e R e S A
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13

Operator : CG/JU

Sample : M2207-03 2X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
: 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 1H-Cyclopropa[l]phenanthren... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.986 2.45 ng 115090  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96

2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95

Abundance Scan 2567 (17.986 min): BM029736.D\data.ms (-2560) (-  m/z 192.05 100.00%

192.1
5000
18.00
82.6 163.0 . :
ol 51.0 126.0 223.0 282.. m/z 191.05 48.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54763: 1H- CycIopropa[l]phenanthrene 1a,9b-dihydro-
92.0
5000 U
18.00
m/z 189.10 25.36%
027.0 630 96.0 1560 163.0 H
’\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘H \‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54746: Phenanthrene, 1-methyl-
192.0
1800
o270 630 960 1260 1630 I
P e e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54741: Anthracene, 1-methyl-
192.0 1800
m/z 190.05 13.11%

m/z-->

20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.051 8.25 ng 387792  Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 Methyl diselenide 190 C2H6Se2 007101-31-7 45
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 45
4 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 43
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42

Abundance Scan 2578 (18.051 min): BM029736.D\data.ms (-2572) (-  m/z 189.05 100.00%

189.1
5000
R
63.1 94"5 139.0 ) 18.00
Ol oo el 2281 2825 m/7 190.05  99.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 AR
940 18.00
4 m/z 192.10  38.69%
3.0 630, | 1220 1620 |
‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #53209: Methyl diselenide
93.0 190.0
1
18.00
5000 m/z 191.05 35.71%
160.
0! N —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene e
189.0 18.00
m/z 187.10 20.26%
5000
94.0
o L L A

m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 1H-Indene, 2-phenyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.086 2.39 ng 112400  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 87
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 83
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81

Abundance Scan 2584 (18.086 min): BM029736.D\data.ms (-2582) (-  m/z 192.10 100.00%

192.1
5000
94.3 iéod
: 150 _ :
0 ‘G%%uu‘wh‘uw‘wi‘ﬂwuw‘u‘ T “‘??5 m/z 191.10 61.36%
miz--> 50 100 150 200 250 300 350
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 1
18.00
m/z 193.10 12.90%
94.0
O T \\51‘"9‘\ \‘\M‘ \\\]‘Tsiﬂzl\ﬂ‘)\‘\“‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #54727: 1H-Indene, 2-phenyl-
192.0
—— ‘
18.00
5000 ITI/Z 165.05 12.68%
270 630 1150154 |
05 bl
m/z--> 50 100 150 200 250 300 350
Abundance #54738: Anthracene, 9-methyl- — ‘
192.0 18.00
m/z 189.10 12.04%
94.0
oL30 M0 aeo | 0k
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Naphthalene, 2-phenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.362 2.84 ng 133509  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 93
2 5,16[1',2']:8,13[1"'"',2"'"']-Dibenz... 408 C32H24 005672-97-9 90
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl6H12 006572-60-7 68
4 Levamisole 204 C11H12N2S 014769-73-4 53
5 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 50
Abundance Scan 2631 (18.362 min): BM029736.D\data.ms (-2626) (-  m/z 204.10 100.00%
204.1
5000
18‘06 5.8‘56 ‘A‘j\
101.1 . .
151.0
ol Qb R0 M 2829 n/z 202.05  37.44%
mlz--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204.0
5000 N ‘ M
18.00 18.50
101.0 m/z 203.10 30.38%
510, | 1500
0 \‘\\i‘\‘\“‘\‘\}\\‘\\i”\‘\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
4 ey
18.00 18.50
5000 m/z 205.10 16.57%
0390 1010 4530, | 313.0 408.(
A B e s B i m o
miz--> 50 100 150 200 250 300 350 400
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, o P
204.0 18.00 18.50
m/z 101.10 8.21%
5000
101.0 /\ M/\/\
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50

8270-BMO43021.M Mon May 03 14:52:59 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.780 3.37 ng 158559  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 96
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
3 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 91
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 90
5 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 87

Abundance Scan 2702 (18.780 min): BM029736.D\data.ms (-2697) (- m/z 206.10 100.00%
5.1

20
5000
1850  19.00
101.0 165. ‘ m ) . .
ob 020 )T 1349, 1 dl 281 n/z 191.10  45.15%
m/z--> 50 100 150 200 250
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 T ‘ T T ‘ T
18.50 19.00
101.0 m/z 205.10 24.45%
0 \2\7\0\ ‘6\\?’.(\)‘\ “\“ ih‘\ [ — ‘?‘?‘5\.(‘)“\ \LU L B B B B
m/z--> 50 100 150 200 250
Abundance #66249: 9,10-Dimethylanthracene
206.0
P —
18.50 19.00
5000 m/Z 189.05 22.40%
o5 510 890 1270 1650 |
el L —
m/z--> 50 100 150 200 250
Abundance #66250: Anthracene, 1,4-dimethyl- T —
206.0 18.50 19.00
m/z 207.10 17.03%
89.0
NI W2 B8 N
m/z--> 50 100 150 200 250 18.50 19.00

8270-BM@43021.M Mon May ©3 14:52:59 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 unknownl8.845 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.845 2.48 ng 116660  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 38
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 35
3 Quinoline, 8-methoxy-5-nitro- 204 C1OH8N203 1000298-88-7 30
4 5,16[1',2']:8,13[1"'"',2""']-Dibenz... 408 C32H24 005672-97-9 27
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 25

Abundance Scan 2713 (18.845 min): BM029736.D\data.ms (-2707) (-  m/z 189.10 100.00%
1

89.
5000
101.1 1556 igbd
61.9 150.0 239.1 283.0 : :
(|~ W‘ oS atH ¥ ot m/z 204.05  97.48%
m/z--> 50 100 150 200 250 300 350
Abundance #191535: 9,10-Bis(bromomethyl)anthracene
204.0
5000 —— J\M
18.50 19.00
101.0 m/z 206.10 82.66%
oL 630 | 1490 2830 364
1T ‘ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #64594: Naphthalene, 2-phenyl-
204.0
= —5
18.50 19.00
5000 m/z 202.05  43.23%
101.0
63.0 150.0
B i
miz--> 50 100 150 200 250 300 350
Abundance #63769: Quinoline, 8-methoxy-5-nitro- — —
102.0 204.0 18.50 19.00
m/z 203.10 42.16%
157.
5000
39.0
S U0 NV 1 S|
m/z--> 50 100 150 200 250 300 350 18.50 19.00

8270-BM043021.M Mon May 03 14:53:00 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Cyclopenta(def)phenanthrenone Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.921 2.31 ng 108808 Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 70
2 [1,1'-Biphenyl]-4-0l, 4'-chloro- 204 C12H9C10 028034-99-3 49
3 .alpha.-D-Xylopyranose, 1,2,3,4-... 438 C17H4205S5i4 014251-20-8 47
4 [14]Annulene, 1,6:8,13-bis(metha... 206 Cl6H14 085385-68-8 41
5 2-Chloro-4-phenylphenol 204 C12H9C10 000092-04-6 38

Abundance Scan 2726 (18.921 min): BM029736.D\data.ms (-2721) (-  m/z 204.10 100.00%

204.1
5000
50.0 88.0 150.0‘ ‘ ‘ 341 19.00
0 bt ﬂu“‘w;w ‘l mWWMw e m/z 206.10  69.40%
miz--> 50 100 150 200 250 300
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0
5000 U
19.00
88.0 m/z 176.10  40.37%
150.0
O T ‘ T \“\ ‘\ “‘ TToTT ‘} T \H‘\ T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #64070: [1,1'-Biphenyl]-4-ol, 4'-chloro-
204.0
P
19.00
5000 m/Z 191.10 37.39%
139.0
63.0 102.0 ‘
I T
miz--> 50 100 150 200 250 300
Abundance #224054: .alpha.-D-Xylopyranose, 1,2,3,4-tetrakis-O-(trirr T
73.0 204.0 19.00
m/z 205.10 29.36%
5000
147.0
LT TS 0 W s
m/z--> 50 100 150 200 250 300 19.00

8270-BM043021.M Mon May 03 14:53:01 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Fluoranthene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.739 2.06 ng 277295 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 89
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87

Abundance Scan 2865 (19.739 min): BM029736.D\data.ms (-2859) (-  m/z 216.05 100.00%

216.1
5000
—— =
94.6 1631 19.50 20.00
oMl L Rl 2680 ST g 215010 92.11%
m/z--> 50 100 150 200 250 300 350
Abundance #74424: Fluoranthene, 2-methyl-
216.0
5000 —— =
19.50 20.00
108.0 m/z 213.85  24.53%
O\ T “‘6?"-\0\‘“\“““\ LI \]‘_6\3\0\ h‘\ i \‘ L ‘ T T T ’ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #74422: 11H-Benzol[b]fluorene
216.0
== —
19.50 20.00
5000 m/z 217.10 16.35%
108.0
0 5?'0 I \‘ \ l6§.0 Il !
-t
m/z--> 50 100 150 200 250 300 350
Abundance #74415: Pyrene, 1-methyl- N —
216.0 19.50 20.00
m/z 94.60 9.73%
5000
108.0
ol 630 1| 1630
e e e —— ——
m/z--> 50 100 150 200 250 300 350 19.50 20.00

8270-BM043021.M Mon May 03 14:53:02 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 11H-Benzo[b]fluorene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.909 3.17 ng 427086 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 95
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72

Abundance Scan 2894 (19.909 min): BM029736.D\data.ms (-2890) (-  m/z 216.10 100.00%

216.1
5000
107.6 163.1 20.00
ol 030 il 203 42951 386.140LI n; 215,10 75.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000 TT T
20.00
m/z 213.10  19.82%
107.0
O 63'0 L ‘“ 163'0\\ I
\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400
Abundance #74411: Pyrene, 1-methyl-
216.0
T
20.00
5000 m/z 217.10  16.03%
95.0
oo i ol |
m/z--> 50 100 150 200 250 300 350 400
Abundance #74425: Fluoranthene, 2-methyl- —
216.0 20.00
m/z 107.60 8.43%
5000
108.0
0 63Q I \“ 16\30\“ p il
L B e B e e o IR S O =
m/z--> 50 100 150 200 250 300 350 400 20.00

8270-BM@43021.M Mon May 03 14:53:02 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.009 2.77 ng 373406 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72

Abundance Scan 2911 (20.009 min): BM029736.D\data.ms (-2906) (-  m/z 216.05 100.00%

216.1
5000
20.00 |
107.7 .
163.1 ‘
ol 3Ll PPy 2629 3550 47 215,10 90.81%
miz--> 50 100 150 200 250 300 350
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000
20.00
m/z 213.10 22.47%
107.0
0 63.0 | | 163.0, ||
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #74411: Pyrene, 1-methyl-
216.0
N \
20.00
5000 ITI/Z 217.10 17.36%
95.0
o0 i w0l 1
miz--> 50 100 150 200 250 300 350
Abundance #74421: 11H-Benzol[a]fluorene — ‘
216.0 20.00
m/z 107.70 9.12%
5000
108.0
0 63.0 | ‘ 163.0
T B e o L B A A e T T e
m/z--> 50 100 150 200 250 300 350 20.00

8270-BMO43021.M Mon May 03 14:53:04 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 13 Pyrene, 4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.062 2.12 ng 285728 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 89
3 Pyrene, 4-methyl- 216 C17H12 003353-12-6 86
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 74
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 74

Abundance Scan 2920 (20.062 min): BM029736.D\data.ms (-2915) (-  m/z 216.10 100.00%
1

216.
5000
T \
MRS o/ I | ‘ 20.00
ol 431 Ly 1630, k| 2851 3430 4200 ./, 51516 60.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74411: Pyrene, 1-methyl-
216.0
5000 = ‘
20.00
95.0 m/z 213.10 16.44%
0 \\\5\()‘.\0\\\“““\\\\1‘6\3\.(\)1‘Li%“\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #74425: Fluoranthene, 2-methyl-
216.0
T \
20.00
5000 ITI/Z 217.10 15.70%
108.0
0 630 1 \“ 161301“ u il
e I o e  man
m/z--> 50 100 150 200 250 300 350 400
Abundance #74409: Pyrene, 4-methyl- T
216.0 20.00
m/z 232.10 15.64%
5000
108.0
O 630 A \\‘ 1630& 4 \‘
B A L L B e B e o
m/z--> 50 100 150 200 250 300 350 400 20.00

8270-BMO43021.M Mon May 03 14:53:04 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 14 Cyclopenta[cd]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.892 2.83 ng 380919 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta[cd]pyrene 226 C18H10 027208-37-3 53
2 Benzo[ghi]fluoranthene 226 C18H10 000203-12-3 47
3 9H-Thioxanthen-9-one, 2-methyl- 226 C14H100S 015774-82-0 38
4 1,3-Diamino-5,6-dihydro-7-methyl... 226 C13H14N4 037436-37-6 38
5 6-Methyl-4-phenyl-3-cyanopyridin... 226 C13H1ON2S 078564-23-5 37
Abundance Scan 3061 (20.892 min): BM029736.D\data.ms (-3058) (-  m/z 226.10 100.00%
226.1
83.0 UL W—
iy amas | oo i
ol L b dy 1731 2801 3832 489 ., 83,65 23.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83067: Cyclopenta[cd]pyrene
226.0
5000 — ——
20.50 21.00
m/z 57.10  22.83%
113.0
0 | 1740 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83068: Benzo[ghi]fluoranthene
226.0
— —
20.50 21.00
5000 m/z 224.10 22.21%
113.0
0630 | 1740 |
R B R o R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82709: 9H-Thioxanthen-9-one, 2-methyl- == =
226.0 20.50 21.00
m/z 97.10  22.08%
5000
165.0
69.0 ‘ ‘
0‘uyMWwwLMu$M‘N\HM‘_“‘_“‘_“w“‘w““ P e
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 15 Cyclopenta(cd)pyrene, 3,4-d... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.321 2.19 ng 295203 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 70
2 Diphenylvinylphosphine oxide 228 C14H130P 002096-78-8 50
3 Triphenylene 228 C18H12 000217-59-4 43
4 Isothiazol-5-amine, 4-bromo-3-ch... 226 C4H4BrCIN2S 1000272-59-9 43
5 Benzo[c]phenanthrene 228 C18H12 000195-19-7 43

Abundance Scan 3134 (21.321 min): BM029736.D\data.ms (-3130) (-  m/z 228.10 100.00%

228.1
5000
113.1 A —
21.00 21.50
. 296.3
ol Bt L 2098561 4311 5440 0 007,10 84.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84665: Cyclopenta(cd)pyrene, 3,4-dihydro-
228.0
5000 — e
21.00 21.50
m/z 226.10 61.98%
114.0
O‘\\\\’\\\\V\H\\\’\\\\“\\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84407: Diphenylvinylphosphine oxide
51.0 228.0
— ——
21.00 21.50
5000 m/z 113.05 20.55%
133.0
o} ’ | ',WL'Mwm“‘u ’M‘ ! S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84657: Triphenylene = S
228.0 21.00 21.50
m/z 229.10 20.10%
5000
113.0
-1 VY AN ST RS = e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13

Operator : CG/JU

Sample : M2207-03 2X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 16 9-Octadecenamide, (Z)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22.198 2.59 ng 348992 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 62
3 Carbamic acid, N,N-dimethyl-, 2-... 241 C15H15NO2 1000331-48-7 30
4 2-Butene, 1l-propoxy-, (E)- 114 C7H140 056052-71-2 25
5 3-Hexadecanol 242 C16H340 000593-03-3 22

Abundance Scan 3283 (22.197 min): BM029736.D\data.ms (-3280) (-

m/z 59.10 100.00%

59.1
5000
241.1
22 00 22 50
b «’,‘ ] “‘l M M“uw‘ b “«" Ly l pa[ 54042 490.2549. 00 10 g7.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000
22 00 22 50
' m/z 55.10 63.00%
O‘\‘\d\‘\’ V\J\m\m‘“\“\‘h\‘\‘l:\l_\8\4\‘()\\\\‘2\\8\]-\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174696: 13-Docosenamide, (2)-
59.0
e e
22.00 22.50
5000 m/z 43.10  44.70%
) 337.0
oL L a0 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94942: Carbamic acid, N,N-dimethyl-, 2-biphenyl ester —— ——
72.0 22.00 22.50
m/z 41.10 37.01%
5000
241.0
6 1520
Raaa e AR a s s o e — —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 17 Benzo[e]pyrene

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
23.156 14.87 ng 778410 Perylene-di2 23.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[a]pyrene 252 C20H12 000050-32-8 93
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 91
5 Perylene 252 C20H12 000198-55-0 87

Abundance Scan 3446 (23.156 min): BM029736.D\data.ms (-3441) (-

m/z 252.10 100.00%

252.1
w /\Aﬂ
— r—
125.1 ‘ 23.00 23.50
ol il 1910, 4 3551 4622 549 m/z 250.10  29.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
252.0
5000 P =
23.00 23.50
m/z 253.10 21.56%
125.0
ol 630 ] 1870, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104218: Benzo[a]pyrene
252.0
—~— =5
23.00 23.50
5000 m/z 251.10 10.14%
126.0
ol. 630 | 1870 |
-t
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104226: Benzol[K]fluoranthene — —
252.0 23.00 23.50
m/z 125.10 9.24%
5000
126.0
0 63.0 || 187.0,
T e e e e e e e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29736.D

Acqg On : 30 Apr 2021 19:13
Operator : CG/JU

Sample : M2207-03 2X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@43021.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|
Anthracene, 9-m... 17.857 4.0 ng 187597 4 16.986 940583 20.0
Phenanthrene, 2... 17.904 8.0 ng 376065 4 16.986 940583 20.0
1H-Cyclopropa[l... 17.986 2.5 ng 115090 4 16.986 940583 20.0
4H-Cyclopenta[d... 18.051 8.3 ng 387792 4 16.986 940583 20.0
1H-Indene, 2-ph... 18.086 2.4 ng 112460 4 16.986 940583 20.0
Naphthalene, 2-... 18.362 2.8 ng 133509 4 16.986 940583 20.0
Phenanthrene, 2... 18.780 3.4 ng 158559 4 16.986 940583 20.0
unknown18.845 18.845 2.5 ng 116660 4 16.986 940583 20.0
Cyclopenta(def)... 18.921 2.3 ng 108808 4 16.986 940583 20.0
Fluoranthene, 2... 19.739 2.1 ng 277295 5 21.168 2695160 20.0
11H-Benzo[b]flu... 19.909 3.2 ng 427086 5 21.168 2695160 20.0
Pyrene, 1-methyl-  20.009 2.8 ng 373406 5 21.168 2695160 20.0
Pyrene, 4-methyl-  20.062 2.1 ng 285728 5 21.168 2695160 20.0
Cyclopenta[cd]p... 20.892 2.8 ng 380919 5 21.168 2695160 20.0
Cyclopenta(cd)p... 21.321 2.2 ng 295203 5 21.168 2695160 20.0
9-Octadecenamid... 22.198 2.6 ng 348992 5 21.168 2695160 20.0
Benzo[e]pyrene 23.156 14.9 ng 778410 6 23.345 1046750 20.0
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