LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS Vvial : 13  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_G\METHODS\8270-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48850.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.135 300 306 311 rBV3 6657 12602 1.11% 0.123%
2 5.611 381 387 394 rBV 376752 591735 52.26% 5.767%
3 5.670 394 397 408 rVB3 10050 20604 1.82% 0.201%
4 7.227 653 662 674 rBV 396731 679959 60.05% 6.626%
5 8.061 792 804 813 rBV2 97823 166626 14.71% 1.624%
6 9.236 996 1004 1011 rBV 267471 473039 41.77% 4.610%
7 10.887 1279 1285 1291 rBV 130436 230363 20.34%  2.245%
8 10.940 1291 1294 1299 rVB 20530 28302 2.50% 0.276%
9 12.556 1562 1568 1573 rVB3 11039 16922 1.49% 0.165%
10 13.337 1695 1702 1710 rBV 596829 922206 81.44% 8.987%
11 14.166 1836 1843 1850 rVB2 19083 32675 2.89% 0.318%
12 14.442 1884 1890 1895 rBV2 9514 15464 1.37% 0.151%
13 14.724 1930 1938 1944 rVV2 201271 300404 26.53% 2.927%
14 14.788 1944 1949 1955 rVB5 6264 11486 1.01% 0.112%
15 15.118 1999 2005 2010 rBV3 9135 15621 1.38% 0.152%
16 15.711 2096 2106 2111 rBVv4 9805 17773 1.57% 0.173%
17 15.776 2111 2117 2123 rVB4 8665 16487 1.46% 0.161%
18 16.216 2186 2192 2203 rBV 439336 667103 58.91% 6.501%
19 16.422 2220 2227 2236 rVB 49315 82095 7.25% 0.800%
20 16.657 2262 2267 2271 rBV3 11684 15791 1.39% 0.154%
21 17.009 2321 2327 2335 rBVS8 8929 22903 2.02% 0.223%
22 17.221 2360 2363 2369 rVB8 10577 19035 1.68% 0.185%
23 17.303 2373 2377 2384 rVB6 6127 12956 1.14% 0.126%
24 17.479 2399 2407 2411 rBV 252323 381076 33.65% 3.714%
25 17.521 2411 2414 2420 rVB 120161 164400 14.52% 1.602%
26 17.615 2423 2430 2434 rBV 24738 43402 3.83% 0.423%
27 17.650 2434 2436 2444 rVB7 10369 16926 1.49% 0.165%
28 17.738 2444 2451 2452 rBV5S 9010 15016 1.33% 0.146%
29 17.891 2469 2477 2479 rBv4 12135 18331 1.62% 0.179%
30 18.067 2501 2507 2510 rBV7 7135 11963 1.06% 0.117%
31 18.361 2552 2557 2561 rBV3 32654 53126 4.69% 0.518%
32 18.408 2561 2565 2571 rVV2 37837 60271 5.32% 0.587%
33 18.490 2575 2579 2584 rVV3 12793 20288 1.79% 0.198%
34 18.543 2584 2588 2594 rVW4 34068 73625 6.50% 0.717%
35 18.584 2594 2595 2600 rVB 18440 21331 1.88% 0.208%
36 18.848 2636 2640 2644 rBV2 19513 28646  2.53% 0.279%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS Vvial : 13  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_G\METHODS\8270-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.895 2644 2648 2653 rVB4 18630 27343 2.41%  0.266%
38 19.095 2675 2682 2686 rBV9 10939 25479 2.25% ©0.248%
39 19.148 2689 2691 2695 rVB5 11219 14350 1.27% 0.140%
40 19.271 2705 2712 2717 rBV5 31279 65343 5.77% ©.637%
41 19.324 2719 2721 2725 rVB4 7876 12738 1.12% ©.124%
42 19.418 2732 2737 2743 rBV6 12994 27686 2.44% 0.270%
43 19.536 2752 2757 2762 rBV 243779 330232 29.16%  3.218%
44 19.589 2764 2766 2771 rVB6 9759 13136 1.16% ©.128%
45 19.636 2771 2774 2779 rVB6 9882 12814 1.13% 0.125%
46 19.689 2779 2783 2786 rBV 12928 21265 1.88% 0.207%
47 19.783 2794 2799 2800 rBv4 11764 17043 1.51% ©.166%
48 19.865 2808 2813 2814 rBV 36791 46902 4.14%  0.457%
49 19.900 2815 2819 2826 rVB 205945 287003 25.35%  2.797%
50 19.965 2826 2830 2838 rBV3 15526 28911 2.55% 0.282%
51 20.094 2845 2852 2857 rVB 849466 1132363 100.00% 11.035%
52 20.223 2869 2874 2875 rBV5 16518 24928 2.20% 0.243%
53 20.364 2891 2898 2899 rVve 23433 45759 4.04% 0.446%
54 20.388 2899 2902 2907 rVB 50246 71107 6.28% 0.693%
55 20.494 2915 2920 2923 rBV 35423 64179 5.67% ©.625%
56 20.546 2924 2929 2933 rVB3 23800 44888 3.96% 0.437%
57 20.687 2950 2953 2957 rBV2 19892 24375 2.15% ©.238%
58 20.740 2959 2962 2964 rVB3 15520 16686 1.47% ©.163%
59 20.881 2983 2986 2993 rVB2 36004 50046 4.42% 0.488%
60 20.952 2994 2998 3001 rVVe 12230 14413 1.27% 0.140%
61 21.011 3005 3008 3013 rVB4 29872 38735 3.42% ©.377%
62 21.157 3030 3033 3041 rVB2 33145 55505 4.90% 0.541%
63 21.351 3059 3066 3069 rBV7 27761 51657 4.56% 0.503%
64 21.393 3069 3073 3078 rVVv2 111171 159227 14.06% 1.552%
65 21.445 3078 3082 3086 rVB5 20745 35270 3.11% ©.344%
66 21.639 3106 3115 3120 rBVS8 25170 72289 6.38% 0.704%
67 21.774 3130 3138 3144 rBV3 258080 635761 56.14% 6.196%
68 21.827 3144 3147 3155 rVB 117499 192240 16.98% 1.873%
69 22.051 3183 3185 3188 rVB3 14563 12850 1.13% 0.125%
70 22.503 3258 3262 3263 rBV4 10077 12806 1.13% 0.125%
71 22.532 3263 3267 3270 rVV2 26275 44450 3.93% 0.433%
72 22.603 3274 3279 3289 rVB6 23252 68516 6.05% 0.668%
73 22.814 3311 3315 3317 rBVS 16082 22505 1.99% 0.219%
74 23.296 3395 3397 3402 rVB6 12494 14508 1.28% 0.141%
75 23.613 3447 3451 3454 rBV6 7037 11689 1.03% 0.114%

76 24.060 3517 3527 3534 rBV2 80895 290224 25.63%  2.828%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS Vvial : 13  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_ G\METHODS\8270-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 24.800 3648 3653 3662 rVB2 46618 121776 10.75% 1.187%
78 24.953 3670 3679 3688 rVB2 71354 208720 18.43% 2.034%
79 25.112 3698 3706 3716 rBv2 123637 342887 30.28% 3.341%
80 25.194 3716 3720 3725 rVB4 17310 29412 2.60% 0.287%
81 28.937 4346 4357 4359 rBvV3 33079 92276 8.15% 0.899%
82 30.129 4551 4560 4562 rBV7 20985 48735 4.30% 0.475%

Sum of corrected areas: 10261579

8270-BGO41421.M Fri Apr 23 14:18:56 2021 Pag 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048850.D\data.ms
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Abundance TIC: BG048850.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1,1'-Biphenyl, 2,2',5,5'-te... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.422 4.31 ng 82095  Phenanthrene-d10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2,2',5,5'-tetrame... 210 C16H18 003075-84-1 64
2 Stilbene, 4-amino- (E)- 195 C14H13N 004309-66-4 53
3 Anthracene, 9-butyl-1,2,3,4-tetr... 238 C18H22 1000151-39-2 53
4 (4-Acetylphenyl)phenylmethane 210 C15H140 000782-92-3 53
5 Benzenamine, 3-(2-phenylethenyl)... 195 C14H13N 014064-82-5 52
Abundance Scan 2227 (16.422 min): BG048850.D\data.ms (-2220) (-  m/z 195.10 100.00%
195.1
5000
adl A,
390 770 1151 153.4) | 220, 16.50
Ob bbb b AL 82 ) 16500 31.61%
miz--> 50 100 150 200 250 300
Abundance #69607: 1,1'-Biphenyl, 2,2',5,5'-tetramethyl-
195.0
5000
16.50
$ m/z 180.00 28.77%
)]
152.
O \5]‘“(\)\“\“1“"”‘\‘\ by “h\h\ “\‘ W“ T SN A e
miz--> 50 100 150 200 250 300
Abundance #57287: Stilbene, 4-amino- (E)-
195.0 W\
! ‘*‘A“‘M,A/
16.50
5000 m/z 210.10 27.66%
0 30.0 9§0 . 15\2' 1 ‘H
— =l
miz--> 50 100 150 200 250 300 /\
Abundance #92591: Anthracene, 9-butyl-1,2,3,4-tetrahydro- b
195.0 16.50
m/z 177.90  18.80%
5000 238.0
152.
N U U A Ll it
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Anthracene, 9-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.361 2.79 ng 53126  Phenanthrene-d10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 81
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 81
Abundance Scan 2557 (18.361 min): BG048850.D\data.ms (-2552) (- m/z 191.95 100.00%

191.9
5000
g2t . o
57.0
95.8 152. ‘ 18.00 18.50
38.9 291.3 365.‘
0° ‘“WE“““‘ R m/z 191.1@ 57.68%
m/z--> 50 100 150 200 250 300 350
Abundance #54731: Anthracene, 9-methyl-
192.0
5000
18.00 18.50

m/z 189.00  36.96%

96.0
0 39.0 u\“ 152@
\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #54732: Anthracene, 1-methyl-
192.0

18.00 18.50
5000 ITI/Z 190.00 12.72%
83.0
o 390 || 1520
1
miz--> 50 100 150 200 250 300 350 A/\
Abundance #54750: Phenanthrene, 2-methyl- P LA
192.0 18.00 18.50
m/z 165.05 12.50%
5000
AT LT3 B | |
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Phenanthrene, 9-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.408 3.16 ng 60271  Phenanthrene-die 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 81
2 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 81
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81

Abundance Scan 2565 (18.408 min): BG048850.D\data.ms (-2561) (- m/z 192.05 100.00%
192.1

5000
Sty i o
18.50
21.1
(o 246.1 m/z 191.00  48.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54744: Phenanthrene, 9-methyl-
192.0
5000
18.50
m/z 189.00 30.68%
96.0 165.0
0290 630 L \\‘ 139.0 \‘ | \m
‘\\\\’\H\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\1 \‘\\\\‘\\\\‘H\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54754: Phenanthrene, 3-methyl-
192.0
18.50
5000 m/z 190.10 19.79%
o270 630 %40 1390100 w
rrrrree e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 AA
Abundance #54734: Anthracene, 2-methyl- T A S
192.0 18.50
m/z 193.10 19.67%
5000 ﬂ

96.0 165.0
0 630 , | 1390 |
IS et 1 S S Y AT S ——
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Naphtho[1,2-b]norbornadiene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.543 3.86 ng 73625  Phenanthrene-d10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 83
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 78
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 64
4 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 60
5 Benzene, 1,1'-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 60
Abundance Scan 2588 (18.543 min): BG048850.D\data.ms (-2584) (-  m/z 192.05 100.00%
192.1
5000
Dl T ‘ T \/\A T ‘
94.8
4.0 “ | 2630 4203  506. 18.50
O b g L e Rl m/z 191.18 83.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54755: Naphtho[1,2-b]norbornadiene
192.0
5000
18.50
m/z 189.05 61.50%
630, 124 .
0 H‘\"M'il"\”‘\J\"H"‘l\‘\‘\ L L L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54750: Phenanthrene, 2-methyl-
192.0
18.50
5000 m/z 190.10 51.82%
94.0
m/z--> 50 100 150 200 250 300 350 400 450 500 AA
Abundance #54752: Phenanthrene, 1-methyl- st LA e e
192.0 18.50
m/z 165.00  33.75%
5000
95.0
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2H,6H-Pyrido[2,1-b]-1,3-thi... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.272 3.43 ng 65343  Phenanthrene-die 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H,6H-Pyrido[2,1-b]-1,3-thiazine... 206 C1@H1@N20S 1000277-29-6 81
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 59
3 6-Methoxy-3-methyl-2-benzofuranc... 206 C11H1004 010410-29-4 53
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 53
5 Scoparone 206 C11H1004 000120-08-1 53

Abundance Scan 2712 (19.271 min): BG048850.D\data.ms (-2705) (- m/z 206.10 100.00%
206.1

=

5000
M /\‘V\A M‘WNJ
301 1260 Je6.8 " 19.00 19.50
0 e m/Z 190,95 42.65%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65518: 2H,6H-Pyrido[2,1-b]-1,3-thiazine-9-carbonitrile, =
206.0

S

5000 ‘ ‘ ‘
19.00 19.50
m/z 189.10 31.39%
39.0 14%‘
0\“‘“\‘““""“‘\““A‘h"‘”\‘J“\‘“\\‘“‘\““\““\“"\““\““\““\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
19.00 19.50
5000 m/z 190.00 18.07%
102.0
0\**32'9'*‘*‘1“4}”**\“*"*“‘*‘*‘\"****w**\*Hw”wmw”w”w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65643: 6-Methoxy-3-methyl-2-benzofurancarboxylic acic

206.0 19.00 19.50
m/z 202.00  14.58%

5000

—

31.0 89.0 147.0

O mpem e e b e —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 11H-Benzo[a]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.388 2.24 ng 71107 Chrysene-d12 21.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 86
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 80
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 80
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 72
Abundance Scan 2902 (20.388 min): BG048850.D\data.ms (-2899) (-  m/z 216.00 100.00%
216.0
5000 /\
Lol
570 1497 3060 3862 _ 20.00 20.50
0 ‘HJHHMWMWwwWMMMWLWWVHcwwﬁu‘yu‘h‘m“_4§?} m/z 215.00 77.36%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74419: 11H-Benzo[a]fluorene
216.0
5000 wf\v/\ ICRL

20.00 20.50
m/z 217.05 21.92%

107.0
ol 440 " | 1630 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74415: Pyrene, 1-methyl-
216.0 M
L4 T L

20.00 20.50
5000 ITI/Z 213.00 14.01%
108.0
0 41.0 | \‘ 163'01\\ . \‘
o L R B e o
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #74425: Fluoranthene, 2-methyl-
216.0 20.00 20.50
m/z 187.00 9.73%
5000
108.0 M ﬂ m
TN Y0 E— (11 T
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.494 2.02 ng 64179 Chrysene-d12 21.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
Abundance Scan 2920 (20.494 min): BGO48850 D\data.ms (-2915) (- m/z 216.10 100.00%
216.
5000 /\
el e
83.1 20.50
39.1 127.0 174, 282.9 355,
0° ol m/z 214.95 92.57%
mlz--> 50 100 150 200 250 300 350
Abundance #74411: Pyrene, 1-methyl-
216.0
5000 M’/\ L —
20.50
95.0 m/z 213.00  25.30%
0\\\5\0‘.0\\\\“ ‘H\\\\}6\3\()\‘\i\hH\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #74424: Fluoranthene, 2-methyl-
216.0
20.50
5000 m/z 217.10 20.00%
108.0
0 \63\0\\ “ \“ 1630 bl
M
miz--> 50 100 150 200 250 300 350 M I\P
Abundance #74422: 11H-Benzo[b]fluorene LU Aa | L
216.0 20.50
m/z 83.10 8.99%
5000
108.0
57.0 ‘\‘ 163.0 H
ot e
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.392 5.01 ng 159227 Chrysene-d12 21.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 89
2 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 89
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 70
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 64
5 Cycloeicosane 280 C20H40 000296-56-0 64

Abundance Scan 3073 (21.392 min): BG048850.D\data.ms (-3069) (-  m/z 55.10 100.00%

55.1 '
5000 11.1 228.1 %}MJ\MWM
| y 200 2150
0l ‘\u“\ h “ .\‘Imwm mmgmz\m‘nu\\ M‘mhu‘m‘ %‘8‘\0&. o \‘3“‘5"‘\5‘ ‘l‘ . ‘4‘2‘2‘ ‘9‘ . m/z 43.10 91.97%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
97.0 280.0
5000 r T
21.00 21.50
m/z 57.10 82.91%
OJ‘J\TK‘TVOQOJ’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152719: Tetradecy! trifluoroacetate
55.0
— —
21.00 21.50
5000 ITI/Z 69.10 81.37%
oL LAULL GRS, 2302020
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester P e
57.0 21.00 21.50
m/z 97.10 71.51%
) | MMJ\W
169.0
224
oL L 720 a0 et Mo
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknown21.639 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.639 2.27 ng 72289 Chrysene-d12 21.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, hexyl undec-2-en-... 402 C25H3804 1000315-41-7 43
2 Phthalic acid, hept-4-yl tridecy... 446 C28H4604 1000356-79-4 35
3 Phthalic acid, monoamide, N-ethy... 381 C24H31NO3 1000309-86-1 35
4 Phthalic acid, hexyl 7-methyloct... 372 C23H3204 1000315-42-8 35
5 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 30

Abundance Scan 3115 (21.639 min): BG048850.D\data.ms (-3106) (-  m/z 149.00 100.00%

149.0
234.0
5000
71.1 NM”%““ : e
281.1 3484 .4, 21.50 22.00
0 Al b 7wz 234,00 63.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #213053: Phthalic acid, hexyl undec-2-en-1-yl ester
149.0
5000
21.50 22.00
m/z 71.10 20.41%
43.0
O T \“‘“ﬂ\ N‘ W“HJ\.O‘ﬁ.% \‘\ T T 1T ‘ \2\:3\“4\.?\ T \3\0[0.\0\ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #226350: Phthalic acid, hept-4-yl tridecyl ester
149.0
— —
21.50 22.00
5000 ITI/Z 42.00 17.75%
349.0
o 10 1040 || 265.0 |
e A B e o
miz--> 50 100 150 200 250 300 350 400
Abundance #202964: Phthalic acid, monoamide, N-ethyl-N-(3-methyl|
149.0 21.50 22.00
m/z 67.25 17.11%
5000
57.0 rI»W\NM
ol B89 | 1030 2470 8810 AR R
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-(p-Nitroanilino)tropone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.603 2.16 ng 68516 Chrysene-d12 21.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(p-Nitroanilino)tropone 242 C13H1ON203 1000241-53-9 52
2 8,9-Dihydro-7H-cyclopenta[alpyrene 242 C19H14 082979-72-4 52
3 Benz[a]anthracene, 4-methyl- 242 C19H14 000316-49-4 50
4 Leucoquinizarin 242 C1l4H1004 000476-60-8 50
5 2H-Pyran-2-one, 6-[2-E-(4-tolyl)... 242 C15H1403 1000159-83-6 50
Abundance Scan 3279 (22.603 min): BGO48850 D\data.ms (-3274) (- m/z 242.05 100.00%
242.1
5000 N
57.1 AVAEVE Ui A
126.0 190.9 2821 3411 22.50 23.00
0" m/z 243.20 21.18%
mlz--> 50 100 150 200 250 300 350
Abundance #95376: 2-(p-Nitroanilino)tropone
242.0
5000 T T T T T T
22.50 23.00
167.0 m/z 57.10  20.05%
0 M0 | ]
O\‘\‘\i‘\“‘\“\\“\\\‘\‘\‘\‘\‘\‘ \‘\‘\\‘\\\\’\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #96069: 8,9-Dihydro-7H-cyclopenta[a]pyrene
242.0
—— —
22.50 23.00
5000 m/z 239.05 19.87%
120.0
o310 690 | 16302020] |
e e e
miz--> 50 100 150 200 250 300 350
Abundance #96050: Benz[a]anthracene, 4-methyl- T —
242.0 22.50 23.00
m/z 241.05 17.97%
) M
121.0
00 780 10 4g0 | AT M AT

m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 (1-Cyclopentenyl)ferrocene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24,800 7.10 ng 121776 Perylene-di2 25.112
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 81
2 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 72
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 64
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 64
5 Perylene 252 C20H12 000198-55-0 64
Abundance Scan 3653 (24.800 min): BGO48850 D\data.ms (-3648) (- m/z 252.10 100.00%
252.
5000
126.0 24.50 25.00
69.0 211 :
Ot ke AIEQZED I 3019 3511 399 o5p 65 21.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104222: Benzo[a]pyrene
252.0
5000
24.50 25.00
126.0 m/z 253.00 20.89%
A1.0, 83 \‘ \“ M‘ h‘\
O\\‘\\‘\M\"‘\\‘\\‘\\\\‘\\H\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #103921: (1-Cyclopentenyl)ferrocene
252.0 N\W
reltt Y
24.50 25.00
5000 m/z 126.00 9.20%
56.0 121.0 184.0 ‘
o‘w“H‘,‘H"H“M‘m,‘um_m_m_
miz--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene
52.0 24.50 25.00
m/z 251.00 9.13%
5000
126.0
O390 87.0 | ‘\‘ 200.0 !
e
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042221\
Data File : BGO48850.D

Acqg On : 22 Apr 2021 17:03
Operator : CG/JU

Sample : M2074-17

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.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|
1,1'-Biphenyl, ... 16.422 4.3 ng 82095 4 17.480 381076 20.0
Anthracene, 9-m... 18.361 2.8 ng 53126 4 17.480 381076 20.0
Phenanthrene, 9... 18.408 3.2 ng 60271 4 17.480 381076 20.0
Naphtho[1,2-b]n... 18.543 3.9 ng 73625 4 17.480 381076 20.0
2H,6H-Pyrido[2,... 19.272 3.4 ng 65343 4 17.480 381076 20.0
11H-Benzo[a]flu... 20.388 2.2 ng 71107 5 21.780 635761 20.0
Pyrene, 1-methyl- 20.494 2.0 ng 64179 5 21.780 635761 20.0
Cyclohexadecane... 21.392 5.0 ng 159227 5 21.780 635761 20.0
unknown21.639 21.639 2.3 ng 72289 5 21.780 635761 20.0
2-(p-Nitroanili... 22.603 2.2 ng 68516 5 21.780 635761 20.0
(1-Cyclopenteny... 24.800 7.1 ng 121776 6 25.112 342887 20.0
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