LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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: BGO48843.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.609 380 386 396 rVB 385198 595442 38.15% 5.585%
2 7.224 653 661 670 rBV 386515 670938 42.98% 6.293%
3 8.059 796 803 809 rBV 80616 135240 8.66% 1.268%
4 9.234 994 1003 1010 rBV 266275 453555 29.06%  4.254%
5 10.891 1276 1285 1291 rBV 103261 187309 12.00% 1.757%
6 13.341 1694 1702 1708 rBV 661982 987220 63.25% 9.259%
7 14.163 1837 1842 1849 rBV 36172 51508 3.30% 0.483%
8 14.722 1928 1937 1944 rBV 167960 260274 16.67%  2.441%
9 16.214 2185 2191 2204 rBV 530666 810730 51.94% 7.604%
10 17.477 2400 2406 2410 rBV 229487 338785 21.70% 3.178%
11 17.518 2410 2413 2421 rVB 82376 119381 7.65% 1.120%
12 17.612 2421 2429 2434 rBV 20097 37296 2.39% 0.350%
13 18.364 2551 2557 2561 rBV3 51021 79047 5.06% 0.741%
14 18.406 2561 2564 2572 rVB3 24829 39197 2.51% 0.368%
15 18.558 2584 2590 2593 rBV3 25439 51392 3.29% 0.482%
16 18.858 2634 2641 2645 rBV 13723 24732 1.58% 0.232%
17 19.275 2706 2712 2715 rBV4 17672 31138 1.99% 0.292%
18 19.416 2731 2736 2741 rBV5 14299 26907 1.72% 0.252%
19 19.534 2750 2756 2762 rBV 238806 355595 22.78% 3.335%
20 19.633 2768 2773 2777 rBV8 19281 29115 1.87% 0.273%
21 19.863 2806 2812 2814 rBV2 42422 63936 4.10% 0.600%
22 19.898 2814 2818 2824 rW 239133 333635 21.37% 3.129%
23 19.968 2826 2830 2835 rVB4 20195 30954 1.98%  0.290%
24 20.092 2845 2851 2857 rBV 1206034 1560936 100.00% 14.640%
25 20.139 2857 2859 2863 rVB2 16767 20636  1.32% 0.194%
26 20.209 2866 2871 2874 rBV5 21497 38522 2.47% 0.361%
27 20.362 2891 2897 2898 rBv4 24181 38489 2.47% 0.361%
28 20.386 2898 2901 2906 rVB 35870 53774 3.44% 0.504%
29 20.491 2914 2919 2922 rBV3 14878 22315 1.43% 0.209%
30 20.550 2922 2929 2933 rBV4 30899 66873 4.28% 0.627%
31 20.691 2949 2953 2956 rvv2 16015 23200 1.49% 0.218%
32 20.732 2957 2960 2964 rVB 12993 15859 1.02% 0.149%
33 21.161 3028 3033 3038 rBV 41527 68240 4.37% 0.640%
34 21.343 3059 3064 3068 rBv4 29171 56263 3.60% 0.528%
35 21.390 3068 3072 3077 rVV2 89922 144427  9.25%  1.355%
36 21.443 3079 3081 3086 rvv3 = 32783 52901 3.39% 0.496%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 21.496 3086 3090 3099 rVB2 34354 67845 4.35% 0.636%
38 21.778 3129 3138 3143 rBV2 256856 653068 41.84% 6.125%
39 21.825 3143 3146 3153 rVB 119877 186216 11.93% 1.747%
40 21.984 3169 3173 3179 rVB7 17081 30808 1.97% 0.289%
41 22.195 3206 3209 3216 rVB4 19801 38964 2.50% ©0.365%
42 22.524 3258 3265 3273 rVB4 28383 62375 4.00% 0.585%
43 22.601 3273 3278 3285 rBV9 20677 41838 2.68% 0.392%
44 22.800 3310 3312 3317 rBV6 11127 16814 1.08% ©0.158%
45 23.294 3395 3396 3402 rVB6 14873 15881 1.02% ©.149%
46 24.052 3516 3525 3532 rBV2 115603 373653 23.94%  3.505%
47 24.316 3564 3570 3576 rVB4 22873 52263 3.35% ©.490%
48 24.522 3602 3605 3607 rBv4 13045 16042 1.03% ©.150%
49 24.798 3644 3652 3663 rVB3 68922 212918 13.64%  1.997%
50 24.957 3670 3679 3689 rVB2 100733 283922 18.19% 2.663%
51 25.115 3694 3706 3715 rBV3 133009 408217 26.15%  3.829%
52 25.180 3715 3717 3727 rVB5 26806 64579 4.14% 0.606%
53 26.443 3924 3932 3933 rBV7 9758 22620 1.45% 0.212%
54 26.543 3946 3949 3958 rVB7 9016 21119 1.35% ©.198%
55 28.928 4343 4355 4367 rBV5 47505 216889 13.89% 2.034%

Sum of corrected areas: 10661792
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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: BG048843.D\data.ms
1200000

1000000
800000

600000

400000 5.609 7.224

9.234

200000
8.059 10.891

A

O\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG048843.D\data.ms
1200000 20.p92

1000000

800000
13.341

600000 16.214

400000

17.477 19.5319.89
200000 14.722

14.163 17518
0 i .612

N ALYy Y e
L O B L L L L L I Y IR

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG048843.D\data.ms
1200000

1000000
800000
600000
400000

200000 24.052 2‘?9 1715
4 24 180 28.928
23.294 B4&22 268533

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 1 Diphenylacetylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.612 2.20 ng 37296  Phenanthrene-die 17.477
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenylacetylene 178 C14H1e 000501-65-5 87
2 Phenanthrene 178 C14H1e0 000085-01-8 76
3 Methyl 1,2-diphenyl-3-hydroxy-cy... 266 C17H1403 043123-04-2 72
4 1,4-Dihydro-1,4-ethanoanthracene 206 C1l6H14 055431-80-6 72
5 Anthracene 178 C14H1e0 000120-12-7 68

Abundance Scan 2429 (17.612 min): BG048843.D\data.ms (-2421) (- m/z 178.00 100.00%

178.0
5000
— —
57.1 888 15‘11 067 ¢ 17.50 18.00
Ol sro b M T s 179,00 22.97%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #44149: Diphenylacetylene
178.0
5000
17.50 18.00
m/z 176.00 21.44%
O‘\\\\‘5\\]-\\0‘\\\1‘\}‘\\‘\\]\.\2‘\\\\]‘-?ﬂ-\‘o\\\!“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #44144: Phenanthrene
178.0 JL
A T ‘ T T \A ‘ T
17.50 18.00
5000 ITI/Z 151.05 13.88%
o200 20 a0 O
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #115713: Methyl 1,2-diphenyl-3-hydroxy-cyclopropene-3-
178.0 17.50 18.00
m/z 151.90 10.59%
5000 51.0
‘ T 207.0234.0 266.C
SIT] IV e W
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 unknownl8.36 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.364 4.67 ng 79047  Phenanthrene-d10 17.477
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 46
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 46
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 43
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42
5 1a,9b-Dihydro-1H-cyclopropa[alan... 192 C15H12 006109-24-6 38
Abundance Scan 2557 (18.364 min): BG048843.D\data.ms (-2551) (-  m/z 192.00 100.00%
411 731 192.0
5000 129.1
‘ /\‘A YY) - ‘ ‘ﬁr\‘/’\f"\‘r\/\
Il 2 -
i

o

mm— 1R m/z 41.18 97.23%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54731: Anthracene, 9-methyl-
192.0
\AAWN\VMA

5000 ‘
18. 00 18. 50
m/z 73.10 86.30%
96.0 ‘
0%Z&”ﬁﬁew”M”}ﬁqgﬁﬁﬁeﬁwWWW””ﬁ”WWW”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54746: Phenanthrene, 1-methyl-
192.0
m M\ f\A MM :
18 00 18. 50
oR70 630 960 1969 1630 I
m/z--> Zb 4‘0 6b 8‘0 160 léO 14‘10 léO 1é0 260 22‘0 24‘10 ZéO ZéO
Abundance #54734: Anthracene, 2-methyl- M‘mm T
192.0 18. 00 18.50

m/z 55.10 67.77%

5000 M
96.0
b0 1m0 | hetby

m/z--> 20 40 60 80 100120140160180200220240260280 18. 00 18. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 8,9-Dihydrocyclopenta[def]p... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.406 2.31 ng 39197  Phenanthrene-die 17.477
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 58
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 52
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 52
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 52
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 52

Abundance Scan 2564 (18.406 min): BG048843.D\data.ms ( 2561) (- m/z 192.10 100.00%

192.
5000
Ao g mh ha AN Tia
l . T T T T ‘ T T T T
200 970 947 1260 00 18.50
0 m/z 191.05 74.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #54758: 8,9-Dihydrocyclopenta[deflphenanthrene
191.0
5000
18.50
165.0 m/z 189.05  48.42%
74.0
O\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54740: Anthracene, 1-methyl-
192.0
/f\ ‘M AA(W\
18.50
5000 ITI/Z 193.00 30.42%
82.0 165.0
0 39.0 || 11501390 |
P e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54751: Phenanthrene, 4-methyl-
192.0 18. 50
m/z 190.10 .86%
5000
95.0 165.0
0 630 Jg 125.0 Il 1 A A/\MA
T R e B e e B R LR R i L]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.558 3.03 ng 51392  Phenanthrene-d10 17.477
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 72
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 50
3 Pyrimidine, 6-ox0-4-(3-fluorophe... 190 C1@H7FN20 085979-55-1 42
4 Phenol, 4-(2-thienylmethyl)- 190 C11H1e0S 091680-55-6 36
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 33

Abundance Scan 2590 (18.558 min): BG048843.D\data.ms (-2584) (-  m/z 190.10 100.00%
190.1

5000

Ab ‘/\(\M/\‘\ A A ap /\‘A

18.50

268.0

18.2

0 m/z 189.10 90.98%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 A/\j\}!\ ity MJ\M\’M}’
840 18.50
’ m/z 192.05 33.39%
3.0 630 | 1220 1620 |

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0

18.50
5000 m/z 191.10  30.99%

95.0 134,0162.0

o 67.0 ‘
\\ \m T \‘ ! HH

et e el e e e
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #52829: Pyrimidine, 6-oxo-4-(3-fluorophenyl)-1,6-dihydro-

190.0 18.50

m/z 188.10 18.86%

o

5000

122.0
68.0 162.0 h A‘\ A

o‘w‘w_1mw‘wm,‘m”wm“mw‘uwwwwww L
miz-> 20 40 60 80 100120140160 180200220 240260 280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.550 2.05 ng 66873 Chrysene-d12 21.778
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 76
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 68
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
5 3-Pyridinamine, 6-chloro-N-(phen... 216 C12H9CIN2 005325-71-3 58
Abundance Scan 2929 (20.550 min): BG048843.D\data.ms (-2922) (-  m/z 216.00 100.00%
216.0
5000 [\A
A phg el gl
57.1 107.3 150.2 281.0315'2 20.50 .
0" m/z 215.10 76.65%
miz-> 50 100 150 200 250 300
Abundance #74411: Pyrene, 1-methyl-
216.0
5000 J\‘ T T
20.50

m/z 217.05  22.79%

95.0
OL\4\O\ \59(\)\ T \““H\ T \}6\3\0\ h‘i f “H\ L B B B B
m/z--> 50 100 150 200 250 300
Abundance #74419: 11H-Benzo[a]fluorene W
216.0
A !

‘ T e
20.50

5000 ITI/Z 189.10 20.19%
107.0
0 27.0 63.0 | | 163.0 “‘
T e e S I A e B B
m/z--> 50 100 150 200 250 300
Abundance #74422: 11H-Benzol[b]fluorene e I
216.0 20.50
m/z 232.05 13.78%
5000
108.0 /k
oo L aese, | el WM,
m/z--> 50 100 150 200 250 300 20.50

8270-BGO41421.M Fri Apr 23 14:15:38 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 6H-Benz[de]anthracen-6-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.161 2.09 ng 68240 Chrysene-d12 21.778
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 68
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 64
3 o-Terphenyl 230 C18H14 000084-15-1 64
4 4,4'-Stilbenedicarbonitrile 230 C16H10N2 006292-62-2 59
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 58

Abundance Scan 3033 (21.161 min): BG048843.D\data.ms (-3028) (-  m/z 230.10 100.00%

230.1
5000
2100 2150
55.0 110.9 174.0 : :
Ol ek y“ A 220 808 7 2e1.00  17.70%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #86242: 6H-Benz[de]anthracen-6-one
230.0
5000
21.00 21.50
101.0 m/z 231.05 16.60%
39.0 | ‘ 174. 0“
O\\1’\‘\“\\“[\‘\\\i\\‘l\\‘f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #86244: TH-Benz[de]anthracen-7-one
230.0
b oot
21.00 21.50
5000 m/z 200.10  16.56%
101.0
390 | 174.0
SNSRI
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #86259: o-Terphenyl
230.0 21.00 21.50
m/z 202.05 13.90%
5000
114 0
oL 510 || 1760 ] Py
m,mwmwm‘u“HH‘HHWHWH‘HH‘H P b
m/z--> 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_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.390 4.42 ng 144427 Chrysene-d12 21.778
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 55
2 1-Heptacosanol 396 C27H560 002004-39-9 53
3 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 53
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 49
5 Pentadec-7-ene, 7-bromomethyl- 302 C16H31Br 1000259-58-5 46

Abundance Scan 3072 (21.390 min): BG048843.D\data.ms (-3068) (-  m/z 43.10 100.00%

43.1 228.1
83.0
5000
25.1

L] 168.0 75 4 80 2L 00 21550 ]
ol il e m/z 228,10 97.28%
mlz--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
657.0
97.0
5000 i,
21.00 21.50

m/z 55.10 94.42%

s L LI L} |1390 1960 2690 500
T ‘ f T ‘ T T ‘ LI ‘ T \ T ‘ T T T ’ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol

57.0 97.0

21. 00 21 50
5000 m/z 69.10 87.24%

0 Jod \‘H\ \‘\ I ]7810222026403060 378.(
b S e T
m/z--> 50 100 150 200 250 300 350
Abundance . Di i i i

#152609: Dichloroacetic acid, tridecyl ester
43.0 21. 00 21 50
83.0 m/z 83.05 80.53%
5000
LTS e
Owh“w‘ Ll ““H“‘H“HH‘HH,HH,HH
m/z--> 50 100 150 200 250 300 350 21. 00 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 11H-Benzo[a]fluoren-11-one Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.496 2.08 ng 67845 Chrysene-d12 21.778
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 81
2 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 76
3 7H-Benz[de]anthracen-7-one 230 C17H1e00 000082-05-3 76
4 Benzene, 1-phenyl-4-(2,2-dicyano... 230 C16H10N2 026089-09-8 62
5 p-Terphenyl 230 C18H14 000092-94-4 52

Abundance Scan 3090 (21.496 min): BG048843.D\data.ms (-3086) (-  m/z 230.00 100.00%
230.0

5000

199.9 SN

LRSI
431 979 1520 ‘m 271.0 21.50
Al

‘M‘meﬁmmwwwMhmqmuwuu‘uu_‘u_u‘_wmwuwu‘wu‘ m/z 199.90  21.27%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230.0
5000

o

21.50
101.0 200.0 m/z 202.10  20.53%
w0 ||
O\’HH‘HH‘H\‘\‘H\\“‘HH‘\\H‘\\‘H‘\HH}‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86242: 6H-Benz[de]anthracen-6-one
230.0
202.0 W\
21 50
101.0
0270 630\ \‘ \“ 1590 It nh ‘
‘,mwm"‘H"‘H"‘H"‘H"""""""‘wwwm‘ww
m/z--> 20 40 60 80 100120140160180200220240260280 N)\\W\/\M
Abundance #86246: 7TH-Benz[de]anthracen-7-one
230.0 21 50

m/z 201.00  12.12%

5000 202.0 Amwﬂ
500 1010 0.0
0!\\\”\1\5\\1“\‘\\\ Mm Mﬂ‘ ‘ i

m/z--> 20 40 60 80 100120140160180200220240260280 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 (1-Cyclopentenyl)ferrocene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.316 2.56 ng 52263 Perylene-di2 25.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 70
2 Benzo[a]pyrene 252 C20H12 000050-32-8 70
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 62
4 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 59
5 1H-Pyrrolo[2,3-g]quinoline, 1,2,... 252 C17H2@N2 1000338-03-4 58
Abundance Scan 3570 (24.316 min): BGO48843 D\data.ms (-3564) (- m/z 252.05 100.00%
252.
5000
2406 JAL;450
113.0 . .
38.9 161.0199.8 290.3328.1  387.
orwwwwwwmww‘u ST L m/z 249.95  28.46%
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene
252.0
5000 Aoy \/\\? [ —
24.00 24.50
126.0 m/z 251.10  23.35%
O390 87.0 HM 2000 |
\\‘\\\\[\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #104222: Benzo[a]pyrene
252.0
24.00 24.50
5000 m/z 253.10 19.68%
126.0
041Q ‘8\\\ w\ “ w\“ ZOQ'ON‘ “
e ate T T T e T T B B
miz--> 50 100 150 200 250 300 350
Abundance #104224: BenzolK]fluoranthene — L
252.0 24.00 24.50
m/z 249.20 9.36%
5000
126.0
0 87.0 | | 2000,
— e e
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.798 10.43 ng 212918 Perylene-di2 25.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 89
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
3 Perylene 252 C20H12 000198-55-0 76
4 Benzo[e]pyrene 252 C20H12 000192-97-2 68
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 59
Abundance Scan 3652 (24.798 min): BG048843.D\data.ms (-3644) (-  m/z 252.10 100.00%
252.1
5000 ,/\
&2450 2500
125.1 191.0 . N :
ol 381749 T VRO Al 8172386 ) ose.e0  30.34%
mlz--> 50 100 150 200 250 300 350
Abundance #104222: Benzo[a]pyrene
252.0
5000 /\w pspetyol A
24.50 25.00
126.0 m/z 253.10  23.88%
miz--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene
25.0 N\m M/\
24 50 25 00
5000 m/z 251.10 10.83%
126.0
0390 870 ‘\\ 163.0200.0 ‘H
e R e
miz--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252.0 24.50 25.00
m/z 249.10 6.33%
5000
125.0
ol7.0 83.0 \H 163,02000, |
R S e s e e

m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.180 3.16 ng 64579 Perylene-di2 25.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 46
2 Benzo[e]pyrene 252 C20H12 000192-97-2 43
3 1-Amino-4-(phenylthio)isoquinoline 252 C15H12N2S 019653-19-1 43
4 12-H-Benzimidazo(2,1-b)-1,3-benz... 252 C14H8N20S 063586-54-9 43
5 Benzo[b]naphtho[2,3-d]thiophene,... 252 C17H16S 024964-06-5 43
Abundance Scan 3717 (25.180 min): BG048843. D\data ms (-3715) (- m/z 252.10 100.00%
252.1
5000
1253 ‘ J\ e
78.9 ZSbO 25%0
43.9 5 174.2209. 302.0 341 : :
0! m/z 250.00 25.29%
miz--> 50 100 150 200 250 300
Abundance #104222: Benzo[a]pyrene
252.0
5000 1 /\“
25.00 25.50
126.0 m/z 125.30 23.48%
miz--> 50 100 150 200 250 300
Abundance #104219: Benzo[e]pyrene
252.0
25.00 25.50
5000 125.0 m/z 253.05 23.39%
0, 430 830 || 16101980 |
L e e e
miz--> 50 100 150 200 250 300 MJ\
Abundance #103911: 1-Amino-4-(phenylthio)isoquinoline ‘ LN
252.0 25.00 25.50
m/z 265.10 14.55%
5000
131.0 175.0
0 28.0 78u'0 Lol L ;2]10\‘ ol I ‘M

m/z--> 50 100 150 200 250 300 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042221\
Data File : BGO48843.D

Acqg On : 22 Apr 2021 12:20
Operator : CG/JU

Sample : M2042-01

Misc :

ALS vial : 6 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|
Diphenylacetylene 17.612 2.2 ng 37296 4 17.477 338785 20.0
unknown18.36 18.364 4.7 ng 79047 4 17.477 338785 20.0
8,9-Dihydrocycl... 18.406 2.3 ng 39197 4 17.477 338785 20.0
4H-Cyclopenta[d... 18.558 3.0 ng 51392 4 17.477 338785 20.0
Pyrene, 1-methyl- 20.550 2.0 ng 66873 5 21.778 653068 20.0
6H-Benz[de]anth... 21.161 2.1 ng 68240 5 21.778 653068 20.0
Trifluoroacetox... 21.390 4.4 ng 144427 5 21.778 653068 20.0
11H-Benzo[a]flu... 21.496 2.1 ng 67845 5 21.778 653068 20.0
(1-Cyclopenteny... 24.316 2.6 ng 52263 6 25.115 408217 20.0
Perylene 24.798 10.4 ng 212918 6 25.115 408217 20.0
Benzo[e]pyrene 25.180 3.2 ng 64579 6 25.115 408217 20.0
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