LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91422\
Data File : BGO54949.D

Acqg On : 14 Sep 2022 18:46
Operator : CG/JU

Sample : N4591-01 5X

Misc :

ALS Vvial : 12 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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54949.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.674 400 406 417 rVB 110202 186452 17.93%  2.308%
2 7.289 670 681 693 rBv 111241 205926 19.80% 2.550%
3 8.136 817 825 838 rBV 171687 291193 28.00%  3.605%
4 9.311 1018 1025 1034 rBV 66593 125702 12.09%  1.556%
5 10.709 1258 1263 1272 rBV 12340 24847  2.39% 0.308%
6 10.962 1298 1306 1313 rBV 236728 426812 41.04% 5.284%
7 13.394 1713 1720 1727 rBV 217004 333353 32.06% 4.127%
8 14.093 1833 1839 1844 rBV3 5648 11073 1.06% 0.137%
9 14.499 1900 1908 1916 rBV2 9031 17618 1.69% 0.218%
10 14.775 1944 1955 1961 rBV 364413 601621 57.85% 7.448%
11 14.834 1961 1965 1970 rVB2 9036 13807 1.33% 0.171%
12 15.163 2013 2021 2029 rVB3 6863 13894 1.34% 0.172%
13 15.815 2127 2132 2139 rBV2 12648 23442 2.25% 0.290%
14 16.261 2202 2208 2216 rBV 120218 198191 19.06%  2.454%
15 16.461 2235 2242 2251 rBVS8 7958 23694  2.28% 0.293%
16 16.808 2294 2301 2303 rBV5 6916 13242 1.27% 0.164%
17 17.043 2332 2341 2346 rBV7 6438 16795 1.62% 0.208%
18 17.237 2369 2374 2380 rBV3 8147 15322 1.47% 0.190%
19 17.342 2386 2392 2399 rVB 8642 14686 1.41% 0.182%
20 17.519 2415 2422 2427 rBV 430487 709076 68.19% 8.779%
21 17.560 2427 2429 2436 rVV 134872 187711 18.05%  2.324%
22 17.654 2440 2445 2450 rVV 35282 54822 5.27% 0.679%
23 17.930 2485 2492 2497 rBv4 8790 23396 2.25% 0.290%
24 17.977 2497 2500 2506 rVVe6 7127 11400 1.10% 0.141%
25 18.100 2517 2521 2526 rVV2 11918 17932 1.72% 0.222%
26 18.247 2541 2546 2550 rVB 7260 12266 1.18% 0.152%
27 18.394 2566 2571 2575 rBV 36316 55061 5.29% 0.682%
28 18.447 2575 2580 2586 rVB 48139 76722  7.38% 0.950%
29 18.523 2588 2593 2598 rBV2 19247 29266 2.81% 0.362%
30 18.594 2598 2605 2608 rBV2 48948 98923  9.51% 1.225%
31 18.623 2608 2610 2615 rVB 25310 33008 3.17% 0.409%
32 18.682 2615 2620 2625 rBV5 11173 23493 2.26% 0.291%
33 18.888 2650 2655 2659 rBV2 28469 43665 4.20% ©0.541%
34 18.941 2661 2664 2672 rVB5 14649 23316  2.24% 0.289%
35 19.105 2688 2692 2693 rBV4 8740 10598 1.02% 0.131%
36 19.129 2693 2696 2700 rVB 14472 18531 1.78% 0.229%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91422\
Data File : BGO54949.D

Acqg On : 14 Sep 2022 18:46
Operator : CG/JU

Sample : N4591-01 5X

Misc :

ALS Vvial : 12 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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.181 2701 2705 2708 rBV 16552 22107 2.13% 0.274%
38 19.223 2708 2712 2716 rVB 12307 16967 1.63% 0.210%
39 19.299 2720 2725 2729 rBv2 45077 77891 7.49% 0.964%
40 19.452 2746 2751 2754 rBvV3 17403 33248 3.20% 0.412%
41 19.569 2765 2771 2776 rBV 321113 464428 44.66% 5.750%
42 19.622 2778 2780 2783 rVB3 9289 10492 1.01% 0.130%
43 19.716 2793 2796 2799 rBv2 12000 14929 1.44% 0.185%
44 19.898 2823 2827 2828 rBV 48952 59023 5.68% 0.731%
45 19.933 2828 2833 2840 rVV 312806 474120 45.59% 5.870%
46 19.998 2840 2844 2849 rVB 28797 40644 3.91% 0.503%
47 20.116 2859 2864 2869 rBV 359334 451630 43.43% 5.591%
48 20.262 2882 2889 2893 rVB3 27297 65877 6.33% 0.816%
49 20.415 2913 2915 2922 rVB 57115 74176 7.13% 0.918%
50 20.515 2929 2932 2936 rBV 37192 43013 4.14% 0.533%
51 20.580 2940 2943 2946 rVB 37391 44784  4.31%  ©.554%
52 20.715 2964 2966 2970 rVvV 27664 31909 3.07% 0.395%
53 20.762 2972 2974 2984 rVB3 34129 59291 5.70% 0.734%
54 21.814 3144 3153 3158 rBV2 464016 1039924 100.00% 12.875%
55 21.861 3158 3161 3170 rVB 130037 212556 20.44% 2.632%

56 24.111 3539 3544 3553 rBV2 57490 164555 15.82% 2.037%
57 25.192 3719 3728 3738 rBV2 238396 688679 66.22%  8.526%

Sum of corrected areas: 8077099
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91422\
Data File : BGO54949.D

Acqg On : 14 Sep 2022 18:46
Operator : CG/JU

Sample : N4591-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG054949.D\data.ms
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Abundance TIC: BG054949.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91422\
Data File : BGO54949.D

Acqg On : 14 Sep 2022 18:46
Operator : CG/JU

Sample : N4591-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Phenanthrene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.447 2.16 ng 76722  Phenanthrene-d1e 17.519
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 89
Abundance Scan 2580 (18.447 min): BG054949.D\data.ms (-2575) (- | m/z 192.10 100.00%
192.1
94.5 EI.B‘Sd
63.0 ‘ ' :
O 22 50 e b 200l m/z 191,10 65.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 T
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10 165.0 m/z 189.05 32.94%
0 39.0 639 | M 116.0 13\9'0”\ g
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67026: Anthracene, 9-methyl-
192.0
—
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165.0
0 ‘39"0 . 63\0 ST 13‘9'0‘ h‘ L
Rl R o e B
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0160 390 | 11501390 |
e e AR ma i
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91422\
Data File : BG@54949.D

Acqg On : 14 Sep 2022 18:46

Operator : CG/JU

Sample : N4591-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRAT

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

arch Compound Report

BGO82522.M
ION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

2 4H-Cyclopenta[def]phenanthrene Conce

ntration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.594 2.79 ng 98923  Phenanthrene-d1e 17.519
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 2-Amino-4,6-dichloropyrimidine-5... 191 C5H3C12N30 005604-46-6 38
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37
5 Methyl diselenide 190 C2H6Se2 007101-31-7 35

Abundance Scan 2605 (18.594 min): BG054949.D\data.ms (-2598) (- | m/z 190.10 100.00%
190.1
5000 A
94.6 : M‘A‘ ‘
300 631 | 1371 1630 18.50 :
0 bt et s el e m/z 189.05  98.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 e :
940 18.50
’ m/z 192.10  49.04%
ol 300 630 | 11501370 1630 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\ \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T \
18.50
5000 ITI/Z 191.10 39.99%
94.0
‘ 163.0 M
) A N S AN | E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65863: 2-Amino-4,6-dichloropyrimidine-5-carbaldehyde P ‘
190.0 18.50
m/z 94.60 22.38%
5000
86.0
w60 62, ‘ 129.0 15‘4.0
0 m_‘MM‘H:‘Mm‘_m!_m_‘ S —
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91422\
Data File : BG@54949.D

Acqg On : 14 Sep 2022 18:46

Operator : CG/JU

Sample : N4591-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M

Quant Title

TIC Library

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 9,10-Dimethylanthracene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.299 2.20 ng 77891  Phenanthrene-d1e 17.519
Hit# of 5 Tentative ID MW MolForm CAS#

1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 95
2 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 93
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 93
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93

Abundance Scan 2725 (19.299 min): BG054949.D\data.ms (-2720) (1 | m/z 206.10 100.00%
206.1
5000
oo o
19.00 19.50
o m/z 191.10 42.11%
miz--> 50 100 150 200 250
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 = —
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Jis0 510 890 1270 1650 | |
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 #82936: Anthracene, 1,4-dimethyl-
206.0
Fer e
19.00 19.50
5000 m/Z 205.10 24.72%
89.0
om0 e 00 L
miz--> 50 100 150 200 250
Abundance #82953: Phenanthrene, 3,6-dimethyl- il [ —
206.0 19.00 19.50
m/z 207.10 18.09%
5000
102.0
olmo S0yl weso | S
miz--> 50 100 150 200 250 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91422\
Data File : BGO54949.D

Acqg On : 14 Sep 2022 18:46
Operator : CG/JU

Sample : N4591-01 5X

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Phenanthrene, 2... 18.447 2.2 ng 76722 4 17.519 709076 20.0
4H-Cyclopenta[d... 18.594 2.8 ng 98923 4 17.519 709076 20.0
9,10-Dimethylan... 19.299 2.2 ng 77891 4 17.519 709076 20.0
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