LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54455.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.105 15 20 32 rVB 63995 124164 4.11% 0.796%
2 5.572 433 440 454 rVB 265144 462795 15.32% 2.966%
3 7.182 707 714 725 rBV 290879 509229 16.86% 3.264%
4 7.987 843 851 859 rBB 61108 104282 3.45% 0.668%
5 9.150 1042 1049 1058 rBV 178004 331519 10.98%  2.125%
6 10.796 1322 1329 1337 rBV 80027 145666 4.82% 0.934%
7 13.246 1738 1746 1754 rBV 588918 920944 30.49% 5.903%
8 14.350 1928 1934 1948 rBV 29831 67123  2.22% 0.430%
9 14.626 1972 1981 1988 rVB 136155 223144 7.39% 1.430%
10 16.119 2228 2235 2242 rBV2 566021 876541 29.02% 5.618%
11 17.370 2442 2448 2452 rBV 184254 293384 9.71% 1.881%
12 17.411 2452 2455 2462 rVV 43960 63073 2.09% 0.404%
13 18.252 2593 2598 2602 rBV2 71521 126099 4.17% 0.808%
14 18.293 2602 2605 2611 rVB 54152 83593 2.77% 0.536%
15 18.434 2624 2629 2634 rVWW2 61371 123501 4.09% 0.792%
16 18.475 2634 2636 2643 rVB 40940 58280 1.93% 0.374%
17 18.739 2677 2681 2686 rVW3 29297 53132 1.76% 0.341%
18 18.792 2686 2690 2698 rVB5 23820 48500 1.61% 0.311%
19 18.986 2715 2723 2728 rBv2 33730 81596 2.70% 0.523%
20 19.039 2728 2732 2736 rW 43305 53560 1.77% ©.343%
21 19.080 2736 2739 2743 rVB 38102 47823 1.58% 0.307%
22 19.162 2747 2753 2757 rBV 133464 227599 7.54% 1.459%
23 19.215 2758 2762 2766 rVV3 53623 97284 3.22% 0.624%
24 19.250 2766 2768 2772 rVB 34807 37279 1.23% 0.239%
25 19.303 2772 2777 2783 rBV4 74753 148841 4.93% 0.954%
26 19.427 2792 2798 2803 rVB 176281 274290 9.08% 1.758%
27 19.485 2804 2808 2811 rBV2 24787 37236 1.23% 0.239%
28 19.526 2811 2815 2818 rVB5 30246 41399 1.37% 0.265%
29 19.573 2820 2823 2828 rBV 26960 41476 1.37% 0.266%
30 19.667 2835 2839 2841 rBV2 22979 30657 1.01% 0.197%
31 19.791 2854 2860 2867 rVB2 330321 592908 19.63% 3.800%
32 19.861 2867 2872 2877 rVB2 111828 167539 5.55% 1.074%

33 19.979 2878 2892 2897 rBV 1170118 1721459 56.99% 11.034%
34 20.020 2897 2899 2907 rVB3 58365 85093 2.82%
35 20.120 2909 2916 2924 rVV5 84164 244639 8.10% 1.568%

®
Ul
»
Ul
R

36 20.196 2925 2929 2932 rVV5 24719 39899 1.32% 0.256%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.273 2933 2942 2947 rVB4 114469 335521 11.11% 2.151%
38 20.437 2966 2970 2975 rBV 144483 197030 6.52% 1.263%
39 20.578 2989 2994 2998 rBV 180594 270870 8.97% 1.736%
40 20.625 2998 3002 3005 rVB 95748 134702 4.46% 0.863%
41 21.036 3069 3072 3078 rVB 103153 157633 5.22% 1.010%
42 21.136 3085 3089 3094 rVB 62692 85619 2.83% 0.549%
43 21.195 3095 3099 3102 rBv2 69028 116026 3.84% 0.744%
44 21.266 3108 3111 3116 rVB2 107606 145146  4.81% 0.930%
45 21.636 3166 3174 3179 rBV2 284604 755383 25.01%  4.842%
46 21.683 3179 3182 3194 rVB 184873 345713 11.45% 2.216%
47 22.370 3290 3299 3305 rBV 129153 349533 11.57%  2.240%
48 22.435 3307 3310 3317 rVB2 135339 248207  8.22% 1.591%
49 22.640 3341 3345 3351 rVB 62014 95275 3.15% 0.611%
50 23.833 3543 3548 3555 rBV2 74066 210363 6.96%  1.348%
51 24.703 3690 3696 3707 rVB 101575 300299 9.94%  1.925%

52 24.850 3715 3721 3729 rVB2 99021 247786 8.20% 1.588%
53 29.021 4415 4431 4447 rVB4 646992 3020453 100.00% 19.361%

Sum of corrected areas: 15601105
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054455.D\data.ms
1200000

1000000
800000
600000
400000

5.572 7.182

200000 9.150
.105 7.987 10.796

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG054455.D\data.ms
1200000 19.979

1000000

800000

600000{ 13-246 16.119

400000

17.370
200000 14.626

14.350 11l
I I SIS S A B O e e e e

Time--> 13.00 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: BG054455.D\data.ms
1200000

1000000
800000 29.021
600000

400000

23.833 24240350

200000 MMMM\»WWWJ

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

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\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.165 23.81 ng 124164  1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 33
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 16
Abundance  Scan 20 (3.105 min): BG054455.D\data.ms (-15) (-) m/z 73.10 100.00%
73.1
5000 431
87.1
T
H ﬁL91 | 320 3.40
0‘W‘HW‘H‘MH‘_‘HMme‘H‘JH‘H‘HH‘WH‘W‘HW‘H‘MH‘ 43.10 41.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L B B |
43.0 320 3.40
87.0 m/z 87.10  31.93%
20 | o
O\\‘HH’HH’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T
3.20 3.40
5000 41.0 55.0 m/z 55.05 27.24%
27.0
0 11, L 112.0 129.0
H_H‘“HW‘HWHH‘HH_‘H_HW‘HWH‘WHH_‘H_H‘_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- T
73.0 3.20 3.40
41.10 14.04%
5000
55.0
20.0 87.0
0,199 SV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Anthracene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.252 8.60 ng 126099  Phenanthrene-di0 17.370
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 83
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 64
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64

Abundance Scan 2598 (18.252 min): BG054455.D\data.ms (-2593) (- | m/z 192.05 100.00%
1

192.
5000
43.1 73.0

129, = —
2.0 1 27.1 289.1 18.00 18.50
0! : . m/z 191.00 65.60%
m/z--> 50 100 150 200 250
Abundance #67030: Anthracene, 1-methyl-
192.0
5000 T —
18.00 18.50

m/z 73.05 39.96%

0 27.0 630 96\0 ;5?% i u“ ‘\
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 #67024: Anthracene, 2-methyl-
192.0
Aadpan b i

18.00 18.50
5000 m/z 43.10 35.06%
0 39.0 . ‘83‘-0\\ 139'0 h‘ . \‘H
e e e
m/z--> 50 100 150 200 250
Abundance #67026: Anthracene, 9-methyl- — —
192.0 18.00 18.50

m/z 189.00  33.54%

5000
96.0
280 630 152.0 ‘H
0 L \\‘ Lo

ey —
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Anthracene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.293 5.70 ng 83593 Phenanthrene-d10 17.370
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
Abundance Scan 2605 (18.293 min): BG054455.D\data.ms (-2602) (- | m/z 192.00 100.00%
192.0
1800 1850
823 15 : :
b 23 1701920 | L 2241 2889 710100 61.33%
miz--> 50 100 150 200 250 300
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 - —
18.00 18.50
m/z 189.00  26.47%
0 39.0 83"0” 139.0 | |
T T T ‘ \ \ T T T T \ ‘ T T T ‘ L L ‘ L T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
s —
18.00 18.50
5000 m/z 193.00 17.26%
0 510 | M 152\ Ll
e e
miz--> 50 100 150 200 250 300
Abundance #67021: Anthracene, 1-methyl- —— —
192.0 18.00 18.50
m/z 190.10  16.92%
5000
83.0
ol 390 | 111501520 -
e e pepcty —
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.434 8.42 ng 123501  Phenanthrene-di0 17.370
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 70
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 70
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 70
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 70

Abundance Scan 2629 (18.434 min): BG054455.D\data.ms (-2624) (- | m/z 192.00 100.00%

192.0
5000

94.7 18.50
39.0 150. ;
by 2y ]ﬂ‘ W‘ 2291 27603074 7 191,00 60.39%

m/z--> 50 100 150 200 250 300
Abundance #67043: Phenanthrene, 1-methyl-
192.0

5000 R
18.50
95.0 m/z 189.00 42.09%
280 630 | 1390 ‘
O i‘ \‘HH\H‘\ “r‘\\‘\ i“ \h‘\‘\ L A B B B
miz--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
—
18.50
5000 m/z 190.00 29.17%
94.0
miz--> 50 100 150 200 250 300
Abundance #67042: Phenanthrene, 4-methyl- —
192.0 18.50

m/z 165.00  18.33%

5000
82.0
28.0 I \‘ “‘ 139.0 h‘ L h‘

ol e
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Phenanthrene, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.475 3.97 ng 58280  Phenanthrene-die 17.370
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 83
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 83
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 83
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83

Abundance Scan 2636 (18.475 min): BG054455.D\data.ms (-2634) (- | m/z 192.00 100.00%
192.0

5000

-

50.1 82.8  126.0 163.0 HH » 2761 18.50

e e n AN eunh ur m/z 191.85 55.71%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67041: Phenanthrene, 4-methyl-
192.0
—

o

5000
18.50
z 165.00 16.63%
95.0 m/
63.0 125.0 163.0
O \’\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0
I
18.50
5000 ITI/Z 193.05 15.94%
o270 630 9601260 1630 |
e e e e g e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67038: Phenanthrene, 2-methyl- | —
192.0 18.50
m/z 189.00 15.09%
5000

27.0 63.0 960 1960 16:?0 H

m/z--> 20 40 60 80 100120140160180200220240260280 18.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Phenanthrene, 3,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.986 5.56 ng 81596  Phenanthrene-d1e 17.370
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 94
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 90
3 Phenanthrene, 2,3-dimethyl- 206 CleH14 003674-65-5 90
4 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 87
5 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 87

Abundance Scan 2723 (18.986 min): BG054455.D\data.ms (-2715) (- | m/z 206.00 100.00%
206.0

5000

-

19.00

63.0 102.0133 1 165. 303.¢
0! m/z 191.00 53.21%
m/z--> 50 100 150 200 250 300
Abundance #82954: Phenanthrene, 3,6-dimethyl-
206.0
5000

1900
m/z 189.00  37.44%

270 s30 20 650 | |
T T T ‘ T T \ ‘ T T T T ‘ T T T T T T T ‘ T T T T ’ T
m/z--> 50 100 150 200 250 300
Abundance #82924: di-p-Tolylacetylene

206.0

T
19.00

5000 m/z 205.00 22.74%
. 630, 10%013401650 M M
R e S ; : R
miz--> 50 100 150 200 250 300
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0 1900

m/z 207.00 22.10%

5000
89.0
510 | |, 1260 1050 | |

o210 o 20.0 i h S — —
miz--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Phenanthrene, 1,7-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.039 3.65 ng 53560  Phenanthrene-die 17.370
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 87
2 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 80
3 Phenanthrene, 2,7-dimethyl- 206 CleH14 001576-69-8 78
4 Naphthalene, 1,2-dihydro-4-phenyl- 206 C1l6H14 007469-40-1 64
5 9,10-Dimethylanthracene 206 CleH14 000781-43-1 56
Abundance Scan 2732 (19.039 min): BG054455.D\data.ms (-2728) (- | m/z 206.00 100.00%
206.0
19.00 |
63.0 102.0 1744 ) .
ol . 030 102013011740 | 2381 3040 151 00  30.92%
miz--> 50 100 150 200 250 300
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 T
1900
102.0 m/z 205.05  28.95%
\2\7\0\ ‘6:\3‘ 9“\ “‘\‘ H‘ T T T T ‘ \“\ H\ “ “h T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #82948: Phenanthrene, 1,7-dimethyl-
206.0
\
1900
5000 m/z 189.00 26.65%
102.0
oL 270 63 0\ i \h 1650 M
: A mman e e B T
miz--> 50 100 150 200 250 300
Abundance #82949: Phenanthrene, 2,7-dimethyl- T ‘
206.0 19.00
m/z 207.00 16.48%
5000
102.0
oL 0 o weso |
m/z--> 50 100 150 200 250 300 19.00

8270-BGO71522.M Mon Aug 01 12:38:17 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Phenanthrene, 2,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.162 15.52 ng 227599  Phenanthrene-die 17.370
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 91
3 Phenanthrene, 2,3-dimethyl- 206 CleH14 003674-65-5 90
4 9,10-Dimethylanthracene 206 CleH14 000781-43-1 90
5 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 83

Abundance Scan 2753 (19.162 min): BGO54455 D\data.ms (-2747) (- | m/z 206.05 100.00%

206.
5000

19.00 19.50
57.0 1011 165.0
o STO IOt PPN 2521 3089 19160 47.20%
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 U U
19.00 19.50

m/z 189.00  25.86%

101.0 1650 ‘
5
77\0\ ’6\3 \o‘\ “\‘ h‘ L ‘ T T \ “ h“\ T T T ‘ T T T T ’ T T T
m/z--> 50 100 150 200 250 300
Abundance #82923: di-p-Tolylacetylene
206.0

19.00 19.50

O

5000 m/z 205.00 24.24%
07.0 630 \10%0 165.0 M m‘
miz--> 50 100 150 200 250 300
Abundance #82943: Phenanthrene, 2,3-dimethyl- = ——
206.0 19.00 19.50

m/z 207.00  18.36%

5000
89.0
510 | || 12601650\\ 1

0275k L S . — e
miz--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Phenanthrene, 2,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.215 6.63 ng 97284  Phenanthrene-d10 17.370
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 90
2 9,10-Dimethylanthracene 206 CleHi4 000781-43-1 87
3 di-p-Tolylacetylene 206 CleH14 002789-88-0 87
4 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 81
5 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 81

Abundance Scan 2762 (19.215 min): BG054455.D\data.ms (-2758) (- m/z 206.10 100.00%

206.1
5000
=~

19.00 19.50
531 “%9%0 165. M 237.9 283.0

S < ST ERNENi 0 B AL A m/z 191.00  40.12%

m/z--> 50 100 150 200 250 300
Abundance #82949: Phenanthrene, 2,7-dimethyl-
206.0

5000 = Sats
19.00 19.50

m/z 189.00  32.87%
\ \

102.0
39.0 710 |, \h 165.0 H Al
T ‘ T T T T T T T T T \ T T T T T T T T ’ T
miz--> 50 100 150 200 250 300
Abundance #82933: 9,10-Dimethylanthracene
206.0

R
19.00 19.50

o

o

5000 m/z 205.00 28.55%
0l— ‘5]" (‘)\ , h‘ \‘ L H ‘1‘27‘0‘ ‘;6‘\\5‘ i ‘H u“‘ T
m/z--> 50 100 150 200 250 300
Abundance #82923: di-p-Tolylacetylene o T
206.0 19.00 19.50

m/z 207.00  18.97%

B MWW
p7.0 63.0 102.0 165 0 M )

0 Lo i T

7 ‘ ‘
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Cyclopenta(def)phenanthrenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.303 10.15 ng 148841  Phenanthrene-di0 17.370
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 64
2 Pyrimidine, 4-chloro-6-(4-methyl... 204 C11H9CIN2 1000380-55-8 50
3 [1,1'-Biphenyl]-4-0l, 4'-chloro- 204 C12HO9C10 028034-99-3 47
4 2-Chloro-4-phenylphenol 204 C12H9Clo0 000092-04-6 46
51,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 43

Abundance Scan 2777 (19.303 min): BG054455.D\data.ms (-2772) (- | m/z 204.00 100.00%

204.0
5000
== P
(o, 880 1500 ‘ - 19.00 19.50
ob b o Lo b Ll 240927593070 o0g o5 47, 00%
miz--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 A IR
19.00 19.50
88.0 m/z 176.00  37.51%
150.0
O T T T ‘ T \“\ ‘\ “‘ T T T T ‘} T \H‘\ T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #79663: Pyrimidine, 4-chloro-6-(4-methylphenyl)-
204.0
— —
19.00 19.50
5000 ITI/Z 205.00 25.53%
169.0
91.0
ol00 . | gd | )
miz--> 50 100 150 200 250 300
Abundance #79846: [1,1'-Biphenyl]-4-ol, 4'-chloro- o —
204.0 19.00 19.50
m/z 191.00 24.77%
5000
141.0
b7 63.0 C{ H
OHO\‘HH\M\\M \““‘\\\‘\“73 \HH“H“H - —
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.861 4.44 ng 167539  Chrysene-d12 21.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 94
2 butanal, 2-[2-(2-methoxyphenyl)d... 220 C11H12N203 1000396-24-5 72
3 Propan-2-one, 1,1,1-trifluoro-3-... 331 C15H16F3NO4 1000310-90-3 59
4 1-(Hydroxy-phenyl-methyl)-2-meth... 408 C27H3603 108546-86-7 53
5 Phenylmethylcyanide, .alpha.,.al... 220 C11H12N203 1000129-53-0 50

Abundance Scan 2872 (19.861 min): BG054455.D\data.ms (-2867) (- | m/z 220.10 100.00%
220.1
1950  20.00
101 l 165.1 ‘ : :
b2 H“ “ —2Tt0 3199 ' n/z 205.00  44.60%
miz--> 50 100 150 200 250 300
Abundance #99440: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 — —
19.50 20.00
101.0 /Z 189.00 25.27%
2T 10 N
miz--> 50 100 150 200 250 300
Abundance #98369: butanal, 2-[2-(2-methoxyphenyl)diazenyl]-3-oxo-
94.0 220.0
19.50 20.00
5000 m/z 221.05 19.86%
\\ LB
ok \M\H HH H‘\h‘\\}\‘\‘\\‘ e
miz-> 100 150 200 250 300
Abundance #237562: Propan-2-one, 1,1,1-trifluoro-3-(4-methoxy-6-m — —
220.0 19.50 20.00
m/z 219.05 18.62%
5000
43.0
ol L TTOMO0MTIO00 | | asso ssic U MDY
m/z--> 50 100 150 200 250 300 19.50 20.00

8270-BGO71522.M Mon Aug 01 12:38:19 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.120 6.48 ng 244639  Chrysene-di12 21.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 2916 (20.120 min): BG054455.D\data.ms (-2909) (- | m/z 216.00 100.00%
216.0
2000 2050
945 1631 M“ : :
ob 220 R 3! pllh 2951 30203430 'y /7 215,00 90.56%
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 =, ——
20.00 20.50
95.0 m/z 217.00  22.26%
O\\\5\0‘.(\)\\\““H\\\\}6\3\-0\“‘11\“H\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl-
216.0
—— —
20.00 20.50
5000 m/z 213.00 21.87%
108.0
S TN T T N
m/z--> 50 100 150 200 250 300 350
Abundance #94575: 11H-Benzo[a]fluorene T —
216.0 20.00 20.50
m/z 189.00  15.18%
5000
108.0
UL AN LT MMk
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 11H-Benzo[b]fluorene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.273 8.88 ng 335521  Chrysene-d12 21.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C1OH12N6 046731-79-7 64
Abundance Scan 2942 (20.273 min): BG054455.D\data.ms (-2933) (- | m/z 216.00 100.00%
216.0
7.1 20.00 20.50
' 107.7 163.0 M : :
ol M bk ii o2l 29692980 8821y 515 00 84.40%
m/z--> 50 100 150 200 250 300 350
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 =, ——
20.00 20.50
108.0 ITI/Z 213.00 22.60%
57.0 ‘“ 163.0 . M
O\\‘\\\\‘ \\\‘\‘\“\\h\‘\h‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl-
216.0
= —
20.00 20.50
5000 m/z 217.00 13.60%
108.0
ST
OHM“” e Al
m/z--> 50 100 150 200 250 300 350
Abundance #94575: 11H-Benzo[a]fluorene 7 —
216.0 20.00 20.50
m/z 57.10 12.57%
5000
108.0
o0 |0 | e
m/z--> 50 100 150 200 250 300 350 20.00 20.50

8270-BGO71522.M Mon Aug 01 12:38:21 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Pyrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.437 5.22 ng 197030  Chrysene-d12 21.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 81

Abundance Scan 2970 (20.437 min): BG054455.D\data.ms (-2966) (- | m/z 216.00 100.00%

216.0
5000

%5 159 | 20.50
ol AL CI% 1629, 1 253929313311 /. 51500  56.30%
m/z--> 50 100 150 200 250 300 350
Abundance #94569: Pyrene, 1-methyl-
216.0
5000 L
20.50

m/z 217.00  17.23%

108.0
O L ‘6\3-\0\ \H‘ “‘\ L \]‘.6\3\.()\ h“\ i \h‘\ T ‘ L ‘ L ‘ 1
miz--> 50 100 150 200 250 300 350
Abundance #94564: Pyrene, 2-methyl-
216.0

20.50
5000 m/z 213.00 14.79%
108.0
0 630 L | 163.0 Ly \‘ L

1

m/z--> 50 100 150 200 250 300 350
Abundance #94573: 11H-Benzo[a]fluorene —
216.0 20.50

m/z 189.00 11.63%

5000
107.0
ol40 630 | | 1630
I

T
m/z--> 50 100 150 200 250 300 350 20.50

8270-BGO71522.M Mon Aug 01 12:38:21 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57

Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 Pyrene, 4-methyl- Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
20.578 7.17 ng 270870  Chrysene-d12 21.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 4-methyl- 216 C17H12 003353-12-6 95
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 72

Abundance Scan 2994 (20.578 min): BG054455.D\data.ms (-2989) (- | m/z 216.00 100.00%
216.0
N \
946 | 20.50
ol “Ii 16300 I 2550 3099 352C /7 215.00 50.66%
m/z--> 50 100 150 200 250 300 350
Abundance #94563: Pyrene, 4-methyl-
216.0
5000 — :
20.50
m/z 217.00  17.62%
0270 630 | = 1630 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94564: Pyrene, 2-methyl-
216.0
RN T
20.50
5000 ITI/Z 213.00 14.56%
108.0
0 630 Lyl 163.0 Lo \‘\
e
m/z--> 50 100 150 200 250 300 350
Abundance #94569: Pyrene, 1-methyl- T ‘
216.0 20.50
m/z 189.00  14.40%
5000
108.0
ol 630 | 1630
i ——
m/z--> 50 100 150 200 250 300 350 20.50

8270-BGO71522.M Mon Aug 01 12:38:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 11H-Benzo[a]fluoren-11-one Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.037 4.17 ng 157633  Chrysene-d12 21.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H1e0 000479-79-8 90
2 2-Norbornene, 7-methoxy-7-(p-met... 230 C15H1802 027999-78-6 86
3 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 74
4 Dibenzo[c,h][2,6]naphthyridine 230 C16H10N2 000218-30-4 72
5 Visnagin 230 C13H1le04 000082-57-5 64

Abundance Scan 3072 (21.036 min): BG054455.D\data.ms (-3069) (- | m/z 230.00 100.00%

230.0
5000
21.00 |
1011 1740 :
oL 20t N Ad1 2770 3391 429 n/7 229.00  23.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 e :
21.00
101.0 m/z 231.00 21.51%
05rx\
m/z--> 50 100 150 200 250 300 350 400
Abundance #111751: 2-Norbornene, 7-methoxy-7-(p-methoxyphenyl)
0
135.0
T \
21.00
5000 ITI/Z 202.00 15.48%
770
o= \h\ H\ \‘\ \‘“ 1y \H\ hm&ﬁ:\ﬁ\ ‘\‘ ‘\‘ A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #111820: 7H-Benz[de]anthracen-7-one —— ‘
230.0 21.00
m/z 200.00 13.86%
5000
101.0
1740‘
oh 200, I o
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Cycloeicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.266 3.84 ng 145146  Chrysene-d12 21.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 93
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
3 1-Eicosene 280 C20H40 003452-07-1 90
4 1-Docosene 308 C22H44 001599-67-3 89
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 89
Abundance Scan 3111 (21.266 min): BG054455.D\data.ms (-3108) (- | m/z 57.10 100.00%
1.1
97.1 228.0
5000
e e
ol H\‘\H h““ ‘H \‘H‘ u\h hh u\h \‘ dy 9‘1‘ ‘h‘u‘u “\2“‘8}01 :‘52‘30 “ ; m/Z : 43.19 .93‘2700
m/z--> 50 100 150 200 250 300 350
Abundance #173728: Cycloeicosane
55.0
97.0
5000 — ——
21.00 21.50
m/z 55.10  88.79%
oL \\ ‘\‘ H | ‘\ )2 1820 2240 2600
\\\‘ \\ \\\\\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
— —
21.00 21.50
5000 97.0 m/z 41.10  63.15%
ol lil Ll 80 ssp0 220 a0
m/z--> 50 100 150 200 250 300 350
Abundance #173727: 1-Eicosene T —
43.0 21.00 21.50
83.0 m/z 69.10 63.02%
5000
25.0 280.0
H H ‘\ | 1670 2090
ol ‘w‘MM‘H‘Hw‘um_m_ — —
m/z--> 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\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Benz[a]anthracene, 7-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.370 9.25 ng 349533  Chrysene-d12 21.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 91
2 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 89
3 Chrysene, 1-methyl- 242 C19H14 003351-28-8 87
4 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 86
5 2-Methylchrysene 242 C19H14 003351-32-4 81
Abundance Scan 3299 (22.370 min): BG054455.D\data.ms (-3290) (- | m/z 242.00 100.00%
242.0
- yJ\Jﬂ«JAﬁ/dJ\/\\/\\/\
22‘0(5 é2‘56
121.1 193.9 : : :
ol el 29803420 41400 o41.00  29.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126462: Benz[a]anthracene, 7-methyl-
242.0
5000 — ——
22.00 22.50
m/z 239.00  25.65%
121.0
0390 80.0 | 2000, |
\\‘\\\\‘\\\1‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126450: Triphenylene, 2-methyl-
242.0
— —
22.00 22.50
5000 m/z 243.00 18.67%
121.0
0 440 N 200'9\ Ul
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #126439: Chrysene, 1-methyl- — —
242.0 22.00 22.50
m/z 240.00 11.91%
5000
120.0
0l 630 | 200.0, |
e T e e i A o o e P —
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Triphenylene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.435 6.57 ng 248207  Chrysene-d12 21.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 83
2 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 83
3 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 83
4 Chrysene, 1-methyl- 242 C19H14 003351-28-8 64
5 Chrysene, 6-methyl- 242 C19H14 001705-85-7 64
Abundance Scan 3310 (22.435 min): BG054455.D\data.ms (-3307) (- | m/z 242.00 100.00%
242.0
- A_ﬁ«JNA/\A/NVN\J\
83.1 _——
41.1] ‘ ‘ 251, 201 M 3120 22.50
ol L Lty 1690200 | I 8120 369.  .; 241.00  32.32%
m/z--> 50 100 150 200 250 300 350
Abundance #126450: Triphenylene, 2-methyl-
242.0
5000 T
22.50
m/z 239.00  27.38%
121.0
0l440 800 | = 16302000 |
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #126451: 1H-Benz[flindene, 2-phenyl-
242.0
——
22.50
5000 m/z 243.00 20.50%
165.0
o510 1200 T7"2020 |
A s B e T A
m/z--> 50 100 150 200 250 300 350
Abundance #126462: Benz[a]anthracene, 7-methyl- —
242.0 22.50
m/z 83.10 20.38%
5000
121.0
0390 750 “H“ 163.0 202‘9 Ll
e e e e
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BG@54455.D

Acq On : 29 Jul 2022 18:57

Operator : CG/JU

Sample : N3894-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 unknown29.021 Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
20.021 243.79 ng 3020450 Perylene-dl2 24.850
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Amino-6,8-dimethoxyquinoline 204 CLIHIZN202  1000213-95-2 38

3

2,4-Dichloro-phenoxymethyl)-4... 365
,5,8a-Tetramethyl-6,7,8,8a-te... 204
»5,8-Tetramethyl-chroman-2-one 204

C16H13C12N30S
C14H200
C13H1602

1000296-81-4 35
124957-09-1 35
040662-15-5 35

ubhwNneR

OOV
-

mpHh U~ D

-Friedoolean-14-ene, 3-methoxy-... 440 C31H520 014021-23-9 20
Abundance Scan 4431 (29.021 min): BG054455.D\data.ms (-4415) (- | m/z 204.10 100.00%
204.1
5000 269.1
69.1 1211 16.1
SN \
UMLH WLl %93ige0 e
0! NS s m/z 269.10  45.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #79499: 5-Amino-6,8-dimethoxyquinoline
204.0
5000 S :
29.00
520 118.0 m/z 301.10  44.54%
o“WMMHWUMMtWWM_“w“u“u“u“_“w
m/z--> 50 100 150 200 250 300 350 400
Abundance #273969: 5-(2,4-Dichloro-phenoxymethyl)-4-O-tolyl-4H-[1
204.0
U \
29.00
5000 ITI/Z 189.10 40.86%
135.0
63.0 ‘ 365.0
Y L b A 4124902980 TR
m/z--> 50 100 150 200 250 300 350 400
Abundance #80052: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-nay |
204.0
135.0 29.00
m/z 121.10 38.80%
5000 69.0 wHMNNNVJ//\\NMAMWNNWM
o Al /5
m/z--> 50 100 150 200 250 300 350 400 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072922\
Data File : BGO54455.D

Acq On : 29 Jul 2022 18:57
Operator : CG/JU

Sample : N3894-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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|
Butane, 2-metho... 3.105 23.8 ng 124164 1  7.987 104282 20.0
Anthracene, 1-m... 18.252 8.6 ng 126099 4 17.370 293384 20.0
Anthracene, 2-m... 18.293 5.7 ng 83593 4 17.370 293384 20.0
Phenanthrene, 1... 18.434 8.4 ng 123501 4 17.370 293384 20.0
Phenanthrene, 4 18.475 4.0 ng 58280 4 17.370 293384 20.0
Phenanthrene, 3 18.986 5.6 ng 81596 4 17.370 293384 20.0
Phenanthrene, 1 19.039 3.6 ng 53560 4 17.370 293384 20.0
Phenanthrene, 2... 19.162 15.5 ng 227599 4 17.370 293384 20.0
Phenanthrene, 2... 19.215 6.6 ng 97284 4 17.370 293384 20.0
Cyclopenta(def)... 19.303 10.2 ng 148841 4 17.370 293384 20.0
Phenanthrene, 2... 19.861 4.4 ng 167539 5 21.642 755383 120.0
Pyrene, 1-methyl- 20.120 6.5 ng 244639 5 21.642 755383 20.0
11H-Benzo[b]flu... 20.273 8.9 ng 335521 5 21.642 755383 20.0
Pyrene, 2-methyl- 20.437 5.2 ng 197030 5 21.642 755383 20.0
Pyrene, 4-methyl- 20.578 7.2 ng 270870 5 21.642 755383 120.0
11H-Benzo[a]flu... 21.037 4.2 ng 157633 5 21.642 755383 20.0
Cycloeicosane 21.266 3.8 ng 145146 5 21.642 755383 120.0
Benz[a]anthrace... 22.370 9.3 ng 349533 5 21.642 755383 20.0
Triphenylene, 2... 22.435 6.6 ng 248207 5 21.642 755383 120.0
unknown29.021 29.021 243.8 ng 3020450 6 24.850 247786 20.0
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