LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acqg On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc :

ALS Vvial : 17 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55584.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.332 3 7 14 rVB 38846 51031 2.85% 0.327%
2 4.389 181 187 191 rBV 11352 20025 1.12% 0.128%
3 5.335 340 348 360 rBV 70235 126168 7.04% ©.808%
4 5.799 421 427 440 rBV 252058 456684 25.48%  2.926%
5 6.234 493 501 509 rBV 22566 41786 2.33% 0.268%

6 7.409 693 701 710 rBV 292706 518401 28.93% 3.322%
7 8.279 841 849 861 rVB 276583 496020 27.68% 3.178%
8 9.448 1040 1048 1056 rBV 176359 321261 17.93% 2.058%
9 10.852 1280 1287 1297 rBV 16365 29066 1.62% ©0.186%
10 11.105 1321 1330 1338 rBV 399846 736613 41.10% 4.720%
11 12.867 1624 1630 1634 rBV 16823 23230 1.30% 0.149%
12 13.520 1735 1741 1748 rVB 506496 768836 42.90%  4.926%
13 14.319 1873 1877 1884 rBV 11397 17950 1.00% ©.115%
14 14.894 1965 1975 1982 rBV 639316 998464 55.72% 6.397%
15 14.959 1982 1986 1992 rVB 19158 29571 1.65% ©.189%
16 15.282 2035 2041 2049 rVB4 13285 25929 1.45% 0.166%
17 15.670 2100 2107 2111 rBV5 11923 25734 1.44% 0.165%
18 15.934 2146 2152 2157 rBV3 18822 34145 1.91% ©0.219%
19 16.099 2176 2180 2185 rVB 15836 22462 1.25% 0.144%
20 16.375 2220 2227 2236 rBV 366574 571090 31.87%  3.659%
21 16.451 2236 2240 2248 rVB5 11680 23332 1.30% ©0.149%
22 16.598 2263 2265 2272 rVB6 15263 21586 1.20% ©.138%
23 16.739 2284 2289 2294 rBV8 11466 24816 1.38% ©.159%
24 16.939 2316 2323 2327 rBV9 16003 34569 1.93% 0.221%
25 16.986 2328 2331 2337 rVB5 9120 18036 1.01% 0.116%
26 17.086 2345 2348 2354 rVB8 13098 19390 1.08% 0.124%
27 17.227 2370 2372 2376 rVB2 19636 21535 1.20% ©0.138%
28 17.286 2378 2382 2387 rVB4 22267 33121 1.85% ©.212%
29 17.368 2391 2396 2398 rBV6 14469 20173 1.13% ©0.129%
30 17.450 2407 2410 2415 rBV 19520 29198 1.63% 0.187%
31 17.638 2435 2442 2446 rBV 690501 1130197 63.07%  7.242%
32 17.679 2446 2449 2455 rVB 336414 472725 26.38%  3.029%
33 17.768 2460 2464 2468 rVV 65027 93187 5.20% ©.597%
34 18.032 2505 2509 2511 rBV2 23079 33344 1.86% ©0.214%
35 18.149 2526 2529 2533 rBV3 18566 30203 1.69% ©.194%
36 18.214 2536 2540 2548 rVB3 34511 66756 3.73% 0.428%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acqg On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc :

ALS Vvial : 17 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.355 2561 2564 2569 rBv2 16711 28821 1.61% ©0.185%
38 18.508 2583 2590 2594 rBvV2 140413 276805 15.45% 1.774%
39 18.567 2594 2600 2606 rVB2 168992 388180 21.66% 2.487%
40 18.649 2608 2614 2617 rBvV3 55894 112759 6.29% 0.722%
41 18.696 2617 2622 2626 rBvV2 134810 241109 13.45%  1.545%
42 18.737 2626 2629 2634 rVB2 73890 114419 6.38% 0.733%
43 18.996 2669 2673 2676 rBV 68106 96524 5.39% 0.618%
44 19.037 2677 2680 2685 rVB3 53749 83197 4.64% 0.533%
45 19.125 2691 2695 2697 rBV 28052 42055 2.35% 0.269%
46 19.236 2712 2714 2718 rVB2 50436 55009 3.07% 0.352%
47 19.289 2720 2723 2726 rBV 38534 42860 2.39% 0.275%
48 19.330 2726 2730 2737 rVB4 59528 96522 5.39% 0.618%
49 19.407 2738 2743 2748 rBV 182311 309807 17.29% 1.985%
50 19.466 2749 2753 2757 rBV3 76835 122092 6.81% 0.782%
51 19.548 2763 2767 2773 rBV3 91718 184713 10.31% 1.184%
52 19.671 2783 2788 2794 rVB 611275 868371 48.46% 5.564%
53 19.900 2824 2827 2832 rBV3 130408 183140 10.22% 1.173%
54 20.036 2840 2850 2857 rBV 758207 1294480 72.23%  8.294%
55 20.218 2877 2881 2886 rBV 701912 875608 48.86% 5.610%
56 20.676 2957 2959 2963 rVB 134701 161904 9.03% 1.037%
57 20.817 2980 2983 2987 rBV 142021 177976  9.93% 1.140%
58 20.864 2988 2991 2995 rVB 99579 124649 6.96% 0.799%
59 21.933 3165 3173 3179 rBV2 697012 1792043 100.00% 11.482%
60 21.986 3179 3182 3190 rVB 329510 547422 30.55% 3.508%

Sum of corrected areas: 15607099
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acq On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055584.D\data.ms
1000000

800000

600000

400000 11.105

7.409
5799 8.279

200000 9.448

332 5.335
4.389 N 6.234 10.85 12.867

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\A\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG055584.D\data.ms
1000000 20403618 21.933

800000 19.671
17.638

14.894 211986

600000
13.520

400000 16.375 17679

200000

14.319 14 94%.2825. 61915329

OHH‘HH‘HH‘Humﬁ’\—’ﬁuw\\Hfﬂuu‘uu‘uH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH,\H

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: BG055584.D\data.ms
1000000

800000

600000

400000

200000

0\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ 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\BG111122\
Data File : BG@55584.D

Acq On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 7
R.T. EstConc Area Relative to ISTD R.T.
3.332 2.06 ng 51031 1,4-Dichlorobenzene-d4 8.279

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 45
3 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 7 (3.332 min): BG055584.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
R amasEmmsEEEE
‘ ‘ 3.403.503.603.70
Ob oot b bl miz 43.00 0 48.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B BN B
43,0 950 3.403.503.603.70
87.0 m/z 55.00 28.83%
27.0 ‘
OH‘\\H‘\\\m"{H\‘i1\‘\\‘\‘\1‘\“\\HH\lu‘uu‘uu‘\.\u‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T RO S A
40 o5, 87.0 3.403.503.603.70
5000 ' m/z 87.05 26.27%
29.0
wo |0
L A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol T T !
73.0 3.403.503.603.70
- m/z 45.00 13.84%
43.0
5000
27.0
015'0, S —
m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acq On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.335 5.09 ng 126168 1,4-Dichlorobenzene-d4 8.279

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 3-Octanol 130 C8H180 000589-98-0 36
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
Abundance Scan 348 (5.335 min): BG055584.D\data.ms (-340) (-) m/z 43.00 100.00%
43.0
59.0
5000
T T
82.9 101.0 5.00 5.20 5.40 5.60
0 bl bl e M/Z 59.00 53.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B L B L LR
59.0 5.00 5.20 5.40 5.60
m/z 101.00  15.55%
15.0 101.0
2%\ L | 83.0 | ‘
O \\\‘\\H‘\\\\’H\\‘\‘WH‘\\‘\\’H\\‘\\H‘\‘\\\’H\\‘\\H‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
R AR
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.93%
410 101.0
27.0 ‘ 83.0
0“W‘H‘_‘mwu‘mJi‘_Jwiuuuu‘wwu‘w‘u‘u‘w‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octano
59.0 5.00 5.20 5.40 5.60
m/z 41.05 7.93%
5000 830
410 101.0
i
0 ‘H"‘H"‘“1,H‘“M‘\m"‘1”‘,H‘ui‘mmu,uwmwm,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acq On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Phenanthrene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.508 4.90 ng 276805 Phenanthrene-d10 17.638
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
Abundance Scan 2590 (18.508 min): BG055584.D\data.ms (-2583) (- | m/z 192.00 100.00%
192.0
RN \
0 94.7 1529 ‘ 18.50
ol etk 5280 A 2341 2761 8280 ;191,00 59.45%
m/z--> 50 100 150 200 250 300 350
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 -
18.50
m/z 189.00  32.17%
\\\’\\\\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #67038: Phenanthrene, 2-methyl-
192.0
RN \
18.50
5000 m/z 190.00 16.07%
0390 960 1390 |
e e
m/z--> 50 100 150 200 250 300 350
Abundance #67034: Phenanthrene, 4-methyl- T ‘
192.0 18.50
m/z 193.00  15.43%
B %
95.0
J27.0 \‘ 1520
e Fer
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acq On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Anthracene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.696 4.27 ng 241109  Phenanthrene-di0 17.638
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 78
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 60
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 60
Abundance Scan 2622 (18.696 min): BG055584.D\data.ms (-2617) (-~ | m/z 192.00 100.00%
192.0
—— 4
50.0 94\'6 150#> \ 248.0 303.0 18.50 19.00
ol und 2200 1, 2980 3030 3941 /7 191.00  72.43%
m/z--> 50 100 150 200 250 300 350
Abundance #67029: Anthracene, 1-methyl-
192.0
5000 S =
18.50 19.00
m/z 189.00 60.93%
82.0
04 \‘?\’9‘\.0‘\”“\“\“‘ f \1??.P\“‘\‘\‘ L B I
miz--> 50 100 150 200 250 300 350
Abundance #67039: Phenanthrene, 2-methyl-
192.0
=T =
18.50 19.00
5000 m/z 190.00 50.41%
0 51'9‘ L 1\5‘“2'P\ A
B e B e B T
m/z--> 50 100 150 200 250 300 350
Abundance #67034: Phenanthrene, 4-methyl- T e
192.0 18.50 19.00
m/z 165.00  21.947%
h WMW
95.0
0 27.0 Ll 15\2'#\
e —— ——
m/z--> 50 100 150 200 250 300 350 18.50 19.00

8270-BG110922.M Mon Nov 14 10:50:00 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acq On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.737 2.02 ng 114419  Phenanthrene-di0 17.638
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 83
2 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 81
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 80
4 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 74
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 74

Abundance Scan 2629 (18.737 min): BG055584.D\data.ms (-2626) (- | m/z 192.00 100.00%

192.0
5000
e ~
51.0 QTB 150.0 279.0326.1 4022 16.50 19.90
ol P AP0 | 2881 279.0 3201 40227 191,00 59.21%
miz--> 50 100 150 200 250 300 350 400
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 i~

P
18.50 19.00
m/z 94.50  14.56%

94.0
0 510‘ | h 13\9'\9\\‘\ L
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #67017: 1H-Indene, 1-phenyl-
192.0

1&50 ldOO
5000 m/z 165.00 14.17%
o000 > L
m/z--> 50 100 150 200 250 300 350 400
Abundance #67042: Phenanthrene, 4-methyl- e e
192.0 18.50 19.00

m/z 193.00  13.54%

5000
82.0
28.0 “M\N 139.0

L - —
miz--> 50 100 150 200 250 300 350 400 18.50 19.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

: 12 Nov 2022 3:
: CG/JU
¢ N5531-15 5X

17

Quant Method :

Quant Title

TIC Library
TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
BGO55584.D

17

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M

: C:\Database\NIST20.L

LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Phenanthrene, 2,5-dimethyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
19.407 5.48 ng 309807 Phenanthrene-die 17.638
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 CleH14 003674-66-6 95
2 Phenanthrene, 3,6-dimethyl- 206 CleHi4 001576-67-6 90
3 Phenanthrene, 1,7-dimethyl- 206 CleH14 000483-87-4 90
4 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 90

5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 87

Abundance Scan 2743 (19.407 min): BG055584.D\data.ms (-2738) (- | m/z 206.05 100.00%
206.1
5000
e
200 89.0 h 4 19.50
ol3%0 uig LR 2511 3150 3721418. ;191 00 46.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 R
19.50
101.0 ‘ m/z 189.00 26.84%
O\\5\]‘-\0\‘\“\““‘\\\1\5]2\9 “h\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #82954: Phenanthrene, 3,6-dimethyl-
206.0
e
19.50
5000 ITI/Z 205.00 26.43%
102.
o 57020 1520 | |
P I I
m/z--> 50 100 150 200 250 300 350 400
Abundance #82948: Phenanthrene, 1,7-dimethyl- —
206.0 19.50
m/z 207.00 18.40%
; |
o510 P0as20 -
m/z--> 50 100 150 200 250 300 350 400 19.50

8270-BG110922.M Mon Nov 14 10:50:04 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acq On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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, 3,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.466 2.16 ng 122092  Phenanthrene-di0 17.638
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 70
2 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 64
3 1,3-Butadiene, 1,4-diphenyl-, (E... 206 Cl6H14 000538-81-8 64
4 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 55
5 1,2-Dihydro-3-phenylnaphthalene 206 CleH14 020669-52-7 55
Abundance Scan 2753 (19.466 min): BG055584.D\data.ms (-2749) (- | m/z 206.10 100.00%
206.1
129.0
5000
1950
51.0 :
252.1 325.0 .
0! Hﬂw\fw\\\,wﬂﬂwpagﬁ}\\ m/z 129.00 68.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 R
19.50
102.0 m/z 189.00  44.33%
O T \5\]‘-.9\“\”“\‘%! T \1\5V‘2;‘9“‘\ ‘!‘ ‘fh\ LI ’ T T ’ L ’ L ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #82967: Naphthalene, 1,2-dihydro-4-phenyl-
206.0
——
19.50
5000 91.0 m/z 191.00  33.13%
39. 152.
0! N
m/z--> 50 100 150 200 250 300 350 400
Abundance #82978: 1,3-Butadiene, 1,4-diphenyl-, (E,E)- P
206.0 19.50
m/z 205.10 31.76%
91.0
5000
30. ‘
oL il N
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acq On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 9,10-Dimethylanthracene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.548 3.27 ng 184713 Phenanthrene-d10 17.638
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 87
2 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 55
3 1,3-Diphenyl-3-methylcyclopropene 206 C16H14 086544-79-8 52
4 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 46
5 3-Methyl-1-phenyl-1H-indene 206 CleHi4 022360-63-0 42
Abundance Scan 2767 (19.548 min): BG055584.D\data.ms (-2763) (- | m/z 204.00 100.00%
204.0
T 7
88.0 150.0 ‘ ‘ 19.50
ol 230 kg . Lul Ll 2510 3050 3612404 o0 0n  65.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82932: 9,10-Dimethylanthracene
206.0
5000 — :
19.50
89.0 m/z 176.00 33.49%
39.0 152.
- \\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
T T
19.50
5000 m/z 191.00 32.41%
88.0
150.0
) S U IS 0 N S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #82965: 1,3-Diphenyl-3-methylcyclopropene ——
206.0 19.50
m/z 205.00 25.49%
5000
29, 0 128.0
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acq On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.900 2.04 ng 183140  Chrysene-d12 21.939
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 62
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 52
3 Oxan-4-one, 2-trifluoromethyl-2-... 212 C8H11F303 212615-80-0 35
4 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 30
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 30

Abundance Scan 2827 (19.900 min): BG055584.D\data.ms (-2824) (- | m/z 56.00 100.00%
56.0
o WLL
257.1
144.0 205.1 T L —
H‘ \ ‘ ‘ 3312 3041 462 D 20.00
ol 4 LUl b PR TETRPS m/z 57.00 56.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000 — —
19.50 20.00
m/z 43.00 45.22%
O \‘T \T“ h L“‘\l“h\lw \Hh\ T ‘ \]-\8\:5\?“\ T ‘\ “\ T \:3‘1-\2\0\\ ’ TT 1T ‘ T 1T ’ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
P P
19.50 20.00
5000 m/z 41.00 42 .22%
129.0 257.0
ol bbb, 2880 Dm0 MJJ\MMM
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #90407: Oxan-4-one, 2-trifluoromethyl-2-hydroxy-5,5-dim — ——
56.0 19.50 20.00
m/z 55.00 34.23%
e W/\/\/\/\MAMMW
ol M a3 28 S
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55584.D

Acqg On : 12 Nov 2022 3:17
Operator : CG/JU

Sample : N5531-15 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.332 2.1 ng 51031 1 8.279 496020 20.0
2-Pentanone, 4-... 5.335 5.1 ng 126168 1 8.279 496020 20.0
Phenanthrene, 1... 18.508 4.9 ng 276805 4 17.638 1130200 20.0
Anthracene, 1-m... 18.696 4.3 ng 241109 4 17.638 1130200 20.0
Phenanthrene, 2... 18.737 2.0 ng 114419 4 17.638 1130200 20.0
Phenanthrene, 2... 19.407 5.5 ng 309807 4 17.638 1130200 20.0
Phenanthrene, 3... 19.466 2.2 ng 122092 4 17.638 1130200 20.0
9,10-Dimethylan... 19.548 3.3 ng 184713 4 17.638 1130200 20.0
Hexadecanoic ac... 19.900 2.0 ng 183140 5 21.939 1792040 20.0
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