LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acqg On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

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-BG101322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55169.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.329 3 7 20 rVB 131098 222282 19.38% 1.713%
2 5.350 345 351 358 rVB 59712 96804 8.44% 0.746%
3 5.826 424 432 441 rVB 233508 390344 34.04%  3.009%
4 7.436 699 706 715 rBV 251500 431283 37.61%  3.324%
5 8.306 847 854 861 rVB 177304 292364 25.49%  2.253%
6 9.475 1046 1053 1060 rBV 152540 275746 24.04% 2.125%
7 10.873 1287 1291 1300 rVB2 6851 12775 1.11% 0.098%
8 11.132 1328 1335 1341 rBV 231836 423300 36.91% 3.263%
9 11.185 1341 1344 1353 rVB 23841 40172 3.50% 0.310%
10 12.501 1561 1568 1573 rBV4 6788 12231 1.07% 0.094%
11 12.765 1608 1613 1620 rVB 20423 31847 2.78% 0.245%
12 12.982 1644 1650 1658 rVB 14088 25855 2.25% 0.199%
13 13.441 1721 1728 1734 rBV6 8513 14172 1.24% 0.109%
14 13.541 1736 1745 1754 rBV 440250 653567 56.99% 5.038%
15 13.717 1768 1775 1779 rBV5 15215 29911 2.61% ©0.231%
16 14.075 1831 1836 1838 rBV2 10803 16661 1.45% 0.128%
17 14.240 1858 1864 1868 rBV2 19234 35628 3.11% 0.275%
18 14.287 1868 1872 1877 rVB2 12980 20314 1.77% 0.157%
19 14.340 1877 1881 1883 rBvV3 11515 15722 1.37% 0.121%
20 14.369 1883 1886 1891 rVB4 15993 22210 1.94% 0.171%
21 14.469 1898 1903 1914 rBV3 12008 27162  2.37% 0.209%
22 14.639 1927 1932 1940 rBvV2 32249 69944 6.10% 0.539%
23 14.780 1953 1956 1964 rVB 15281 22095 1.93% 0.170%
24 14.910 1966 1978 1985 rBV 354701 577857 50.39%  4.454%
25 14.974 1985 1989 1995 rVB4 16987 25790  2.25% ©.199%
26 15.115 2008 2013 2021 rBVS8 9287 25032 2.18% 0.193%
27 15.297 2038 2044 2052 rVB2 23915 46339 4.04% 0.357%
28 15.374 2052 2057 2062 rBV4 14166 22606 1.97% 0.174%
29 15.515 2075 2081 2087 rBV5 15627 31193 2.72% 0.240%
30 15.562 2087 2089 2094 rVB3 9819 13740 1.20% ©.106%
31 15.691 2102 2111 2113 rBV8 11890 29040 2.53% 0.224%
32 15.720 2113 2116 2121 rVB 24462 31634 2.76% 0.244%
33 15.779 2121 2126 2130 rBV2 10163 17437 1.52% 0.134%
34 15.850 2136 2138 2143 rVB5 9284 11804 1.03% 0.091%
35 15.944 2149 2154 2165 rVB3 24717 51868 4.52% 0.400%
36 16.126 2179 2185 2187 rBV7 7067 13154 1.15% 0.101%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acqg On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

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-BG101322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.155 2188 2190 2196 rVB7 7735 12009 1.05% ©.093%
38 16.232 2196 2203 2212 rBvVv8 11083 29925 2.61% 0.231%
39 16.384 2223 2229 2237 rVB 305593 473967 41.33% 3.653%
40 16.578 2258 2262 2264 rBv2 22967 30122 2.63% 0.232%
41 16.608 2264 2267 2277 rVB4 30372 54462 4.75% 0.420%
42 16.749 2287 2291 2295 rBV5 9651 15090 1.32% 0.116%
43 16.948 2318 2325 2328 rBvV6 14968 33522 2.92% 0.258%
44 16.990 2330 2332 2337 rVB3 9558 14731 1.28% 0.114%
45 17.095 2346 2350 2355 rVB5 13111 19918 1.74% 0.154%
46 17.172 2355 2363 2365 rBv7 11846 26074 2.27% 0.201%
47 17.295 2380 2384 2393 rBV9 12607 27272 2.38% ©.210%
48 17.366 2393 2396 2402 rVV 26815 39465 3.44% 0.304%
49 17.424 2402 2406 2409 rVV3 14191 23344 2.04% 0.180%
50 17.460 2409 2412 2419 rVB 32697 52419 4.57% 0.404%
51 17.642 2437 2443 2447 rBV 389154 612954 53.45% 4.725%
52 17.689 2447 2451 2456 rVB 263966 385384 33.60% 2.970%
53 17.777 2462 2466 2470 rBV 35759 56987 4.97% 0.439%
54 17.836 2471 2476 2480 rVB5 16940 34532 3.01% 0.266%
55 17.912 2485 2489 2491 rBV5 11064 14605 1.27% 0.113%
56 18.041 2507 2511 2513 rBV2 13317 17954 1.57% 0.138%
57 18.106 2519 2522 2527 rVB2 25515 33043 2.88% ©0.255%
58 18.153 2527 2530 2534 rVWV 20926 26528 2.31% 0.204%
59 18.223 2538 2542 2548 rVB 46696 74362 6.48% 0.573%
60 18.364 2561 2566 2572 rVB 28492 52480 4.58% 0.405%
61 18.429 2574 2577 2582 rBV6 12019 24973  2.18% 0.192%
62 18.511 2585 2591 2595 rBV 117507 215007 18.75% 1.657%
63 18.558 2595 2599 2605 rVB 128992 204720 17.85% 1.578%
64 18.640 2609 2613 2618 rBV2 31189 51268 4.47% ©.395%
65 18.699 2618 2623 2627 rVV2 125402 240639 20.98%  1.855%
66 18.740 2627 2630 2635 rVB 86189 121856 10.63% ©.939%
67 18.787 2636 2638 2641 rBV 16534 15696 1.37% 0.121%
68 18.905 2653 2658 2662 rVB2 30660 47206 4.12% 0.364%
69 18.999 2669 2674 2677 rBv2 72257 108275 9.44% 0.835%
70 19.046 2678 2682 2692 rVB3 51376 119527 10.42% 0.921%
71 19.128 2692 2696 2698 rBV3 13520 24662 2.15% 0.190%
72 19.240 2708 2715 2719 rBvV2 48123 97438 8.50% 0.751%
73 19.293 2720 2724 2727 rVWV 71996 96215 8.39% 0.742%
74 19.328 2727 2730 2734 rVB3 50515 66973 5.84% 0.516%
75 19.410 2739 2744 2748 rBV 186458 285992 24.94%  2.204%
76 19.463 2749 2753 2757 rBv4 49606 91913 8.01% 0.708%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acqg On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

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-BG101322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 19.551 2763 2768 2772 rBV2 67814 139992 12.21% 1.079%
78 19.675 2784 2789 2794 rBV 423223 611725 53.34% 4.715%
79 19.727 2795 2798 2802 rBV3 38895 60915 5.31% 0.470%
80 20.033 2846 2850 2856 rVB 615470 894047 77.96% 6.891%
81 20.098 2858 2861 2867 rVB 90439 127954 11.16% 0.986%
82 20.215 2877 2881 2886 rVB 587734 763808 66.60% 5.887%
83 20.673 2956 2959 2963 rVB 131997 152761 13.32% 1.177%
84 20.814 2980 2983 2987 rBV 144462 177505 15.48% 1.368%
85 20.861 2988 2991 3002 rVB2 126537 232958 20.31% 1.796%
86 21.531 3102 3105 3110 rVB 110153 142294 12.41% 1.097%
87 21.925 3164 3172 3177 rBV2 434665 1146825 100.00%  8.839%

88 21.978 3178 3181 3193 rVB 266453 469751 40.96%  3.621%

Sum of corrected areas: 12973927
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055169.D\data.ms

700000
600000
500000
400000

300000

5.826 7.436

200000 420 8.306 9.475

11.132

100000 5.350

10.8731185 12,564 18

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L L L

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055169.D\data.ms

2073215
700000 21.925

600000

19.675

500000

400000 2651
2080318 1531

300000

200000

100000

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: BG055169.D\data.ms

700000

600000

500000

400000

300000

200000

100000

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\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.329 15.21 ng 222282  1,4-Dichlorobenzene-d4 8.306

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 50
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 35
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 16
Abundance Scan 7 (3.329 min): BG055169.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
T
‘ ‘ 3.403.503.603.70
Ob et s bbb miz a3.00  42.67%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R I R R
43.0 3.403.503.603.70
0 550 87.0 m/z 55.00 27.55%
29.0 ‘
O\\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R ARARaRamEEEE
40 g 87.0 3.403.503.603.70
5000 ’ m/z 87.00 26.12%
29.0
15.0 M\ ‘ Iy \H
(O R R s o L AR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2104: Acetamide, N-ethyl- N EARARREEEEEEE
30.0 3.403.503.603.70
m/z 40.95 12.79%
5000 43.0 87.0
15.0 72.0
Y E N N N Y NS NSRAN i SVVUUUIUON
m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.70

8270-BG101322.M Fri Oct 14 14:22:59 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.350 6.62 ng 96804  1,4-Dichlorobenzene-d4 8.306

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 351 (5.350 min): BG055169.D\data.ms (-345) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 T
5.00 5.20 5.40 5.60
T 830 p
o+ttt m/z 59.00 57.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN NN B BN B
5.00 5.20 5.40 5.60
590 m/z 101.00  20.12%
101.
0 G N H 70 830 71
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
T
57.0 5.00 5.20 5.40 5.60
5000 m/z 58.00 14.30%
20.0 101.0
0 2 il T30, 880,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime T e
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.82%
5000
101.0
0 15\'0 310 | 58\'0 700 86.0 T ! i\
e e e e e e e e A BamEa REEE S L
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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Data Path :
Data File :

Acq On
Operator
Sample

Misc

ALS Vial

Quant Method :

01

3 Oct 2022 18:40

: CG/JU

: N

5101-01 2X

: 14  Sample Multiplier: 1

Quant Title

TIC Library

TIC Integration Parameters:

Z:\svoasrv\HPCHEM1\BNA_G\Met

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
BGO55169.D

hods\8270-BG101322.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
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

Concentration Rank 18

3  4-Methylnaphtho[1,2-b]thiop...

R.T EstConc Area Relative to ISTD R.T.
18.223 2.43 ng 74362  Phenanthrene-d10 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Methylnaphtho[1,2-b]thiophene 198 C13H1es 067388-11-8 94
2 Dibenzothiophene, 4-methyl- 198 C13H1es 007372-88-5 93
3 Dibenzothiophene, 3-methyl- 198 C13H1eS 016587-52-3 93
4 1-Methyldibenzothiophene 198 C13H1es 031317-07-4 87
5 2-Methyldibenzothiophene 198 C13H1es 1000383-55-1 87

Abundance Scan 2542 (18.223 min): BG055169.D\data.ms (-2538) (- | m/z 198.00 100.00%

198.0
5000

165 0 T ‘ U T ‘ T
39.0 69.0 99.0 1379 ﬂ

‘ 311 272 18.00 18.50
e v e e Wl T T M/ 197.00

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #73838: 4-Methylnaphtho[1,2-b]thiophene
198.0

o

5000 ey T
18.00 18.50
99.0 152.0 m/z 165.00 17.13%
O\H\‘\\4\.9\9\\‘6\9\\(\)‘\\\\”‘\\H‘HH“H“!‘\‘W‘\‘H‘H\‘\"‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #73837: Dibenzothiophene, 4-methyl-
198.0
— —
18.00 18.50
5000 m/z 199.00 16.79%
390 690 9% 1550 1050 |
O ettt e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #73836: Dibenzothiophene, 3-methyl-
198.0 18.00 18.50

m/z 152.00 7.08%

v Jw\whﬂﬂMW/KWJdd%NNMV%
28.0 0

99. 165.0
ol 830 1280 |1
SR O O 2 Y EE—— S

m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40

Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
18.511 7.02 ng 215007  Phenanthrene-di0 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 2591 (18.511 min): BG055169.D\data.ms (-2585) (- | m/z 192.00 100.00%
.0

192

—

5000
1850 |
43.0 94.4 163.0 :
o‘Wmuwuwm':_Hﬁ??"?mﬁm"wH‘_??‘1‘1?“‘2‘5‘?'?"“_‘ m/z 191.00  57.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 et
18.50
m/z 189.00 30.47%
90_%0 170 1990
O‘HH‘HH“HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

—

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

Abundance #67043: Phenanthrene, 1-methyl-
192.0
LN
18.50
5000 m/z 190.00 17.43%
95.0
728.0 63.0 126.0 163.0

#67032: Phenanthrene, 2-methyl- e
192.0 18.50

m/z 193.00

5000

=

0 27'0 63’\.0 \94\.\\'0 126'Q l6h .q h“‘
A L
miz—> 20 40 60 80 100120140160 180200220 240 260 280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.558 6.68 ng 204720  Phenanthrene-die 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 90

Abundance Scan 2599 (18.558 min): BG055169.D\data.ms (-2595) (- | m/z 192.00 100.00%
192.0

—

5000
T
630 %45 139" | 1850
Ob 02 i 2889 |l 22102461 101 00 59.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 —
18.50
m/z 189.00 28.49%
165.0
L270 630 960 1390 | |
‘\\\\‘\\\\‘\\\1‘\\\1‘\\\1’\\\\’\\\\’\\\\’\\ \’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67038: Phenanthrene, 2-methyl-
192.0
=T
18.50
5000 m/z 193.00 16.62%

165.0
270 630 960 1390

=

[ R o o R B o NRARERRRRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67027: Anthracene, 9-methyl- T ‘
192.0 18.50
m/z 190.00 15.79%
5000

o

280 630 940 13901650 |

e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 Benzene, 1,1'-(1,2-propadie... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.699 7.85 ng 240639  Phenanthrene-die 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 64
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64
3 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 60
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 60

Abundance Scan 2623 (18.699 min): BG055169.D\data.ms (-2618) (- | m/z 192.00 100.00%
192.0

—

5000
94.3 5_8‘56 ‘19‘00‘
630 | 163.0 ) :
o 125.9 2290 2810 ., 191.08 68.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #67052: Benzene, 1,1'-(1,2-propadienylidene)bis-
192.0
5000 L

-
18.50 19.00
m/z 189.00  55.75%

94.0 }L ‘
2’\6\.9“ T \‘\6\‘3‘f.\()\\ “‘\ \‘\hf“\ \\4\-‘2\6\\.9‘ T \}ﬁ‘“\‘? ‘ \‘}H\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0

=
18.50 19.00

o

5000 ITI/Z 189.95 49, 89%
,270_ 630 90 1960 1630 |
T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67047: Naphtho[2,3-b]norbornadiene ot =
192.0 18.50 19.00

m/z 165.00  20.17%

h AMM\/U\M
163.
320 630 980 1560 G%Q ‘H

O b e T e e e — —T—
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 Anthracene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.740 3.98 ng 121856  Phenanthrene-di0 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
5 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 91
Abundance Scan 2630 (18.740 min): BG055169.D\data.ms (-2627) (- | m/z 192.00 100.00%
192.0
- ju{ﬂﬂﬂ
1850 1900
82.3 . .
39.0 .0150. ,
ol 220 L S0 L L. 248027808130 ) 191,00 53.56%
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 s e
18.50 19.00
m/z 193.00  19.43%
27.0 630 960 1390 |
L ‘ TTT T ‘ L ‘ L T ’ L ‘ L ’ L
miz—-> 50 100 150 200 250 300
Abundance #67024: Anthracene, 2-methyl-
192.0
T —
18.50 19.00
5000 m/z 165.00 15.20%
0 39.0 “83‘.0\\ 139'0 h‘ L
— e e e
miz--> 50 100 150 200 250 300
Abundance #67038: Phenanthrene, 2-methyl- — —
192.0 18.50 19.00
m/z 82.30 8.29%
5000
270 630 9.0 1300 | | WM\M Tl
e e L A
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 Naphthalene, 2-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.999 3.53 ng 108275 Phenanthrene-d10 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-phenyl- 204 CleH12 000612-94-2 64
2 5,16[1',2"]:8,13[1"'"',2"'"]-Dibenz... 408 C32H24 005672-97-9 62
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 50
4 [1,1'-Biphenyl]-2,2"'-dicarbonitrile 204 C14H8N2 004341-02-0 46
5 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 43
Abundance Scan 2674 (18.999 min): BG055169.D\data.ms (-2669) (- | m/z 204.00 100.00%
204.0
5000 J
1900
101.0 :
38.9 152.
0 L 2830 m/z 202.00 45.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80574: Naphthalene, 2-phenyl-
204.0
5000 1
19.00
101.0 m/z 203.00 36.81%
510 | 1500
0 \‘\\i‘\‘\“‘\‘\}\\‘\\i”\‘\‘\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2]:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
—
19.00
5000 m/z 212.00 34.52%
NI 1010 45530, | 313.0 408.(
A e e  E mma i
m/z--> 50 100 150 200 250 300 350 400
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, S
204.0 19.00
m/z 205.10  18.96%
5000
101.0
51.0 | 152.0 Ll
ottt e P
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 9 2,7-Dimethyldibenzothiophene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.046 3.90 ng 119527  Phenanthrene-di0 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,7-Dimethyldibenzothiophene 212 C1l4H12s 031317-19-8 50
2 2-Amino-3-cyclohexylideneprop-1-... 212 C12H12N4 057414-20-7 43
3 Dibenzothiophene, 4,6-dimethyl- 212 C14H12S 001207-12-1 40
4 Pinosylvin 212 C14H1202 022139-77-1 40
5 4-(3-Methylphenyl)benzoic acid 212 C14H1202 1000305-27-3 37

Abundance Scan 2682 (19.046 min): BG055169.D\data.ms (-2678) (- | m/z 212.00 100.00%
212.0
5000
152.0
T T
105.0
55.0 267.1 3430 19.00
0! b P w0 m/z 211.00  61.88%
m/z--> 50 100 150 200 250 300 350
Abundance #90037: 2,7-Dimethyldibenzothiophene
212.0
5000 R
19.00
05.0 m/z 208.00 36.26%
105.
165.0 ‘
(IR ‘6\3\0\ \““‘\ T “‘\“‘\“‘\‘\““WML\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #89500: 2-Amino-3-cyclohexylideneprop-1-ene-1,1,3-trice
30.0 211.0
e ‘
19.00
5000 m/Z 180.00 33.99%
70 158.0
rstill
o U1 ¥
m/z--> 50 100 150 200 250 300 350
Abundance #90040: Dibenzothiophene, 4,6-dimethyl- — ‘
212.0 19.00
m/z 152.00 30.85%
5000
105.0 152.0
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 Phenanthrene, 2,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.240 3.18 ng 97438  Phenanthrene-d10 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 94
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 93
3 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 91
4 9,10-Dimethylanthracene 206 CleH14 000781-43-1 74
5 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 74

Abundance Scan 2715 (19.240 min): BG055169.D\data.ms (-2708) (- | m/z 206.00 100.00%

206.0
5000

57.0 101.0 165.0 ‘ 19.00 19.50
ok ‘M\LwMHHMhH“‘M}HM‘M\M$WN‘Hw%699“%O%%‘ m/z 191.00 60.32%
m/z--> 50 100 150 200 250 300
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0
5000 T —
19.00 19.50

m/z 189.00  38.39%

89.0
BRI TR ECTEL 3
miz--> 50 100 150 200 250 300
Abundance #82954: Phenanthrene, 3,6-dimethyl-
206.0

T —
19.00 19.50

5000 m/z 205.00 19.93%
020 630 1070 1650 M
L L B B B O AL
m/z--> 50 100 150 200 250 300
Abundance #82935: 3,4-Dimethylphenanthrene T —
206.0 19.00 19.50

m/z 207.00  19.58%

5000
89.0
51Q | H‘ \ H 126. 0 { ‘h“ \“ h “\‘

(| R R AT T s e e 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\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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, 3,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.293 3.14 ng 96215 Phenanthrene-d10 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 96
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 91
3 Phenanthrene, 1,7-dimethyl- 206 CleH14 000483-87-4 91
4 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 91
5 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 76
Abundance Scan 2724 (19.293 min): BG055169.D\data.ms (-2720) (- | m/z 206.05 100.00%
206.1
1900 1950
101.0 152.0 . :
ol 399 Al 2751 8209 369 1 189,00 30.83%
m/z--> 50 100 150 200 250 300 350
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 Radta ——
19.00 19.50
102.0 m/z 205.10  29.84%
01\5.\0\ T ??lﬂ\”‘“i“‘\ T \%6\“5\‘?‘!‘ i‘h\ L ‘ T T T ‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #82923: di-p-Tolylacetylene
206.0
e —
19.00 19.50
5000 m/z 191.00 28.81%
0 63.0 1\0%'0 16?"9 \\L I
e T o
m/z--> 50 100 150 200 250 300 350
Abundance #82948: Phenanthrene, 1,7-dimethyl- =T —
206.0 19.00 19.50
m/z 207.00 15.34%
- M\AM
102.0 ‘
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.328 2.19 ng 66973 Phenanthrene-d10 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 68
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 60
3 Anthracene, 1,4-dimethyl- 206 CleH14 000781-92-0 59
4 Naphthalene, 1,2-dihydro-4-phenyl- 206 C1l6H14 007469-40-1 59
5 Anthracene, 2-ethyl- 206 CleH14 052251-71-5 52
Abundance Scan 2730 (19.328 min): BG055169.D\data.ms (-2727) (- | m/z 206.05 100.00%
206.1
1900 1950
75.9 152 285.1 : :
Ol sl 1207 ““m““ L W“‘ 24002851 33 n/z 191.00  39.26%
m/z--> 50 lOO 150 200 250 300 350
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 = —
19.00 19.50
101 m/z 205.00  33.32%
50)
O\\\‘G\\?’\q\“f“h‘\\\f‘\\\“h\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #82954: Phenanthrene, 3,6-dimethyl-
206.0
= ——
19.00 19.50
5000 m/z 189.00 32.03%
o 620120 1650,
e
m/z--> 50 100 150 200 250 300 350
Abundance #82936: Anthracene, 1,4-dimethyl- — —
206.0 19.00 19.50
m/z 212.00  18.25%
5000
o 50 TazrotS0 | VELAI
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 di-p-Tolylacetylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.410 9.33 ng 285992  Phenanthrene-die 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 96
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 93
3 9,10-Dimethylanthracene 206 CleH14 000781-43-1 93
4 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 87
5 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 81
Abundance Scan 2744 (19.410 min): BG055169.D\data.ms (-2739) (- | m/z 206.05 100.00%
206.1
——
57.0
89.0 165.0 ‘ m 19150
126.0
ol LT 1200 TT QL 23002741 161 00 47.85%
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 R
19.50
101.0 m/z 189.00  25.82%
' 165.0 ‘ m
0 \2\7\0\ ‘6\\3.\0‘\ “r‘uh‘\ T |‘ \‘\‘”\ ‘!‘ i‘ L B s
miz--> 50 100 150 200 250 300
Abundance #82923: di-p-Tolylacetylene
206.0
——
19.50
5000 m/z 205.05 24.87%
oL27.0 630 1020 1650 \MU
e
miz--> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene —
206.0 19.50
m/z 207.00 17.34%
B %JM/MW
Jl50 510 890 1270 1650 | |
= el ——
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 9,10-Dimethylanthracene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.463 3.00 ng 91913 Phenanthrene-d10 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 di-p-Tolylacetylene 206 CleH14 002789-88-0 94
2 9,10-Dimethylanthracene 206 CleHi4 000781-43-1 93
3 Phenanthrene, 3,6-dimethyl- 206 CleH14 001576-67-6 91
4 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 90
5 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 87
Abundance Scan 2753 (19.463 min): BG055169.D\data.ms (-2749) (- | m/z 206.00 100.00%
206.0
- MVJ\4AAA/LwV\JMJL,/N
19.50
89.0 165.0 :
P Y W ‘!‘ J. 2612990 3512 19100  42.69%
m/z--> 50 100 150 200 250 300 350
Abundance #82923: di-p-Tolylacetylene
206.0
5000 1
19.50
m/z 189.00 33.79%
o390 102.0  165.0| ,
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #82932: 9,10-Dimethylanthracene
206.0
——
19.50
5000 m/z 205.05 32.26%
89.0
165.0‘
oL Bl
m/z--> 50 100 150 200 250 300 350
Abundance #82953: Phenanthrene, 3,6-dimethyl- —
206.0 19.50
m/z 207.10  21.53%
5000
102.0
51.0 165.0 ‘
ol oyl e .
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 15 1-Methyl-3-phenyl-1H-indene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.551 4.57 ng 139992  Phenanthrene-di0 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Methyl-3-phenyl-1H-indene 206 CleHi4 022360-62-9 55
2 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 55
3 1H-Indene, 2-methyl-3-phenyl- 206 C16H14 035099-60-6 49
4 di-p-Tolylacetylene 206 CleH14 002789-88-0 49
5 3-Methyl-1-phenyl-1H-indene 206 CleHi4 022360-63-0 49
Abundance Scan 2768 (19.551 min): BG055169.D\data.ms (-2763) (- | m/z 204.00 100.00%
204.0
88.0 ‘ ‘
150.0 19.50
41.0 2650
0! AR “3‘1‘2‘1‘ : m/z 206.05 93.16%
miz--> 50 100 150 200 250 300
Abundance #82945: 1-Methyl-3-phenyl-1H-indene
206.0
5000 — :

19.50
m/z 191.00 53.06%

51.0 91.0 12801650‘ ‘
el ‘\ Al \H I L \‘\‘ ‘ m‘“uh‘ u” H\‘ e
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0

N \
19.50

o

5000 m/z 176.00 42 .85%
101.0 65.0
165.
oo &0 [l 0Nl
miz--> 50 100 150 200 250 300
Abundance #82960: 1H-Indene, 2-methyl-3-phenyl- —
206.0 19.50

m/z 205.00  32.95%

5000
91.0 128.0 1650
51.0 ‘ ‘ ‘
| ‘ \‘ \‘ il \\‘ ‘H [ m i H HM —

m/z--> 50 100 150 200 250 300 19.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 16 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
20.098 2.23 ng 127954  Chrysene-d12 21.931
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 89
2 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 59
3 butanal, 2-[2-(2-methoxyphenyl)d... 220 C11H12N203 1000396-24-5 58
4 4-Phenyl-2-naphthol 220 C16H120 036159-74-7 53
5 10-Methylanthracene-9-carboxalde... 220 C16H120 007072-00-6 47

Abundance Scan 2861 (20.098 min): BG055169.D\data.ms (-2858) (- | m/z 220.10 100.00%

220.1
5000

I T
165.0 ‘ ‘ 20.00 20.50
550 1010 PULUL 2509 3181 384 o0 en  47.12%

|
m/z--> 50 100 150 200 250 300 350
Abundance #99440: Phenanthrene, 2,3,5-trimethyl-
220.0

o

5000 — :
20.00 20.50
101.0 ITI/Z 189.00 28.04%
O \3\9\.?\ \‘\ “\“‘ H‘ T \}6\5\9“‘ ‘M “ T ‘ T 1T ‘ T 1T ’ T 1T
miz--> 50 100 150 200 250 300 350
Abundance  #99446: 1-(4-Methylphenyl)-4-phenylbuta-1,3-diene
220.0
e ‘
20.00 20.50
5000 ITI/Z 218.00 27.12%
128.0
0“\‘\w“h S
m/z--> 50 100 150 200 250 300 350
Abundance #98369: butanal, 2-[2-(2-methoxyphenyl)diazenyl]-3-oxo- T :
94.0 220.0 20.00 20.50

m/z 219.05 21.98%

5000
Ll FEe e
g !

T
m/z--> 50 100 150 200 250 300 350 20.00 20.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 Pyrene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.673 2.66 ng 152761  Chrysene-d12 21.931
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 Pyrene, 4-methyl- 216 C17H12 003353-12-6 89
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 68

Abundance Scan 2959 (20.673 min): BG055169.D\data.ms (-2956) (- | m/z 216.00 100.00%

216.0
5000
945
430 || 1634 |

-,
) 20.50 21.00
A0 A3 L 3060 8911 484° n); 215.00  59.43%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94565: Pyrene, 1-methyl-
216.0

5000 U
20.50 21.00
m/z 217.00 17.65%

95.0
’\\3\9\.‘0\\\\““l\\\\]-‘6\3\.9Li1“\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94573: 11H-Benzo[a]fluorene
216.0

7
20.50 21.00

o

o

5000 m/z 213.00 15.69%
107.0
0 440 || 163.0 |
R e e e S R R A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94563: Pyrene, 4-methyl- 7 —
216.0 20.50 21.00

m/z 189.00 11.51%

- WVJL/\]\AAN

108.0
39.0 | 163.0 |
O L e e

7 —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 Pyrene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.814 3.10 ng 177505  Chrysene-d12 21.931
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 95
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 Pyrene, 4-methyl- 216 C17H12 003353-12-6 89
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81

Abundance Scan 2983 (20.814 min): BG055169.D\data.ms (-2980) (- | m/z 216.00 100.00%

216.0
5000
= —
94.5 1630“ ) 20.50 21.00
o430 i 1630 | 2600 337.03961 4761 ., 51500 57.64%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94565: Pyrene, 1-methyl-
216.0
5000

— T
20.50 21.00
m/z 217.00  17.83%

390 || 1630 |

95.0
O \\\\‘\\\\‘\\\\‘!\\!‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94567: Pyrene, 2-methyl-
216.0
— —
20.50 21.00
m/z 189.00  15.53%
5000 95.0
NI
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94573: 11H-Benzo[a]fluorene “ —
216.0 20.50 21.00
m/z 213.00 15.09%
5000
107.0
) S -2 U R — E—
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 Pyrene, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.861 4.06 ng 232958  Chrysene-di12 21.931
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
3 Pyrene, 4-methyl- 216 C17H12 003353-12-6 89
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
Abundance Scan 2991 (20.861 min): BG055169.D\data.ms (-2988) (- | m/z 216.00 100.00%
216.0
= ==
9‘7-5 1630 ‘ 20.50 21.00
ob 220 Ly 080, 4 2791 3660 m/z 215.e5  70.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 = e
20.50 21.00
95.0 m/z 213.00 17.73%
O\\\5\0‘.(\)\\\“““\\\\1‘6\3\.0\“‘11\“‘\\\’\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #94567: Pyrene, 2-methyl-
216.0
— ——
20.50 21.00
m/z 217.10  15.70%
5000 95.0
0 53.0 L ‘\‘“ 163'0\\‘ L h‘
T e LA a2 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #94563: Pyrene, 4-methyl- “ T
216.0 20.50 21.00
m/z 189.00 14.73%
- \/\/\/JJLM/\M
108.0
0 630 A \\‘ 1630“\ 4 \‘
Tt — —
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acq On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc

ALS vial : 14

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

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

: C:\Database\NIST20.L

BG101322.M

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 20 unknown21.531 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.531 2.48 ng 142294  Chrysene-d12 21.931
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Bromo-1-chloro-2,4-difluoroben... 226 C6H2BrClF2 914636-89-8 49
2 6-Bromo-3,4-dihydro-2(1H)-quinaz... 226 C8H7BrN20 1246765-38-7 47
3 Benzo[c]phenanthrene 228 C18H12 000195-19-7 47
4 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 43
5 Chrysene 228 C18H12 000218-01-9 38
Abundance Scan 3105 (21.531 min): BG055169.D\data.ms (-3102) (- | m/z 228.00 100.00%
228.0
5000/ 57.0
165.0 : ’
ol J\‘le“i ‘Am o 3059 3640 4281482, ) 557 00 58.79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107313: 5-Bromo-1-chloro-2,4-difluorobenzene
228.0
147.0
5000 N :
21.50
QIT m/z 226.00 55.14%
03\]\7.‘\()"\‘“\“\1\‘“‘\“\“\“\“”f!f{‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #107434: 6-Bromo-3,4-dihydro-2(1H)-quinazolinone
226.0
77.0 T \
21.50
m/z 57.00 47.81%
5000 147.0
R Y
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109552: Benzo|[c]phenanthrene T ‘
228.0 21.50
m/z 43.05 38.98%
5000
113.0
I IV ) Nt Y R — —
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55169.D

Acqg On : 13 Oct 2022 18:40
Operator : CG/JU

Sample : N5101-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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... 3.329 15.2 ng 222282 1 8.306 292364 20.0
2-Pentanone, 4-... 5.350 6.6 ng 96804 1 8.306 292364 20.0
4-Methylnaphtho... 18.223 2.4 ng 74362 4 17.642 612954 20.0
Anthracene, 1-m... 18.511 7.9 ng 215007 4 17.642 612954 20.0
Phenanthrene, 1... 18.558 6.7 ng 204720 4 17.642 612954 20.0
Benzene, 1,1'-(... 18.699 7.8 ng 240639 4 17.642 612954 20.0
Anthracene, 2-m... 18.740 4.0 ng 121856 4 17.642 612954 20.0
Naphthalene, 2-... 18.999 3.5 ng 108275 4 17.642 612954 20.0
2,7-Dimethyldib... 19.046 3.9 ng 119527 4 17.642 612954 20.0
Phenanthrene, 2... 19.240 3.2 ng 97438 4 17.642 612954 20.0
Phenanthrene, 3... 19.293 3.1 ng 96215 4 17.642 612954 20.0
Phenanthrene, 2... 19.328 2.2 ng 66973 4 17.642 612954 20.0
di-p-Tolylacety... 19.410 9.3 ng 285992 4 17.642 612954 20.0
9,10-Dimethylan... 19.463 3.0 ng 91913 4 17.642 612954 20.0
1-Methyl-3-phen... 19.551 4.6 ng 139992 4 17.642 612954 20.0
Phenanthrene, 2... 20.098 2.2 ng 127954 5 21.931 1146830 20.0
Pyrene, 1l-methyl-  20.673 2.7 ng 152761 5 21.931 1146830 20.0
Pyrene, 2-methyl- 20.814 3.1 ng 177505 5 21.931 1146830 20.0
Pyrene, 4-methyl- 20.861 4.1 ng 232958 5 21.931 1146830 20.0
unknown21.531 21.531 2.5 ng 142294 5 21.931 1146830 20.0
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