LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59778.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.436 6 8 9 rBv 12113 8903 1.28% 0.116%
2 3.454 9 11 15 rVB5 13260 12744 1.83% 0.166%
3 3.489 15 17 18 rBV2 10377 8623 1.24% 0.113%
4 3,507 18 20 23 rvB4 11963 11903 1.71% 0.155%
5 3.548 23 27 29 rBV4 9129 11322 1.62% 0.148%
6 3.630 39 41 44 rBV3 6541 8919 1.28% 0.116%
7 3.683 47 50 54 rBv4 8752 10480 1.50% 0.137%
8 3.765 60 64 66 rBV3 12747 14601 2.09% 0.191%
9 4.200 135 138 141 rBV4 9253 12103 1.74% 0.158%
10 4.259 145 148 150 rBV3 7850 9226 1.32% 0.121%
11 4.494 187 188 195 rVB5S 9507 11636 1.67% 0.152%
12 4.705 221 224 227 rBV4 5988 9854 1.41% 0.129%
13 4.752 227 232 233 rVB4 9973 12117 1.74% 0.158%
14 4.917 258 260 263 rVB2 9969 9307 1.34% 0.122%
15 5.410 342 344 346 rBvV3 11253 9154 1.31% 0.120%
16 5.698 392 393 397 rBV3 7153 9560 1.37% 0.125%
17 5.780 403 407 409 rBvV2 7520 9525 1.37% 0.124%
18 5.822 409 414 422 rVW 107517 197246 28.30% 2.576%
19 5.910 424 429 432 rVB4 5067 9206 1.32% 0.120%
20 6.221 479 482 486 rVB4 7077 8656 1.24% 0.113%
21 7.449 685 691 697 rBv2 124745 227380 32.62% 2.970%
22 8.330 831 841 849 rBV2 185423 346547 49.72% 4.527%
23 8.460 860 863 865 rBV3 7739 10246 1.47% 0.134%
24 9.529 1039 1045 1052 rVB2 88060 163118 23.40% 2.131%
25 9.688 1071 1072 1076 rBV2 6999 8524 1.22% 0.111%
26 10.052 1131 1134 1140 rVB2 6631 12132 1.74% 0.158%
27 10.293 1172 1175 1178 rBV2 7447 8919 1.28% 0.116%
28 10.598 1225 1227 1234 rVB3 5453 8522 1.22% 0.111%
29 11.174 1318 1325 1333 rBV 255950 478068 68.59% 6.244%
30 11.427 1366 1368 1372 rVB2 8208 8328 1.19% 0.109%
31 11.480 1372 1377 1379 rVB2 7967 8821 1.27% 0.115%
32 11.879 1442 1445 1447 rBV 7208 9082 1.30% 0.119%
33 11.926 1449 1453 1456 rVB2 8202 10618 1.52% 0.139%
34 12.661 1577 1578 1583 rVvB3 7073 9991 1.43% 0.131%
35 12.819 1602 1605 1609 rvB3 9895 14732  2.11% 0.192%
36 13.025 1638 1640 1647 rVB6 12147 15980 2.29% 0.209%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.207 1667 1671 1674 rVB3 11797 11911 1.71% 0.156%
38 13.583 1728 1735 1741 rBV 257096 399943 57.38% 5.224%
39 13.789 1767 1770 1775 rVB5 13849 19473 2.79% 0.254%
40 14.071 1815 1818 1820 rBV 11146 12196 1.75% 0.159%
41 14.100 1820 1823 1824 rVV3 10420 9863 1.42% 0.129%
42 14.130 1827 1828 1833 rVVv3 10456 17010 2.44% 0.222%
43 14.271 1848 1852 1853 rBV4 10021 11520 1.65% 0.150%
44 14.329 1859 1862 1863 rBV3 9970 10058 1.44% 0.131%
45 14.435 1878 1880 1882 rBV3 9067 8831 1.27% 0.115%
46 14.658 1914 1918 1920 rBV3 7200 9384 1.35% 0.123%
47 14.688 1920 1923 1927 rBv4 11873 23041 3.31% 0.301%
48 14.958 1963 1969 1977 rBvV2 390332 604531 86.73% 7.896%
49 15.023 1977 1980 1985 rVV5 20485 27803 3.99% 0.363%
50 15.293 2024 2026 2028 rBV3 8052 9842 1.41% 0.129%
51 15.405 2042 2045 2047 rBV4 9195 10994 1.58% 0.144%
52 15.463 2052 2055 2057 rBv4 7900 9921 1.42% 0.130%
53 15.534 2066 2067 2070 rBV2 12077 13369 1.92% 0.175%
54 15.569 2072 2073 2075 rVWW2 16967 9744  1.40% 0.127%
55 15.598 2076 2078 2083 rVB6 10182 13262 1.90% 0.173%
56 15.704 2093 2096 2097 rBV3 16070 13848 1.99% 0.181%
57 15.757 2101 2105 2107 rVB4 6213 8865 1.27% 0.116%
58 15.880 2123 2126 2127 rBV3 9016 9058 1.30% 0.118%
59 16.004 2142 2147 2157 rVB4 32001 65220 9.36% 0.852%
60 16.074 2157 2159 2160 rBV2 9689 8513 1.22% 0.111%
61 16.104 2163 2164 2167 rBvV2 11448 8564 1.23% 0.112%
62 16.256 2186 2190 2191 rBV4 9823 9088 1.30% 0.119%
63 16.280 2193 2194 2198 rVB3 11530 11072 1.59% 0.145%
64 16.444 2216 2222 2228 rVB3 190877 284841 40.87% 3.721%
65 16.533 2233 2237 2239 rBV5 6642 9094 1.30% 0.119%
66 16.580 2242 2245 2249 rBV6 22496 24700 3.54% 0.323%
67 16.891 2295 2298 2300 rBV4 8213 10629 1.52% 0.139%
68 16.997 2314 2316 2320 rVB4 13703 13336 1.91% 0.174%
69 17.044 2322 2324 2326 rVV3 12094 11436 1.64% 0.149%
70 17.150 2341 2342 2345 rBV3 15261 11722 1.68% 0.153%
71 17.255 2357 2360 2361 rBV3 11901 9814  1.41% 0.128%
72 17.367 2377 2379 2383 rVB5 17123 19278 2.77% 0.252%
73 17.414 2383 2387 2388 rBv4 17539 18603 2.67% 0.243%
74 17.714 2431 2438 2442 rBV 441982 696987 100.00%  9.104%
75 17.755 2442 2445 2451 rVB 236111 301393 43.24% 3.937%

76 17.843 2455 2460 2466 rBV3 55115 107239 15.39% 1.401%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 18.119 2503 2507 2513 rVB5 40296 76087 10.92%  0©.994%
78 18.166 2513 2515 2517 rBV3 9765 9558 1.37% 0.125%
79 18.389 2550 2553 2554 rBV3 14759 17569 2.52% 0.229%
80 18.519 2570 2575 2581 rBV9 51412 105574 15.15% 1.379%
81 18.571 2582 2584 2589 rVB2 51832 57747 8.29% 0.754%
82 18.624 2589 2593 2598 rVB2 67431 111168 15.95% 1.452%
83 18.701 2602 2606 2612 rBV9 27527 56548 8.11% 0.739%
84 18.759 2612 2616 2617 rBv4 64971 71630 10.28% 0.936%
85 18.848 2629 2631 2632 rBvV2 12517 8588 1.23% 0.112%
86 18.959 2648 2650 2652 rVB3 18852 15015 2.15% 0.196%
87 19.000 2655 2657 2659 rBV3 13836 14889 2.14% 0.194%
88 19.041 2663 2664 2665 rBV 19282 9902  1.42% 0.129%
89 19.059 2665 2667 26790 rVB4 26636 30582 4.39% 0.399%
990 19.112 2673 2676 2677 rBV3 20649 21102 3.03% 0.276%
91 19.347 2712 2716 2720 rBV6 45363 72507 10.40%  0.947%
92 19.382 2720 2722 2726 rVB5 28478 34503 4.95% 0.451%
93 19.470 2732 2737 2741 rBV5S 75490 103046 14.78% 1.346%
94 19.746 2778 2784 2788 rBV2 354334 522072 74.90% 6.819%
95 19.993 2823 2826 2831 rVB7 65249 99492 14.27% 1.300%
96 20.111 2842 2846 2852 rVB 298993 432540 62.06% 5.650%
97 20.158 2852 2854 2860 rVB7 49096 62196 8.92% 0.812%
98 20.287 2871 2876 2880 rVB 346186 443969 63.70% 5.799%
99 20.416 2896 2898 2904 rVB7 45166 60591 8.69% 0.791%
100 22.038 3168 3174 3179 rBV3 310810 596933 85.64% 7.797%

Sum of corrected areas: 7655897
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG059778.D\data.ms
600000
500000
400000
300000 11.174

200000

100000

.6880. 052293 598
0 T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG059778.D\data.ms

600000

500000

400000

300000

200000

100000

S

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: BG059778.D\data.ms

600000

500000

400000

300000

200000

100000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 1-Cyano-4-methylnaphthalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.119 2.18 ng 76087  Phenanthrene-d10 17.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyano-4-methylnaphthalene 167 C12HSN 036062-93-8 64
2 2-Azafluorene 167 C12HSN 000244-40-6 64
3 Acetonitrile, 2-(2-azulenyl)- 167 C12HSN 054798-12-8 59
4 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 59
5 2-Naphthylacetonitrile 167 C12HSN 007498-57-9 59

Abundance Scan 2507 (18.119 min): BG059778.D\data.ms (-2503) (+ | m/z 167.10 100.00%
167.1

5000
5.0 18.00 18.50
229.4287.6  383.1 478.0 545. : :
0! H@ﬁ%ﬂﬂ%w#ﬁ%ﬁﬁw m/Z 139.00 21.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #42493: 1-Cyano-4-methylnaphthalene
167.0
5000
18.00 18.50
m/z 57.00 17.07%
70.0
0‘\\‘\‘!}\r“l”h\l"r‘]m\\'\H\‘\\\‘\H\‘\\H‘\H\‘\\H‘H\\‘\\H‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #42486: 2-Azafluorene
167.0
T —
18.00 18.50
5000 m/z 85.10 15.69%
63.0 |
O e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 h M W
Abundance #42494: Acetonitrile, 2-(2-azulenyl)- A e S S
167.0 18.00 18.50
m/z 165.95 15.29%
5000
Wl
0"HMLMW“TLMAM"‘_“W"H“‘H“H“‘H“H“‘H“_ MMMAW A L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknownl18.519 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.519 3.03 ng 105574  Phenanthrene-di10 17.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-n-heptyl- 157 CSH19NO 1000406-45-2 10
2 n-Octyl-acetamide 171 C10H21NO 007462-62-6 9

3 3-Methylhexan-1-amine 115 C7H17N 065530-93-0 9

4 2-(2-Thienyl)ethylamine 127 C6HINS 030433-91-1 9

5 N-(3-Methylbutyl)acetamide 129 C7H15NO 013434-12-3 9

Abundance Scan 2575 (18.519 min): BG059778.D\data.ms (-2570) (+ | m/z 73.00 100.00%
73.0

5000
185.1 At ot
(VIR RMRAE
2564 33933999 5217 18.50
0 m/z 41.08 57.84%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #34440: Acetamide, N-n-heptyl-
30.0

5000

m/z 43.10 53.88%

‘ Foon
0‘ I”"hl\\\\“‘\l\\’]\‘s‘?\-o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46294: n-Octyl-acetamide

30.0

5000 m/z 97.05 49.41%
00.0
OMMMT\\17LO||
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8924: 3-Methylhexan-1-amine T
30.0 18.50

m/z 55.05 44.36%

98.0

0 il

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Phenanthrene, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.624 3.19 ng 111168  Phenanthrene-di10 17.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 68
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 68
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 68
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 68
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64
Abundance Scan 2593 (18.624 min): BG059778.D\data.ms (-2589) (- | m/z 192.05 100.00%
192.1
5000
oA Pl
62.1 139.0 18.50 19.00
o‘HwghM“MMWWWhJNw‘mwn%?????ﬁ?‘ﬁT%?w“§?§] m/z 191.10 41.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67036: Phenanthrene, 3-methyl-
192.0
5000 A o i
18.50 19.00

m/z 189.00 19.17%

96.0
0l39.0 | ]
\\\\‘\\!![\\\1‘!\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
s ) | bl

18.50 19.00
5000 m/z 165.00  14.58%
510 115.0
0 bbb A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67037: Phenanthrene, 2-methyl- — —
192.0 18.50 19.00
m/z 193.05 11.42%
5000
96.0
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 8,9-Dihydrocyclopenta[def]p... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.759 2.06 ng 71630  Phenanthrene-d1e 17.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 86
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 70
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 62
4 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 58
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 58
Abundance Scan 2616 (18.759 min): BG059778.D\data.ms (-2612) (- | m/z 192.10 100.00%
192.1
5000
87.0
H 263.3 363. 44166 497 4 18.50 19.00
0l ‘IH \M' H\‘\W‘\\Lwn‘ull\v\\‘i\ H”‘\I A \l‘m‘““\\} g g Moy ‘\‘\‘ A m/z 191.10 84.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #67049: 8,9-Dihydrocyclopenta[deflphenanthrene
191.0
5000 LI : {W/ﬂ\‘”
18.50 19.00
m/z 189.00 50.16%
0 \\\‘?%\9‘\\\\“\”\“J ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67039: Phenanthrene, 2-methyl-
192.0
Ut | aabhly
18.50 19.00
5000 m/z 165.05 46.05%
940
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67028: Anthracene, 1-methyl- — —
192.0 18.50 19.00
m/z 190.00  25.84%
5000
mlz--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 9,10-Dimethylanthracene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.347 2.08 ng 72507  Phenanthrene-d1e 17.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 58
2 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 52
3 8-Amino-5-fluoro-6-methoxy-2-met... 206 C11H11FN20 1000214-31-7 52
4 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 52
5 [2,2'-Bifuran]-3-carboxylic acid... 206 C11H1004 005896-31-1 52

Abundance Scan 2716 (19.347 min): BG059778.D\data.ms (-2712) (+ | m/z 206.05 100.00%
206.1

5000

A M(‘M/A\‘I\Aﬂ‘ »/W”vh

3663 1,4 9 500.0 19.00 19.50

300.0

0- m/z 191.20 33.09%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82933: 9,10-Dimethylanthracene
206.0
5000 ey AL
19.00 19.50

m/z 205.00  24.72%

89.0
%QPWJWW*JgggMW*H‘M“w“H\H“M‘H!‘H‘M“w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82955: Phenanthrene, 2,7-dimethyl-
206.0 W\M
L\)\A I v A‘ . ‘ .

o

19.00 19.50
5000 m/z 165.20 20.41%
102.0 “
Y Y RS U
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82138: 8-Amino-5-fluoro-6-methoxy-2-methylquinoline — —
206.0 19.00 19.50
m/z 71.15 18.08%
5000
41.0 103.0
OH\‘“h\l"\‘l'\“\"fm\'l\'\M"1‘\‘\\“\\\\‘HH‘HH‘HH‘HH’HH‘\H\‘ T L
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50

8270-BG111623.M Tue Nov 21 03:57:32 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 di-p-Tolylacetylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.470 2.96 ng 103046  Phenanthrene-di10 17.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 70
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 64
3 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 64
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 62
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 58

Abundance Scan 2737 (19.470 min): BG059778.D\data.ms (-2732) (+ | m/z 206.05 100.00%

206.1
5000
55.0 g LV v
100l 267-0327.2 4047 4939 19.50
] s Bl m/z 191.10  63.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82924: di-p-Tolylacetylene
206.0
5000 : AU
19.50
m/z 189.20  39.74%
0‘\\32.[()[“1\“\0‘f"\0\l\’l\J\‘A\M“J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0 mw
: —
19.50
5000 m/z 205.20  32.98%
102.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 M
Abundance #82935: 3,4-Dimethylphenanthrene 1 ﬁmﬁ e
206.0 19.50
m/z 178.05  28.19%
5000
89.0
AT S Y1 | E— s
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown19.933 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.993 3.33 ng 99492  Chrysene-d12 22.038
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,7-Pteridinetriol, 6-ethyl- 208 C8H8N403 031053-47-1 30
2 5-Amino-3-bromo-2-chloropyridine... 248 C7H6BrC1N20 1592866-05-1 30
3 4-Quinolinol,4-ethenyl-1-ethylde... 223 C14H25NO 038463-59-1 30
4 3-Methyl-2,2-diphenylaziridine 209 C15H15N 007764-13-8 30
5 5-Methyl-3-phenyl-1H-indazole 208 C14H12N2 057614-16-1 30

Abundance Scan 2826 (19.993 min): BG059778.D\data.ms (-2823) (- | m/z 208.00 100.00%
208.0

71.0

5000

3

o
4358 493, 20.00

01 m/z 71.00 61.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #85699: 2,4,7-Pteridinetriol, 6-ethyl-
208.0
5000 U
20.00
137.0 m/z 43.10 61.10%
80.0 ‘
0 \\\\“”\”lll\l‘lh\\\h\ll\\d‘l\”w“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #133704: 5-Amino-3-bromo-2-chloropyridine, N-acetyl-

¥

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #103128: 4-Quinolinol,4-ethenyl-1-ethyldecahydro-2-met e
208.0 20.00

m/z 210.90  36.68%

43.0 208.0
—
20.00
5000 m/z 41.15 37.65%
127.0
0 M‘mehﬁ$ﬂw‘%‘wu‘ w

5000 55.0

152.0

3

O 1 T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 3-Trifluoromethylcinnamic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.416 2.03 ng 60591  Chrysene-di12 22.038
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Trifluoromethylcinnamic acid 216 C1OH7F302 000779-89-5 53
2 9,10-Dihydro-2-methyl-4H-benzo(5... 215 C13H13NO2 028237-14-1 42
3 4-(3-Iodo-phenyl)-2,7,7-trimethy... 418 C19H19IN20 313970-34-2 35
4 8-Phosphadispiro[2.1.2.2]nonane,... 216 C14H17P 1010162-94-6 30
5 N-Methylthiabendazole 215 C11HSN3S 032594-70-0 30

Abundance Scan 2898 (20.416 min): BG059778.D\data.ms (-2896) (- | m/z 216.05 100.00%

2161
50001 740 1520
287.1
3457 4060 4692 o 50'50
0 m/z 215.10 76.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #93693: 3-Trifluoromethylcinnamic acid

216.0

5

5000
20.50

m/z 152.00  39.61%

151.0

18.0 , ..i n b A N

‘\\r\‘\\\\‘\\\\‘\\\l‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #93271: 9,10-Dihydro-2-methyl-4H-benzo(5,6)cyclohept(
215.0

o

£

20.50
5000 m/z 165.10  39.07%

128.0

o

m/z--> O 50 100 150 200 250 300 350 400 450 500

Abundance #312146: 4-(3-lodo-phenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6, ——
215.0 418.0 20.50

O

:

m/z 71.05 39.05%
131.0
0 5“0‘\0}“ I I Y IR 291 03470
‘HH‘HH‘HH‘HH‘\\\\’\H\‘\\H‘HH‘HH‘HH‘HH‘ L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59778.D

Acqg On : 20 Nov 2023 21:09
Operator : MA/JU

Sample : 05361-01 5X

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
1-Cyano-4-methy... 18.119 2.2 ng 76087 4 17.708 696987 20.0
unknown18.519 18.519 3.0 ng 105574 4 17.708 696987 20.0
Phenanthrene, 3... 18.624 3.2 ng 111168 4 17.708 696987 20.0
8,9-Dihydrocycl... 18.759 2.1 ng 71630 4 17.708 696987 20.0
9,10-Dimethylan... 19.347 2.1 ng 72507 4 17.708 696987 20.0
di-p-Tolylacety... 19.470 3.0 ng 103046 4 17.708 696987 20.0
unknown19.933 19.993 3.3 ng 99492 5 22.038 596933 20.0
3-Trifluorometh... 20.416 2.0 ng 60591 5 22.038 596933 20.0
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