LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acqg On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc :

ALS Vvial : 60 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ M\Methods\SFAM-EPA-BM112322.M
Title : SVOA CALIBRATION

Signal : TIC: BM@37748.D\data.ms

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

# min scan scan scan TY height area % max. total
1  3.469 11 14 26 rVB 101912 146091 ©.93% 0.095%
2 3.875 80 83 97 rBvV 328538 600540 3.81% 0.390%
3 4.110 118 123 130 rVB 34666 58688 ©.37% 0.038%
4 6.087 454 459 465 rBV 48249 75383 0.48% 0.049%
5 6.575 536 542 548 rBV 67128 100780 0.64% 0.066%
6 7.257 652 658 665 rBV 392336 612560 3.89% 0.398%
7 7.428 679 687 694 rBV 1074751 1634968 10.38% 1.063%
8 7.634 711 722 729 rBV 1102887 1707503 10.84% 1.110%
9 8.110 795 803 809 rBvV 926532 1462372 9.29% 0.951%
10 8.486 860 867 874 rVB 137951 223643 1.42% 0.145%
11 8.651 889 895 903 rVWW 571730 910801 5.78% ©.592%
12 8.816 912 923 933 rBV 1003068 1671178 10.61% 1.087%
13 9.281 994 1002 1012 rVV 1404770 2418771 15.36% 1.573%
14 9.386 1014 1020 1026 rBV5 24159 56122 ©0.36% 0.036%
15 9.475 1026 1035 1042 rVV 1707602 2631072 16.71% 1.711%

16 9.598 1049 1056 1062 rVV 408333 907684  5.76%
17 9.663 1062 1067 1078 rVV 639006 1050875 6.67%
18 10.004 1118 1125 1135 rBV 1135919 1800601 11.44%
19 10.198 1155 1158 1168 rVB3 35336 68689 0.44%
20 10.328 1173 1186 1191 rVB2 91384 173365 1.10%
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21 10.545 1210 1217 1227 rVB 1603100 2637171 16.75%
22 10.839 1262 1267 1271 rVWV 46554 80575 0.51%
23 10.927 1275 1282 1288 rVV 1357530 2322026 14.75%
24 10.986 1288 1292 1298 rVVv3 120558 214318  1.36%
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25 11.063 1298 1305 1307 rVV 1110948 1722192 10.94% 120%
26 11.104 1307 1312 1320 rVV 5002108 8534025 54.20% 5.548%
27 11.169 1320 1323 1328 rW 74703 126164 0.80% ©.082%
28 11.222 1328 1332 1337 rVV6 32861 68423 0.43% 0.044%
29 11.275 1337 1341 1348 rVV6 38475 98673 0.63% 0.064%
30 11.339 1348 1352 1359 rVV3 37022 82090 0.52% 0.053%
31 11.510 1372 1381 1389 rVB9 28940 98882 0.63% 0.064%
32 11.663 1401 1407 1410 rBV 46097 74358 0.47%  0.048%
33 11.698 1410 1413 1419 rVV3 34286 55449 0.35% 0.036%
34 11.839 1431 1437 1443 rVB 49477 80793 0.51% ©.053%
35 11.963 1447 1458 1464 rBV 61874 130335 0.83% 0.085%
36 12.039 1464 1471 1482 rVB 575582 1188591 7.55% 0.773%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acqg On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc :

ALS Vvial : 60 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ M\Methods\SFAM-EPA-BM112322.M
Title : SVOA CALIBRATION
37 12.427 1531 1537 1540 rBV5 33777 64645 0.41% 0.042%
38 12.474 1540 1545 1549 rBV 321691 522440  3.32% ©0.340%
39 12.792 1590 1599 1604 rBv2 113310 276223 1.75% 0.180%
40 12.886 1610 1615 1623 rVB 121068 177479 1.13% 0.115%
41 13.080 1643 1648 1655 rVB4 30991 56609 ©0.36% 0.037%
42 13.551 1720 1728 1735 rBV4 47688 131424 0.83% 0.085%
43 13.616 1735 1739 1749 rVB5 47336 99031 0.63% 0.064%
44 13.698 1749 1753 1762 rBV9 26864 66513 0.42% 0.043%
45 14.139 1822 1828 1834 rBV 3165068 4144548 26.32%  2.695%
46 14.433 1869 1878 1888 rVV 3427397 5586349 35.48% 3.632%
47 14.733 1921 1929 1935 rBV 2250708 3192809 20.28% 2.076%
48 14.792 1935 1939 1946 rVWW4 47942 88074 0.56% 0.057%
49 14.921 1955 1961 1973 rVB 465608 706912 4.49% 0.460%
50 15.127 1991 1996 2002 rVV 231758 329754 2.09% 0.214%
51 15.210 2005 2010 2019 rVV 240793 406689 2.58% 0.264%
52 15.292 2019 2024 2028 rBV 104619 170114 1.08% 0.111%
53 15.333 2028 2031 2038 rVB 117172 195174 1.24% 0.127%
54 15.486 2052 2057 2064 rVB9 46686 113743 0.72% 0.074%
55 15.586 2067 2074 2077 rBV 112391 196142 1.25% 0.128%
56 15.721 2089 2097 2103 rVV 4540155 6439984 40.90% 4.187%
57 15.792 2103 2109 2112 rVV 1629621 2481444 15.76% 1.613%
58 15.827 2112 2115 2120 rVV 1652068 2139700 13.59% 1.391%
59 15.862 2120 2121 2130 rVB3 124806 218073 1.38% 0.142%
60 16.080 2151 2158 2164 rVB2 273031 459215 2.92% 0.299%
61 16.168 2168 2173 2177 rBV 134454 194618 1.24% 0.127%
62 16.209 2177 2180 2184 rVB3 72072 92153 0.59% 0.060%
63 16.351 2200 2204 2208 rVB2 78786 107227 ©.68% 0.070%
64 16.468 2209 2224 2233 rBV 3834633 9470123 60.14% 6.157%
65 16.651 2248 2255 2259 rBV 3217793 4986174 31.67%  3.242%
66 16.692 2259 2262 2265 rVV2 789284 1117800 7.10% 0.727%
67 16.721 2265 2267 2270 rVB2 209422 233033 1.48% 0.152%
68 16.874 2289 2293 2300 rVB3 72019 119377 ©.76% 0.078%
69 17.051 2309 2323 2337 rBV2 2306302 6528840 41.46% 4.245%
70 17.186 2340 2346 2350 rVV 212597 411932 2.62% 0.268%
71 17.233 2350 2354 2363 rVB3 305669 598152 3.80% ©.389%

72 17.380 2369 2379 2389 rBV2 5236260 15746364 100.00% 10.238%

73 17.468 2389 2394 2402 rVV 2986938 4754720 30.20% 3.091%
74 17.568 2402 2411 2428 rVV 5823619 9644318 61.25% 6.270%
75 17.692 2428 2432 2435 rVV 407599 610867 3.88% ©.397%
76 17.727 2435 2438 2445 rVB 310604 486455 3.09% 0.316%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acqg On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc :

ALS Vvial : 60 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ M\Methods\SFAM-EPA-BM112322.M
Title : SVOA CALIBRATION
77 17.839 2449 2457 2465 rBV4 869354 2274004 14.44% 1.478%
78 17.909 2465 2469 2475 rVB2 274408 534476 3.39% 0.347%
79 17.998 2480 2484 2491 rVB2 216567 356623 2.26% 0.232%
80 18.092 2496 2500 2503 rBV 97869 123884 ©.79% 0.081%
81 18.133 2503 2507 2512 rVB 233732 294410 1.87% 0.191%
82 18.180 2512 2515 2518 rVB 65802 79962 0.51% 0.052%
83 18.245 2519 2526 2530 rBV2 274212 581001 3.69% 0.378%
84 18.356 2540 2545 2553 rBV3 561534 923615 5.87% 0.600%
85 18.427 2553 2557 2571 rVB8 108435 333137 2.12% 0.217%
86 18.609 2584 2588 2592 rBV 121309 181184 1.15% ©.118%
87 18.692 2599 2602 2612 rVV2 142146 270253 1.72% 0.176%
88 18.768 2612 2615 2620 rVB2 156161 180841 1.15% 0.118%
89 19.245 2690 2696 2705 rBV2 648330 1082306 6.87% 0.704%
90 19.486 2733 2737 2741 rVB 66246 101135 0.64% 0.066%
91 19.615 2755 2759 2769 rVB 274684 407806 2.59% 0.265%
92 19.850 2793 2799 2805 rBV 6811001 8831895 56.09% 5.742%
93 20.250 2864 2867 2872 rVB 131876 151558 ©.96% 0.099%
94 20.774 2953 2956 2958 rBV2 86774 94570 0.60% 0.061%
95 20.821 2962 2964 2967 rVB 97041 93660 0.59% 0.061%
96 21.321 3045 3049 3056 rBV 613464 786116 4.99% ©0.511%
97 21.633 3097 3102 3109 rBV 3597141 4421140 28.08% 2.874%
98 22.909 3315 3319 3326 rVB 437971 616160 3.91% 0.401%
99 23.962 3491 3498 3512 rVB2 3823221 8038750 51.05% 5.226%
100 24.127 3519 3526 3534 rVB2 1899620 3859645 24.51% 2.509%

Sum of corrected areas: 153809123
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM037748.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13

Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
. SVOA 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 1 1Indane Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
8.486 3.06 ng/ul 223643 1,4-Dichlorobenzene-d4 8.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Indane 118 C9H1e 000496-11-7 90
3 Indane 118 C9H10 000496-11-7 87
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 78
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
Abundance Scan 867 (8.486 min): BM037748.D\data.ms (-860) (-) m/z 117.10 100.00%
117.1
5000
AU A W AN
63.0 ‘ ’ 8.20 8.40 8.60 8.80
ol dpthd 2070 28150 918,10 53.63%
m/z--> 50 150 200 250
Abundance #10179: Indane
11v.0
5000 LI B L L L BB B R
8.20 8.40 8.60 8.80
m/z 115.10  34.08%
s
O T T \ ‘\ ‘ \“\ T ‘\ ‘\ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10180: Indane
117.0
8.20 8.40 8.60 8.80
5000 m/z 91.05 18.74%
39.0
0 ‘\\\‘\\HMMM‘ B
miz--> 50 100 150 200 250
Abundance #10181: Indane T T Ny
117.0 8.20 8.40 8.60 8.80
m/z 63.00 11.31%
5000
210 %30 | |
]
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 3-Methylphenylacetylene Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
8.651 12.46 ng/ul 910801 1,4-Dichlorobenzene-d4  8.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Methylphenylacetylene 116 cos 000766-82-5 94

2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 94
3 Indene 116 C9H8 000095-13-6 94
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
5 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 91
Abundance Scan 895 (8.651 min): BM037748.D\data.ms (-889) (-) m/z 115.05 100.00%
1151
- j\J\
e e
6?"'0 ‘ 8.40 8.60 8.80 9.00
ol bptlio d I 146.9176.82070 2820 /7 116.10  90.49%
m/z--> 50 100 250
Abundance #9550: 3-Methylphenylacetylene
115.0
5000 L B L LI L B
8.40 8.60 8.80 9.00
m/z 63.05 15.49%
63.0
0 \2\7;0‘\ P ‘\““\”\”‘\ T \“‘\ T LA B s B s
miz--> 50 100 250
Abundance #9546: Benzene, 1-propynyl-
115.0
8.40 8.60 8.80 9.00
5000 m/z 89.05 14.77%
63.0
27.
m/z--> 50 100 250
Abundance #9542: Indene AR
116.0 8.40 8.60 8.80 9.00
m/z 117.10 8.71%
5000
63.0
L T
m/z--> 50 100 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 Benzofuran, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.475 35.98 ng/ul 2631070 1,4-Dichlorobenzene-d4 8.110

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 95
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
3 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
4 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 93
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 93

Abundance Scan 1035 (9.475 min): BM037748.D\data.ms (-1026) (-) m/z 131.05 100.00%

131.1
5000
51.0

=

H 10% 9.20 9.40 9.60 9.80
Oberrpmrbrbdicth e 2070 281135 65 01.33%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #16660: Benzofuran, 2-methyl- /\
131.0
5000 ;M

9.20 9.40 9.60 9.80
m/z 51.05 29.24%

77.0
”W”‘WNkMMMN”Ww‘W”MW‘”W”W‘”W””\””W”‘W”W”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16665: Benzofuran, 2-methyl-
131.0

9.20 9.40 9.60 9.80

o

5000 m/z 77.05 27.87%
51.0
0 .0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16663: Benzofuran, 7-methyl- ET TR A
132.0 9.20 9.40 9.60 9.80

m/z 103.10  24.71%

5000
51.0
103.0
0 I h‘hwﬁ m \

m/z--> 20 40 60 80 100120140160180200220240260280 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 2-Propenal, 3-phenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.598 7.82 ng/ul 907684  Naphthalene-d8 10.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
3 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 93
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 91
5 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 91
Abundance Scan 1056 (9.598 min): BM037748.D\data.ms (-1049) (-) m/z 131.00 100.00%
131.0
5000 </J\
77.1 T T T T ‘
39.1} h “ ‘ 9.50 10.00
ol Al L2070 267.0  385. ., 137 00 81.12%
m/z--> 50 100 150 200 250 300 350
Abundance #16660: Benzofuran, 2-methyl-
131.0
5000 ‘ ,M —
9.50 10.00
m/z 77.10 25.17%
77.0
O\\3\’9‘\:%!““\““\\““\\ L e I B
miz--> 50 100 150 200 250 300 350
Abundance #16664: Benzofuran, 2-methyl-
131.0
e —
9.50 10.00
5000 m/z 51.10 24.54%
51.0
ob JM“‘wl‘hu“w‘ﬂf%‘% A
m/z--> 50 100 150 200 250 300 350
Abundance #16668: 2-Propenal, 3-phenyl- = —
131.0 9.50 10.00
m/z 104.05 22.39%
5000 77.0
394 | M,
o R |
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 3-Phenyl-2-propyn-1-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.663 9.05 ng/ul 1050880  Naphthalene-d8 10.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
5 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 87
Abundance Scan 1067 (9.663 min): BM037748.D\data.ms (-1062) (-) m/z 131.05 100.00%
131.1
5000 /\/\

77.0 A

39_]# ‘ ‘ 9.50 10.00
bbbl 4 ) 2211 281a 385 L..135.65  71.73%

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

Abundance #16666: Benzofuran, 2-methyl-

131.0
5000 /\/\ ‘

R —
9.50 10.00
m/z 103.05 20.15%

77.0
o
m/z--> 50 100 150 200 250 300 350
Abundance #16660: Benzofuran, 2-methyl-
131.0

= —7—
9.50 10.00

5000 m/z 77.05 19.52%
77.0
0“?‘,9“_‘(}{““‘”“”““” \“HH‘HH‘HH’HH“
m/z--> 50 100 150 200 250 300 350
Abundance #16665: Benzofuran, 2-methyl- " ——
131.0 9.50 10.00

m/z 51.05 18.31%

5000
51.0
0 I \‘\ l‘\ ‘\“\ ﬁig‘q

== ——
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.039 10.24 ng/ul 1188590  Naphthalene-d8 10.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 94
2 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 93
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 86
4 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 81
5 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 74

Abundance Scan 1471 (12.039 min): BM037748.D\data.ms (-1464) (+ | m/z 135.00 100.00%

135.0
5000
91.1
N T
63.1 ‘ 12.00
Ol et o 17702070 28LC s 136,05 71.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18799: Benzolb]thiophene, 2,3-dihydro-
135.0
5000 f
91.0 12.00
39.0 m/z 91.10 33.55%
O\‘\“H\““\‘\“\\““‘\“\“\H\‘“‘\\M\‘H\\\\‘\\\“‘\\\\‘\\\\‘\\H‘HH‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18797: Benzol[b]thiophene, 2,3-dihydro-
135.0
ot
12.00
5000 91.0 m/z 133.95 15.56%
39.0
0‘_Hﬂmﬂwwwwﬁmwuwu‘MHH_H‘_HWHH‘HH_HW‘HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18800: Benzo[c]thiophene, 1,3-dihydro- ‘
135.0 12.00
m/z 137.00 10.60%
5000
91.0
B0
T N VAN
12.00

m/z--> 20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 Benzo[b]thiophene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.474 4.50 ng/ul 522440 Naphthalene-d8 10.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
2 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 90
3 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 90
5 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 90
Abundance Scan 1545 (12.474 min): BM037748.D\data.ms (-1540) (- m/z 147.00 100.00%
147.0
5000
1250 A
63.0 .
1151 .
Orprred bk bl D 1768 2210 2820 ) 148 60 79.86%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0
5000 L ‘A‘J\‘
12.50
m/z 148.95 12.57%
45.0 7ATO 115.0 ‘
O ’\H\“\‘\“\\“‘\\H‘\“H‘H“‘H\‘\“HH‘\"H‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26961: Benzo[b]thiophene, 5-methyl-
147.0 }\ A/J
ey
12.50
5000 m/z 121.00 9.71%
45.0 740 1150
A RS D S —
m/z--> 20 40 60 80 100120140160180200220240260280 ]\
Abundance #26964: Benzo[b]thiophene, 2-methyl- ‘ .
147.0 12.50
m/z 63.00 8.37%
5000
45.0 740 115.0
N A — o~ N
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 Methylchromone Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.127 2.07 ng/ul 329754  Acenaphthene-di0 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methylchromone 160 C10H802 000085-90-5 72
2 4H-1-Benzopyran-4-one, 2-methyl- 160 C10H802 005751-48-4 64
3 2H-1-Benzopyran-2-one, 3-methyl- 160 C10H802 002445-82-1 55
4 2H-1-Benzopyran-2-one, 3-methyl- 160 C10H802 002445-82-1 49
5 2H-1-Benzopyran-2-one, 4-methyl- 160 C10H802 000607-71-6 49
Abundance Scan 1996 (15.127 min): BM037748.D\data.ms (-1991) (- | m/z 160.05 100.00%
160.1
92.1
1311
5000
63.0 M

15.00 1550
0 207.1 2810 m/z 92.18  64.90%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36062: Methylchromone
160.0

5000 131.0
1500 1550

92.0 m/z 131.85 55.13%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36110: 4H-1-Benzopyran-4-one, 2-methyl-
160.0

o

15 OO 15 50
5000 120.0 m/z 120.10  46.89%
63.0
27. | |
0! MBS SV U S B S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36108: 2H-1-Benzopyran-2-one, 3-methyl- L e moppctpoecty epe
131.0160.0 15.00 15.50

m/z 132.05 41.69%

5000
51.0
0 15.0 | “ I mh | % 0 | ‘

m/z--> 20 40 60 80 100120140160180200220240260280 1500 1550

SFAM-EPA-BM112322.M Mon Nov 28 13:54:32 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13

Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
. SVOA 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 1Indane-5-carboxylic acid Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
15.210  2.55 ng/ul 406689 Acenaphtheme-dio 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane-5-carboxylic acid l62 CleWieo2 065898-38-6 93

2 Indane-5-carboxylic acid 162 C10H1002 065898-38-6 87
3 3-Butenoic acid, 4-phenyl- 162 C10H1e02 002243-53-0 80
4 trans-4-Phenyl-3-butenoic acid 162 C10H1002 001914-58-5 76
5 Benzene, (3-chloroallyl)- 152 C9H9Cl 006268-37-7 64

Abundance Scan 2010 (15.210 min): BM037748.D\data.ms (-2005) (- m/z 117.05 100.00%
117.1
5000
162.1
— —
63.1 ‘ ’ 15.00 15.50
O L1920 2820 4; 915 05 41.63%
m/z--> 50 100 150 200 250
Abundance #37566: Indane-5-carboxylic acid
117.0
5000 T —
162.0 15.00 15.50
m/z 162.10 28.76%
39.0 770
O T T T ‘\‘i‘ ”\‘h\ ‘; ‘\‘ ‘ \H‘\ T \“ \‘ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #37567: Indane-5-carboxylic acid
117.0
—— —
15.00 15.50
5000 ITI/Z 91.10 13.95%
162.0
15.0 63.0
ottt -l —
m/z--> 50 100 150 200 250
Abundance #37570: 3-Butenoic acid, 4-phenyl- o T
117.0 15.00 15.50
m/z 118.10 10.74%
39.0 ‘
LA I !
0l — P =
m/z--> 50 100 150 200 250 15.00 15.50

SFAM-EPA-BM112322.M Mon Nov 28 13:54:32 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 2-Indolinone, ethyl ether Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.080 2.88 ng/ul 459215  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Indolinone, ethyl ether 161 C10OH11NO 1000453-17-4 76
2 Quinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000635-46-1 55
3 Quinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000635-46-1 55
4 Quinoline, 5,6,7,8-tetrahydro- 133 C9H11N 010500-57-9 46
5 Isoquinoline, 5,6,7,8-tetrahydro- 133 C9H11N 036556-06-6 45
Abundance Scan 2158 (16.080 min): BM037748.D\data.ms (-2151) (- | m/z 161.05 100.00%
132.0161.1
77.0
5000 )
39.0 A ‘
929 16.00
0! Mo lh3920 2670 135 00 o4.72%
miz--> 50 100 150 200 250
Abundance #37010: 2-Indolinone, ethyl ether
132.0
5000 — :
16.00
77 m/z 185.10  71.53%
3.0 ‘ 162.0
O T T \ \ H \‘m\“\ 1 HH ‘ \“ \‘ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #16965: Quinoline, 1,2,3,4-tetrahydro-
132.0
T [
16.00
5000 m/z 133.00 68.84%
77.0
00 ||, |
0L S
miz--> 50 100 150 200 250
Abundance #16963: Quinoline, 1,2,3,4-tetrahydro- — ‘
132.0 16.00
m/z 77.05 67.82%
- M
77.0 ‘
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 5-Aminoindan Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.468 39.83 ng/ul 9470120  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Aminoindan 133 C9H11N 024425-40-9 86
2 Quinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000635-46-1 55
3 1-(Prop-2-en-1-yl)-4,5,6,7-tetra... 161 C11H15N 1450892-88-2 52
4 Quinoline, 5,6,7,8-tetrahydro- 133 C9H11N 010500-57-9 50
5 Benzenamine, 2-cyclopropyl- 133 CO9H11N 1000327-33-3 46
Abundance Scan 2224 (16.468 min): BM037748.D\data.ms (-2209) (- | m/z 161.10 100.00%
161.1
5000
91.0
——
511 16.50
0 Qi | 2071 24892830 326. 1, 133 95 99.13%
miz--> 50 100 150 200 250 300
Abundance #16934: 5-Aminoindan
132.0
5000 T
16.50
m/z 133.05 61.22%
O T “\ ‘\‘ ‘h“ \“‘\ ‘“\ ‘\‘ HH H 1 T ’ L ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #16963: Quinoline, 1,2,3,4-tetrahydro-
132.0
——
16.50
5000 m/z 91.05 33.35%
99 1% ||
ol el e
miz--> 50 100 150 200 250 300
Abundance  #37111: 1-(Prop-2-en-1-yl)-4,5,6,7-tetrahydroindole ——
161.0 16.50
m/z 106.05 30.32%
5000 118.0
39.0
H 77.0
ok M\MW MHMM e — LA
m/z--> 100 150 200 250 300 16.50

SFAM-EPA-BM112322.M Mon Nov 28 13:54:34 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 Isoquinoline, 5,6,7,8-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.651  20.97 ng/ul 4986170  Phenanthrene-di10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isoquinoline, 5,6,7,8-tetrahydro- 133 C9H11N 036556-06-6 78
2 Tranylcypromine 133 C9H11N 000155-09-9 55
3 Cyclopropanamine, 2-phenyl-, tra... 133 C9H11N 003721-28-6 55
4 Quinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000635-46-1 50
5 Tranylcypromine 133 CO9H11N 000155-09-9 49
Abundance Scan2255(16651nﬂm BMO037748.D\data.ms (-2248) (- m/z 161.10 100.00%
61.1
5000 91.0
39.1 T ‘
16.50 17.00
0 L2071 2831 8411 ;133 65 91.93%
m/z--> 50 100 150 200 250 300
Abundance #16978: Isoquinoline, 5,6,7,8-tetrahydro-
132.0
5000 o —
39.0 16.50 17.00
77.0 m/z 133.00 55.59%
0 “Wh W‘Lm T
miz—-> 50 100 150 200 250 300
Abundance #16946: Tranylcypromine
132.0
—— —
16.50 17.00
5000 ITI/Z 91.05 40.76%
56.0
ol P‘m
m/z--> 100 150 200 250 300
Abundance #16990.Cydopropananﬂne,2—phenyL,Uans{+y —= —
132.0 16.50 17.00
m/z 118.05 32.93%
5000 56.0 M
0182, | L2 20 | T N—-t
m/z--> 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 benzo[b]thiophene-5-carboxy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.692 4.70 ng/ul 1117800  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 benzo[b]thiophene-5-carboxylic acid 178 C9H602S 1000404-77-7 90
2 Benzo(b)thiophene-6-carboxylic acid 178 C9H602S 006179-26-6 70
3 Benzo[b]thiophene-3-carboxylic acid 178 C9H602S 005381-25-9 46
4 2,3,4,5-Tetramethylbenzoic acid 178 C11H1402 002529-39-7 43
5 3-Methyl-7,8-dihydroquinolin-5(6... 161 C10H11NO 060247-70-3 42
Abundance Scan 2262 (16.692 min): BM037748.D\data.ms (-2259) (- | m/z 178.00 100.00%
178.0
133.0
5000 89.1
— —
39.1 ‘ ‘ 16.50 17.00
ol Mpitid UL LI 2220 2820 855 . 16106 75.63%
m/z--> 50 100 150 200 250 300 350
Abundance #53567: benzo[b]thiophene-5-carboxylic acid
178.0
5000 e ——
133.0 16.50 17.00
89.0 m/z 160.10  63.19%
45.0 ‘
O+ \”‘\M‘ \“H\“MU“\ i \H‘\ f \h\ 1 L L B
miz--> 50 100 150 200 250 300 350
Abundance #53568: Benzo(b)thiophene-6-carboxylic acid
178.0
16.50 17.00
5000 m/z 133.00 51.51%
133.0
89.0
45.0 ‘ |
ottt
m/z--> 50 100 150 200 250 300 350
Abundance #53566: Benzo[b]thiophene-3-carboxylic acid —— —
178.0 16.50 17.00
m/z 175.10 49.78%
5000
89.0 133.0
0 45"0\\””‘ | \“ i\h | ‘ ‘ ‘ ‘
e T B ot EEE B e e e e
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 2(1H)-Quinolinone, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.051  27.46 ng/ul 6528840  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(1H)-Quinolinone, 3-methyl- 159 C10H9NO 002721-59-7 97
2 1-Naphthalenol, 2-amino- 159 C10HSNO 000606-41-7 94
3 2(1H)-Quinolinone, 4-methyl- 159 C1@HINO 900607-66-9 91
4 2(1H)-Quinolinone, 4-methyl- 159 C10HSNO 000607-66-9 91
5 2-(Aminomethylidene)-2,3-dihydro... 159 C1@H9NO 053394-92-6 90
Abundance Scan 2323 (17.051 min): BM037748.D\data.ms (-2309) (1 m/z 159.05 100.00%
130.0159.1
5000
77.0 — ‘
39.1 ‘ ‘ 17.00
W M“ i) 1““ | ae7a 2811 /7 130.00  83.47%
miz--> 50 100 150 200 250
Abundance #35645: 2(1H)-Quinolinone, 3-methyl-
130.0159.0
5000 - T \
77.0 17.00
m/z 77.05 17.91%
ol }‘\ L) ¥ 4
miz--> 50 100 150 200 250
Abundance #35611: 1-Naphthalenol, 2-amino-
130.0159.0
RN
17.00
5000 m/z 131.00 17.90%
AL U0 O ) I
m/z--> 50 100 150 200 250 JM
Abundance #35641: 2(1H)-Quinolinone, 4-methyl- —— I
130.0 17.00
159.0 m/z 103.05 13.73%
5000
00 70 IN
o ~ L
m/z--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13

Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 1-Naphthalenamine, 5,6,7,8-... Concentration Rank 21

R.T EstConc Area Relative to ISTD R.T.
17.233 2.52 ng/ul 598152  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1-Naphthalenamine, 5,6,7,8-tetra... 175 C12H17N
2 2H-Indol-2-one, 1,3-dihydro-1,3,... 175 C11H13NO
3 2,3-Dimethyl-1-phenylpyrrolidine 175 C12H17N
4 1H-Isoindole, 3-methoxy-4,7-dime... 175 C11H13NO
5 4-Hydroxy-7-methyl-1,8-naphthyri... 204 C10H8N203

013541-35-0 58
020200-86-6 53
003783-58-2 50
100813-60-3 49
013250-97-0 47

Abundance Scan 2354 (17.233 min): BM037748.D\data.ms (-2350) (-
160.1

m/z 160.10 100.00%

%

5000
1.1 ‘ R,
39 9 ‘ ‘ 216 1 17.00 17.50
ol “w‘u bl AL g 172520 355, o975 65 57.19%
m/z--> 50 100 150 200 250 300 350
Abundance #50146: 1-Naphthalenamine, 5,6,7,8-tetrahydro-N,N-dime
160.0
5000 : e
17.00 17.50
m/z 132.05 39.37%
P8.0 770 118.0 H
O\“\ U ‘\ ‘H“u‘ 4 \h ‘H‘ \Hh\ “\\‘ ‘h‘ A o e IR A
miz--> 50 100 150 200 250 300 350
Abundance  #50091: 2H-Indol-2-one, 1,3-dihydro-1,3,3-trimethyl-
160.0
= —
17.00 17.50
5000 m/z 146.05  18.57%
770 1150 ) ‘
— ettt
m/z--> 50 100 150 200 250 300 350
Abundance #50130: 2,3-Dimethyl-1-phenylpyrrolidine o T
160.0 17.00 17.50
m/z 91.10 16.54%
5000
77.0
18.0
09 “‘ WL — s
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.380 66.23 ng/ul 15746400  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(1H)-Quinolinone, 1-methyl- 159 C10H9NO 000606-43-9 38
2 2-Naphthalenol, 1-amino- 159 C10HSNO 002834-92-6 38
3 5-Amino-1-naphthol 159 C10H9NO 000083-55-6 38
4 2(1H)-Quinolinone, 3-methyl- 159 C10H9NO 002721-59-7 38
5 4-Quinolinol, 2-methyl- 159 C10HSNO 000607-67-0 38

Abundance Scan 2379 (17.380 min): BM037748.D\data.ms (-2369) (- | m/z 159.10 100.00%

159.1
5000 91.0

39.0 17.00 17.50
0 b £,21822540  327.0 /7 135.00  82.17%
miz-> 50 100 150 200 250 300 350
Abundance #35637: 2(1H)-Quinolinone, 1-methyl-
159.0
5000
17.00 17.50

m/z 180.05 81.57%

39.q 77‘0‘ ]T 16.
O T ‘\ i \‘“‘ T 4 } L T ‘\ ‘\‘ T ‘ LI ‘ L ‘ L ’ LI ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #35608: 2-Naphthalenol, 1-amino-

159.0

1700 1750
5000 /Z 130.00 47 .58%
103.0
51.0 ‘
) S 17 D0 S L S —
m/z--> 50 100 150 200 250 300 350
Abundance #35560: 5-Amino-1-naphtho

159.0 17.00 17.50

m/z 91.05 40.07%

5000
103.0
0 \‘\ \‘ m‘\ “ Pl “

m/z--> 50 100 150 200 250 300 350 I?OO 1750
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13

Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 18 2-Naphthalenol, 5-amino- Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
17.692 2.57 ng/ul 610867  Phenanthrene-di0 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual

-Naphthalenol, 5-amino-
-Methyl-1(2H)-isoquinol

159 C10HINO
inone 159 C10H9NO

12
27
3 5-Amino-1-naphthol
4 5
5b

000086-97-5 76
026829-47-0 74

159 C10H9NO 000083-55-6 53
-Amino-3-phenylpyrazole 159 COHON3 000827-41-8 53
enzenamine, 4-(1H-imidazol-1-yl)- 159 C9H9N3 1000404-37-5 50
Abundance Scan 2432 (17.692 min): BM037748.D\data.ms (-2428) (- m/z 159.10 100.00%
159.1
o JJWM
o —
51.0 ‘ “ 71 17.50 18.00
ol “‘ by bl 2071 2831 355, ;135,05  34.25%
miz-> 100 150 200 250 300 350
Abundance #35610: 2-Naphthalenol, 5-amino-
159.0
5000 e A
17.50 18.00
103.0 m/z 130.05 30.38%
51.0 ‘ H
O\M“ ‘hM‘H\‘\‘h\“\“\“i"\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #35655: 7-Methyl-1(2H)-isoquinolinone
159.0
= =
17.50 18.00
5000 ITI/Z 103.10 20.68%
103.0
400 1L
m/z--> 50 100 150 200 250 300 350
Abundance #35560: 5-Amino-1-naphthol e 7
159.0 17.50 18.00
m/z 77.05 20.37%
5000
103.0
m/z--> 50 100 150 200 250 300 350 17.50 18.00

SFAM-EPA-BM112322.M Mon Nov 28 13:54:42 2022

Page:

21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 4-Quinolinol, 2-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
17.727 2.05 ng/ul 486455 Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Quinolinol, 2-methyl- 159 C10HSNO 000607-67-0 87
2 2(1H)-Quinolinone, 4-methyl- 159 C10H9NO 000607-66-9 72
3 6-Methyl-2-oxo-1H-pyridine-3,4-d... 159 C8H5N30 100960-56-3 72
4 1-propyl-1H-indole 159 C11H13N 016885-94-2 72
5 6-Methyl-4(1H)-quinolinone 159 C10H9NO 023432-40-8 68

Abundance Scan 2438 (17.727 min): BM037748.D\data.ms (-2435) (- m/z 130.05 100.00%

130.1
5000

=
391 77.1 17.50 18.00

ob oy L 1 11930 28113269 .5 959,10 78.28%
m/z--> 50 100 150 200 250 300 350
Abundance #35599: 4-Quinolinol, 2-methyl-
159.0
5000 T

=
17.50 18.00
m/z 131.05 35.53%

77.0
39.0
\\\“\ }h\‘m‘\m“\‘\MHH-\Z?.‘O\“\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #35641: 2(1H)-Quinolinone, 4-methyl-
130.0

T
17.50 18.00

o

5000 m/z 158.10 20.77%
39.0 77"0 ‘
[o L ih ALk ‘\‘\‘ - 1 M
m/z--> 50 100 150 200 250 300 350
Abundance #35950: 6-Methyl-2-oxo-1H-pyridine-3,4-dicarbonitrile
130.0 17.50 18.00

m/z 103.10  11.25%

5000
89.0
szw ‘
0 Nn Il \\L I ‘H\ | |

T 5
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 20 2(1H)-Quinolinone, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.839 9.57 ng/ul 2274000  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(1H)-Quinolinone, 4-methyl- 159 C10H9NO 000607-66-9 96
2 2(1H)-Quinolinone, 4-methyl- 159 C10H9NO 000607-66-9 95
3 1-Naphthalenol, 2-amino- 159 C10HSNO 000606-41-7 91
4 1-Naphthalenol, 2-amino- 159 C10HSNO 000606-41-7 91
5 2(1H)-Quinolinone, 4-methyl- 159 C10H9NO 000607-66-9 91
Abundance Scan 2457 (17.839 min): BM037748.D\data.ms (-2449) (- | m/z 130.05 100.00%
130.1
T T
39,1 77"1 1 17.50 18.00
by ko #75 2300 2821 386« /7 159.16  69.08%
m/z--> 50 100 150 200 250 300 350
Abundance #35640: 2(1H)-Quinolinone, 4-methyl-
130.0
5000 - —
17.50 18.00
270 m/z 131.05 18.09%
O\\\\}“\M\‘HL\‘{“‘L\‘\‘\‘1\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #35641: 2(1H)-Quinolinone, 4-methyl-
130.0
P CE
17.50 18.00
5000 m/z 77.10 14.68%
39.0 770
obudod b 4
m/z--> 50 100 150 200 250 300 350
Abundance #35611: 1-Naphthalenol, 2-amino- — —
159.0 17.50 18.00
m/z 103.10 11.26%
5000
103.0
28.0 5 |
e R = s
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 21 2(1H)-Quinolinone, 4,8-dime... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
17.909 2.25 ng/ul 534476  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(1H)-Quinolinone, 4,8-dimethyl- 173 C11H11NO 005349-78-0 93
2 3,5-Dimethyl-4-(2-furyl)pyridine 173 C11H11NO 078563-72-1 90
3 2(1H)-Quinolinone, 4,8-dimethyl- 173 C11H11NO 005349-78-0 87
4 2(1H)-Quinolinone, 4,6-dimethyl- 173 C11H11NO 023947-37-7 83
5 1,6-Dimethyl-2(1H)-quinolinone 173 C11H11NO 029969-49-1 80
Abundance Scan 2469 (17.909 min): BM037748.D\data.ms (-2465) (- | m/z 173.10 100.00%
173.1
—5
9.1 77.0 1151 ‘ 212.1 18.00
o) | \‘\uh‘u‘ Iy i’ n \h‘h \\‘ \H - ‘h‘ [ : ‘2‘8‘1-‘1‘ ‘3‘26-“ m/z 144.05 51.29%
miz--> 50 100 150 200 250 300
Abundance #48352: 2(1H)-Quinolinone, 4,8-dimethyl-
173.0
5000 — 1
18.00
39.0 115.0 m/z 172.10  27.72%
O\\\‘“‘m‘\“d\\m H\“H“‘ M \\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #48353: 3,5-Dimethyl-4-(2-furyl)pyridine
173.0
—
18.00
5000 m/z 158.10 16.55%
770 1300
oL wm N I
m/z--> 50 100 150 200 250 300
Abundance #48359: 2(1H)-Quinolinone, 4,8-dimethyl-
173.0 18.00
m/z 115.05 14.28%
5000
128.
oz S0 L .
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 22 2,3-Dimethylquinolin-4(1H)-one Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
18.245 2.44 ng/ul 581001  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(1H)-Quinolinone, 4,8-dimethyl- 173 C11H11NO 005349-78-0 76
2 2(1H)-Quinolinone, 4,8-dimethyl- 173 C11H11NO 005349-78-0 70
3 2,3-Dimethylquinolin-4(1H)-one 173 C11H11NO 058596-45-5 64
4 4-Quinolinol, 2,8-dimethyl- 173 C11H11NO 1010351-37-0 59
5 3-Methyl-4-phenyl-1H-pyrazol-5-a... 173 C10H11N3 060419-81-0 53

Abundance Scan 2526 (18.245 min): BM037748.D\data.ms (-2519) (- | m/z 173.10 100.00%
173.1
- J‘/U\J\/J\A\/\j\
39 77 11151 ‘ 18.00 18.50
ob— M(q i “““ y “‘\‘uﬂ‘ u‘u huh i H‘ ‘ ‘2‘1‘2;0‘2‘5’1-‘1‘ ——— $?§ m/z 144.05 31.14%
m/z--> 50 100 150 200 250 300 350
Abundance #48352: 2(1H)-Quinolinone, 4,8-dimethyl-
173.0
5000 —r a
18.00 18.50
39.0 115.0 m/z 170.05 23.16%
‘ 77.0
oLb— ‘\h ‘h\‘\‘\\‘\\ﬂ‘\‘u” TN \‘\! “H‘\‘ “‘ R R
miz--> 50 100 150 200 250 300 350
Abundance #48359: 2(1H)-Quinolinone, 4,8-dimethyl-
178.0
el —
18.00 18.50
5000 ITI/Z 115.05 16.10%
71.0 128.
oL 27q \‘MHM‘HJ ‘u“u‘ H \H ‘H‘ “‘ N
m/z--> 50 100 150 200 250 300 350
Abundance #48343: 2,3-Dimethylquinolin-4(1H)-one T —
173.0 18.00 18.50
m/z 172.05 15.50%
5000
130.
270 77.0 ‘ ‘
oL— \\ ‘“““‘\M\“‘\\““L‘\M\‘\‘\““\\\\‘\\\\’\\\\‘\\\\‘\ —r —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 23 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.356 3.89 ng/ul 923615 Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91
Abundance Scan2545(18356nﬂm BMO037748.D\data.ms (-2540) (- m/z 43.10 100.00%
43.
" 1204 J\rl/i
0 ‘ T T ‘ T
‘ 1711 2132 506 o 1800 18.50
0 e s bl L A3 nyz 73,10 94.35%
mfz--> 100 150 200 250 300
Abundance #143510 n-Hexadecanoic acid
5000 129.0 N T
18.00 18.50
1710 213.0 256.0 m/z 60.10 83.41%
O\\\\‘ m\h”w u‘\ i \ ‘\\\‘\‘\“\‘\\ “\H\ ——
m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0 |
— P——l
18.00 18.50
5000 m/z 41.10 79.66%
129.0
213.0
171.0 ‘
0! “\u‘mmw ‘ “‘ ‘L “‘u\‘ - “‘ e
miz--> 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid o —
73.0 18.00 18.50
m/z 55.10 72.94%
129.0 256.0
5000 213.0
17 1.0
0\\“\ m\‘m\ \\‘\H\ \“\\\‘\“\‘\‘\\“\\\\‘\\\\ = —
m/z--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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 24 3,4-Dihydrocyclopenta[b]ind... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.245 4.55 ng/ul 1082310  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,4-Dihydrocyclopenta[b]indol-1(... 171 C11H9NO 1000305-37-5 76
2 1,4-Dihydrocyclopenta[b]indol-3(... 171 C11H9NO 016244-15-8 70
3 2(1H)-Pyridinone, 4-phenyl- 171 C11H9NO 019006-81-6 64
4 2-(Phenylamino)cyclopenta-2,4-di... 171 C11H9NO 1000436-42-6 60
5 Pyridine, 4-phenyl-, 1-oxide 171 C11HSNO 001131-61-9 60

Abundance Scan 2696 (19.245 min): BM037748.D\data.ms (-2690) (- | m/z 171.05 100.00%

1711
115.1
5000

63.0 ‘ L 19.00 19.50
Awdwnw‘mw‘ﬂﬂ | 2179 2811 3421 428! .0 495 19  53.74%

m/z--> 50 100 150 200 250 300 350 400
Abundance  #46442: 3,4-Dihydrocyclopenta[blindol-1(2H)-one
171.0

5000
115.0 19,00 19'50
m/z 143.00 50.10%

71.0
\\\“\‘\‘\“\‘\“\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #46441: 1,4-Dihydrocyclopenta[blindol-3(2H)-one
143.0
A

o

o

—
19.00 1950
5000 ITI/Z 199.00 28.64%
89.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #46431: 2(1H)-Pyridinone, 4-phenyl- ~«~A = —r==
171.0 19.00 19.50
m/z 170.10  22.83%
51.0
ok e A A
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acq On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc

ALS Vvial : 60

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M

. SVOA CALIBRATION

: 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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
21.321  3.56 ng/ul 786116 Chrysene-di2 21.633
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene %66 CloH38 018435-45-5 9
2 1-Docosene 308 C22H44 001599-67-3 94

3 Heptafluorobutyric acid, hexadec... 438 C20H33F702
4 Pentafluoropropionic acid, hepta... 402 C20H35F502
5 Trifluoroacetoxy hexadecane 338 C18H33F302

006385-15-5 91
959218-78-1 91
006222-03-3 91

Abundance Scan 3049 (21.321 min): BM037748.D\data.ms (-3045) (- | m/z 43.10 100.00%

43.1
97.1
5000
— —
‘154220?1 270 21.00 21.50
o hALLLISA2 | 2650 327.0 4158 4910 /. 5716 97.34%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 = e
21.00 21.50
m/z 55.10 86.65%
0 UL ”\ 1°.0210.0266.0
‘\\\‘\\\\\\\1‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Y

Abundance  #321013: Heptafluorobutyric acid, hexadecy! ester
57.0 21.00 21.50

m/z 69.10  68.50%

Abundance #209741: 1-Docosene
55.0
21.00 21.50
5000 m/z 83.10 72.49%
111.0
0 { MJJ 167.0 308.0

_“‘H““H‘“w“H‘H‘W‘H“H‘w‘u‘_“w‘

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

5000 111.0

1690

224,
ol LU LT 2280 4200
B O O P T .o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

|
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
BM@37748.D

Nov 2022 00:13

: CG/JU
: N5694-06

. 60

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M

. SVOA CALIBRATION

: 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 26 Supraene Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
22.909 3.19 ng/ul 616160 Perylene-di12 24.127
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 3-Cyclohexene-1-carboxaldehyde, ... 192 C13H200 052475-89-5 64
3 trans-Farnesol 222 C15H260 000106-28-5 64
4 2,6,10,14-Hexadecatetraen-1-0l1, ... 332 C22H3602 061691-98-3 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64

Abundance Scan 3319 (22.909 min): BM037748.D\data.ms (-3315) (- | m/z 69.10 100.00%
69.1
5000 AP/\
23.00
137.0 .
obbibd kil 200t 2811 35714132  505. . g11p  46.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 1
23.00
m/z 41.10 28.84%
137.0
obobidid iyl 191.0 2730 341.0 4100
\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66946: 3-Cyclohexene-1-carboxaldehyde, 3-(4-methyl-3
69.0
——
23.00
5000 m/z 68.10 12.03%
\ 1630
0 H‘upﬂUﬂﬂm‘u‘u‘d‘u‘“H“‘H“‘H“‘H“‘H“‘H
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #101946: trans-Farnesol 7
69.0 23.00
m/z 95.10 10.98%
5000
136.0
ol tdbadpd 2229 A
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37748.D

Acqg On : 27 Nov 2022 00:13
Operator : CG/JU

Sample : N5694-06

Misc :

ALS Vvial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA 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|
Indane 8.486 3.1 ng/ul 223643 1 8.110 1462370 20.0
3-Methylphenyla... 8.651 12.5 ng/ul 910801 1 8.110 1462370 20.0
Benzofuran, 2-m... 9.475 36.0 ng/ul 2631070 1 8.110 1462370 20.0
2-Propenal, 3-p... 9.598 7.8 ng/ul 907684 2 10.928 2322030 20.90
3-Phenyl-2-prop... 9.663 9.1 ng/ul 1050880 2 10.928 2322030 20.0
Benzo[b]thiophe... 12.039 10.2 ng/ul 1188590 2 10.928 2322030 20.0
Benzo[b]thiophe... 12.474 4.5 ng/ul 522440 2 10.928 2322030 20.0
Methylchromone 15.127 2.1 ng/ul 329754 3 14.733 3192810 20.0
Indane-5-carbox... 15.210 2.5 ng/ul 406689 3 14.733 3192810 20.0
2-Indolinone, e... 16.080 2.9 ng/ul 459215 3 14.733 3192810 20.0
5-Aminoindan 16.468 39.8 ng/ul 9470120 4 17.468 4754720 20.0
Isoquinoline, 5... 16.651 21.0 ng/ul 4986170 4 17.468 4754720 20.0
benzo[b]thiophe... 16.692 4.7 ng/ul 1117800 4 17.468 4754720 20.0
2(1H)-Quinolino... 17.051 27.5 ng/ul 6528840 4 17.468 4754720 20.0
1-Naphthalenami... 17.233 2.5 ng/ul 598152 4 17.468 4754720 20.0
unknown-01 17.380 66.2 ng/ul 15746400 4 17.468 4754720 20.0
2-Naphthalenol,... 17.692 2.6 ng/ul 610867 4 17.468 4754720 20.0
4-Quinolinol, 2... 17.727 2.0 ng/ul 486455 4 17.468 4754720 20.0
2(1H)-Quinolino... 17.839 9.6 ng/ul 2274000 4 17.468 4754720 20.0
2(1H)-Quinolino... 17.909 2.3 ng/ul 534476 4 17.468 4754720 20.0
2,3-Dimethylqui... 18.245 2.4 ng/ul 581001 4 17.468 4754720 20.0
n-Hexadecanoic ... 18.356 3.9 ng/ul 923615 4 17.468 4754720 20.0
3,4-Dihydrocycl... 19.245 4.5 ng/ul 1082310 4 17.468 4754720 20.0
(DEL) Alkane: S... 21.321 3.6 ng/ul 786116 5 21.633 4421140 20.0
Supraene 22.909 3.2 ng/ul 616160 6 24.127 3859650 20.0
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