LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acqg On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc :

ALS Vvial : 67 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-BM@41823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@39515.D\data.ms

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

# min scan scan scan TY height area % max. total
1 6.484 580 586 593 rBV 145583 227494 0.60% 0.289%
2 6.795 634 639 644 rVB 32122 49083 0.13% 0.062%
3 6.907 651 658 664 rBV 42583 75151 ©.20% 0.095%
4 7.037 675 680 693 rVB 54792 95255 ©.25% 0.121%
5 7.248 711 716 722 rVB 33872 57122 ©0.15% 0.073%
6 7.466 747 753 765 rBV 136708 240664 ©.63% 0.306%
7 7.825 808 814 827 rBV 669464 1199024 3.15% 1.522%
8 7.937 828 833 844 rW3 47017 141899 ©0.37% 0.180%
9 8.037 845 850 859 rVB 70517 117621 0.31% 0.149%
106 8.195 871 877 888 rBV 166754 285012 ©.75% 0.362%
11 8.936 998 1003 1011 rBV4 19466 39737 ©0.10% 0.050%
12 9.013 1011 1016 1023 rVvV4 41407 101757 0.27% 0.129%
13  9.066 1023 1025 1038 rVW4 17620 42283 0.11% ©.054%
14  9.325 1061 1069 1074 rBV2 17919 39085 ©0.10% ©0.050%
15 9.754 1133 1142 1149 rBV7 29990 67154 0.18% ©0.085%
16 9.878 1157 1163 1170 rBV 46085 82013 0.22% 0.104%
17 9.972 1170 1179 1183 rW 51718 104907 ©0.28% 0.133%
18 10.042 1183 1191 1201 rVVv4 132399 454870 1.20% ©.577%
19 10.130 1201 1206 1209 rVV 69545 137818 0.36% 0.175%
20 10.172 1209 1213 1221 rVB4 68364 134152 0.35% 0.170%

21 10.636 1285 1292 1295 rBV 1032324 1928571 5.07%  2.448%
22 10.695 1295 1302 1316 rVV 19635245 38033794 100.00% 48.281%
23 10.807 1316 1321 1332 rVB 191591 405033 1.06% ©0.514%
24 11.830 1490 1495 1512 rBV 101539 283825 0.75% ©.360%
25 12.195 1550 1557 1564 rVB 77956 129886 ©0.34% ©.165%

26 12.301 1567 1575 1589 rBV 3259104 5409669 14.22% 6.867%
27 12.419 1589 1595 1602 rVV2 96857 255647 0.67% ©.325%
28 12.519 1603 1612 1626 rVB 1625640 2738998 7.20% 3.477%
29 12.730 1643 1648 1657 rVB 18875 38516 ©0.10% ©0.049%
30 13.042 1692 1701 1711 rBV2 23683 66630 0.18% ©0.085%
31 13.254 1732 1737 1742 rBV2 27738 45621 0.12% 0.058%
32 13.313 1742 1747 1762 rBV 474244 898972  2.36% 1.141%
33 13.513 1775 1781 1794 rVB 95704 204445 0.54% 0.260%
34 13.642 1796 1803 1804 rBV 92344 122918 0.32% ©.156%
35 13.801 1822 1830 1835 rBV2 194898 406173 1.07% ©.516%
36 13.854 1835 1839 1843 rVV 104409 164053 0.43% 0.208%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acqg On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc :

ALS Vvial : 67 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-BM@41823.MA.M
Title : SVOA CALIBRATION
37 13.895 1843 1846 1856 rVB 76474 129998 0.34% ©.165%
38 14.013 1860 1866 1868 rBV 72326 120199 0.32% ©0.153%
39 14.036 1868 1870 1874 rVB 46249 54388 0.14% ©0.069%
40 14.177 1889 1894 1897 rBV2 80842 139547 0.37% ©.177%
41 14.201 1897 1898 1908 rVB 58987 71382 0.19% 0.091%
42 14.483 1937 1946 1951 rVV 1814353 2835654 7.46% 3.600%
43 14.542 1951 1956 1965 rVV 2476803 3776412 9.93% 4.794%
44 14.624 1965 1970 1984 rVB 348335 587441 1.54% 0.746%
45 14.789 1990 1998 2004 rBv2 37651 58050 0.15% 0.074%
46 14.883 2008 2014 2041 rVB 1113086 2044822 5.38% 2.596%
47 15.477 2110 2115 2119 rBvV 100943 150778 0.40% ©.191%
48 15.530 2119 2124 2136 rVV 880845 1319920 3.47% 1.676%
49 15.654 2142 2145 2148 rVWVv2 29181 41205 0.11% ©.052%
50 15.695 2148 2152 2157 rVB4 44449 62354 0.16% ©0.079%
51 15.830 2171 2175 2185 rVB2 39280 83029 0.22% 0.105%
52 15.977 2193 2200 2207 rBV2 46014 102740 0.27% 0.130%
53 16.054 2207 2213 2222 rVB 40298 85146 0.22% ©0.108%
54 16.218 2236 2241 2250 rBV2 27345 54021 0.14% ©.069%
55 16.330 2255 2260 2267 rVB 24348 42623 0.11% 0.054%
56 16.542 2285 2296 2303 rBV5 17295 58578 0.15% ©0.074%
57 16.889 2347 2355 2364 rBv4 26295 68632 0.18% ©.087%
58 17.054 2378 2383 2390 rVB 61624 91607 0.24% ©0.116%
59 17.230 2404 2413 2417 rBV 2120030 3143933 8.27% 3.991%
60 17.277 2417 2421 2427 rVV 821160 1286139 3.38% 1.633%
61 17.336 2427 2431 2445 rVB3 181478 407483 1.07% ©.517%
62 17.648 2475 2484 2500 rBV 927837 1693302 4.45% 2.150%
63 17.777 2503 2506 2516 rVB4 24351 46594 ©.12% ©0.059%
64 18.171 2567 2573 2581 rBV 56246 105299 0.28% ©0.134%
65 18.312 2592 2597 2608 rBV2 33119 67797 0.18% ©0.086%
66 19.295 2760 2764 2772 rBV 60037 97868 0.26% ©.124%
67 19.630 2816 2821 2825 rBV 128314 206226 0.54% 0.262%
68 21.424 3121 3126 3138 rBV 1757550 2634989 6.93% 3.345%
69 23.788 3521 3528 3542 rVB2 1031833 2282126 6.00% 2.897%
Sum of corrected areas: 78775134
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM039515.D\data.ms
10.695
1.5e+07
1e+07
5000000
10.
6.484 BT AA66 " SBOBI9S  sopamEm 25 0 pROMAED 10007 114
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\"v_r‘j\‘rﬁ—r‘ \\r\f\\\‘\\\\‘\T\\‘\\’f?d\\"\\\’\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM039515.D\data.ms
1.5e+07
1le+07
5000000
12.301 454
12.519 1£ % 17230
14.883 15.530 g_
oL 12 e 7ar. a@z@%ﬁm &’rﬁ 15, Wmmmzemm 61,@77181:82312 19.29%59.630
AR A e e R I e e e e e e e R e e e e N B e B i e D
Time--> 12.00 12.50 13.00 1350 14.00 1450 1500 1550 1600 1650 1700 1750 1800 18,50 19.00 19.50 20.00
Abundance TIC: BM039515.D\data.ms
1.5e+07
1e+07
5000000
21424 23.788
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41

Operator : CG/JU

Sample : 02296-16DL2 30X

Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 1 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
6.484  3.79 ng/ul 227494 1,4-Dichlorobenzene-d4  7.825
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 CloH16 007785-76-8 95

2 .alpha.-Pinene 136 C10H16 000080-56-8 95
3 .alpha.-Pinene 136 C10H16 000080-56-8 94
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 94
5 3-Carene 136 C10H16 013466-78-9 91
Abundance Scan 586 (6.484 min): BM039515.D\data.ms (-580) (-) m/z 93.00 100.00%
93.0
5000 /\
R RRERRII S
W 0 1361 1 ‘ 6.20 6.40 6.60 6.80
ok H“ AL L PR 2210 2820 0 9 95 43.49%
miz--> 100 150 200 250
Abundance #18190 (1R) -2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 \\\‘\\\\‘\\\\’\\\M
6.20 6.40 6.60 6.80
410 m/z 92.00 34.15%
| H 136.0
O T T M\ ‘\‘ “H T ‘h\ “ T - ‘\ \ T T ‘ T T T T ’ T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance #18027: .alpha.-Pinene
93.0
A RERRRRTENERESS AN
6.20 6.40 6.60 6.80
m/z 77.00 30.87%
5000 39.0
136.0
0 ‘\‘ I, H N\\‘\H\‘ ‘!\ ] ’\‘\\‘ “‘ e e P —
miz--> 50 100 150 200 250
Abundance #18035: .alpha.-Pinene PR R T
93.0 6.20 6.40 6.60 6.80
m/z 79.00 27.56%
5000
41.0
136.0
ol H‘NM”M ‘m,“h “ A “,‘A”
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.8
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.466 4.01 ng/ul 240664  1,4-Dichlorobenzene-d4 7.825

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
4 Mesitylene 120 C9H12 000108-67-8 90
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 753 (7.466 min): BM039515.D\data.ms (-747) (-) m/z 105.00 100.00%
105.0
A I
e e
390 /70 | 7.20 7.40 7.60 7.80

O e bt b Ml 1908 100.00  41.84%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0

5000 R
7.20 7.40 7.60 7.80

m/z 90.95 13.42%

77.0
51.0
\\\‘2\7\\0\“\\‘M‘\”“\‘\\\‘H’\\‘\\‘U\\‘\“"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl- M
105.0

7.20 7.40 7.60 7.80

o

5000 ITI/Z 76.95 12.59%
39.0 77.0
0 ;§?H\\M\M\NM\M\NH‘M\Nb\w\‘w\\‘w\\p\\w\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10705: Benzene, 1,2,4-trimethyl- e ARBEE AR LA
105.0 7.20 7.40 7.60 7.80

m/z 119.00  12.24%

5000

" 51.0 ’
0 \‘ ‘\ bl M ‘ Il ‘ /\

m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.936 2.37 ng/ul 141899 1,4-Dichlorobenzene-d4 7.825

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 87
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
3 2,4-Nonadiyne 120 C9H12 063621-15-8 87
4 Mesitylene 120 C9H12 000108-67-8 81
5 Mesitylene 120 C9H12 000108-67-8 81
Abundance Scan 833 (7.936 min): BM039515.D\data.ms (-828) (-) m/z 105.00 100.00%
105.0
5000
7.60 7.80 8.00 8.20
51.0 . . . .
34.0
Okt A P30 19092209 280« 7156 60 37.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10692: Mesitylene
105.0
5000 T T T T[T T T T T T
7.60 7.80 8.00 8.20
m/z 119.00 20.83%
51.0
O H\‘H\\“\\“P\h"\‘\\\‘H’H‘H‘HH‘\““HH‘\H\‘\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
7.60 7.80 8.00 8.20
5000 m/z 91.00 12.46%
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10697: 2,4-Nonadiyne R RRANEE LR
105.0 7.60 7.80 8.00 8.20
m/z 77.00 10.63%
5000
39.0
m/z--> 20 40 60 80 100120140160180200220240260280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.195 4.75 ng/ul 285012  1,4-Dichlorobenzene-d4 7.825

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Indane 118 CO9H1e 000496-11-7 87
3 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 83
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 80
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
Abundance Scan 877 (8.195 min): BM039515.D\data.ms (-871) (-) m/z 117.00 100.00%
117.0
5000
R ARAREEEEEE R
390 63.0 ‘ L 7.80 8.00 8.20 8.40 8.60
Ol el o W 1498 2090/ 118,00 54.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 T T T T
7.80 8.00 8.20 8.40 8.60
39.0 91.0 m/z 115.00  33.95%
Wi
O\]\-3\\0‘\‘\\\‘\\\\“‘\‘\\\’\\‘1\‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
REEE R
7.80 8.00 8.20 8.40 8.60
5000 m/z 91.00 16.47%
91.0
39.0 63.0
015°,L,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl- A T T TR
117.0 7.80 8.00 8.20 8.40 8.60
m/z 63.00 8.30%
5000 91.0
390 65.0
0 \‘ \\“ W

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 (+4)-2-Bornanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.042 4.72 ng/ul 454870  Naphthalene-d8 10.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 91
2 (+)-2-Bornanone 152 C10H160 000464-49-3 91
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1OH160 000464-48-2 90
4 (+)-2-Bornanone 152 C10H160 000464-49-3 90
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1OH160 000464-48-2 90
Abundance Scan 1191 (10.042 min): BM039515.D\data.ms (-1183) (1 m/z 115.00 100.00%
115.0
81.0
5000
41.0 WAM
152.0 N I
m 192.8 280 10.09
0 b, [ 1928 2800y 95 ep  81.34%
miz--> 50 100 150 200 250
Abundance #29113: (+)-2-Bornanone
95.0
5000 41.0 e I ‘
152.0 10.00
m/z 130.05  78.98%
0 \M\ LM HH‘ \‘M“ ! P “\ L B S S B B e
miz--> 50 100 150 200 250
Abundance #29115: (+)-2-Bornanone
95.0
——
10.00
m/z 129.05 70.92%
5000{ 41, /
152.0
fo) \\‘ LH ‘\M\‘ ‘! L o — —
miz--> 50 100 150 200 250
Abundance #29380: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S —— ‘
=
410 95.0 10.00
m/z 80.95 53.89%
5000
152.0 /\
RENE VU T T R N (W WY.L P
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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[c]thiophene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.807 4.20 ng/ul 405033  Naphthalene-d8 10.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
Abundance Scan 1321 (10.807 min): BM039515.D\data.ms (-1316) (- | m/z 134.00 100.00%
134.0
5000
— —
450 89‘0 ( 10.50 11.00
Obprrreptompber el ket e 20 S e 2895 m/z 89.00  13.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17519: Benzo[c]thiophene
134.0
5000
1050 1100
90.00 9.80%
89.0
O\’H\\4.‘5\)\9\“‘\‘\‘\\‘\\”\\‘HH‘\H“MHH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17518: Benzo[b]thiophene
134.0
1050 1100
5000 m/z 134.95 9.75%
89.0
o T Y
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17520: Benzo[b]thiophene
134.0 1050 1100
m/z 63.00 6.63%
5000
45.0 89.0
S Y A R
m/z--> 20 40 60 80 100120140160180200220240260280 1050 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 1Isoquinoline Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.830 2.94 ng/ul 283825 Naphthalene-d8 10.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isoquinoline 129 C9H7N 000119-65-3 96
2 Isoquinoline 129 C9H7N 000119-65-3 96
3 Quinoline 129 C9H7N 000091-22-5 96
4 Isoquinoline 129 C9H7N 000119-65-3 95
5 Quinoline 129 C9H7N 000091-22-5 95

Abundance Scan 1495 (11.830 min): BM039515.D\data.ms (-1490) (- | m/z 129.00 100.00%

129.0
5000
= —r=
51"0 10*0 . 1150 12.00
Ol e 909 280C 161,05 32.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15010: Isoquinoline
129.0
5000 = —
11.50 12.00
51.0 m/z 128.00 22.31%
{ 101.0
O’\\\\m‘H“}\“‘HH‘HH‘HH‘HHH‘\‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15006: Isoquinoline
129.0
— —
11.50 12.00
5000 ITI/Z 50.95 14.88%
51.0 10¥0
0,H‘wﬁkNHWMHJM‘WHH_H‘_HWH‘WHH_H‘_HWH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15001: Quinoline = /\f*‘ ‘
129.0 11.50 12.00
m/z 74.95 12.58%
5000

>
L

51.0 10¥0
0 H\ i \Hu H ‘

—
m/z--> 20 40 60 80 100120140160180200220240260280 11.50

=
12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 8 Benzo[b]thiophene, 2-methyl- Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
12.419 2.65 ng/ul 255647  Naphthalene-d8 10.636
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, 2-methyl- 148 C9H8S 001195-14-8 91
3 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 91
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 91
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 91

Abundance Scan 1595 (12.419 min): BM039515.D\data.ms (-1589) (- | m/z 147.00 100.00%
147.0
5000
12.50
M97ﬂ)1wo :
0 bl il 1928 2805 m/z 147.95  75.06%

m/z--> 20 40 60 80 100120140160180200220 240260280

Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0
5000 L
12.50
m/z 149.00 13.32%
45.0 74‘0 115.0 ‘
O’\\\\“\‘\“\\“‘\\‘\‘\“\Hf“‘\\\‘\“\\H‘\ H‘HH‘HH‘\\H‘HH‘\\H‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
12.50
5000 ITI/Z 120.90 8.39%
45.0 740 115.0 ‘
Obprrett At e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26960: Benzo[b]thiophene, 4-methyl- S ‘
147.0 12.50

m/z 76.95 6.24%

5000
470 74.0 1150 |
[N MM - I

0

m/z-->

20 40 60 80 100120140

160180200220240260280

1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41

Operator : CG/JU

Sample : 02296-16DL2 30X

Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 9 Naphthalene, 1,3-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.801 2.86 ng/ul 406173  Acenaphthene-d10 14.483
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95

Abundance Scan 1830 (13.801 min): BM039515.D\data.ms (-1822) (- | m/z 156.00 100.00%
156.0
5000
115.0 s ——
39.0 77.0 13.50 14.00
. (
0 o200 2808 n/z 140.95  73.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
5000 = —
13.50 14.00
m/z 157.00 42.19%
115.0
39.0 160
O' ‘HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0
V.V VAW Mo
13.50 14.00
5000 m/z 155.00  25.77%
115.0
0 710 I
O ettt b A e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33150: Naphthalene, 2,3-dimethyl- = : ‘J\r ‘
156.0 13.50 14.00
m/z 114.95 22.00%
5000
115.0
o"wﬁ%’?u‘,‘:ﬁ,(‘)‘H‘H“"Mlu‘\“u!““‘H‘,"H_ww_ww,u B =
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00

SFAM-EPA-BM041823.MA.M Thu Apr 20 13:12:13 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acq On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 10 2-Naphthalenecarbonitrile Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.624 4.14 ng/ul 587441  Acenaphthene-d10 14.483
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 97
2 1-Naphthalenecarbonitrile 153 C11H7N 000086-53-3 93
3 1-Naphthalenecarbonitrile 153 C11H7N 000086-53-3 91
4 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 90
5 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 72
Abundance Scan 1970 (14.624 min): BM039515.D\data.ms (-1965) (- | m/z 153.00 100.00%
158.0
5000
1450 1500
63.0 12#_0 : :
O e 270 T e 2808 /7 125,95 19.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30446: 2-Naphthalenecarbonitrile
158.0
5000 L ]L
14.50 15.00
m/z 154.00 11.08%
63.0
O2’\7\9‘\\\\“\\\Hl‘HH“‘H\].\‘Z%'\O\‘H}\‘HH‘HH‘HH‘HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #30441: 1-Naphthalenecarbonitrile
1538.0
— —
14.50 15.00
5000 m/z 63.00 7.66%
63.0
N S N —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30443: 1-Naphthalenecarbonitrile
153.0 1450 1500
m/z 75.00 5.92%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 1450 1500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39515.D

Acqg On : 20 Apr 2023 03:41
Operator : CG/JU

Sample : 02296-16DL2 30X
Misc

ALS vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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|
(1R)-2,6,6-Trim... 6.484 3.8 ng/ul 227494 1 7.825 1199020 20.0
Mesitylene 7.466 4.0 ng/ul 240664 1 7.825 1199020 20.0
Benzene, 1,2,3-... 7.936 2.4 ng/ul 141899 1 7.825 1199020 20.0
Indane 8.195 4.8 ng/ul 285012 1 7.825 1199020 20.0
(+)-2-Bornanone 10.042 4.7 ng/ul 454870 2 10.636 1928570 20.0
Benzo[c]thiophene 10.807 4.2 ng/ul 405033 2 10.636 1928570 20.0
Isoquinoline 11.830 2.9 ng/ul 283825 2 10.636 1928570 20.0
Benzo[b]thiophe... 12.419 2.6 ng/ul 255647 2 10.636 1928570 20.0
Naphthalene, 1,... 13.801 2.9 ng/ul 406173 3 14.483 2835650 20.0
2-Naphthaleneca... 14.624 4.1 ng/ul 587441 3 14.483 2835650 20.0
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