LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS Vvial : 39 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51541.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.230 289 296 302 rBv2 12633 21167 ©0.19% 0.063%
2 7.239 629 638 646 rBV8 9105 25428 0.23% 0.076%
3 7.356 652 658 662 rBVv2 18091 30089 0.27% 0.089%
4 7.409 662 667 676 rVB3 21293 38825 ©0.35% 0.115%
5 7.491 676 681 688 rVB 28873 44862 0.41% 0.133%
6 7.585 688 697 706 rBV2 26902 60062 ©0.54% 0.178%
7 7.803 721 734 740 rBV3 34861 76043  0.69% 0.226%
8 7.926 749 755 762 rVB 49319 82254 0.74% 0.244%
9 8.278 804 815 821 rBV 120834 202947 1.83% 0.603%
10 8.419 830 839 847 rVB2 85492 151776 1.37% 0.451%
11 8.666 873 881 888 rBB 56832 99343 0.90% 0.295%
12 8.825 902 908 915 rVWv2 20476 40671 0.37% 0.121%
13 8.925 919 925 928 rw2 16976 29857 0.27% 0.089%
14 8.966 928 932 940 rVB3 32681 58775 ©.53% 0.175%
15 9.400 1000 1006 1009 rvv4 17507 29581 0.27% ©0.088%
16 9.441 1009 1013 1017 rVvv2 34925 62844 0.57% 0.187%
17 9.483 1017 1020 1025 rVV 21810 35566 ©.32% 0.106%
18 9.541 1025 1030 1037 rVB4 12968 22586 0.20% 0.067%
19 9.923 1090 1095 1101 rVV2 18722 30878 0.28% 0.092%
20 9.988 1101 1106 1114 rVB3 16651 29492 0.27% 0.088%
21 10.176 1133 1138 1144 rBV3 26320 47525 0.43% 0.141%
22 10.235 1144 1148 1153 rVB4 12887 20037 0.18% 0.060%
23 10.311 1153 1161 1165 rBV3 22323 47222 0.43% 0.140%
24 10.358 1165 1169 1175 rVB2 34228 59478 ©.54% 0.177%
25 10.470 1183 1188 1191 rBV 41305 70021 0.63% 0.208%
26 10.517 1191 1196 1203 rVB5 91276 199539 1.80% 0.593%
27 10.657 1211 1220 1225 rBV3 42271 80227 0.72% 0.238%
28 10.728 1225 1232 1241 rVV2 42870 90228 0.81% 0.268%
29 11.004 1272 1279 1288 rBV3 17520 36174 0.33% 0.107%
30 11.122 1292 1299 1301 rVV 136544 244786 2.21% 0.727%
31 11.186 1301 1310 1317 rVV 5216249 11072050 100.00% 32.894%
32 11.292 1322 1328 1337 rVB 73285 131478 1.19% 0.391%
33 11.868 1417 1426 1432 rVV7 9413 19047 0.17% 0.057%
34 12.479 1524 1530 1536 rVvB3 21283 37769 0.34% 0.112%
35 12.655 1553 1560 1569 rBV 52759 93418 0.84% 0.278%

36 12.766 1569 1579 1586 rVV 2122230 3689723 33.32% 10.962%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS Vvial : 39 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION

37 12.872 1590 1597 1603 rvv2 118167 222346 2.01% 0.661%
38 12.978 1603 1615 1624 rVB 1246311 2080050 18.79% 6.180%
39 13.319 1668 1673 1678 rVV3 23487 42266 0.38% 0.126%
40 13.747 1740 1746 1755 rVB 341507 522461 4.72% 1.552%
41 13.947 1774 1780 1790 rVB 101993 186243 1.68% 0.553%
42 14.088 1796 1804 1812 rVB4 103927 279721 2.53% 0.831%
43 14.235 1822 1829 1834 rBV 158745 291704 2.63% 0.867%
44 14.294 1834 1839 1847 rVV2 148303 285275 2.58% 0.848%
45 14.470 1863 1869 1872 rBV 56074 87671 ©.79% 0.260%
46 14.505 1872 1875 1885 rVB4 23068 37170 0.34% 0.110%
47 14.605 1885 1892 1901 rBVS5 181260 384873  3.48% 1.143%
48 14.676 1901 1904 1910 rVBS 19427 29232 0.26% 0.087%
49 14.875 1933 1938 1940 rBV 70662 99587 0.90% 0.296%
50 14.911 1940 1944 1949 rVwV 252984 410652 3.71% 1.220%
51 14.981 1949 1956 1961 rVV 1389443 2266749 20.47% 6.734%
52 15.034 1961 1965 1969 rvVv 94007 140273 1.27% 0.417%
53 15.075 1969 1972 1976 rVB3 33199 45045 0.41% 0.134%
54 15.169 1985 1988 1992 rBV2 15374 20461 0.18% 0.061%
55 15.216 1992 1996 2003 rVB2 35062 57485 ©0.52% 0.171%
56 15.310 2005 2012 2018 rBV 831432 1280259 11.56% 3.803%
57 15.375 2018 2023 2028 rVB8 15643 26900 0.24% 0.080%
58 15.680 2069 2075 2080 rBV5 19090 42862 0.39% 0.127%
59 15.821 2094 2099 2104 rVB3 23418 38547 0.35% 0.115%
60 15.897 2104 2112 2116 rBV 114985 191481 1.73% 0.569%
61 15.956 2116 2122 2127 rBV 597970 886431 8.01% 2.633%
62 16.050 2132 2138 2140 rVVe6 19831 37612 0.34% 0.112%
63 16.074 2140 2142 2146 rVV3 27036 44706 0.40% 0.133%
64 16.115 2146 2149 2155 rVV3 51108 80385 0.73% 0.239%
65 16.203 2160 2164 2167 rVV2 27135 42208 0.38% 0.125%
66 16.244 2167 2171 2179 rVB 65882 106600 0.96% 0.317%
67 16.403 2191 2198 2205 rVv4 77957 208146 1.88% 0.618%
68 16.485 2209 2212 2217 rVB3 14259 19082 0.17% 0.057%
69 16.620 2225 2235 2243 rBV2 219528 436001 3.94% 1.295%
70 16.720 2247 2252 2257 rBV4 24213 52767 0.48% 0.157%
71 16.802 2262 2266 2270 rBV6 15719 23817 0.22% 0.071%
72 16.925 2280 2287 2290 rBV3 22054 45139 0.41% 0.134%
73 16.955 2290 2292 2297 rVV3 23695 31109 0.28% 0.092%
74 17.113 2314 2319 2326 rVB3 30802 49125 0.44% 0.146%
75 17.249 2335 2342 2346 rBV3 31437 57691 ©0.52% 0.171%

76 17.301 2346 2351 2358 rVB 104983 161507 1.46% ©.480%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS Vvial : 39 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_ G\Methods\SFAM-EPA-BG121421.M

Title : SVOA CALIBRATION

77 17.472 2375 2380 2386 rVB 75630 113507 1.03% ©.337%
78 17.654 2406 2411 2415 rVV 345228 585053 5.28% 1.738%
79 17.701 2415 2419 2424 rW 763264 1193105 10.78% 3.545%
80 17.754 2424 2428 2439 rVB2 140982 258283 2.33% 0.767%
81 17.860 2439 2446 2451 rBV3 45249 75496 0.68% 0.224%
82 17.942 2457 2460 2469 rVB6 10112 20502 0.19% 0.061%
83 18.053 2471 2479 2484 rVWV 420444 666244 6.02% 1.979%
84 18.106 2484 2488 2492 rVV3 11487 21948 ©0.20% ©.065%
85 18.147 2492 2495 2506 rVB6 14626 32295 0.29% 0.096%
86 18.441 2541 2545 2555 rVB9 14406 29962 0.27% 0.089%
87 18.529 2556 2560 2563 rBV 18583 25723 ©0.23% 0.076%
88 18.576 2563 2568 2572 rVB4 21040 34989 0.32% 0.104%
89 18.729 2585 2594 2604 rBV3 38613 81787 0.74% 0.243%
990 18.899 2619 2623 2628 rVvV2 23043 34278 0.31% 0.102%
91 19.058 2645 2650 2656 rVB 53826 76136 0.69% 0.226%
92 19.434 2708 2714 2718 rBV3 28415 45104 0.41% 0.134%
93 19.645 2746 2750 2755 rBV7 13127 27487 0.25% 0.082%
94 19.698 2755 2759 2764 rVB 56173 79236 0.72% ©.235%
95 19.927 2794 2798 2802 rBV4 30826 40480 ©0.37% 0.120%
96 20.027 2809 2815 2824 rBv2 179972 301173 2.72% 0.895%
97 20.474 2887 2891 2897 rBV 30049 42693 ©0.39% 0.127%
98 21.972 3140 3146 3154 rBV 355186 616359 5.57% 1.831%
99 25.220 3693 3699 3709 rVB2 78889 224785 2.03% 0.668%
100 25.467 3732 3741 3752 rVB3 188287 570082 5.15% 1.694%

Sum of corrected areas: 33660114
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X
Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051541.D\data.ms
5000000 11.186

4000000
3000000

12.766
2000000

2.978
1000000

5.230 St 08292 11668 121088572

O T 1T ‘ T 1T ‘ L ‘ T T ‘ L ‘ L ‘ L ‘ \.\7TAT"\'T‘F/\\7\A"_Y_T\ \"_r/\/i\ﬂf\m“!_!_f\ ‘W_Y_Y_\ T\\ V‘T \7_17‘ (I \ﬁ—y—v—v—‘r'r—y—v—v—v—r“r\ [l ‘ﬁ
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 13.00
Abundance TIC: BG051541.D\data.ms

5000000

4000000

3000000

2000000

1000000

21.972

AUEAS0580. G771 20.474

oF b 4 ] H‘HH‘HH‘HH‘HH‘HH‘\H\‘HHHH‘HH‘HH‘HH‘HH‘HH
Time--> 13.50 14.00 1450 1500 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: BG051541.D\data.ms
5000000

)

4000000

3000000

2000000

1000000

25. 230167

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\‘\

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\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1,2,3-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.491 4.42 ng/ul 44862 1,4-Dichlorobenzene-d4 8.278

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 681 (7.491 min): BG051541.D\data.ms (-676) (-) m/z 105.15 100.00%
106.2
5000 120.2
N mERREREREE S
391 g3y 10 912 7.20 7.40 7.60 7.80
H‘\\H‘HH‘\\H“\H\“\‘\H‘\‘\‘H‘HH“‘HH“HH‘\M\‘H‘H“‘Hu‘ m/Z 120.15 45.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0 \\\‘\A\\A\AH\‘\/\\H‘HH
7.20 7.40 7.60 7.80
39.0 770 910 m/z 77.05 16.13%
‘ 63.0 ‘ :
H‘\\\\‘2\\5\"9‘H\H‘HHH‘\‘\H“}UH‘H\M‘HH“‘MH‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10691: Mesitylene
105.0
1200 \\\‘\m‘\‘\\\\‘”\r\\\\m\ﬂ\\\
7.20 7.40 7.60 7.80
5000 m/z 91.15 14.24%
39.0 77.0 91.0
280 T80
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A h
Abundance #10692: Mesitylene A 1 Y N
105.0 7.20 7.40 7.60 7.80
m/z 79.15 9.85%
5000 120.0
77.0
51.0 91.0
SN N Y- e Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1,2,4-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.926 8.11 ng/ul 82254 1,4-Dichlorobenzene-d4 8.278

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 755 (7.926 min): BG051541.D\data.ms (-749) (-) m/z 105.15 100.00%
105.2
5000
120.2 /\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
39.1 631 (7-0 910 | 7.60 7.80 8.00 8.20
et e w2z 120015 36.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
L A
5000 120.0 T T T T T T T T T
7.60 7.80 8.00 8.20
28.0 770 910 m/z 119.15 16.38%
\\%\4‘\'.\0\’ T \“\’HH"‘\ T H"“\‘\ T \‘Gﬁho\‘\\\m‘\\\\“\ T \‘\H 1 \‘H‘\‘\“‘\ T \‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
 EmaTA T
7.60 7.80 8.00 8.20
m/z 77.05 12.63%
5000 120.0 /
39.0 77.0 91.0
",17‘559,‘H‘\,m“,Mm‘,‘\u"6‘?;‘9‘,”“1‘,‘m,‘uH,“‘!‘,H‘m,“m,
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A
Abundance #10726: Benzene, 1-ethyl-4-methyl- AT R YR S L WA
105.0 7.60 7.80 8.00 8.20
m/z 91.05 11.59%
5000
120.0
510 77.0 91.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1-methyl-3-(1-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

8.419 14.9 ng/ul 151776  1,4-Dichlorobenzene-d4  8.278

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

2 p-Cymene 134 C10H14 000099-87-6 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
Abundance Scan 839 (8.419 min): BG051541.D\data.ms (-830) (-) m/z 119.15 100.00%
119.2
5000
91.2
134.2 /\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
39.1 65.0 ‘ 8.00 8.20 8.40 8.60 8.80
\\‘H\\‘\\H‘HH"‘HH“\‘H\"\“\‘\\‘\H‘\H‘H\\"\”\H‘\mu’u‘\H‘HH‘H‘H‘H m/Z 91.15 32.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
91.0 8.00 8.20 8.40 8.60 8.80
134.0 m/z 134.15 24.70%
390 650 ‘
\\‘:L\?\.\()‘\\\‘i‘HH"‘HHi‘\HH\‘\‘\\‘\H‘“‘H\\‘M‘\H‘\‘U\\’H‘i‘\lHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16994: p-Cymene
119.0
e e A
8.00 8.20 8.40 8.60 8.80
5000 m/z 117.15 17.40%
91.0 134.0
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- Ramas e A ERR R
119.0 8.00 8.20 8.40 8.60 8.80
m/z 120.15 12.36%
5000
91.0 134.0
39.0 65.0 ‘ ‘
H%ﬁﬂum_HﬁmuﬁmwﬂﬁwumwuqmHﬂmeWLuwum_‘ MMM K S|
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, cyclopropyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.666 9.79 ng/ul 99343  1,4-Dichlorobenzene-d4 8.278

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 91
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H1e 000496-11-7 87
4 Deltacyclene 118 C9H1e0 007785-10-6 76
5 Indane 118 C9H10 000496-11-7 60
Abundance Scan 881 (8.666 min): BG051541.D\data.ms (-873) (-) m/z 117.15 100.00%
117.2
5000 /\
912 /\\?\‘HH‘HH‘HH‘HH
39.1 630 .., ‘ 8.40 8.60 8.80 9.00
\\\’\H\’\\H’HH"\H\"‘\H\’}‘\‘H‘HH‘HH“\H\J-‘q\ﬁ%\\\‘\“\\\\ m/z 118.15 54.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 \\\‘/\\\\\‘\\\\‘\\\\‘\\\\
91.0 8.40 8.60 8.80 9.00
m/z 115.15 29.09%
51.0 650 /
\\\’\\\\’\2\\7\?\\H"\H\l‘\H‘\"\HH‘\Mﬁ‘\\H‘“H\‘q\ﬁ\o‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10179: Indane
117.0 /\
R RARAREE AT S
8.40 8.60 8.80 9.00
5000 m/z 91.15 18.06%
390 55 91.0
130260 4 [J TIO | mao
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane ‘4“H“‘H“_‘AW“H
117.0 8.40 8.60 8.80 9.00
m/z 63.05 10.47%
5000
91.0
39.0 63.0 (\
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 8.40 8.60 8.80 9.00

SFAM-EPA-BG121421.M Thu Dec 23 02:06:20 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X
Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Heptanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.825 4.01 ng/ul 40671 1,4-Dichlorobenzene-d4 8.278

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 80
2 Heptanoic acid 130 C7H1402 000111-14-8 72
3 Heptanoic acid 130 C7H1402 000111-14-8 56

4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47

Abundance Scan 908 (8.825 min): BG051541.D\data.ms (-902) (-) m/z 60.05 100.00%

60.0
5000 411
87.2 A\\\\‘\\\\‘\\\A\‘\\\\’\\\
‘ ‘ ‘ ‘ 101.2 8.60 8.80 9.00 9.20
H_‘H_H‘_ijmqmﬂuHHHAH‘NH_‘Hmm‘_HW‘HWH‘W m/z 73.80 54.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15392: Heptanoic acid
60.0
5000 \/\\\\‘\\\\‘\\\\'(‘\,\l\\A’\\\
41.0 8.60 8.80 9.00 9.20
970 87.0 m/z 41.15 41.15%
: 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15394: Heptanoic acid
60.0
8.60 8.80 9.00 9.20
5000 m/z 55.05 40.12%
43.0 87.0
29.0 ‘ ‘ H ‘ 101.0
280 Il sl 180 1310
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15393: Heptanoic acid
60.0 8.60 8.80 9.00 9.20
m/z 43.15 32.81%
5000
270 41.0
‘ ‘ 87.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20

SFAM-EPA-BG121421.M Thu Dec 23 02:06:21 2021 Page:



Data Path :

Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc

ALS vial : 39

Quant Method

Quant Title : SVOA CALIBRATION

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number

R.T. EstConc Area
9.923 2.52 ng/ul 30878
Hit# of 5 Tentative ID

9 Benzene, 1l-ethyl-2,3-dimethyl-

Concentration Rank 30

Relative to ISTD R.T.

134 CleH14
134 CleH14
134 CleH14
134 CloH14
134 CleH14

1 Benzene, 1-ethyl-2,3-dimethyl-
2 Benzene, 2-ethyl-1,4-dimethyl-
3 Benzene, 2-ethyl-1,4-dimethyl-
4 Benzene, 2-ethyl-1,4-dimethyl-
5 Benzene, 2-ethyl-1,3-dimethyl-

Abundance Scan 1095 (9.923 min): BG051541.D\data.ms (-1090) (-)
119.1

5000
91.2
e O OO B
ALy ‘ L \“ ‘ | | “
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
91.0
TR R N Y I L
\‘\\\\‘\‘\\\"‘\ \‘\‘\“\\\\‘H‘\\\\’w‘\\m“\\\‘\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
91.0
190 TP 80 T | 1m0
L S 5 B
miz--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
91.0
150 90 880 | ) 1m0
1 il mnn 1l Il 1l i
e w
m/z--> 0 20 40 60 80 100 120 140

SFAM-EPA-BG121421.M Thu Dec 23 02:06:21 2021

000933-98-2 87
001758-88-9 87
001758-88-9 87
001758-88-9 87
002870-04-4 87

m/z 119.10 100.00%

wl Vi A

10.00
m/z 134.15

47.49%

1 AA

10.00
m/z 91.15

23.64%

YT s

10.00
m/z 133.05

22.43%

e L))

10.00
m/z 77.15

20.39%

10.00

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.

9.988 2.41 ng/ul 29492  Naphthalene-d8 11.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91

Abundance Scan 1106 (9.988 min): BG051541.D\data.ms (-1101) (-)
119.2

m/z 119.15 100.00%

5000
/\ \/\\ T ‘ T \,/\ T I
51.1 91.0 1361 10.00
\‘\\\\‘\\\\"\\‘\\‘\‘\\\“\\‘\\"\‘\\‘\““\\\%‘\.‘\ m/Z 134.15 52.48%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 1 \/\!\A\ T T T
10.00
m/z 91.05 15.39%
91.0
150 | 3?? | 6?0 TR Y
\‘\\\‘\‘\\\\’\\\‘\“i\\\H‘\\\\’{‘\\{“\\\‘\‘\
m/z--> 0 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 J
TR 4 WA
10.00
5000 m/z 51.15 12.23%
390 91.0
: 65.0 135.0
\‘\\1\5\'(‘)\‘\ \ \‘,‘\ R L \““ \ \‘1 i \M i
m/z--> 0O 20 40 60 80 100 120 140 \ J\ A JU
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- A b n A
119.0 10.00
m/z 120.15 11.77%
5000
41.0 9%.0 135.0
m/z--> 0 20 40 60 80 100 120 140 10.00

SFAM-EPA-BG121421.M Thu Dec 23 02:06:22 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40

Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Benzoic acid Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
10311 3.86 ng/ul 47222 Naphthalene-ds 11.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 cHe02 000065-85-0 93

2 Benzoic acid 122 C7H602 000065-85-0 90
3 Benzoic acid 122 C7H602 000065-85-0 90
4 Benzoic acid 122 C7H602 000065-85-0 90
5 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 86

Abundance Scan 1161 (10.311 min): BG051541.D\data.ms (-1153) (-

m/z 105.00 100.00%

77.2 05.0
122.2
5000
51.0
AL VPV
380 ‘ ‘ 10.00 10.50
\‘HH‘H\‘M‘“\\‘H“\HH\‘\‘\‘MU\‘\‘H“HH|\M\‘H}\“H‘\‘\‘Hq‘uu‘ m/Z 77 .15 83.55%
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #11265: Benzoic acid
105.0 122.0
77.0 Jm
5000 AAA/‘\ e ‘M‘A‘/NL\{/HA‘
51.0 10.00 10.50
m/z 122.15 76.58%
\‘\\\\‘\\\\‘\\‘\\‘!1\\\‘6\4\.f\c\)‘\‘1‘11‘\\\\‘\}\\‘\\1\‘\\\\‘\‘\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #11262: Benzoic acid
77.0 105.0
1220 ‘ T \/\\A‘ \/\\
’ 10.00 10.50
5000 m/z 51.05 36.10%
51.0
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 ﬁﬂ mﬂ%
Abundance #11261: Benzoic acid 11T I S Vi AT
105.0 122.0 10.00 10.50
770 m/z 50.15 22.29%
5000
51.0
S S S N WA O A VAN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 10.00 10.50

SFAM-EPA-BG121421.M Thu Dec 23 02:06:22 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzene, 2-butenyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.358 4.86 ng/ul 59478 Naphthalene-d8 11.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 83
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83

Abundance Scan 1169 (10.358 min): BG051541.D\data.ms (-1165) (- m/z 117.05 100.00%

11y.1
5000
91.2
39.1 652 2071 10.00 10.50
el e 20T 130 10 44, 36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0
5000 ‘
91.0 1000 05
m/z 115.05 29.54%
39.0 65.0 ‘
\‘\‘\\\‘\\‘w\‘\\\\‘\\‘}\‘w\\1‘\U‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0
M/\\A ‘M
1000 1050
5000 m/z 131.10 26.83%
91.0
51.0 ‘
“2‘9"0‘“”“1”““1H‘H‘H‘m“lm!“‘1“““””“m‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0 10.00 10.50
m/z 91.15 17.04%
5000
91.0
51.0 ‘
2T I I SRR Lol
m/z--> 20 40 60 80 100 120 140 160 180 200 10. OO 10 50

SFAM-EPA-BG121421.M Thu Dec 23 02:06:23 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Cyclohexanemethanol, .alpha... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.470 5.72 ng/ul 70021 Naphthalene-d8 11.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 005114-00-1 78
2 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 007322-63-6 64
3 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 64
4 4-Methoxy-1-pentene 100 C6H120 098386-09-5 59
5 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 56
Abundance Scan 1188 (10.470 min): BG051541.D\data.ms (-1183) (- m/z 59.10 100.00%
59.1
5000
41.1 81.0 10,50
| 7.2 123.2 :
e 9T TRl es 15 12.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33020: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
59.0
5000 AMAM)WM A I
10.50
m/z 41.10 12.25%
41.0 81.0 123.0
‘\‘\H\\“H\\\‘\‘i\‘\\\“‘\\\9\.‘0\\\\“\\\]-\4“1\.()\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33019: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
59.0 A
/\\MM : A : ‘
1050
5000 m/z 81.05 10.23%
‘4]1‘0 N 81.0 g7 12301410
Ll | |
e e
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #33013: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy A
59.0 1050
m/z 43.15 9.78%
5000
41.0
—t——t

m/z--> 20 40 60 80 100 120 140 160 10.50

SFAM-EPA-BG121421.M Thu Dec 23 02:06:24 2021
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Data Path :

Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39

Quant Method
Quant Title : SVOA

TIC Library

TIC Integration Parameters:

CALIBRATION

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Camphor

R.T. EstConc

10.517 16.30 ng/ul

Hit# of 5

Tentative ID

Concentration Rank 2

Relative to ISTD R.T.

199539  Naphthalene-d8

1 Camphor
2 (+)-2-Bornanone
3 Camphor
4 (+)-2-Bornanone

152 C10H160
152 C10H160
152 C1eH160
152 C10H160

5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160

Abundance Scan 1196 (10.517 min): BG051541.D\data.ms (-1191) (-

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

000076-22-2 80
000464-49-3 80
000076-22-2 50
000464-49-3 48
000464-48-2 48

m/z 117.15 100.00%

95.1 11y7.2
41.1
69.2
134.2 152.1 —
H ‘ 10.50
“““‘u1MJMMHijm‘ m/z 95.10  98.48%
20 40 60 80 100 120 140
#29050: Camphor
41.0 95.0
T ‘ \/ﬂl\ ‘
69.0 10.50
‘ 152.0 m/z 119.10 64.76%
\\\‘\‘\‘\\‘i“\\‘\“\‘\“!‘\\‘ 1\‘\“‘ 121.0
20 40 60 80 100 120 140
#29114: (+)-2-Bornanone
95.0
PR D
10.50
410 69.0 m/z 81.10 48.43%
152.0
150 “m \‘ ‘ h <
20 40 60 80 100 120 140
#29051: Camphor
95.0 1050
m/z 41.15 45.78%
41.0
69.0 152.0
\ o e
20 40 60 80 lOO 120 140 1050

SFAM-EPA-BG121421.M Thu Dec 23 02:06:24 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Bicyclo[2.2.1]heptan-2-0l, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.658  6.55 ng/ul 80227 Naphthalene-ds 11.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[2.2.1]heptan-2-01, 2,3,3... 154 C1@H180
2 Bicyclo[2.2.1]heptan-2-0l, 2,3,3... 154 C1@H180

000465-31-6 83
000465-31-6 53

3 Prenol 86 C5H100 000556-82-1 49
4 Prenol 86 C5H100 000556-82-1 47
5 2-Octen-4-0l, (E)- 128 C8H160 020125-81-9 43
Abundance Scan 1220 (10.657 min): BG051541.D\data.ms (-1211) (- m/z 71.15 100.00%
71.2
43.1
5000
96.2 Ahan T 0
121.2 10.50 11.00
L ”‘\“““ \“‘“} \‘ \‘\”‘\‘ T “\ T \1??\2\ T m/Z 43.15 67.38%
m/z--> 20 40 60 80 100 120 140
Abundance #31201: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethyl-
71.0
43.0
5000
96.0 10.50 11.00
m/z 69.25 45.56%
‘ ‘ J 136.0
T \.‘ \‘\‘\ \“\‘\ \“NH‘ \“‘}H \“‘ ‘\“\ \‘ \H‘ \JT \3\.0“\ T !“ \1\-5\4\’.‘0
miz--> 20 40 60 80 100 120 140
Abundance  #31209: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethyl-
43.0 71.0
ﬁMA‘ A
10.50 11.00
5000 m/z 41.15 38.75%
96.0
‘ ‘ 121.0
SRR 1007 O .
miz--> 20 40 60 80 100 120 140
Abundance #1913: Preno
71.0 10.50 11.00
m/z 86.15 29.97%
41.0
5000
E?R‘Mtu ‘ T‘A‘ ——
m/z--> 20 40 60 80 100 120 140 10.50 11.00

SFAM-EPA-BG121421.M Thu Dec 23 02:06:25 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Benzenemethanol, .alpha.,.a... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.004 2.96 ng/ul 36174 Naphthalene-d8 11.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, .alpha.,.alpha.... 150 C10H140 001197-01-9 59
2 Benzenemethanol, .alpha.,.alpha.... 150 C10H140 001197-01-9 59
3 Benzenemethanol, .alpha.,.alpha.... 150 C10H140 001197-01-9 50
4 Benzamide, 2-methoxy-N-(1-methyl... 331 C13H12F3N304 1000303-93-3 47
5 N'-(g-Hydroxy-2-nitrocinnamylide... 341 C17H15N305 328018-76-4 43

Abundance Scan 1279 (11.004 min): BG051541.D\data.ms (-1272) (-  m/z 43.15 100.00%
43.1

135.2

5000

‘ 526 11.00
‘\\\‘\‘“H\\\L\“\“\m\\“\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\.\‘ m/Z 135.15 67.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27656: Benzenemethanol, .alpha.,.alpha.,4-trimethyl-
43.0 135.0

5000 2 NS ‘
11.00

m/z 91.05 26.27%

) mL .J J 1

‘\\\\‘\\\\‘\\\”\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27651: Benzenemethanol, .alpha.,.alpha.,4-trimethyl-

43.0 M f\
135.0 PELEA LT VAT

11.00
5000 m/z 65.15 15.39%
\‘HQMMW“M“W‘”‘W‘”\”‘W‘”‘W‘”\”‘W‘”‘W‘” %
m/z--> 0 50 100 150 200 250 300 350 400 450 500 ﬂ
Abundance #27654: Benzenemethanol, .alpha.,.alpha.,4-trimethyl- : W e MA‘ |
43.0 11.00

m/z 77.05 10.50%

135.0
5000
d ‘\JL‘ : /\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Benzo[b]thiophene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.292 10.74 ng/ul 131478 Naphthalene-d8 11.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
3 Benzo[c]thiophene 134 C8H6S 000270-82-6 91
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 90
Abundance Scan 1328 (11.292 min): BG051541.D\data.ms (-1322) (-  m/z 134.05 100.00%
134.1
5000
63.1  89.1 11 Bt 50
390 ‘ “ 108.1 ‘ 11.00 11.50
\\\\‘\\\\“‘ \‘\“\\““\‘\‘\“\ “‘i‘\\”\“\l\\‘\\\w‘\ m/Z 89.10 11.53%
miz--> 20 40 60 80 100 120 140
Abundance #17520: Benzo[b]thiophene
134.0
5000 et A —
11.00 11.50
m/z 135.05 11.50%
67.0 89.0
L ‘2\6.\0\ \“4.?.\()”\ T “‘\ ‘\‘\ T ‘ T \H\ T ‘19§.9\ ‘ T \‘M ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #17521: Benzo[b]thiophene
134.0
A\ ‘ T T ‘ T
11.00 11.50
5000 m/z 63.15 11.47%
89.0
63.0
S 7 O N S 1
miz--> 20 40 60 80 100 120 140
Abundance #17519: Benzolc]thiophene T —
134.0 11.00 11.50
m/z 90.05 8.77%
5000
89.0
45.0 63‘.0 H 108.0 ‘ A
1 i o 1
e e e co ——
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.479 3.09 ng/ul 37769  Naphthalene-d8 11.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 81
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 81
3 Propanedinitrile, 2-(1-cycloprop... 132 C8H8N2 017407-30-6 59
4 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 53
5 Styrene 104 C8H8 000100-42-5 49
Abundance Scan 1530 (12.479 min): BG051541.D\data.ms (-1524) (-  m/z 104.15 100.00%
104.2
132.1
78.0
5000
50.3 __ ‘M‘M‘f"\‘/\lf\
230.€ 12.50
el e 228 w2 132,05 s6.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16680: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 78.0 (Y N B W W
51.0 12.50
m/z 78.05 56.34%
27.0 H
Ll |
‘\\\\‘ \\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
L
12.50
5000 m/z 103.15 46.64%
78.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16651: Propanedinitrile, 2-(1-cyclopropylethylidene)- | — ﬁ 4
104.0 12.50
132.0 m/z 131.05  39.39%
78.0
5000 39.0
, i Lot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Benzo[b]thiophene, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.655 7.63 ng/ul 93418 Naphthalene-d8 11.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 91
2 3-Methylbenzothiophene 148 C9H8S 001455-18-1 91
3 Benzo[b]thiophene, 6-methyl- 148 CO9H8S 016587-47-6 91
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 90
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 90
Abundance Scan 1560 (12.655 min): BG051541.D\data.ms (-1553) (-  m/z 147.05 100.00%
147.1
5000
—— —
45.0 772 1031 121.1 12.50 13.00
et e bl e el m/z 148.05  80.98%
miz--> 20 40 60 80 100 120 140
Abundance #26960: Benzo[b]thiophene, 4-methyl-
147.0
5000 T T T A T T T
12.50 13.00
45.0 m/z 149.05 12.39%
: 74.0 115.0
\\\\‘\\\\“ \‘\H\ T “‘\ \‘\“‘\“ \??’.\0“‘\\\‘\ “\\\\‘\H ‘\ \‘
miz-> 20 40 60 80 100 120 140
Abundance #26956: 3-Methylbenzothiophene
147.0
T ‘ T T T T ‘ m\
12.50 13.00
5000 m/z 121.05 8.60%
45.0 69.0
S N TS L e O
miz--> 20 40 60 80 100 120 140 [\
Abundance #26963: Benzo[b]thiophene, 6-methyl- ——h | ‘”‘
148.0 12.50 13.00
m/z 77.15 7.66%
5000
45.0
| 740 10301210
S PSS A WL ALY
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Benzo[b]thiophene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.872 18.17 ng/ul 222346 Naphthalene-d8 11.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 60
2 Quinoline, 2-methyl- 143 C10HSN 000091-63-4 50
3 Isoquinoline, 3-methyl- 143 C1OHSN 001125-80-0 46
4 Quinoline, 2-methyl- 143 C1@HSN 000091-63-4 46
5 Quinoline, 4-methyl- 143 C10HSN 000491-35-0 46
Abundance Scan 1597 (12.872 min): BG051541.D\data.ms (-1590) (- m/z 143.15 100.00%
143.p2
5000
115.1 — /\ -
391 631772 o0 ‘ Jos | 12.50 13.00
ot lll e T 13298 UL 7 147,05 95.36%
m/z--> 30 40 50 60 70 80 90 100110120130140150
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
5000 — AL
12.50 13.00
m/z 148.05 73.11%
45.0 4.0 115.0
\‘HH‘\H\‘\\\69\9\\“\‘1\‘\‘\?\9‘\0\\\‘\‘\H‘\\‘\\‘HH‘HH‘HH“HH
m/z--> 30 40 50 60 70 80 90 100110120130 140150
Abundance #23145: Quinoline, 2-methyl-
143.0
e
12.50 13.00
5000 39.0 m/z 115.05 24.71%
75.0 115.0
90
m/z--> 30 40 50 60 70 80 90 100110120130140150
Abundance #23166: Isoquinoline, 3-methyl- T _
143.0 12.50 13.00
m/z 142.05 16.23%
5000
115.0
400 63.0 890 ‘ “
fim
e e e e e e P e
m/z--> 30 40 50 60 70 80 90 100110120130140150 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 Naphthalene, 1,2-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.947 9.07 ng/ul 186243  Acenaphthene-die 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 94
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93

Abundance Scan 1780 (13.947 min): BG051541.D\data.ms (-1774) (- m/z 141.05 100.00%

141.1
5000
4 14.00
63.0 .
102. !
4 i‘ ‘\“‘\‘HH‘\ 4 “ \‘\““\ H ‘M\ L B B B B \3‘0\8 m/Z 156.15 51.27%
miz--> 50 100 150 200 250 300
Abundance #33168: Naphthalene, 1,2-dimethyl-
156.0
5000 ’A\ ‘
14.00
m/z 115.15  28.93%
115.0
39.0 7?'0 A \n”
T T T T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #33124: Naphthalene, 2-ethyl-
141.0
T ‘ ‘/'\-\‘
14.00
5000 m/z 142.05 11.95%
I < W P
m/z--> 50 100 150 200 250 300
Abundance #33127: Naphthalene, 1-ethyl- A R it
141.0 14.00
m/z 128.10 11.62%
5000
27.0 \6?\" 10‘2'&? i \‘ ‘H\\ peo

m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X
Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 Naphthalene, 1,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.088 13.62 ng/ul 279721  Acenaphthene-die 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 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 1804 (14.088 min): BG051541.D\data.ms (-1796) (-  m/z 156.15 100.00%
56.

156.2
5000 J\ A
128.2 ‘14\00‘ T
51.1 762 1050 :
S Y Al B ““M A, ‘M‘u‘ 29 myz 141,15 71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
5000 LW ' /\\
14.00
m/z 155.15 37.38%
77.0 115.0
\\\‘27\.9\“\5%\.9“1\\‘U“\\\\‘\\\‘\‘\‘1‘\\“‘\\‘“‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0 M
\/\‘ T T ‘
14.00
5000 m/z 128.15 17.55%
115.0
77.0
2 AT M I I | I
m/z--> 20 40 60 80 100 120 140 160 180 200 /\\
Abundance #33135: Naphthalene, 1,3-dimethyl- P o
156.0 14.00
m/z 153.05 14.20%
5000
76.0 115.0
2o S0 ~n My
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 Naphthalene, 2,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.235 14.21 ng/ul 291704  Acenaphthene-die 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 1829 (14.235 min): BG051541.D\data.ms (-1822) (- m/z 156.15 100.00%
2

156.
5000 Jk A
115.2 A 4 e
203 81  ggo ‘ ‘139.1 14.00 14.50
et el L MTLW m/z 141.15  89.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 REE /\\ j\
14.00 14.50
770 m/z 155.05 30.28%
) 115.0 139.0
\\\‘2\7\.0\\“ \5\]‘.\'9"1\\H“\\\9\8.‘0\\\‘\‘\‘1‘\\“‘\\‘“‘“\\\
miz--> 20 60 80 100 120 140 160
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0 M
Al i
14.00 14.50
5000 m/z 115.15 22.39%
115.0 139.0
280 490 69.0 980 | |, ‘M
R L e R et
miz-> 20 40 60 80 100 120 140 160 ﬂ /k
Abundance #33147: Naphthalene, 2,7-dimethyl- e e
156.0 14.00 14.50
m/z 128.15 19.68%
5000 N
77.0 128.0 /\\
41.0
I \‘58 | \\‘ 102.0 ‘ \‘\ LI \H\ peo e ‘/\’H‘

m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 Naphthalene, 2,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.470 4.27 ng/ul 87671  Acenaphthene-die 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95

Abundance Scan 1869 (14.470 min): BG051541.D\data.ms (-1863) (- m/z 141.15 100.00%
141.2

5000 /\ j\\ j\
115.1 \ WAERAS
511, "0 ep |y 15
\\\‘\\\\“\\“\\“h\‘\\“\“‘\\\\i\\\\“\‘\‘\\“\\‘\ m/Z 156.15 86.77%
miz--> 20 40 60 80 100 120 140 160
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000 /L\ /\J\\ T J\\
4.50
m/z 155.05 25.71%
115.0
1T ‘2\7\.0\\ ‘ \S\JT\.(\) ‘ ‘i \\71.‘()\ T \9\8.‘0\ T \‘\ ‘ \‘1‘ :\L\S“ ‘-\()\ H‘ “ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0 /\ M
L
14.50
5000 m/z 115.10 20.72%
76.0 115.0
51.0 139.0
S el NN S i
miz--> 20 40 60 80 100 120 140 160 | jR /k A /
Abundance #33157: Naphthalene, 1,7-dimethyl- o~ e B
156.0 14.50
m/z 128.15 19.39%
5000
77.0 115.0 /\,\
%0 510 10 eso 0 180 LI A g
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 Nordiphenamid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.115 3.91 ng/ul 80385  Acenaphthene-die 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nordiphenamid 225 C15H15NO 000954-21-2 86
2 Diphenylmethane 168 C13H12 000101-81-5 76
3 Diphenylmethane 168 C13H12 000101-81-5 68
4 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 64
5 Fluorene, 2,4a-dihydro- 168 C13H12 059247-36-8 62

Abundance Scan 2149 (16.115 min): BG051541.D\data.ms (-2146) (- m/z 167.10 100.00%
1

5000

16.00 16.50
m/z 168.10  81.54%

39.1 82.5

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

Abundance #105642: Nordiphenamid
168.0

5000 58.0 A AL

16.00 16.50
m/z 165.10 52.41%

‘ \ M ‘\Fﬁo 11?0}390 225.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43622: Diphenylmethane
16

16.00 16.50

5000 m/z 152.05  25.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #43623: Diphenylmethane LNV S Y. R
167.0 16.00 16.50

m/z 166.15 14.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 Dibenzofuran, 4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.244 5.19 ng/ul 106600  Acenaphthene-die 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran, 4-methyl- 182 C13H1e0 007320-53-8 94
2 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 74
3 3,5-Dimethoxy-4-(ethyl)oxybenzal... 210 C11H1404 1000395-80-8 64
4 9H-Xanthene 182 C13H100 000092-83-1 60
5 9H-Fluoren-3-ol 182 C13H100 006344-67-8 59

Abundance Scan 2171 (16.244 min): BG051541.D\data.ms (-2167) (- m/z 182.05 100.00%

18p.1
5000
152.0 aA /‘\ ‘

1272 16.00 16.50

51 . o
“w‘H‘““WMHW‘M}W%}“Nuw‘ﬂh‘u‘wk‘u‘ug?ﬂf m/z 181.05  96.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56936: Dibenzofuran, 4-methyl-
182.0
5000 ' A '
16 00 16.50

26 152.0 m/z 152.00 20.68%

\\\‘\\\3\%’?\“\\“‘}\\H!‘\\n\-\o‘]-\\()\\]-‘2\”\\\‘\\‘!‘\‘\\\\H\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56940: [1,1'-Biphenyl]-4-carboxaldehyde
182.0
AA‘M /\ I

16.00 16.50
5000 m/z 76.60  10.68%
152.0
27.0 51‘0‘ h 10201270 | |
R B e AR AR EaREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A //M
Abundance  #86913: 3,5-Dimethoxy-4-(ethyl)oxybenzaldehyde Am A ; ‘
182.0 16 00 6 50
m/z 183.05 9.98%
5000 2100
39.0 65.0 93.0 1550 /\
A L N PPN AT AT T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 [1,1'-Biphenyl]-4-carboxald... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.403 7.12 ng/ul 208146  Phenanthrene-die 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran, 4-methyl- 182 C13H1e0 007320-53-8 93
2 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 74
3 2,4,6-Cycloheptatrien-1-one, 2-p... 182 C13H100 014562-09-5 74
4 2,4,6-Cycloheptatrien-1-one, 2-p... 182 C13H100 014562-09-5 72
5 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H1e0 003218-36-8 72
Abundance Scan 2198 (16.403 min): BG051541.D\data.ms (-2191) (-  m/z 181.05 100.00%
181.1
5000
119.1 T j A '
631 910 ‘ 15‘2 2 16.00 16.50
\\‘\\\\“rwlm\“H\\‘m‘\‘HH\"W‘H”\“‘\“\‘\‘\‘ \H\“\‘\‘\\\\“\\\\2‘0\§.\9\ m/Z 182.05 86.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56936: Dibenzofuran, 4-methyl-
182.0
5000 17
16. 00 16.50

m/z 119.05  18.40%

152.0
76.0
39.0
"""‘\“‘“““\h"H!"‘E-‘O‘]-“()"J‘-Z‘H"““‘!““““‘“““““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56940: [1,1'-Biphenyl]-4-carboxaldehyde
182.0

16.00 16.50

5000 m/z 152.15 16.54%
152.0
76.0
200 70 | 1020 127.0 |
R T LA Rl A N R
m/z--> 20 40 60 80 100 120 140 160 180 200 A

Abundance #56943: 2,4,6-Cycloheptatrien-1-one, 2-phenyl- M% : STA VY

181.0 16.00 16.50

m/z 183.05 14.60%

5000

154.0
76.0
27.0 5L 0 115 0 H

I I | AN ‘[\‘Mwnmr‘

m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40

Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title : S

TIC Library

VOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 33 1(2H)-Acenaphthylenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.620 14.90 ng/ul 436001  Phenanthrene-d10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 95
2 Cyclobuta[de]naphthalene 140 C11H8 024973-91-9 49
3 Dibenzofuran 168 C12H80 000132-64-9 46
4 N-[3-(4-Fluorophenoxy)propyl]-N-... 279 C12H13F4NO2 1000507-88-1 38
5 3-Fluorosalicylaldehyde 140 C7H5F02 000394-50-3 38

Abundance Scan 2235 (16.620 min): BG051541.D\data.ms (-2225) (-

m/z 140.05 100.00%

140.1

168.1
5000
e e
303 63‘0 87.2 1132 | 16.50 17.00
‘\\H“\\HH“‘\”\H\‘H‘\HMH“H‘\‘H\‘\“\ \‘\“ H‘\‘H\‘\ M\‘\\\ m/Z 139.15 92.05%
m/z--> 20 60 80 100 120 140 160 180
Abundance #43619: 1(2H)-Acenaphthylenone
1400 168.0
5000 ——t ——
16.50 17.00
69.0 m/z 168.05 84.69%
00 ) 1o T
1 1 Ly L | 1l
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #20794: Cyclobuta[de]naphthalene
140.0 XA
e ——— e
16.50 17.00
5000 m/z 169.05 25.99%
630 g40 1130 |
R R R T T S B e SRS
m/z--> 20 60 80 100 120 140 160 180
Abundance #43617: Dibenzofuran s S R VNN
168.0 16.50 17.00
m/z 141.15 17.65%
5000
139.0
39.0 630 840
S oS Ve O NN NN B N U0 £ PPN
m/z--> 20 60 80 100 120 140 160 180 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 34 9H-Fluoren-9-one Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.301 5.52 ng/ul 161507 Phenanthrene-die 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 96
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 96
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 94
4 9H-Fluoren-9-one 180 C13H80 000486-25-9 91
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 87
Abundance Scan 2351 (17.301 min): BG051541.D\data.ms (-2346) (-  m/z 180.05 100.00%
180.1
5000 152.1
1PN | R W
17.00 17.50
51.1 98.0 1262
‘mwHH“‘H”l_H‘,w_‘m_“h,w‘HH%‘??:? m/z 152.10  42.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55035: 9H-Fluoren-9-one
180.0
5000 g J\ —
17.00 17.50
152.0 m/z 151.00  23.60%

00 790 00 1200 | |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55034: 9H-Fluoren-9-one
180.0 j\

17.00 17.50
5000 152.0 m/z 150.05  14.98%
76.0
50.0 ‘ 126.0
220 b B b
m/z--> 20 40 60 80 100 120 140 160 180 200 JA
Abundance #55033: 9H-Fluoren-9-one oy
180.0 17.00 17.50
m/z 76.00 12.58%
5000
76.0 152.0
500 | s0 1260 | A
[T e e e e e e Ay
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 35 Dibenzothiophene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
17.472 3.88 ng/ul 113507 Phenanthrene-die 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 96
2 Dibenzothiophene 184 C12H8S 000132-65-0 96
3 Dibenzothiophene 184 C12H8S 000132-65-0 96
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 95
5 Dibenzothiophene 184 C12H8S 000132-65-0 95

Abundance Scan 2380 (17.472 min): BG051541.D\data.ms (-2375) (- m/z 184.05 100.00%
184.1

5000 lﬂﬂA
I

139.1 U

39.1 692 920143 :
‘mu‘Hmwmuwu_l‘l«s“l”Him!u_w““mz‘(??al‘ m/z 139.05 16.75%
miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #58964: Dibenzothiophene
184.0
Aah o ooh A A Iy

5000 T T T T T T T
17.50
139.0 m/z 185.05 14.88%
92.0
‘ T \\3\9‘.\0\ TT ‘?%.\0\“ T \‘1‘\ ‘ \1\1\3\‘0\ T \“i T \J\-\P\.(\)\ T ““\ TT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58969: Dibenzothiophene
184.0
AR i
17.50
5000 m/z 152.15 8.31%
139.0
92.0
0 690 2%1130 | 1600 |
R e e R R AT e
m/z--> 20 40 60 80 100 120 140 160 180 200 ,A
Abundance #58965: Dibenzothiophene I
184.0 17.50

m/z 183.15 7.93%

5000
920 139.0
3o 630 1130 | ) s P

m/z--> 20 40 60 80 100 120 140 160 180 200 17.50

SFAM-EPA-BG121421.M Thu Dec 23 ©02:06:33 2021

Page:

31



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 36 6-Methyl-4(1H)-quinolinone Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
17.860 2.58 ng/ul 75496  Phenanthrene-d10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-4(1H)-quinolinone 159 C10HSNO 023432-40-8 86
2 2(1H)-Quinolinone, 3-methyl- 159 C10HSNO 002721-59-7 70
3 8-Methylquinolin-2(1H)-one 159 C1OH9NO 1000502-93-2 70
4 1-Naphthalenol, 6-amino- 159 C10H9NO 023894-12-4 64
5 Phenol, 2-pyrrol-1-yl- 159 C10HSNO 1000302-04-1 64
Abundance Scan 2446 (17.860 min): BG051541.D\data.ms (-2439) (-  m/z 159.05 100.00%
130.2158.1
5000
1750 1800
207.1 . : :
,H“uweMJWMWWWHMWMwWMMM¢u¢wu_m‘_u‘_u‘_??ﬁr m/z 130.15 85.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35618: 6-Methyl-4(1H)-quinolinone
159.0
130.0
5000 P e
17.50 18.00
m/z 168.05 56.41%

77.0 ‘
\h\ Al w‘h | ly

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #35645: 2(1H)-Quinolinone, 3-methyl-
130.0159.0
.
17.50 18.00
5000 m/z 131.10  31.02%
77.0
,"""“‘!‘,‘H‘u‘l_m,‘luw‘_m_m_m_m_m‘w_m_mw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35617: 8-Methylquinolin-2(1H)-one —— M\”‘ Mg bt
159.0 17.50 18.00
m/z 158.05 27.27%
130.0
5000
77.0
,"""u‘:‘“Jm:h_w‘sWH‘H“wlw_m_m‘w_m_mw — A L
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 37 4H-Cyclopenta[def]phenanthrene Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
18.729 2.80 ng/ul 81787  Phenanthrene-die 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 90
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
3 4H-Cyclopenta[def]phenanthrene 190 C15H1e 000203-64-5 64
4 2,2'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 64
5 2-Propynyl 1H-purin-6-yl sulfide 190 C8H6N4S 1000486-13-9 59

Abundance Scan 2594 (18.729 min): BG051541.D\data.ms (-2585) (-  m/z 190.15 100.00%
190.2
5000
945 RN Tann
18.50 19.00
62.1 132.9 . R
152.2 281 m/z 189.05 90.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 j !AA
18.50 1900
94.0 m/z 187.05  25.57%
310 630 | 1220 1620 |
\’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64924: 4H- CydopentaWeﬂphenaﬂﬂwene
90.0
T 18 R
18.50 19.00
5000 m/z 191.05 17.17%
95.0
270 630\\\\ “ 1240 16?0 I
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64925: 4H-Cyclopenta[deflphenanthrene 1 —
190.0 18.50 19.00
m/z 188.05 16.21%
5000
95.0
B0 0 |
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BGO51541.D
: 15 Dec 2021
: CG/JU

17:40

¢ M5013-01DL 5X

: 39 Sample

Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 38 9,10-Anthracenedione

19.058

Concentration Rank 28

EstConc Area Relative to ISTD R.T.
2.60 ng/ul 76136  Phenanthrene-d10 17.654
5 Tentative ID MW MolForm CASH# Qual

Hit# of

208 C14H802
208 C14H802
208 C14H802
208 C14H802
180 C13H80

uih WN R

9,10-Anthracenedione
9,10-Anthracenedione
9,10-Anthracenedione
9,10-Anthracenedione
1H-Phenalen-1-one

Abundance Scan 2650 (19.058 min): BG051541.D\data.ms (-2645) (-
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L \
19.00
‘ 39‘% Wl Ll b 2821 385 1g0.00  97.98%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51541.D

Acqg On : 15 Dec 2021 17:40
Operator : CG/JU

Sample : M5013-01DL 5X

Misc :

ALS Vvial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
Benzene, 1,2,3-... 7.491 4.4 ng/ul 44862 1 8.278 202947 20.0
Benzene, 1,2,4-... 7.926 8.1 ng/ul 82254 1 8.278 202947 20.0
Benzene, 1-meth... 8.419 15.0 ng/ul 151776 1 8.278 202947 20.0
Benzene, cyclop... 8.666 9.8 ng/ul 99343 1  8.278 202947 20.0
Heptanoic acid 8.825 4.0 ng/ul 40671 1  8.278 202947 20.0
Benzene, 1l-ethy... 9.923 2.5 ng/ul 30878 2 11.122 244786 20.0
Benzene, 2-ethy... 9.988 2.4 ng/ul 29492 2 11.122 244786 20.0
Benzoic acid 10.311 3.9 ng/ul 47222 2 11.122 244786 20.0
Benzene, 2-bute... 10.358 4.9 ng/ul 59478 2 11.122 244786 20.0
Cyclohexanemeth... 10.470 5.7 ng/ul 70021 2 11.122 244786 20.0
Camphor 10.517 16.3 ng/ul 199539 2 11.122 244786 20.0
Bicyclo[2.2.1]h... 10.658 6.5 ng/ul 80227 2 11.122 244786 20.0
Benzenemethanol... 11.004 3.0 ng/ul 36174 2 11.122 244786 20.0
Benzo[b]thiophene  11.292 10.7 ng/ul 131478 2 11.122 244786 20.0
1H-Inden-1-one,... 12.479 3.1 ng/ul 37769 2 11.122 244786 20.0
Benzo[b]thiophe... 12.655 7.6 ng/ul 93418 2 11.122 244786 20.0
Benzo[b]thiophe... 12.872 18.2 ng/ul 222346 2 11.122 244786 20.0
Naphthalene, 1,... 13.947 9.1 ng/ul 186243 3 14.911 410652 20.0
Naphthalene, 1,... 14.088 13.6 ng/ul 279721 3 14.911 410652 20.0
Naphthalene, 2,... 14.235 14.2 ng/ul 291704 3 14.911 410652 20.0
Naphthalene, 2,... 14.470 4.3 ng/ul 87671 3 14.911 410652 20.0
Nordiphenamid 16.115 3.9 ng/ul 80385 3 14.911 410652 20.0
Dibenzofuran, 4... 16.244 5.2 ng/ul 106600 3 14.911 410652 20.0
[1,1'-Biphenyl]... 16.403 7.1 ng/ul 208146 4 17.654 585053 20.0
1(2H)-Acenaphth... 16.620 14.9 ng/ul 436001 4 17.654 585053 20.0
9H-Fluoren-9-one 17.301 5.5 ng/ul 161507 4 17.654 585053 20.0
Dibenzothiophene 17.472 3.9 ng/ul 113507 4 17.654 585053 20.0
6-Methyl-4(1H)-... 17.860 2.6 ng/ul 75496 4 17.654 585053 20.0
4H-Cyclopenta[d... 18.729 2.8 ng/ul 81787 4 17.654 585053 20.0
9,10-Anthracene... 19.058 2.6 ng/ul 76136 4 17.654 585053 20.0
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