LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BGO51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc :

ALS Vvial : 13  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-BG120821.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51421.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.976 79 83 95 rBV 22489 55101 4.26% 0.366%
2 4.299 133 138 149 rVB 81994 132125 10.21% 0.878%
3 5.650 362 368 376 rVB 147405 237831 18.38%  1.580%
4 5.785 384 391 404 rBV 121201 293654 22.69%  1.951%
5 6.161 449 455 461 rBV 72371 122346 9.45% 0.813%
6 6.643 528 537 546 rBV 43863 75619 5.84% 0.502%
7 7.142 614 622 629 rBV 23643 41665 3.22% 0.277%
8 7.248 635 640 646 rBv2 25875 43323 3.35% 0.288%
9 7.307 646 650 655 rBV3 18055 28496 2.20% 0.189%
106 7.372 655 661 662 rBV2 27022 46503 3.59% 0.309%
11 7.507 676 684 689 rBV 90422 164236 12.69% 1.091%
12 7.554 689 692 703 rVB 32784 57438 4.44% 0.382%
13 7.724 715 721 731 rVW2 86970 187230 14.47% 1.244%
14 7.818 731 737 745 rVB 98871 174468 13.48% 1.159%
15 8.035 768 774 779 rBv4 13861 29274  2.26% 0.194%
16 8.188 794 800 807 rVV 83943 156801 12.12% 1.042%
17 8.288 810 817 830 rVV2 38930 100114 7.74% 0.665%
18 8.553 855 862 869 rBvV3d 21422 41509  3.21% 0.276%
19 8.646 869 878 886 rBV3 28084 58282 4.50% 0.387%
20 8.723 886 891 896 rVB2 15425 23998 1.85% 0.159%
21 8.817 901 907 913 rBV5 24986 52559 4.06% 0.349%
22 8.911 917 923 928 rBV 77589 142621 11.02% 0.948%
23 8.958 928 931 939 rvVB4 14915 35200 2.72% 0.234%
24 9.099 949 955 965 rBV3 41201 114025 8.81% 0.758%
25 9.181 965 969 978 rVB2 12717 24465 1.89% 0.163%
26 9.293 978 988 994 rBvV3 22235 44416 3.43% 0.295%
27 9.369 994 1001 1008 rBV 122233 226328 17.49% 1.504%
28 9.628 1039 1045 1050 rVV5 19591 46089 3.56% 0.306%
29 9.669 1050 1052 1061 rVB7 12445 19825 1.53% 0.132%
30 9.874 1082 1087 1091 rBV2 15293 23668 1.83% 0.157%
31 9.963 1094 1102 1109 rVvv2 23665 45579  3.52% ©0.303%
32 10.033 1109 1114 1119 rVV 42751 79827 6.17% 0.530%
33 10.092 1119 1124 1134 rVB 97793 186748 14.43% 1.241%
34 10.186 1134 1140 1147 rBV3 24681 50561 3.91% 0.336%
35 10.392 1169 1175 1181 rvv4 12223 27110 2.09% ©0.180%
36 10.491 1188 1192 1198 rVV 50751 88466 6.84% 0.588%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BGO51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc :

ALS Vvial : 13  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-BG120821.M
Title : SVOA CALIBRATION
37 10.568 1198 1205 1210 rVvve 9259 22399 1.73% 0.149%
38 10.650 1212 1219 1232 rVB 142402 294097 22.72%  1.954%
39 10.768 1232 1239 1250 rBV 67815 149538 11.55% 0.993%
40 10.885 1252 1259 1266 rVV4 28575 72299 5.59% 0.480%
41 10.973 1270 1274 1275 rVV3 19066 25394 1.96% 0.169%
42 11.014 1275 1281 1285 rVvV 119177 241801 18.68% 1.606%
43 11.061 1285 1289 1296 rVV 179201 338504 26.15% 2.249%
44 11.179 1296 1309 1325 rVV2 485459 1152118 89.02% 7.654%
45 11.661 1383 1391 1394 rBvV8 9510 23250 1.80% 0.154%
46 11.766 1404 1409 1413 rBVS5S 9768 22128 1.71% 0.147%
47 11.913 1430 1434 1439 rVB2 13199 23747 1.83% 0.158%
48 12.401 1510 1517 1525 rVB4 21290 49184 3.80% 0.327%
49 12.659 1556 1561 1566 rvVv 40718 66023 5.10% 0.439%
50 12.877 1593 1598 1605 rVWW2 36207 66796 5.16% 0.444%
51 13.041 1619 1626 1635 rBv2 9139 25924  2.00% 0.172%
52 13.271 1659 1665 1673 rVB2 77745 140643 10.87% 0.934%
53 13.652 1725 1730 1735 rBV2 38041 79055 6.11% ©.525%
54 13.976 1777 1785 1788 rBV8 18752 42455  3.28% 0.282%
55 14.175 1808 1819 1822 rVV 177019 327692 25.32% 2.177%
56 14.216 1822 1826 1832 rVB 314004 466397 36.04% 3.099%
57 14.375 1848 1853 1861 rBV3 11818 24603 1.90% 0.163%
58 14.451 1861 1866 1870 rBV3 14504 29216  2.26% 0.194%
59 14.516 1871 1877 1887 rVB 331814 558463 43.15% 3.710%
60 14.822 1918 1929 1937 rBV 198623 371767 28.72% 2.470%
61 14.886 1937 1940 1945 rVB4 14033 24404 1.89% 0.162%
62 15.086 1969 1974 1975 rBV3 24037 30106 2.33% 0.200%
63 15.221 1990 1997 2001 rBV 21236 40395 3.12% 0.268%
64 15.268 2001 2005 2011 rVB 27843 47317 3.66% 0.314%
65 15.580 2049 2058 2063 rBV 146672 236056 18.24% 1.568%
66 15.732 2079 2084 2088 rBV5 12479 19217 1.48% 0.128%
67 15.809 2088 2097 2104 rBV2 767102 1294245 100.00%  8.598%
68 15.873 2104 2108 2112 rVB4 13782 21827 1.69% 0.145%
69 15.950 2116 2121 2127 rBV 137273 226704 17.52% 1.506%
70 16.279 2172 2177 2181 rVV4 29320 51969 4.02% 0.345%
71 16.625 2232 2236 2239 rBV 20601 27390 2.12% 0.182%
72 16.672 2239 2244 2253 rVB3 108789 191675 14.81% 1.273%
73 16.749 2253 2257 2261 rBV 33881 46210 3.57% 0.307%
74 16.796 2261 2265 2268 rBV3 18392 26108 2.02% 0.173%
75 16.837 2268 2272 2280 rBV3 18733 38804 3.00% 0.258%
76 16.949 2287 2291 2298 rVB4 23778 48746 3.77% 0.324%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BGO51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc :

ALS Vvial : 13  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-BG120821.M

Title : SVOA CALIBRATION

77 17.013 2298 2302 2304 rBV 25443 34005 2.63% 0.226%
78 17.048 2304 2308 2313 rVB2 50712 69894 5.40% 0.464%
79 17.395 2364 2367 2381 rVB3 15583 46835 3.62% 0.311%
80 17.571 2391 2397 2406 rBV 263049 394927 30.51% 2.624%
81 17.671 2407 2414 2422 rVB2 496211 770055 59.50% 5.116%
82 17.918 2449 2456 2465 rBV2 41464 101588 7.85% 0.675%
83 18.194 2498 2503 2509 rBV2 34903 54727 4.23% 0.364%
84 18.429 2539 2543 2548 rBV5 23158 42254  3.26% 0.281%
85 19.352 2696 2700 2705 rVB 63688 82724 6.39% ©.550%
86 19.481 2719 2722 2725 rBV 15791 19244 1.49% 0.128%
87 19.951 2795 2802 2813 rBV 620856 991449 76.60% 6.587%
88 20.609 2911 2914 2918 rBvV4 14994 22078 1.71% ©.147%
89 20.832 2947 2952 2960 rVB 73712 112870 8.72% 0.750%
90 21.185 3009 3012 3018 rVB2 18489 26031 2.01% ©.173%
91 21.273 3022 3027 3033 rBV2 60247 97375 7.52% 0.647%
92 21.467 3056 3060 3068 rVB7 27777 68951 5.33% 0.458%
93 21.708 3097 3101 3104 rBV 36099 47241 3.65% 0.314%
94 21.872 3123 3129 3137 rVB2 233883 420276 32.47%  2.792%
95 23.365 3379 3383 3390 rVB8 13007 22582 1.74% 0.150%
96 24.199 3521 3525 3533 rVB3 17617 36858 2.85% ©.245%
97 25.039 3657 3668 3680 rVB2 277139 819777 63.34%  5.446%
98 25.274 3699 3708 3722 rVB3 129644 398559 30.79% 2.648%
99 26.379 3891 3896 3904 rVB6 18777 51518 3.98% 0.342%
100 27.795 4131 4137 4150 rVB9 16553 58135 4.49% 0.386%

Sum of corrected areas: 15052119
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
BGO51421.D

9 Dec 2021 00:31

: CG/JU

: M4960-10

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.785 37.46 ng/ul 293654 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
Abundance Scan 391 (5.785 min): BG051421.D\data.ms (-384) (-) m/z 91.00 100.00%
91.0
5000 106.0 /\ j\
770 R R o RRE
39.0 51.0 5.0 ‘ ‘ 5.40 5.60 5.80 6.00 6.20
Obrrrrer et bbbl bl m/z 106,00 44.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
106.0
5000 I L L B
5.40 5.60 5.80 6.00 6.20
m/z 105.00  21.32%
39.0 51.0 50 77.0 ‘
O\\‘]\_\5\‘\0‘\z\z\-’o\\\\“\\\\H\“\\\‘}‘\‘\\‘\\\U‘\\\\“l\\\‘\‘\‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91.0
R R
5.40 5.60 5.80 6.00 6.20
5000 106.0 m/z 77.00 14.78%
51.0 77.0
. 15.0 27.0 39.0 65.0
e B e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene TSN A
91.0 5.40 5.60 5.80 6.00 6.20
m/z 51.00 9.97%
106.0
5000
39.0 51.0 65.0 77.0 ‘ A
0H"‘““Z‘Zf?"m“"H}“‘MH‘1‘1‘”‘w“U‘HH“1”““«““”‘ PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 Benzene, (1-methylethyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.643 9.65 ng/ul 75619 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
Abundance Scan 537 (6.643 min): BG051421.D\data.ms (-528) (-) m/z 105.00 100.00%
105.0
5000 /\
770 1201 LB B L I R AN L
51.0 1o ‘ 6.40 6.60 6.80 7.00
Ot SO M T M b m/z 120.10 23.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 LB B L L I AL B
6.40 6.60 6.80 7.00
120.0 %
510 770 m/z 77.00 18.32
20 1 T
O \\’\\\\’\\\‘\’\\\\"\\\\"‘\\\\‘\‘\‘H‘\\\\‘\\\\‘\\\\‘\i\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
SNSRI & S W—
6.40 6.60 6.80 7.00
5000 m/z 79.00 16.01%
120.0
51.0 77.0
27.0
64.0 91.0
Ottt ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10712: Benzene, (1-methylethyl)- TR VTN | R—
105.0 6.40 6.60 6.80 7.00
m/z 103.10 12.03%
5000
120.0
510 m 91.0
0 "%ﬂTQ,%Zf?u‘ﬂpu"”M"?ﬂﬂq“uhk‘u‘H;H“Jﬂ“‘u‘p‘u“ 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 Benzene, propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.142 5.31 ng/ul 41665 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 622 (7.142 min): BG051421.D\data.ms (-614) (-) m/z 91.00 100.00%
91.0
5000
120.1 SN V.V VNS
65.0 . T T T v
39.0 105.0 6.80 7.00 7.20 7.40

0‘w‘Hw‘Hw‘HﬁhuqﬁmhNHMMHWN‘kuh_JH‘HHpHm‘H m/z 120.10  19.99%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10702: Benzene, propyl-

91.0
5000 L L L L L B LN I
6.80 7.00 7.20 7.40
120.0 m/z 65.00  13.86%
65.0
390 105.0 ‘
OH‘HH‘H\‘\‘\H\“H\\i\H\‘\‘H\‘\H‘\‘\\H‘\H\‘H‘H‘HH“HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance
91.0 \ /\
l

6.80 7.00 7.20 7.40

5000 ITI/Z 92.00 10.61%
65.0 1200
150 39.0 105.0
T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M ﬂ
Abundance #10701: Benzene, propyl- ﬂ W““‘H““‘H&“‘W‘
91.0 6.80 7.00 7.20 7.40

m/z 39.00 7.31%

5000

120.0

39.0 65‘-0 | 1050
Ot e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Benzene, 1,2,3-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.248 5.53 ng/ul 43323  1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 640 (7.248 min): BG051421.D\data.ms (-635) (-) m/z 105.10 100.00%
105.1
5000 [\/U\
A EmmamaEn R e
39.0 75‘0 2810 7.00 7.20 7.40 7.60
0‘H‘HHMNwﬂuﬂuwwwmwuHMH‘MHWH‘WHHM‘HMHW‘HWH m/z 120.10 34.77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000 L L L L I I B B
7.00 7.20 7.40 7.60
m/z 77.00 16.44%
O \H‘\‘\H“‘H‘\‘\"\?\H\‘R\‘H‘h\\\“H\\‘\H\’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
“H‘H‘w“u‘u‘w“
7.00 7.20 7.40 7.60
5000 m/z 106.00 12.35%
o 39.0 7410
T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280 [W
Abundance #10719: Benzene, 1-ethyl-2-methyl- m““_“‘_“‘_“‘W“
105.0 7.00 7.20 7.40 7.60
m/z 103.00 11.43%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Benzene, 1l-ethyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.554 7.33 ng/ul 57438 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 692 (7.554 min): BG051421.D\data.ms (-689) (-) m/z 105.00 100.00%
105.0
5000
120.1
e R ARARR
510 77.0 91‘-0 7.20 7.40 7.60 7.80
Oberrrrerrerr 380 Mt L nz 120.05  29.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\\‘/\\\/\\\/‘\H\/\\‘\f\\u‘um‘\
120.0 7.20 7.40 7.60 7.80
m/z 91.00 13.46%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\H“‘HHi‘\‘\u‘s‘:\g‘\"?\‘u\‘H‘HH“MH‘\‘il\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0 /\
oo W Al
: 7.20 7.40 7.60 7.80
5000 m/z 79.05 12.82%
77.0 91.0
ol.150 380510 640
R R RARATEE e e e aana
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 N\/\ /\
Abundance #10721: Benzene, 1-ethyl-4-methyl- (NI YA BN S A W 8 BN
105.0 7.20 7.40 7.60 7.80
m/z 77.00 12.51%
5000
120.0
77.0 91.0
ol 280 90 630
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SFAM-EPA-BG120821.M Thu Dec 16 ©5:11:23 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.035 3.73 ng/ul 29274 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, n-butyl- 134 C1oH14 000104-51-8 27
2 2-Methyl-7-phenyl-2,6-heptanediol 222 C14H2202 069815-09-4 25
3 Benzene, n-butyl- 134 C1eH14 000104-51-8 16
4 Benzene, n-butyl- 134 CleH14 000104-51-8 16
5 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 16
Abundance Scan 774 (8.035 min): BG051421.D\data.ms (-768) (-) m/z 91.00 100.00%
43.0 91.0
69.1
5000
113.0
H ‘ ‘ 7.80 8.00 8.20 8.40
Ol bl L m/z 43.e0  91.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17010: Benzene, n-butyl-
91.0
5000
7.80 8.00 8.20 8.40
650 134.0 m/z 69.10  68.14%
39.0 ’
0 -\1\5\.(‘)\‘\‘\\““\\‘\\“\‘H\H“\\"\“\‘H\‘\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 95.0
7.80 8.00 8.20 8.40
m/z 41.00 55.60%
5000 69.0
131.0
0 155.0 189.0
R i B B e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17013: Benzene, n-butyl- AN R o
91.0 7.80 8.00 8.20 8.40
m/z 92.00 49.09%
5000
970 65.0 134.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

SFAM-EPA-BG120821.M Thu Dec 16 ©5:11:23 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On 9 Dec 2021 00:31

Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

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

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

Peak Number 13 Indane Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
8.553 5.29 ng/ul 41509 1,4-Dichlorobenzene-d4 8.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 60
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 53
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 49
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 49
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 49
Abundance Scan 862 (8.553 min): BG051421.D\data.ms (-855) (-) m/z 117.00 100.00%
117.0
5000
145.9
91.0 A e
500 750 ‘ 8.20 8.40 8.60 8.80
oLl LA J“J‘, wll ““M el m/z 118,10 57.16%
miz--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
A
5000 L L L L LI LN B
8.20 8.40 8.60 8.80
m/z 115.00 34.26%
300 630 10
O \]_\5\.()‘\ \\\“.\ \H\ \““\.‘\ T \"\\“\ T “\ L !“ T \\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
117.0
AR EREES
8.20 8.40 8.60 8.80
5000 m/z 145.90 34.13%
91.0
39.0 63.0
15.0
]
m/iz--> 20 40 60 80 100 120 140
Abundance #10206: Benzene, 1-ethenyl-2-methyl- A ww“w“‘w““w“‘w
117.0 8.20 8.40 8.60 8.80
m/z 147.90 23.92%
5000
91.0
39.0 5gg
o Tse
ot T R
m/z--> 20 80 100 120 140 8.20 8.40 8.60 8.80

SFAM-EPA-BG120821.M Thu Dec 16 ©5:11:24 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 14 Benzene, 1-methyl-3-propyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
8.723 3.06 ng/ul 23998 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 81
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 62
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 62

4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 62
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 58

Abundance Scan 891 (8.723 min): BG051421.D\data.ms (-886) (-) m/z 105.05 100.00%

105.1
5000

134.1 /\« /\&

770 U U R R
51.0 ‘ ‘ ‘ ‘ 8.40 8.60 8.80 9.00
Olerperrrrreeprrrdetereari et e M bl m/z 13405 24.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
L
5000 LB L B B B L |
8.40 8.60 8.80 9.00
77.0 134.0 m/z 77.00 17.92%

9.0

15'03.62@
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0 [\/\
T

8.40 8.60 8.80 9.00

o

5000 ITI/Z 106.00 14.65%
134.0
270 51.0 77.0
O et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17053: Benzene, 1-methyl-3-propyl- G e T
105.0 8.40 8.60 8.80 9.00

m/z 115.00  13.36%

5000
134.0

39.0 77.0
5.0 I ‘\\ I I ‘

Qe e e b pee e e e T NEE
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00

SFAM-EPA-BG120821.M Thu Dec 16 ©5:11:24 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 Benzene, 1,2-diethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.817 6.70 ng/ul 52559 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 64
2 Benzene, 1,4-diethyl- 134 C1loH14 000105-05-5 64
3 p-Mentha-1,5,8-triene 134 C1eH14 021195-59-5 62
4 Tetracyclo[3.3.1.1(1,8).0(2,4)]d... 134 CleH14 1000185-58-7 62
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 60

Abundance Scan 907 (8.817 min): BG051421.D\data.ms (-901) (-) m/z 91.00 100.00%

91.0
119.0
5000 134.1
65.0
39"0 ‘ ‘ 8.40 8.60 8.80 9.00 9.20
0 H‘WHH‘HH;“MH\M,mJWH“HH‘,mH_‘HA,HH‘JW_u‘w m/z 185.10  78.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 ]h N
5000 134.0 K‘uu‘uu‘uu‘u/\\\ﬁA
910 8.40 8.60 8.80 9.00 9.20
' m/z 119.00 72.05%
39.0 65.0
0 \\‘1\\5\.9‘\H‘\“HH"‘HHi‘i‘u‘\’\‘\‘\\‘\H‘H‘H\\‘H‘\H‘\‘H\’HMHHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
\ _/‘\H_/\‘muu_m,u
8.40 8.60 8.80 9.00 9.20
5000 134.0 m/z 134.05  49.05%
91.0
0 15.0 41.0 65.0
T T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ (\
Abundance #17025: p-Mentha-1,5,8-triene e e R
91.0 134.0 8.40 8.60 8.80 9.00 9.20
m/z 92.00 43.72%
119.0
5000
41.0 65.0
0“_H‘_Hﬂ_kuH¢WmuMMwuwmH‘WMH‘NM,HM}HH‘JHM‘ ‘H“_‘A‘_“m“u,‘ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00 9.20

SFAM-EPA-BG120821.M Thu Dec 16 ©5:11:24 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 o-Toluidine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.099 14.54 ng/ul 114025 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Toluidine 107 C7HSN 000095-53-4 94
2 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 91
3 p-Aminotoluene 107 C7HSN 000106-49-0 91
4 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 90
5 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 90
Abundance Scan 955 (9.099 min): BG051421.D\data.ms (-949) (-) m/z 106.05 100.00%
106.1
5000 /\\
77.0 AP ey
390 53.1 g5 M 89.0 8.80 9.00 9.20 9.40
0 ettt el m/z 107.00 66.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5805: o-Toluidine
106.0
5000 L B L LN R
8.80 9.00 9.20 9.40
77.0 m/z 77.00  21.12%
51.0 .
O \\‘]\-\5\.\0‘ \2\\7\.(’)\ \??‘.(\)\\\““\\\6‘?\.‘\0\‘\\\‘1‘}\\8\%i‘\0\\\‘\} 1‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
106.0 (\/\ J\
8.80 9.00 9.20 9.40
5000 m/z 79.00 14.82%
77.0
o140 27,0 390 530 650 89.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5819: p-Aminotoluene
106.0 8.80 9.00 9.20 9.40
m/z 53.10 8.18%
5000
77.0
o, 150 270 390 530 650 || 910 |
B R A RARE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.80 9.00 9.20 9.40

SFAM-EPA-BG120821.M Thu Dec 16 ©5:11:25 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On 9 Dec 2021 00:31

Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 o-Cymene Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
9.181 3.12 ng/ul 24465 1,4-Dichlorobenzene-d4 8.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 87
2 o-Cymene 134 C10H14 000527-84-4 87
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 86
4 p-Cymene 134 C10H14 000099-87-6 86
5 o-Cymene 134 C1oH14 000527-84-4 86

Abundance Scan 969 (9.181 min): BG051421.D\data.ms (-965) (-) m/z 119.00 100.00%
119.0
5000
134.1
91.0
40.0 65.0 ‘ ‘ 8.80 9.00 9.20 9.40 9.60
Ol e il L hyz 134,05 29.76%
miz--> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0
8.80 9.00 9.20 9.40 9.60
91.0 134.0 m/z 91.00 17.82%
150 390 450
O\\\‘\ T \‘\ T \“‘\ \“\ \“‘\‘\ T \‘”‘ T ‘W\ \‘\w [ — T
m/z--> 20 80 100 120 140
Abundance
119.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 120.00 14.66%
134.0
91.0
o 15.0 41.0 65.0
T e e e
miz--> 20 40 80 100 120 140 ﬂ ﬂ ﬂ n ﬂ ﬂ
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- P
119.0 8.80 9.00 9.20 9.40 9.60
m/z 40.00 13.95%
5000
91.0 134.0
39.0 65.0 ‘
m/z--> 20 40 80 100 120 140 8.80 9.00 9.20 9.40 9.60

SFAM-EPA-BG120821.M Thu Dec 16 ©5:11:25 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On 9 Dec 2021 00:31

Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.293 5.67 ng/ul 44416  1,4-Dichlorobenzene-d4 8.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 87
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 83
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 81
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 81
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 81

Abundance Scan 988 (9.293 min): BG051421.D\data.ms (-978) (-) m/z 119.10 100.00%

1101
43.0
5000
91.0 134.1

‘ ‘ 9.00 9.20 9.40 9.60
H‘HH_H‘_HMW‘NWMMUH_MNMAMHH‘M‘M“‘LHWWMWH m/z 43.00  54.33%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0

o

5000 UL L B LI AL LR
010 134.0 9.00 9.20 9.40 9.60
' m/z 121.00 36.53%
65.0 ‘
O \\‘]_\\5\9\\H‘\ﬁ\g’\()\\\“\H\’\\H‘\H‘“‘H\\’\\H‘\H‘H’\\U\l\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
R RAREEEEREY
9.00 9.20 9.40 9.60
5000 m/z 91.00 35.41%
91.0 134.0
o 15.0 39.0 65.0
T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 9.00 9.20 9.40 9.60

m/z 134.05 31.86%

5000
91.0 134.0
w o T T Y
150 %0 2 il L (o

m/z-->

o

10 20 30 40 50 60 70 80 90 100110120130140

9.00 9.20 9.40 9.60

SFAM-EPA-BG120821.M Thu Dec 16 ©5:11:26 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On 9 Dec 2021 00:31

Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Phenol, 2,6-dimethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
9.628 3.81 ng/ul 46089 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 93
2 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 92
3 Phenol, 2,5-dimethyl- 122 C8H1e0 000095-87-4 70
4 Phenol, 2,5-dimethyl- 122 C8H1e0 000095-87-4 70
5 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 70
Abundance Scan 1045 (9.628 min): BG051421.D\data.ms (-1039) (-) m/z 107.00 100.00%
107.0122.0
77.0
5000 A
39.0 57.0 P
b gt
oHWwW,W‘MMwwm‘l‘!‘uhm!w“}‘m_w m/z 122.00  86.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #11324: Phenol, 2,6-dimethyl-
107.0122.0
5000 \A T T T \m T
77.0 9.50 10.00
m/z 77.00 52.55%
R T
O\\\‘\\H‘%\7\’()\\H“‘\‘H\}‘HH\“‘\‘H‘H\!‘HH‘MH’\M‘\MHH‘H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
107.0122.0 m (‘«% /\ l”\
WAL i
9.50 10.00
m/z 119.00 50.91%
5000 39.0 77.0
0 15.0 60.0 92.0
T L L U
m/iz--> 10 20 30 40 50 60 70 80 90 100110120130140 A /\ /\
Abundance #11319: Phenol, 2,5-dimethyl- A ‘/\A‘ ‘ ‘FW
107.0122.0 9.50 10.00
m/z 91.00 47 .45%
5000
77.0
39.0
oh 150 L L 800 | S0 \MM
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 20 Pentanol, 4-methyl-4-nitro- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.963 3.77 ng/ul 45579  Naphthalene-d8 11.014

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanol, 4-methyl-4-nitro- 147 C6H13NO3 005215-92-9 50
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 50
3 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 50
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 47
5 Propanedinitrile, cyclohexyl(2-m... 244 C16H24N2 074764-55-9 47
Abundance Scan 1102 (9.963 min): BG051421.D\data.ms (-1094) (-) m/z 83.10 100.00%
83.1
55.0
5000
nn /\/\
39 p0o T :
1130 1411 10,00
‘\ TR = g
obvv o b T m/z 55.00 66.82%
miz-> 20 40 60 80 100 120 140
Abundance #25919: Pentanol, 4-methyl-4-nitro-
55.0
83.0
5000 T T T T T T
10.00
m/z 43.00 56.43%
101.0
[ __uro
O\\\‘\\\\‘}H\“\\‘i\‘\‘\\‘H‘\\\‘\\\\“\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance
83.0
55.0 MW\ W,
10.00
5000 m/z 70.00 22.92%
98.0
39.0
15.0
ol e et e
miz--> 20 40 60 80 100 120 140 ﬁ m
Abundance #7556: 3,4-Dimethyl-2-hexene M ‘ﬂMA = ‘ N
55.0 10.00
83.0 m/z 41.00 22.44%
5000
39.0 112.0
0 150‘“‘ “M SV A /R N S S
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 21 m-Chloroaniline Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.033 6.60 ng/ul 79827 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Chloroaniline 127 C6H6CIN 000108-42-9 97
2 o-Chloroaniline 127 C6H6CIN 000095-51-2 96
3 o-Chloroaniline 127 C6H6CIN 000095-51-2 95
4 o-Chloroaniline 127 C6H6CIN 000095-51-2 95
5 p-Chloroaniline 127 C6H6CIN 000106-47-8 94
Abundance Scan 1114 (10.033 min): BG051421.D\data.ms (-1109) (- | m/z 127.00 100.00%
127.0
5000
65.0 920 L |
39.0 H ‘ 10.00
Obrrprerrerrerdbibotberatly e bbb miz 129,00 34.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13430: m-Chloroaniline
127.0
5000 L ———0 At
65.0 10.00
92.0 m/z 65.00 29.31%
0 H‘\\\.\‘\Hi‘\\\‘}“.‘\\‘\\‘}\H‘\“\‘\‘\‘\‘\‘H‘H\\i‘!\\\‘l‘}?—\]\_(‘)\.\()\\’\\\li\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
127.0 /\
Lo p [V
10.00
5000 m/z 92.00 23.50%
65.0 92.0
39.0
ol 280 el el 2200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13433: o-Chloroaniline L Am . ‘”Q
127.0 10.00
m/z 64.00 15.55%
5000
65.0 920
39.0 ‘
) E S N N .1+ O N (SO A VW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 23 Phenol, 3,5-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.491 7.32 ng/ul 88466  Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 96
2 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 95
3 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 95
4 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 95
5 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 94
Abundance Scan 1192 (10.491 min): BG051421.D\data.ms (-1188) (- | m/z 107.00 100.00%
107.0 1220
5000
77.0 /\
91.0 T T T T ‘ T
37 5‘0 ‘ ‘ 10.50
Orerreereprerreo e bl il wsz 122,00 86.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11326: Phenol, 3,5-dimethyl-
107.0 122.0
5000 T /\\ T T T T T /\
77.0 10.50
91.0 m/z 121.00 37.11%
39.0 530 ‘ ‘
O H‘HH‘HH‘H\\“HHUH\‘H‘H‘H‘H\1‘\\\\‘\\\\‘\\\1‘\\\\"\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
107.0 122.0
T T T T ‘ \M\
10.50
5000 m/z 77.00 35.88%
77.0
91.0
51.0
27.0
Obrrprrrrpretrprrrttrrre e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 N /\A
Abundance #11334: Phenol, 3,5-dimethyl- vy L A
122.0 1050
107.0 m/z 79.85 18.33%
5000
770 91.0
39.0 530 m
ohaso %00 4 Ul Lyl sl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\

BGO51421.D
9 Dec 2021 00:31

: CG/IU
. M4960-10

: 13 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Concentration Rank 9

Peak Number 24 Ethanol, 2-(2-butoxyethoxy)-

R.T. EstConc Area Relative to ISTD R.T.
10.768 12.37 ng/ul 149538 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78

Abundance Scan 1239 (10.768 min): BG051421.D\data.ms (-1232) (- | m/z 45.00 100.00%
45.0
5000 /\\M
75.0
101.0 10.50 11.00
OF Ju‘lu “W J“!“w‘ 1N Lo B30 w/z s7.e5  98.05%
miz--> 20 40 60 80 100 120 140
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
41. 1050 1100
75.0 m/z 41.60  34.51%
101.0
miz--> 20 40 60 80 100 120 140
Abundance
57.0
1050 1100
5000 m/z 75.00 20.99%
41.0
75.0
0 15.0 100'0116_0132.0
L e e St B e SERML S
m/iz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- o LA e L
57.0 10.50 11.00
m/z 56.00 16.15%
5000
29.0
75.0 Mw&
ol 110001320 ALY
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 25 Phenol, 3,4-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.885 5.98 ng/ul 72299 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 95
2 Phenol, 2,4-dimethyl- 122 C8H1e0 000105-67-9 95
3 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 89
4 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 89
5 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 76
Abundance Scan 1259 (10.885 min): BG051421.D\data.ms (-1252) (- | m/z 107.00 100.00%
107.0
5000
77.0
e
39.0 ‘ 1330 18‘1 9 100 11.00
0brrr M“w ll o “ el 1 L~ m/z 122.18  63.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11330: Phenol, 2,4-dimethyl-
107.0
5000 10. 50 /El 00
77.0
m/z 121.00  34.32%
O \\\‘2\7\\0\“‘\\“1“\ i“\‘u\“‘u‘{”\ ‘H‘l\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
122.0
. A /V
10. 50 11. 00
5000 m/z 77.00 32.02%
77.0
39.0
0 18.0 102.0
A R A
miz--> 20 40 60 80 100 120 140 160 180 /\M
Abundance #11334: Phenol, 3,5-dimethyl- — wl —
122.0 10.50 11.00
m/z 91.00 19.88%
5000
77.0
39.
050 0, Lmeze | o
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 26 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.401 4.07 ng/ul 49184  Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 97
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 94
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 93
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 64
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 53
Abundance Scan 1517 (12.401 min): BG051421.D\data.ms (-1510) (1 m/z 104.00 100.00%
104.0 132.0
78.0
5000 51.0
/\ ‘ T T M‘ T
‘ ‘ 160.1 12.00 12.50
0 bl el L myz 132,00 88.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16680: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 8.0 Lo Tha A
51.0 12.00 12.50
m/z 103.10 54.42%
27.0 ‘
0 \\\‘\“\\\“‘i\\‘l\““{‘\\‘ “\\‘\\‘U'U\\\’\\\‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
104.0 132.0
ERTINATY |
12.00 12.50
5000 m/z 78.00 52.31%
78.0
51.0
27.0
L
m/z--> 20 40 60 80 100 120 140 160
Abundance #16682: 1H-Inden-1-one, 2,3-dihydro- L L
104.0 132.0 12.00 12.50
m/z 51.00 41.06%
5000
51.0 78.0
27.0 “
) SN N S Y | N W—
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 27 Benzenamine, 2,3-dichloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.271 7.57 ng/ul 140643  Acenaphthene-di10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,3-dichloro- 161 C6H5C12N 000608-27-5 98
2 Benzenamine, 2,4-dichloro- 161 C6H5C12N 000554-00-7 97
3 Benzenamine, 3,4-dichloro- 161 C6H5C12N 000095-76-1 96
4 Benzenamine, 2,5-dichloro- 161 C6H5C12N 000095-82-9 96
5 Benzenamine, 2,6-dichloro- 161 C6H5C12N 000608-31-1 96
Abundance Scan 1665 (13.271 min): BG051421.D\data.ms (-1659) (- | m/z 161.00 100.00%
161.0
5000
— —
13.00 13.50
0! m/z 163.00 63.80%
miz--> 20 40 60 80 100 120 140 160
Abundance #37258: Benzenamine, 2,3-dichloro-
161.0
5000 —A ——
900 13.00 13.50
63.0 126.0 m/z 90.00 36.69%
44.0 ’
Ot ‘2\6\0\ \‘HM \‘”1 T ‘\JLJ\ 1‘”\ }‘ \‘M \”"‘1\0\8\0\ T \“‘1 T T ‘H‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance
161.0
T ‘{\ T T ‘ T
13.00 13.50
5000 m/z 63.00 22.42%
63.0 90.0
440 126.0
0 26.0 . 108.0
L e e o
m/z--> 20 40 60 80 100 120 140 160 A f\
Abundance #37267: Benzenamine, 3,4-dichloro- Ly ‘WWMMA‘ A
161.0 13.00 13.50
m/z 99.00 17.23%
5000
99.0
63.0 126.0
0““_1‘?$Pw1wﬂuﬂﬁﬁph‘w““‘m‘m““w — bt
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 29 1,4-Benzenediamine, N,N'-bi... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.580 12.70 ng/ul 236056  Acenaphthene-di10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenediamine, N,N'-bis(1-m... 192 C12H20N2 004251-01-8 97
2 2-Buten-1-one, 1-(2,6,6-trimethy... 192 C13H200 035044-68-9 59
3 3-Methoxy-4-pyrrolidinoaniline 192 C11H16N20 016089-42-2 58
4 1-Dimethylvinylsilyloxy-3-methyl... 192 C11H160Si 1000307-91-6 58
5 2,6-Diisopropylanisole 192 C13H200 002944-52-7 58
Abundance Scan 2058 (15.580 min): BG051421.D\data.ms (-2049) (- | m/z 177.10 100.00%
177.1
5000 107.0 ]\
149.1 e
43.0 80.1 15.50
o I AR N W ﬂ 280 ks “ b m/z 192,20 53.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66834: 1,4-Benzenediamine, N,N'-bis(1-methylethyl)-
177.0
5000 — :
15.50
1200 1490 m/z 107.00  38.89%
O ’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
177.0
69.0 15.50
5000 41.0 123.0 m/z 149.05 22.52%
91.0 149.0
0 15.0
A I B o o
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #66489: 3-Methoxy-4-pyrrolidinoaniline - ey
177.0 15.50
m/z 120.10 16.14%
5000
80.0 135.0
52.0 106.0 ‘
ob 280 e e al 3860 N S VL
m/z--> 20 40 60 80 100 120 140 160 180 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 30 1,2-benzenedicarboxaldehyde... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
16.279 2.63 ng/ul 51969 Phenanthrene-d10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-benzenedicarboxaldehyde, 4-(... 190 C12H1402 1010400-21-4 70
2 1-(2,4-Dimethylphenyl)-1-methyls... 190 C12H18Si 1000293-75-8 62
3 Benzene, 1-cyclohexyl-2-methoxy- 190 C13H180 002206-48-6 60
4 Phenol, 2-cyclohexyl-4-methyl- 190 C13H180 001596-09-4 49
5 5,6,7,8-Tetrahydro-4H-[1,2,4]tri... 190 C9H10ON4O 039247-61-5 45
Abundance Scan 2177 (16.279 min): BG051421.D\data.ms (-2172) (- | m/z 147.00 100.00%
147.0 190.1
5000 M
s bl v/
16.00 16.50
0" : m/z 190.10 85.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64691: 1,2-benzenedicarboxaldehyde, 4-(1,1-dimethylet
147.0
5000 91.0 L
119.0 190.0 16.00 16.50
41.0 m/z 91.00 56.41%
0 \\\‘\\‘\\“‘\\\\‘\\\N“‘\\N\“‘”\\‘\M\\\\‘\!\\‘\\\‘\’\\‘\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
147.0
16 00 16 50
5000 m/z 135.00 46.71%
190.0
o 430 67.0 910 1190
AL o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64800: Benzene, 1-cyclohexyl-2-methoxy- — ——
147.0 190.0 16.00 16.50
m/z 162.10  43.09%
121.0
5000 91.0
39.0 65.0 A
olaso 2 T L Loaese L L ) flp
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31

Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 31 unknown-02 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.672 9.71 ng/ul 191675 Phenanthrene-di10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidin-1-yl-bicyclo[3.2.1]... 195 C12H21NO 093185-83-2 38
2 1-Azaspiro[5,5]undecane 153 C10H19N 000180-73-4 35
3 1H-Pyrazole, 1,3,5-trimethyl- 110 C6H1ON2 001072-91-9 25
4 1-(Dimethylamino)pyrrole 110 C6H1ON2 078307-76-3 25
5 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 25

Abundance Scan 2244 (16.672 min): BG051421.D\data.ms (-2239) (1 m/z 109.95 100.00%
110.0
410 00
5000
149.1
= —
191.1 239.1 16.50 17.00
0+ m/z 70.00 68.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70299: 2-Pyrrolidin-1-yl-bicyclo[3.2.1]octan-8-ol
110.0
5000 A A
16.50 17.00
m/z 41.05 62.81%
410 700 195.0
O‘\\\\‘i‘”\\\“\‘\WM\\“1\\U‘\\‘\\‘\%%8‘.\0\\%‘6\6\.\0\“\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
110.0
—— —
16.50 17.00
5000 m/z 97.05 48.25%
41.0 82.0 153.0
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6496: 1H-Pyrazole, 1,3,5-trimethyl- L P
110.0 16.50 17.00
m/z 69.00 45.71%
5000
42.0 68.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 33 Acetamide, N-(2-methylphenyl)- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
16.948 2.47 ng/ul 48746  Phenanthrene-d10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(2-methylphenyl)- 149 C9H11INO 000120-66-1 53
2 1,3-Dioxolan-4-one, 2-isopropyl-... 206 C12H1403 343954-08-5 35
3 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 35
4 Benzene, 1-butyl-4-methoxy- 164 C11H160 018272-84-9 30
5 Benzene, 1-(1,1-dimethylethyl)-4... 164 C11H160 005396-38-3 30

Abundance Scan 2291 (16.949 min): BG051421.D\data.ms (-2287) (- | m/z 149.00 100.00%
149.0
107.0
5000
SUMELLWIE RS e
55.0
‘ 78.1 | ‘ ‘ ‘ 720 207.0 17.00
Obrrrere et il L bl T m/z 107,00 80.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27374: Acetamide, N-(2-methylphenyl)-
107.0
5000 1
149.0 17.00
43.0 m/z 121.00 32.57%
15wo L I L 77‘\\0 I ‘ I
O \\\‘\‘\\\‘\\\‘\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
107.0
——
56.0 17.00
79.0 m/z 163.05 24 .45%
5000 162.0
135.0
0 206.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ M
Abundance  #39653: Benzenemethanol, 4-(1,1-dimethylethyl)- ‘ M — W\“ M
149.0 17.00
m/z 105.00 20.76%
5000
91.0
41.0
0380 L ST L I L -
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 34 7-Methoxy-3,4-dimethyl-chro... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
17.048 3.54 ng/ul 69894  Phenanthrene-di0 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methoxy-3,4-dimethyl-chromen-2... 204 C12H1203 1000300-01-2 89
2 4-Ethyl-7-methoxycoumarin 204 C12H1203 064231-08-9 68
3 2H-2,4a-Methanonaphthalene, 1,3,... 204 C15H24 001135-66-6 62
4 1,4,6-Trimethyl-1,2,3,4-tetrahyd... 204 C11H12N202 004951-03-5 62
5 2(3H)-benzofuranone, 5-methoxy-3... 204 C12H1203 1000467-93-0 58
Abundance Scan 2308 (17.048 min): BG051421.D\data.ms (-2304) (- | m/z 204.10 100.00%
161.1 204.1
5000
105.0 A
770 133.0 i
39.0 : ‘ ‘ ‘ 17.00
0 Al L m/z 161.05  98.46%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79690: 7-Methoxy-3,4-dimethyl-chromen-2-one

161.0
204.0 /\/\«
5000 R \/\\f‘\”“
17.00
43.0 77.0 m/z 176.10 68.11%
O ‘ TTT \h“l \“N‘\ “‘\‘ \‘\‘\““ T \H\ T “‘\‘\ \‘\h‘ \;\3\7‘ \0\ TT “\ T \‘\" TTTT ‘ \‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
161.0
204.0 M‘J\M, SR |
17.00
5000 m/z 147.00 36.85%
137.0
(O L A AL o B

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

Abundance #80402: 2H-2,4a-Methanonaphthalene, 1,3,4,5,6,7-hexal
161.0 17.00

m/z 105.00 34.61%

5000

133.
41.0 1050 1330
‘ 69.0 ‘ ‘
I ‘M T R

T
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00

o

SFAM-EPA-BG120821.M Thu Dec 16 ©5:11:32 2021 Page: 29



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 35 1H-Indene, 4,7-dimethyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
17.395 2.37 ng/ul 46835  Phenanthrene-d10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 59
2 Benzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 59
3 (1-Ethylbuta-1,3-dienyl)benzene 158 C12H14 1000210-05-6 59
4 Benzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 59
5 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 59
Abundance Scan 2367 (17.395 min): BG051421.D\data.ms (-2364) (1 m/z 129.00 100.00%
129.0
5000
W‘r/\/;'v\ww‘m‘ —
399 g40 930 149.0 179 2020 17.00 17.50
0 H‘l‘”\\M‘!1\‘HHM\\M\‘h\‘\““\H‘HH‘HHH\‘\‘\H“l\u,u m/z 128.00  45.08%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23554: 1H-Indene, 4,7-dimethyl-
129.0
\M/\/M\MWA rv
— W :

5000
17.00 17.50
m/z 127.05 13.13%
39.0 63.0 88.0 109'p “ ‘\
0 M“‘VHW“VW“WW‘M“‘W”“‘\““w“ww““w“‘!‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
129.0
17.00 17.50
5000 ITI/Z 39.90 12.72%
158.0
39.0 65.0 910
O e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34729: (1-Ethylbuta-1,3-dienyl)benzene “ T
129.0 17.00 17.50
m/z 93.00 12.18%
5000
. 77.0 158.0
0 oo M
R AR R RN SRS SRR AR SR T T
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\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 36 1-Dimethyl(phenyl)silyloxyp... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
17.918 5.14 ng/ul 101588  Phenanthrene-di10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dimethyl(phenyl)silyloxypropane 194 C11H180Si 013360-21-9 50
2 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H1403 036881-00-2 50
3 2-Mercapto-3-(trifluoromethyl)py... 221 C8H6F3NOS 1000463-18-0 50
4 Benzoic acid, 4-(trimethylsilyl)- 194 C1@H1402Si 015290-29-6 43
5 2,4-Dimethoxyphenyl isocyanate 179 CSH9ONO3 084370-87-6 38
Abundance Scan 2456 (17.918 min): BG051421. D\data ms (-2449) (- | m/z 179.10 100.00%
179.
5000 135.0
41.0 107.0 18.00
77.1 :
250.1
Ot b b k2122 208 s a0 g 16
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68948: 1-Dimethyl(phenyl)silyloxypropane
179.0
137.0
5000
18.00
m/z 197.10  16.21%
61.0 105.0 ‘
O \H’\\\\"“\‘\‘\H\"‘\\\‘\‘H"H‘\‘\’\‘H1“”\\\\“‘\\\\‘\‘\\\ ‘\H‘\‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
179.0
At
135.0 18.00
5000 ’ m/z 107.00 14.70%
43.0 87.0
15.0
e RS E R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100613: 2-Mercapto-3-(trifluoromethyl)pyridine, S-acety T
179.0 18.00
43.0 m/z 180.10  13.60%
5000
135.0
69.0
107.0
] A U W WO — A1 WA -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 37 Pentadecanoic acid, 14-meth... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
18.194 2.77 ng/ul 54727  Phenanthrene-d10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 93
4 Dodecanoic acid, 1@-methyl-, met... 228 C14H2802 005129-65-7 87
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 76
Abundance Scan 2503 (18.194 min): BG051421.D\data.ms (-2498) (- | m/z 74.00 100.00%
74.0
5000
43.0
et e
“‘ || roto 143 0 1851 22‘7 2 oo 18.00 18.50
0“Hmi‘u‘wl‘iu‘ﬂ‘m“:mw‘muw“u“‘MM‘“‘w“HM“mM‘H‘H“mwuu‘ m/z 87.00 69.71%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 I e
18.00 18.50
m/z 43.05 33.03%

o

000 190 50 zar0
\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140 160180200 220 240260
Abundance
74.0

1800 1850
5000 ITI z 55.00 22.67%
43.0
101.0 1430 1850 2280
o R B 11 Y A
m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #109317: Methyl 11-methyl-dodecanoate

74.0 1800 1850

m/z 41.05 21.27%

5000
1430 185.0

M ml 1.0 | ‘ 228.0
O prrrrprreepep e bt et prr e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 oo 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 39 1@-Octadecenoic acid, methy... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
19.352 4.19 ng/ul 82724  Phenanthrene-d1e 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91
Abundance Scan 2700 (19.352 min): BG051421.D\data.ms (-2696) (- | m/z 55.05 100.00%
55.0
2000 i mwwwmmwwjkwmwwwmww
HH 251 1631 2222 264.1 19,00 1950
ol m/z 69.05 66.06%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000 — —
87.0 19.00 19.50
264.0 m/z 41.05 63.36%
23.0 .
70, 1800 20| o
0 Lyl \‘\ . ‘\Hm‘ Al g b S M v
miz-> 50 100 150 200 250 300
Abundance
55.0
— ——
19.00 19.50
5000 87.0 m/z 74.00  63.13%
123.0
4250 180.0 222.0 264.0,.. .
L e e e
m/iz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0 19.00 19.50
m/z 43.05 52.19%
5000
87.0
264.0
HH ‘H 23.0 180.0 222.0 206.C
o bl — —
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 40 unknown-03 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

21.273 4.63 ng/ul 97375  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4,9-Tetramethylpyrene 258 C20H18 1000452-23-9 25
2 3,4,6-Trimethylthiopyrazolo[3,4-... 258 C8H10N4S3 130224-57-6 25
3 3,10-Dimethyl-pyrido[3,2-g]pteri... 243 C11H9N502 1000286-78-9 25
4 3-Phenanthrenol, 4b,5,6,7,8,8a,9... 258 C18H260 072444-79-2 25
5 Thiourea, N-(3-chloro-4-fluoroph... 258 C11H12C1FN2S  1000351-06-6 25

Abundance Scan 3027 (21.273 min): BG051421.D\data.ms (-3022) (- | m/z 69.00 100.00%
69.0
189.1 2431
5000
145.0 5100 o150
21.00 21.50
0 ‘H i\“h il MM\%W H\P \le “u\h\“ ‘\\H‘h‘ 1““““ Hh!w\“u\‘h\“l‘w\l i \h‘ 2‘8‘\4‘(‘) N ?Sﬁ m/z 41.00 91.12%
miz--> 50 100 150 200 250 300 350
Abundance #146168: 1,2,4,9-Tetramethylpyrene
243.0
5000 e —
114.0 21.00 21.50
m/z 243.10 60.76%
43.0 ‘ ‘
PR N R I AT w‘ ‘\‘“ hl( Q \\ ‘\‘\ h‘ ‘u‘
O\\\\‘\\\\‘\\\‘\\\\\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
258.0
TR E D
21.00 21.50
m/z 189.10 56.91%
5000 450 197.0
126.0
85.0
0L ——— Al g Ju B b M g L
m/z--> 50 100 150 200 250 300 350
Abundance #126858: 3,10-Dimethyl-pyrido[3,2-g]pteridin-2,4(3H,10H
243.0 21.00 21.50
186.0 m/z 258.15 51.28%
5000 104.0
0 95?%, SN N
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 41 (DEL) Alkane: Cyclic21.467 Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
21.467  3.28 ng/ul 68951 Chrysene-di2 21.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexadecane 224 Cl6M32 000295-65-8 97

2 1-Docosene 308 C22H44 001599-67-3 74
3 n-Pentadecanol 228 C15H320 000629-76-5 64
4 1-Hexadecanol 242 C16H340 036653-82-4 60
5 Bromoacetic acid, tetradecyl ester 334 C16H31Br02 018992-01-3 58

Abundance Scan 3060 (21.467 min): BG051421.D\data.ms (-3056) (- 97.05 100.00%
55.1 P1.0
5000
37.0 2221 o150
L e 5T 250
Y I8 1 111 T = 83.05  94.74%
miz--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
55.0
7.0
5000 L
21.50
55.10  86.76%
39.0 224.0
0 \“\ L‘ “\‘\ \“\‘H“ 1‘\“\ ‘\‘ ‘”\1\8\1.\0‘ T \‘\ L LA e e e
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
——
97.0 21.50
5000 43.00 61.08%
o140 139.0 1810 308.0 WM%M/W
e
m/z--> 50 100 150 200 250 300 350
Abundance #109480: n-Pentadecanol 7
41.0 83.0 21.50
m/z 69.00 60.44%
5000
25.0
LT, e
YT 8 1 i i
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BG@51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
27.795 2.92 ng/ul 58135 Perylene-d12 25.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 52
3 Octadecane, 9-ethyl-9-heptyl- 380 C27H56 055282-27-4 50
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 49
5 Hentriacontane 437 C31H64 000630-04-6 49
Abundance Scan 4137 (27.795 min): BG051421.D\data.ms (-4131) (1 m/z 57.10 100.00%
57.1
5000
207.1
281.0
‘ ‘ 3{41-0 ‘ 27:50 28. oo
oL il | M N N Ny ST %
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000
27 50 28 00
m/z 43.10 %
ol ||| 27 141018302250 2020
\\‘\ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0
27 50 28 00
5000 85.0 m/z 85.10 57.14%
. 127.0 1830 5555 2810 3379
e T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #287986: Octadecane, 9-ethyl-9-heptyl- e : MMW
43.0 27.50 28 00
m/z 207.05 34.09%
5000 5.0
‘ 27.0 253 351.0
oLl T01e00010 | I gese FO
m/z--> 50 100 150 200 250 300 350 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120821\
Data File : BGO51421.D

Acqg On : 9 Dec 2021 00:31
Operator : CG/JU

Sample : M4960-10

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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, 1,3-di... 5.785 37.5 ng/ul 293654 1 8.188 156801 20.0
Benzene, (1-met... 6.643 9.7 ng/ul 75619 1 8.188 156801 20.0
Benzene, propyl- 7.142 5.3 ng/ul 41665 1 8.188 156801 20.0
Benzene, 1,2,3-... 7.248 5.5 ng/ul 43323 1 8.188 156801 20.0
Benzene, 1-ethy... 7.554 7.3 ng/ul 57438 1 8.188 156801 20.0
unknown-01 8.035 3.7 ng/ul 29274 1 8.188 156801 20.0
Indane 8.553 5.3 ng/ul 41509 1 8.188 156801 20.0
Benzene, 1-meth... 8.723 3.1 ng/ul 23998 1 8.188 156801 20.0
Benzene, 1,2-di... 8.817 6.7 ng/ul 52559 1 8.188 156801 20.0
o-Toluidine 9.099 14.5 ng/ul 114025 1 8.188 156801 20.0
o-Cymene 9.181 3.1 ng/ul 24465 1 8.188 156801 20.0
Benzene, 4-ethy... 9.293 5.7 ng/ul 44416 1 8.188 156801 20.0
Phenol, 2,6-dim... 9.628 3.8 ng/ul 46089 2 11.014 241801 20.0
Pentanol, 4-met... 9.963 3.8 ng/ul 45579 2 11.014 241801 20.0
m-Chloroaniline 10.033 6.6 ng/ul 79827 2 11.014 241801 20.0
Phenol, 3,5-dim... 10.491 7.3 ng/ul 88466 2 11.014 241801 20.0
Ethanol, 2-(2-b... 10.768 12.4 ng/ul 149538 2 11.014 241801 20.0
Phenol, 3,4-dim... 10.885 6.0 ng/ul 72299 2 11.014 241801 20.90
1H-Inden-1-one,... 12.401 4.1 ng/ul 49184 2 11.014 241801 20.0
Benzenamine, 2,... 13.271 7.6 ng/ul 140643 3 14.822 371767 20.0
1,4-Benzenediam... 15.580 12.7 ng/ul 236056 3 14.822 371767 20.0
1,2-benzenedica... 16.279 2.6 ng/ul 51969 4 17.571 394927 20.0
unknown-02 16.672 9.7 ng/ul 191675 4 17.571 394927 20.0
Acetamide, N-(2... 16.948 2.5 ng/ul 48746 4 17.571 394927 20.0
7-Methoxy-3,4-d... 17.048 3.5 ng/ul 69894 4 17.571 394927 20.0
1H-Indene, 4,7-... 17.395 2.4 ng/ul 46835 4 17.571 394927 20.0
1-Dimethyl(phen... 17.918 5.1 ng/ul 101588 4 17.571 394927 20.0
Pentadecanoic a... 18.194 2.8 ng/ul 54727 4 17.571 394927 20.0
10-Octadecenoic... 19.352 4.2 ng/ul 82724 4 17.571 394927 20.0
unknown-03 21.273 4.6 ng/ul 97375 5 21.872 420276 20.0
(DEL) Alkane: C... 21.467 3.3 ng/ul 68951 5 21.872 420276 20.0
(DEL) Alkane: S... 27.795 2.9 ng/ul 58135 6 25.274 398559 20.0
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