LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc :

ALS Vvial : 25 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-BG112321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51368.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.966 76 81 96 rBV 50244 91852 2.11% ©.323%
2 5.659 362 369 375 rVvV 541473 900072 20.70% 3.169%
3 5.794 384 392 407 rVB 1406343 2850533 65.56% 10.037%
4 6.170 449 456 464 rVW 389897 633466 14.57%  2.230%
5 6.411 492 497 505 rBV5 19017 54846 1.26% 0.193%
6 6.652 525 538 542 rBV2 46181 104300 2.40% 0.367%
7 6.699 542 546 551 rVB 29259 44083 1.01% ©.155%
8 6.793 557 562 570 rVB3 35833 78434 1.80% 0.276%
9 7.045 597 605 611 rVB4 16139 41577 0.96% 0.146%
106 7.145 617 622 628 rVB2 153265 253679 5.83% 0.893%
11  7.257 635 641 646 rBV 322627 526395 12.11% 1.853%
12 7.315 646 651 655 rvv 170669 288529 6.64% 1.016%
13 7.357 655 658 660 rVW 102498 149086 3.43% 0.525%
14 7.392 660 664 671 rVB 258823 448257 10.31% 1.578%
15 7.503 671 683 688 rBV 85470 166987 3.84% 0.588%
16 7.562 688 693 704 rVB2 156875 298363 6.86% 1.051%
17 7.727 713 721 726 rVB 111523 190420 4.38% 0.670%
18 7.827 731 738 745 rVB 760108 1257185 28.92% 4.427%
19 8.044 770 775 777 rBV 34893 52410 1.21% 0.185%
20 8.073 777 780 785 rVB2 37774 58859 1.35% 0.207%
21 8.132 785 790 795 rVB 60404 93739 2.16% 0.330%
22 8.197 795 801 812 rVB4 111123 295340 6.79% 1.040%
23 8.303 812 819 824 rBV2 279940 512674 11.79% 1.805%
24 8.461 841 846 853 rVB3 25858 48317 1.11% ©0.170%
25 8.567 857 864 871 rVB 121346 210295 4.84% 0.740%
26 8.673 876 882 887 rBV3 59086 134930 3.10% 0.475%
27 8.731 887 892 901 rVB 180583 348936 8.03% 1.229%
28 8.820 901 907 914 rBvV2 235547 426551 9.81% 1.502%
29 8.908 914 922 930 rVB 123539 242235 5.57% 0.853%
30 8.990 930 936 940 rBV 56318 98100 2.26%  0.345%
31 9.025 940 942 956 rVB9 29404 67326 1.55% 0.237%
32 9.137 956 961 966 rBV 76865 131456 3.02% 0.463%
33 9.190 966 970 976 rVB 96066 157705 3.63% ©.555%
34 9.290 976 987 994 rBV2 144609 273675 6.29% 0.964%
35 9.378 994 1002 1011 rVB3 145400 293057 6.74% 1.032%
36 9.536 1017 1029 1038 rBV6 54216 157620 3.63% ©.555%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc :

ALS Vvial : 25 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-BG112321.M
Title : SVOA CALIBRATION
37 9.636 1039 1046 1050 rBV3 48364 102942  2.37% 0.362%
38 9.677 1050 1053 1059 rvB4 25931 47559 1.09% 0.167%
39 9.818 1072 1077 1083 rVB 78860 131050 3.01% 0.461%
40 9.883 1083 1088 1093 rBV 99283 161663 3.72% 0.569%
41 10.100 1118 1125 1134 rVB4 106254 225466 5.19% 0.794%
42 10.183 1134 1139 1144 rBV6 32965 67826 1.56% 0.239%
43 10.247 1147 1150 1158 rVB6 27227 45396 1.04% 0.160%
44 10.400 1170 1176 1182 rBV3 71190 133727 3.08% 0.471%
45 10.647 1211 1218 1225 rBV2 147966 294630 6.78% 1.037%
46 10.764 1232 1238 1245 rBV 133570 231757 5.33% 0.816%
47 10.947 1263 1269 1273 rVV2 28977 49364 1.14% 0.174%
48 11.023 1276 1282 1286 rVV 140624 285162 6.56% 1.004%
49 11.076 1286 1291 1297 rVV 352564 653100 15.02% 2.300%
50 11.158 1297 1305 1321 rVB3 113118 321752 7.40% 1.133%
51 11.992 1440 1447 1451 rBV 40525 66962 1.54% 0.236%
52 12.386 1509 1514 1518 rBV 33131 52540 1.21% 0.185%
53 12.668 1555 1562 1569 rBV 319141 532963 12.26% 1.877%
54 12.786 1578 1582 1590 rvv3 = 20835 40571 0.93% 0.143%
55 12.885 1591 1599 1606 rVB 180543 322315 7.41% 1.135%
56 13.185 1643 1650 1658 rBV3 18588 40071 0.92% 0.141%
57 13.326 1669 1674 1680 rBV 40304 55973 1.29% 0.197%
58 13.614 1711 1723 1727 rBV3 29176 70971 1.63% 0.250%
59 13.661 1727 1731 1735 rVV 28128 40574 0.93% 0.143%
60 13.996 1777 1788 1795 rBV5 28040 83691 1.92% 0.295%
61 14.143 1807 1813 1819 rBv4 53792 117666 2.71% 0.414%
62 14.219 1820 1826 1831 rVV 254268 422398 9.72% 1.487%
63 14.266 1831 1834 1838 rVB2 52707 68394 1.57% 0.241%
64 14.525 1871 1878 1887 rBV 283595 519357 11.95% 1.829%
65 14.830 1924 1930 1936 rVV 207688 354234  8.15% 1.247%
66 15.024 1957 1963 1965 rBV2 41150 73619 1.69% 0.259%
67 15.059 1966 1969 1975 rVB2 57936 100273 2.31% 0.353%
68 15.218 1992 1996 2004 rVV6 44324 113846 2.62% 0.401%
69 15.294 2005 2009 2016 rVB3 68473 113505 2.61% 0.400%
70 15.435 2028 2033 2037 rBV4 36958 77258 1.78% 0.272%
71 15.488 2039 2042 2047 rVB2 29821 42367 0.97% 0.149%
72 15.600 2055 2061 2065 rBVS5 63035 141359 3.25% 0.498%
73 15.741 2081 2085 2089 rBV2 34635 47880 1.10% 0.169%
74 15.823 2093 2099 2104 rBV 349172 562277 12.93%  1.980%
75 16.029 2131 2134 2138 rVB 38761 52722 1.21% 0.186%
76 16.135 2148 2152 2156 rBV6 24859 44665 1.03% 0.157%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc :

ALS Vvial : 25 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-BG112321.M

Title : SVOA CALIBRATION

77 16.511 2209 2216 2219 rBV 102867 203850 4.69% 0.718%
78 16.628 2231 2236 2241 rBV2 141644 244016 5.61% ©.859%
79 16.687 2241 2246 2253 rVB3 186739 362545 8.34% 1.277%
80 16.751 2253 2257 2261 rBV2 183764 270363 6.22% 0.952%
81 16.798 2261 2265 2269 rVB 84894 124367 2.86% 0.438%
82 16.869 2275 2277 2280 rBV 30614 37896 0.87% 0.133%
83 16.951 2287 2291 2297 rVB4 121496 229228 5.27% 0.807%
84 17.016 2299 2302 2306 rBV 112856 141839 3.26% 0.499%
85 17.092 2312 2315 2329 rVB3 87779 183694 4.23% 0.647%
86 17.333 2353 2356 2360 rVB3 46375 61901 1.42% 0.218%
87 17.580 2393 2398 2403 rBV 226818 355685 8.18% 1.252%
88 17.680 2410 2415 2422 rVB2 358462 550551 12.66%  1.939%
89 18.021 2471 2473 2480 rVB 40102 48749 1.12% 0.172%
90 18.203 2501 2504 2511 rVB3 57209 82892 1.91% 0.292%
91 18.990 2635 2638 2642 rVB2 58189 72943 1.68% 0.257%
92 19.331 2693 2696 2699 rBV2 41712 59286 1.36% 0.209%
93 19.536 2728 2731 2738 rVB 83982 119033 2.74% 0.419%
94 19.818 2776 2779 2784 rVB 53269 64712 1.49% 0.228%
95 19.959 2798 2803 2813 rVB 483735 712475 16.39%  2.509%
96 21.193 3010 3013 3017 rVB2 56134 69471 1.60%  0.245%
97 21.722 3096 3103 3111 rVB 3020217 4347668 100.00% 15.308%
98 21.881 3126 3130 3136 rVB 200445 320979 7.38% 1.130%
99 25.059 3664 3671 3681 rVB2 182306 506040 11.64% 1.782%
100 25.294 3705 3711 3723 rVB3 118130 339471 7.81% 1.195%

Sum of corrected areas: 28400788
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051368.D\data.ms
3000000

2500000
2000000
1500000 5.794

1000000
7.827
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500000 6.170
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Abundance TIC: BG051368.D\data.ms
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Abundance TIC: BG051368.D\data.ms
3000000

2500000
2000000
1500000
1000000

500000
25.059,94

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\|\\\\‘\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 2 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.794 193.03 ng/ul 2850530 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 o-Xylene 106 C8H10 000095-47-6 97
Abundance Scan 392 (5.794 min): BG051368.D\data.ms (-384) (-) m/z 90.95 100.00%
91.0
5000 106.1 /\
770 ‘H“_‘H,H‘w“u,u
39.0 51.0 50 ‘ ‘ 540560580600620
Ol el m/z 106,10 45.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 ‘uu‘uu,uu‘uu,u

5.40 5.60 5.80 6.00 6.20
m/z 105.10 22.69%

39.0 77.0
27.0 | 510 650 | ‘
0\\‘\\\\‘\\\‘\’\\\\‘\\\\"M‘\\!‘}‘f‘\\‘f\\IH‘\\\\‘!‘\\\‘\Hf‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
B A
5.40 5.60 5.80 6.00 6.20
106.0
5000 ITI z 77.00 14.40%
39.0 51.0 g50 70 ‘
ol 180200 Il
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene ‘mwuu,uu_m,u
91.0 5.40 5.60 5.80 6.00 6.20

m/z 51.00 11.07%

106.0
5000
390 51.0 65.0 77.0
27.0 RN
0 i | ‘ LI

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\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 30
R.T. EstConc Area Relative to ISTD R.T.
6.652 7.06 ng/ul 104300 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 87
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 87
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 87
Abundance Scan 538 (6.652 min): BG051368.D\data.ms (-525) (-) m/z 105.00 100.00%
105.0
5000
120.1
77.0 AR LR
] 51.0 M 6.40 6.60 6.80 7.00
0 ",‘m,‘H‘,m‘,9‘H;‘MH_uu‘u“HHMH‘HH‘M“HWM m/z 120.10  25.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 L B L LI LN B
6.40 6.60 6.80 7.00
610 120.0 m/z 77.00  19.31%
200 | M |
O\\’\\\\’\\\‘\’\\\\"\\\\"\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10712: Benzene, (1-methylethyl)-
105.0
S | S—
6.40 6.60 6.80 7.00
5000 m/z 79.00 13.34%
120.0
51.0 o 910
4020 | Ceso | MO
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10711: Benzene, (1-methylethyl)- e S e
105.0 6.40 6.60 6.80 7.00
m/z 103.00 13.09%
5000
120.0
51.0 77.0
27.0 91.0
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\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
6.699 2.99 ng/ul 44083 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 86
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 78
3 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 72
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72

Abundance Scan 546 (6.699 min): BG051368.D\data.ms (-542) (-) m/z 57.05 100.00%

57.0
M/\/\/L
e RAREEELESE e SR
85.1 1131 6.40 6.60 6.80 7.00
0l bl wz 7118 71.13%

m/z--> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000

6.40 6.60 6.80 7.00
m/z 43.00 61.27%

113.0
O 1T ZG.L T “ : T T ‘! : ‘ T \M T ‘8?‘\0\ T ‘ L }‘ T ‘ 1T ]\-4‘.2\.(\) T
m/z--> 20 40 60 80 100 120 140
Abundance #22081: Nonane, 3-methyl-
57.0

6.40 6.60 6.80 7.00

5000 m/z 41.00 42.14%
410
112.0
0 26\.L J | 850 | ~127.0142.0
e s
miz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl- ”w_ww_ww
57.0 6.40 6.60 6.80 7.00

m/z 56.05 35.04%

5000
41.0
113.0
85.0
0 15.0 \‘ ‘\ il | | 142.0 /\r\/\

m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Cyclic6.793 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
6.793 5.31 ng/ul 78434  1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 72
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
Abundance Scan 562 (6.793 min): BG051368.D\data.ms (-557) (-) m/z 83.10 100.00%
55.0 83.1
41.0
5000
69.0
‘ ‘ “ H‘ ‘ 97"0 126.1 6.40 6.60 6.80 7.00 7.20
0ol e bl e L mz ss.ee 98.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
5000 41.0 SR T
6.40 6.60 6.80 7.00 7.20
27.0 126.0 m/z 82.10 56.83%
| 69.0
O H‘HH‘\HH‘\H\‘}UH\“\‘\!‘\‘H\ﬁ}\\\\’\lH‘?Z\.?H\‘\\H‘\H‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13203: Cyclohexane, propyl-
3.0
55.0 NN I W
6.40 6.60 6.80 7.00 7.20
5000 41.0 m/z 41.05 55.54%
126.0
27.0 69.0
SR e O .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #13200: Cyclohexane, propyl- R R RERaEE
55.0 83.0 6.40 6.60 6.80 7.00 7.20
m/z 57.00  32.04%
5000 41.0
126.0
27.0 GF'O
S M B X M B PN A A VA A/ AT ]
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
7.045 2.82 ng/ul 41577 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 83
2 Decane, 5-methyl- 156 C11H24 013151-35-4 64
3 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 59
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 53

Abundance Scan 605 (7.045 min): BG051368.D\data.ms (-597) (-) m/z 57.05 100.00%

57.0
MMM
85.1 M A e
| H ‘ 6.80 7.00 7.20 7.40
O m‘_m“”ﬂ_m_m_m_m_w m/z 43.05 78.01%
m/z--> 20 40 60 100 120 140 160 180
Abundance #59058.Undecane,5ﬁ-dwneﬂwh
57.0
6.80 7.00 7.20 7.40
290 84.0 m/z 41.00  37.32%
0 | ‘ \ H ‘1130 155.0 184.0
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance #33084: Decane, 5-methyl-
57.0
RARAAREEEE R
6.80 7.00 7.20 7.40
5000 m/z 56.00 24.99%
290 85.0
o”_u\”u\»mwl‘_m‘“\\‘1‘1?;9””_‘15‘6;9\W
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #9457: 2-Methyl-1-hexanol ““\“‘w““\“‘w“‘
43.0 6.80 7.00 7.20 7.40
m/z 85.10 20.50%
5000
690
98.0
: MY
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.145 17.18 ng/ul 253679 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 93
3 Benzene, propyl- 120 C9H12 000103-65-1 81
4 Benzene, propyl- 120 C9H12 000103-65-1 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 53
Abundance Scan 622 (7.145 min): BG051368.D\data.ms (-617) (-) m/z 91.00 100.00%
91.0
5000
120.1 ‘_“‘_“‘_“/k“‘_
57.0
43.0 | 78.0 105.0 6.80 7.00 7.20 7.40

oH‘w,w,w‘,“whm_u‘whwl_lewwww m/z 120.10  21.54%

m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #10702: Benzene, propyl-

91.0

|

5000 RS A A
6.80 7.00 7.20 7.40

120.0 m/z 57.05 13.95%

65.0
OH‘\\H’\\\\’\\3\3"‘(\)\\'\5%.\9\‘\‘\‘\\‘\\7\‘81.‘(\)\\\‘!\H]‘.\()\?'\O‘\H\“\\H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10700: Benzene, propyl-
91.0

\‘HH‘HH‘HH’HH‘\

6.80 7.00 7.20 7.40

5000 ITI z 65.00 11.92%
65 120.0
39.0 780
O 280 11520 | T | 280
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10701: Benzene, propyl- Ao e s
91.0 6.80 7.00 7.20 7.40

m/z 92.00 10.90%

5000

120.0
65.0
o 390 520 0 780 | 1050 A A

O e e b e ey A EAREMAL A AN A
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 10 Benzene, 1-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.257 35.65 ng/ul 526395 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 641 (7.257 min): BG051368.D\data.ms (-635) (-) m/z 105.10 100.00%
105.1
5000
120.1
e e
300 630 77‘0 91‘-0 7.00 7.20 7.40 7.60
Obrrererrrre ettt el il m/z 120,10 30.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L L L I LN B
1200 7.00 7.20 7.40 7.60
m/z 91.00 14.36%
77.0 91.0
O 150 390 1 63\\0 \‘ ‘ \\‘ L
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
SN 7| VAN |
7.00 7.20 7.40 7.60
5000 m/z 77.00 13.91%
120.0
39.0 77.0 91.0
P NN Y O
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10723: Benzene, 1-ethyl-3-methyl- “H“‘H“‘H“‘H“‘
105.0 7.00 7.20 7.40 7.60
m/z 79.00 10.33%
5000
120.0
39.0 77.0 91.0
o 20 80 PO

m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, 1-ethyl-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.562  20.20 ng/ul 298363 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 693 (7.562 min): BG051368.D\data.ms (-688) (-) m/z 105.00 100.00%
105.0
5000
120.1
R AR mamas nEn e
390 630 77‘-0 91.0 7.20 7.40 7.60 7.80
Obrreerrerrreshereetiorsthe b el ke m/z 120.10 29.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 7.20 7.40 7.60 7.80
m/z 77.00 13.60%
39.0 77.0 91.0
0 H‘\H\‘2\\5\.‘9‘H\\“‘HHHV\\1‘6‘%\.‘\0\‘\H‘H‘H\\“M\\‘\‘11\‘\\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 91.05 12.30%
790 120.0
39.0 65.0 H ‘ N
et | RESSNN NSNS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 78.95 11.87%
120.0
5000
77.0
oH"‘:w"m"‘?ﬁ"“o"qhu‘ﬁ?ﬁgw‘H‘:‘_"g‘ﬁ;?‘W‘:Mmu“ww S ane IaNAEaS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
8.132 6.35 ng/ul 93739  1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 5-ethyl-2-methyl- 142 C1eH22 013475-78-0 78
2 Decane, 4-methyl- 156 C11H24 002847-72-5 78
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 72
4 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 72
5 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 72
Abundance Scan 790 (8.132 min): BG051368.D\data.ms (-785) (-) m/z 57.10 100.00%
57.1
5000 41)0 M/L\AN\\A}\/
AR e
| H 850 1131 7.80 8.00 8.20 8.40
0b bl el wyz a3.00 96.46%
miz--> 20 40 60 80 100 120 140 160
Abundance #22126: Heptane, 5-ethyl-2-methyl-
43.0
71.0
5000 UL L B B B
7.80 8.00 8.20 8.40
2010 113.0 m/z 71.10  94.93%
H M\ \‘\ I 97.0 H
0\‘\‘\\\i}\\‘\’\\\\’}\\\’\\\\’\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-

4 71.0 A, /\M N

7.80 8.00 8.20 8.40

5000 ITI/Z 41.00 45.02%
2710 ‘ 112.0
oLl “!‘, e 180.0156.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl- R AAAammaammss
43.0 7.80 8.00 8.20 8.40
71.0 m/z 70.05 31.76%
5000
27.0 ‘ ‘ 113.0
P Y I 2. R . D S AU
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.303 34.72 ng/ul 512674 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 CSH12 000526-73-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 819 (8.303 min): BG051368.D\data.ms (-812) (-) m/z 105.00 100.00%
105.0
5000 120.1
39.0 62, 77‘ 0 ‘ 8.00 8.20 8.40 8.60
Ol 220l e Al 33917 120,10 39.56%
miz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 L B R R B R
120.0 8.00 8.20 8.40 8.60
m/z 119.10 17.69%
39.0 77.0
O \1\5\.()‘\‘}\\“‘\\‘\\“\p\\IM[\\‘\\“\‘\\‘\““\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 N
S SV IVARAYN
8.00 8.20 8.40 8.60
5000 120.0 m/z 77.00 15.18%
39.0 770
S V20 Y Y
miz--> 20 40 60 80 100 120 140 J\
Abundance #10705: Benzene, 1,2,4-trimethyl- e T e
105.0 8.00 8.20 8.40 8.60
m/z 91.00 13.07%
5000 120.0
280 o, 770 /\\ ]\ A
o T i O S S 4 VO L0 VA WOV 1
m/z--> 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 17 (DEL) Alkane: Cyclic8.461 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
8.461 3.27 ng/ul 48317 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 86
4 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 78
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72
Abundance Scan 846 (8.461 min): BG051368.D\data.ms (-841) (-) m/z 83.05 100.00%
83.0
55.0
5000
390 frrrprrrrprrrrprrrrprr
‘ “ | 109.0 140.1 8.20 8.40 8.60 8.80
0 -l bl PR L m/z 55.80  73.25%
miz--> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 U L L B R
8.20 8.40 8.60 8.80
29.0 140.0 m/Z 82.00 62.83%
0 \1\4\0’ T M T \‘i”\ T \“ !‘ T ‘1“\ T “ 1 it T \:L:\L:I\-\o‘ T “\ T
miz-> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
55.0 8.20 8.40 8.60 8.80
5000 m/z 41.00 31.70%
29.0 140.0
N (. X B
m/z--> 20 40 60 80 100 120 140
Abundance #20678: Cyclohexane, butyl- A E R ARaEmERE T
83.0 8.20 8.40 8.60 8.80
55.0 m/z 67.00 20.97%
5000
29.0 140.0
1S P Y O X N W A e A
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 18 1Indane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.567 14.24 ng/ul 210295 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 91
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
4 Deltacyclene 118 C9H1e 007785-10-6 76
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64

Abundance Scan 864 (8.567 min): BG051368.D\data.ms (-857) (-) m/z 117.10 100.00%

117.1
5000
AN A
91.0 R ARARRRGEEETSTEEEE
39.0 63.0 -, ‘ 8.20 8.40 8.60 8.80
Oberrprrrprrerprerbere e btk 298G M m/z 118,00 50.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10179: Indane
117.0
5000 \‘\\\\‘\\\\‘\\\\"I\\\\\‘\
8.20 8.40 8.60 8.80

m/z 115.00  33.57%
39.0 g0 91.0 ‘ /
|

\\\]’-\3\\0\’\2§"W?\\\‘\"H\\"‘\\\‘\"\‘\‘\\‘\7\\7\?\\\“‘\\\\]_‘q\ﬁ\()‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
117.0 j\/\ J\

8.20 8.40 8.60 8.80

o

5000 ITI/Z 91.00 16.70%
91.0
oL 260%0 830 770 1040 |
A e R e e S SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\/\ j\ /J\
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene A, Pt S
117.0 8.20 8.40 8.60 8.80
m/z 63.00 9.01%
5000 91.0
39.0 52.0 65.0 78.0 A
I . o Y201 S PO A AR A AT Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 19 Benzene, 1,2-diethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.673 9.14 ng/ul 134930 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95

4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94

Abundance Scan 882 (8.673 min): BG051368.D\data.ms (-876) (-) m/z 105.00 100.00%

105.0
5000 134.1
57.1 770

‘ ‘ ‘ 8.40 8.60 8.80 9.00
H_‘wHW,WM sl s Ml b miz 119.10 95.20%

0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 1340 L L L L BN BN
010 8.40 8.60 8.80 9.00
' m/z 134.05 44 .59%
9.0 65.0
0 \\‘]_\\5\.9\\\‘\“H\\"‘\\Hi‘\‘\\\’\‘\‘\\‘\H‘H‘H\\‘H‘\H‘\‘H\’\\M‘}l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
R ARARREREEaS
840860880900

o

91.0
39.0
"‘H‘“"“‘\‘H‘“""Hi‘}\”"‘\‘\‘“‘H‘U‘H‘"“‘H"H‘"H\“‘l””‘”\”‘”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\j\ A/J\
Abundance #17031: Benzene, 1,4-diethyl- R A RN ‘ -

119.0 8.40 8.60 8.80 9.00
m/z 57.10 25.62%

5000 134.0
91.0

410 65.0
26.0 3 ("

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, 1-methyl-3-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.731 23.63 ng/ul 348936 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 81
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 81
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 76
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 76
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 70
Abundance Scan 892 (8.731 min): BG051368.D\data.ms (-887) (-) m/z 105.00 100.00%
105.0
5000
134'1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
390 go 110 | ‘ 8.40 8.60 8.80 9.00
0‘wHH‘HH_‘JMH‘WHwWﬁwuhhuuw‘uww‘_wm‘uwuuwu m/z 134.05 24.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
8.40 8.60 8.80 9.00
134.0 m/z 115.00  15.94%
77.0
0 \\‘1\\5\.\0‘\\\‘\‘\\3\?“‘?\\“\\\\6‘2\‘.\H‘\\\w‘HH‘H\H‘\‘i!\‘\\‘H“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
8.40 8.60 8.80 9.00
5000 m/z 77.00 12.76%
134.0
77.0
0 15'0 Il 39‘"0 Il 62'0 M Il ‘\‘ L L
P T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0 8.40 8.60 8.80 9.00
m/z 106.05 12.57%
5000
134.0
39.0 77.0 /\
IS . P VSO NS O W e M e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, 1,4-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.820  28.89 ng/ul 426551 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 93
Abundance Scan 907 (8.820 min): BG051368.D\data.ms (-901) (-) m/z 119.05 100.00%
119.1
5000 91.0 134.0 \
PO
39.0 65.0 ‘ 8.40 8.60 8.80 9.00 9.20
0 H‘WHH‘HH‘,‘mHMM,JMHUWH,HH_‘H‘,H‘:‘:lw_uhw m/z 104,95  70.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 1340 L‘\\\\‘\\\\‘\\\\‘\\\\’\\
910 8.40 8.60 8.80 9.00 9.20
' m/z 91.00 50.51%
9.0 65.0
0 \\‘]_\\5\.9\\\‘\“H\\"‘HHi‘\‘\\\’\‘\‘H‘\H‘H‘HH‘H‘\H‘\‘H\’\\M‘}l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
“H‘_‘H“H‘_‘H,‘
8.40 8.60 8.80 9.00 9.20
5000 134.0 m/z 134.00  47.95%
91.0
41.0 65.0
Ol 2890 0 200 e M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl- \ R RARER
105.0 8.40 8.60 8.80 9.00 9.20
m/z 77.00 20.48%
5000 134.0
77.0
TR . T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 22 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
9.137 8.90 ng/ul 131456 1,4-Dichlorobenzene-d4 8.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 o-Cymene 134 C10H14 000527-84-4 94
5 p-Cymene 134 C1oH14 000099-87-6 94
Abundance Scan 961 (9.137 min): BG051368.D\data.ms (-956) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
510 o, ‘ | 8.80 9.00 9.20 9.40
Obrrprrpererrertereeiers A8 el ML m/z 134,05 30.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.80 9.00 9.20 9.40
9L.0 134.0 m/z 91.60  19.54%
39.0 65.0 ‘ ‘
O H‘]-\!\:_)HO‘H\‘\‘HH“‘HHN“H\‘\H\‘\H‘U‘\H\‘\H\‘}H‘\\‘H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
110.0 M
8.80 9.00 9.20 9.40
5000 m/z 105.10 14.63%
91.0 134.0
39 0 65 0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- R EEamaTEREE R,
119.0 8.80 9.00 9.20 9.40
m/z 77.00 10.34%
5000
91.0 134.0
39.0 65.0 ‘
L L TP O O O O W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 p-Cymene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.190 10.68 ng/ul 157705 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 C1oH14 000527-84-4 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 95
Abundance Scan 970 (9.190 min): BG051368.D\data.ms (-966) (-) m/z 119.10 100.00%
119.1
5000 K
91.0 134.1 ‘uu‘uu‘uu/,\\u/\\‘j\\/\
390 650 ‘ 8.80 9.00 9.20 9.40 9.60
b el L WL sz 134,05 24.89%
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
8.80 9.00 9.20 9.40 9.60
91.0 134.0 m/z 91.05 18.40%
410  65.0
0\\\\‘2\6‘.\0\ “\“ e “\‘\ T \‘”‘ T ‘W\ \‘\w T T
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0 M
8.80 9.00 9.20 9.40 9.60
5000 m/z 120.00 10.33%
134.0
91.0
41.0 65.0 ‘ ‘
0Lt “\“ ST N I PR \‘M T
miz--> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0 8.80 9.00 9.20 9.40 9.60
m/z 77.00 9.29%
5000
134.0
390 91.0
15.0 : 65.0
Y T S S RV PR P S
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 24 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.290  18.53 ng/ul 273675 1,4-Dichlorobenzene-d4 8.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 p-Cymene 134 C1oH14 000099-87-6 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 987 (9.290 min): BG051368.D\data.ms (-976) (-) m/z 119.05 100.00%

110.1
5000 K
91.1 A /\/\A

9.00 9.20 9.40 9.60

38\0 T w ‘ ‘ Ll HL 154.1

0 ““““,““““‘ et e el m/z 134.05 28.15%
m/z--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
9.00 9.20 9.40 9.60
91.0 m/z 91.10 21.41%
65.0 ‘
O\1\5\(‘)\\\3\9’9\‘\\“\‘\\\“\\1\“‘}“\\‘1W\\\‘\‘\\\\ 1
m/z--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
il

9.00 9.20 9.40 9.60

5000 ITI/Z 117.00 13.37%
91.0
410 650 ;
bl el 1960
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0 9.00 9.20 9.40 9.60

m/z 77.00 13.13%

miz--> 20 60 80 100 120 140

SFAM-EPA-BG112321.M Mon Dec 13 06:41:48 2021

5000
41.0 a%0 4
65.0
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9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 4-Methylphenyl acetone Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.536 10.67 ng/ul 157620 1,4-Dichlorobenzene-d4 8.197

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 50
2 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 49
3 3-Buten-2-o0l, 4-phenyl-, (E)- 148 C10H120 1000163-70-9 38
4 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 35
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 30

Abundance Scan 1029 (9.536 min): BG051368.D\data.ms (-1017) (-) m/z 105.10 100.00%

105.1
5000 }\/\ N
148.1
41.0 77.0 31.0 \‘ “H‘[\ﬁ‘
‘ ‘ ‘ 131. 9.50
S “ph i ‘w“ e bl U hs 110005 6e.85%
miz--> 20 60 80 100 120 140
Abundance #26208. 4-Methylphenyl acetone
105.0
5000 43.0 L \/\N —
9.50
77.0 148.0 m/z 90.95 36.54%
27.0 ‘ ‘
O\\\‘\‘\‘\\\“\\“H 10\\\“\\‘\\“\\\\‘\]-\3]\-.\()‘\\‘\\
miz--> 20 40 80 100 120 140
Abundance #26402:Benzene,14neﬂwk4{24neﬂwuwopwy
105.0 /\/\/\
9 50
5000 ITI/Z 148.05 34.98%
148.0
27.0 51.0 77.0
SR s Y-
miz--> 20 40 60 80 100 120 140 /\
Abundance #26243: 3-Buten-2-ol, 4-phenyl-, (E)- ‘ A
105.0 9.50
43.0 1480 /7 106.00 28.67%
5000
77.0
27.0 L ‘ 129.0 /‘\ A
SRl 100 N i Y 7 DA V1Y 7
m/z--> 20 40 60 80 100 120 140 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51368.D

Acqg On : 7 Dec 2021 3:19

Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 26 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
9.636 7.22 ng/ul 102942  Naphthalene-d8 11.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 92
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 86
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 86

Abundance Scan 1046 (9.636 min): BG051368.D\data.ms (-1039) (-)
119.1

m/z 119.05 100.00%

5000
oy 0y
410 ‘ 1461 9.50 10.00
0 ‘H \M\ H u\ ‘H T T M\‘ , mh‘ e o m/z 131.05 38.92%
mlz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 N /‘\/‘\ /\ ‘A»I\ /\M
9.50 10.00
91.0 m/z 134.05  30.34%
65.0 ‘
0 \1\5\0‘\ al \3\9’(\)\‘\ T “\‘\ T r“ T “H“\ \Ml T \1\3§?\ T
miz--> 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 /k\
e ‘
9.50 10.00
5000 57.10  28.89%
91.0
39.0 65.0 ‘ ‘
A T o R TR 1 N N
miz--> 20 40 60 80 100 120 140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 950 1000
m/z 91.05 27.10%
5000
91.0
39.0 65.0 ‘ ‘ /\A«
ol T bl  1so W UANTL
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAM-EPA-BG112321.M Mon Dec 13 06:41:49 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 28 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
9.818 9.19 ng/ul 131050 Naphthalene-d8 11.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 91
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91

Abundance Scan 1077 (9.818 min): BG051368.D\data.ms (-1072) (-) m/z 119.10 100.00%

119.1
5000 134.1 N
91.0 J\ \]\‘ T \A
43.0 71.0 ‘ 9.50 10.00
Ob el e Lz 134,05 42.50%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 A ‘ /k .
9.50 10.00
91.0 m/z 91.0  18.97%
65.0
O\]-\5\0‘\‘\\\“‘\\‘\\“\‘\\\"\\‘\\“\‘\\Hl\\\“\‘\\
miz--> 20 60 80 100 120 140
Abundance #17059. Benzene, 1,2,3,4-tetramethyl- /U\/\
119.0 L/\A M’\
950 lO 00
5000 134.0 m/z 120.10  11.28%
91.0
39.0 65.0
0‘¥??‘M“MM‘W“U“J,“L“W“Wl“w“‘
miz--> 20 40 60 80 100 120 140 /\ /\ /\ /\
Abundance #17067: Benzene, 1,2,4,5-tetramethyl- wl SRR T Do
119.0 9.50 10.00
m/z 71.00 8.97%
134.0
5000
39.0 65.0 91.0
o"wmHMMm‘w“H,H‘Hmmwm‘tw — L
miz--> 20 60 80 100 120 140 9.50 10.00
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

BGO51368.D
7 Dec 2021 3:19

: CG/JU
: M4942-05

: 25  Sample Multiplier: 1

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 19

Peak Number 29 o-Cymene

R.T. EstConc Area Relative to ISTD R.T.
9.883 11.34 ng/ul 161663  Naphthalene-d8 11.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94

Abundance Scan 1088 (9.883 min): BG051368.D\data.ms (-1083) (-)
119.1

m/z 119.10 100.00%

5000 134.0 NJ\]\
9.0 \ ‘A ot A
39.0 65.0 9.50 10.00
Ob bl g 1901 7 134,00 39.49%
miz--> 20 80 100 120 140
Abundance #16997: 0-Cymene
119.0
5000 \ ‘ /\A e
9.50 10.00
91.0 134.0 m/z 91.05  22.24%
41.0 65.0
O‘\‘\\\‘\\‘\\H“\‘\\\“\\\\‘W\\w“\\\‘\‘\\\\
m/z--> 20 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- M
119.0 k
ATLVLINWINIY?
9.50 10.00
5000 134.0 m/z 76.95 10.61%
39.0 91.0
0 “““MV HW“‘W“‘M “L‘ pﬂ“H‘l“‘M R
miz-> 20 40 6 80 100 120 140 N 4
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- ; ”‘”/\’\
119.0 950 1000
m/z 120.10 9.92%
134.0
5000
410 91.0 A
Ao IO NS S R W 1 P LA R O
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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

Peak Number 30 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
10.247 3.18 ng/ul 45396  Naphthalene-d8 11.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 76
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 76
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 64
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 64
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 64
Abundance Scan 1150 (10.247 min): BG051368.D\data.ms (-1147) (- m/z 117.00 100.00%
117.0
5000 132.0 J\
71.1 M
43.0 85.0 AN LIwEvin
‘ ‘ | 1030 10.00 10.50
Orerprerrrreitbederretle bt M mz 132,00 46.27%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 by ML T
10.00 10.50
m/z 71.10 32.89%
39.0 65.0 91.0 ‘ ‘
O\\‘2\\5\-‘9‘\\\i“‘uH}‘U\HH‘UH‘\i‘\h‘uH“H\\‘WH‘HH‘\HM\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
e e
10.00 10.50
m/z 131.05 30.98%
5000 1320 /
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 A A
Abundance #16106: 3-Phenylbut-1-ene NALS LA
117.0 10.00 10.50
m/z 115.00 28.59%
5000
91.0 132.0 M
39.0 77.0 ‘ /\J\ J\
obdh L 830 I w LEViCTAAYS /)

m/z--> 20 30 40 50 60 70 80 90 100110120 130140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51368.D

Acqg On 7 Dec 2021 3:19

Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Ethanone, 1-(4-methylphenyl)- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
10.400 9.38 ng/ul 133727 Naphthalene-d8 11.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 60
2 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 55
3 o-Cymene 134 C10H14 000527-84-4 53
4 o-Cymene 134 C10H14 000527-84-4 53
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 53

Abundance Scan 1176 (10.400 min): BG051368.D\data.ms (-1170) (-
119.1

m/z 119.10 100.00%

L J\\M

5000
91.0
‘ ‘ ‘ 151 10.00 10.50
S ‘H W ““ ddiabdacd MEGERT 0 nyz 117,00 64.97%
m/z--> 20 80 100 120 140
Abundance #16991.0-Cymene
119.0
AW
5000 Ty U
91.0 10.00 10.50
m/z 134.05 40.11%
39.0 65.0 ‘
O \]_\5\()‘\‘\ T \“‘\ \“\ T ““\ T \‘H‘ T \‘ “\ “‘IH\ \‘}“l T \]_\3§.?\ L
m/z--> 20 80 100 120 140
Abundance #17604.Ethanone,1{44netthhenyD—
119.0
91.0 B .S P S
10.00 10.50
5000 ITI z 91.00 26.10%
65.0
43.0
oL180 | I | 1350
T B R e
miz--> 20 80 100 120 140 W
Abundance #16998: 0-Cymene
119.0 10.00 10,50
m/z 115.00  24.26%
5000
91.0
olso 0 ss0 | pamo L UL, . .
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 32 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.764 16.25 ng/ul 231757 Naphthalene-d8 11.023
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, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
Abundance Scan 1238 (10.764 min): BG051368.D\data.ms (-1232) (- m/z 45.00 100.00%
45.0
5000 /\¥
75.0 —— —
101.0 10.50 11.00
I ‘LJHH Jl“u Mg BLLISLO o 5700 97.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 P S
29.0 10.50 11.00
75.0 m/z 41.00 39.94%
0 \H‘\‘H“\‘\“‘H‘\\MHH‘M\“\“\‘\]‘??.\O\\\’\1\3\2.\0‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
— —
10.50 11.00
5000 m/z 75.00 19.17%
29.0
75.0
‘ 1000 1390
) RN 1 P S~ N —
m/z--> 20 40 60 80 100 120 140 160 /\ /\
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- e —
57.0 10.50 11.00
m/z 56.10 17.36%
5000
29.0 75.0
100.0
- ! b, M NI - RS PR LY,
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
10.947 3.46 ng/ul 49364  Naphthalene-d8 11.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Tridecane 184 C13H28 000629-50-5 78
3 Tridecane 184 C13H28 000629-50-5 72
4 Undecane 156 C1l1H24 001120-21-4 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1269 (10.947 min): BG051368.D\data.ms (-1263) (- m/z 57.05 100.00%
57.0
5000
85.0
=
11.00
113.1
om‘W‘H:uwhm“l‘MM‘mw‘1“4?:9_‘H_WWWW‘_m m/z 43.10  84.38%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
5000 T
85.0 11.00
29.0 m/z 71.10 50.65%
O “ \‘\ “‘\ ‘H\ L \\‘11\\30\14'\10‘16901970 268(
H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59025: Tridecane
57.0
W
11.00
5000 m/z 41.00 45.33%
29.0 85.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane T
57.0 11.00
m/z 85.00 29.33%
5000
85.0
29.0‘
ST Y I | ULV R "
m/z--> 20 40 60 80 100120140160180200220240260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.992 4.70 ng/ul 66962  Naphthalene-d8 11.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
2 Decane, 2-methyl- 156 C11H24 006975-98-0 78
3 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 72
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
Abundance Scan 1447 (11.992 min): BG051368.D\data.ms (-1440) (- m/z 57.10 100.00%
57.1
5000
85.1 S
113.1 12.00
155.3
0 m/z 71.05 80.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 T N\/\\ T T
12.00
85.0 . .17%
29.0 m/z 43.05 62.17%
(OF; T \‘i‘\ \“‘\ T \“‘ T \H} T “‘\‘\ T \”“ \1\]-‘“3\.?\”\ \1\4‘1\\0\ \%\6\9\(\)‘ T -:L\g?‘(\)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33088: Decane, 2-methyl-
43.0
—
12.00
5000 71.0 m/z 41.00 38.22%
113.0
S s R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14552: Heptane, 2,6-dimethyl- P
43.0 12.00
m/z 56.05 23.29%
5000
71.0
113.0
0 Ll \“ ‘ \ \V‘W/\w\ﬂ Afﬂ

T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
13.185 2.26 ng/ul 40071  Acenaphthene-d10 14.830
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
2 Octadecane 254 C18H38 000593-45-3 64
3 Docosane 310 C22H46 000629-97-0 59
4 Heptadecane 240 C17H36 000629-78-7 59
5 Pentadecane 212 C15H32 000629-62-9 59

Abundance Scan 1650 (13.185 min): BG051368.D\data.ms (-1643) (- m/z 57.00 100.00%
57.0

99.1 T ‘ T T ‘ T
‘ ‘ ‘ 176.1 13.00 13.50
ob— AH“MHMM e m/z 43.10 94.87%
m/z--> 50 100 150 200 250 300
Abundance #74018: Tridecane, 3-methyl-
57.0
5000 T —
13.00 13.50
m/z 71.05 64.85%
H ‘99-0 169.0
O\\}“M\‘H‘\h\“‘\‘\‘\\‘\“r\\‘\\\\|\\\\‘\\
m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0
o 7
13.00 13.50
5000 ITI/Z 41.00 47 .37%
99.0
0250, | | [ | | 110 1830 22102540
m/z--> 50 100 150 200 250 300
Abundance #212281: Docosane T —
57.0 13.00 13.50
m/z 85.05 43.95%
5000
99.0
0 ‘ ‘\‘ M H\ Il h‘ u‘ ‘\14\10\ 187?’9 225.0 267.0 310.(C W[\IJ\

e
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
13.326 3.16 ng/ul 55973  Acenaphthene-d10 14.830
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
3 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 72
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 59
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59

Abundance Scan 1674 (13.326 min): BG051368.D\data.ms (-1669) (-  m/z 57.05 100.00%
57.0

5000
85.1
— —
127.1 159.1 13.00 13.50
ow_m“mH‘u:“",‘lm“_m“_“”‘_‘H_Hl‘??’?wm m/z 71.65 87.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 — P,
13.00 13.50
290 85.0 m/z 43.10  54.53%
L]0 e e
O\\‘\‘\\\‘1\\\’\\}\’\\\\‘\\f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
— —
13.00 13.50
5000 ITI/Z 41.10 41.23%
29.0 85.0
oL M0 1550 18302060
e e e e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33106: Octane, 5-ethyl-2-methyl- — —
43.0 13.00 13.50
m/z 85.10 31.20%
71.0
5000
‘ 127.0 V/\
o219 | | . o0 T 1860 o ey
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Naphthalene, 2,6-dimethyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.143 6.64 ng/ul 117666  Acenaphthene-di10 14.830
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95

Abundance Scan 1813 (14.143 min): BG051368.D\data.ms (-1807) (-  m/z 156.10 100.00%

156.1
5000 j\ /\ﬁ
Ui
14.00 14.50
01 m/z 141.00 86.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 \/\/\\ A T j\/\ ‘A"\
14.00 14.50
770 115.0 m/z 155.10 34.34%
51.0
27.0
O \\\‘\\\\‘\\\\‘H\‘\HH“\\\\‘\\\‘\‘\“!‘\\“‘\\‘w‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
14.00 14.50
5000 m/z 57.05 22.32%
115.0
20 0 Ly
Ot ettt gl el
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0 14 00 l4 50
m/z 115.00 20.27%
77.0 115.0
51.0
0 270 277, | (! \\‘M“H“H“‘ = —

m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
15.218 6.43 ng/ul 113846  Acenaphthene-di10 14.830
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 76
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 76
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 76
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 76
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 70

Abundance Scan 1996 (15.218 min): BG051368.D\data.ms (-1992) (-  m/z 170.10 100.00%
170.1

Sl

15.00 15.50
m/z 155.10  87.58%

5000

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

Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 M‘ : — m

15.00 15.50
m/z 168.00  43.89%

128.0

O\\\‘\‘\H“\\‘\\“i\”\‘1“””\H‘HH‘HH‘H ‘\‘\H‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
Mcally g
15.00 15.50
5000 ITI/Z 169.10 28.05%
128.0
63.0 ‘
AU
m/z--> 20 40 60 80 100 120 140 160 180 200 f
Abundance #45533: Naphthalene, 1,6,7-trimethyl- h ‘/\‘ =
170.0 15.00 15.50
m/z 139.00 23.02%
5000
ol 270 510 760 10201280 | | Wﬂj\& MW“
T B — T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 42 Naphthalene, 1,6,7-trimethyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
15.294 6.41 ng/ul 113505  Acenaphthene-di10 14.830
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
3 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 90
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 87
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 87

Abundance Scan 2009 (15.294 min): BG051368.D\data.ms (-2005) (-  m/z 170.10 100.00%
0.1

57.0
5000
85.0
128.0 071 15.00 1550
0 e S557 m/z 155.85 92.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 M, ‘ s /\/Lw
15.00 15.50
m/z 57.05 51.90%
oL27.0 510 760 10201250 ]
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
—r —
15.00 15.50
5000 ITI/Z 43.10 38.77%
128.0
51 0 76 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45543: 3-(2-Methyl-propenyl)-1H-indene T —
155.0 15.00 15.50
m/z 71.10 35.68%
5000
115.0
410 760 ‘ ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 45 Naphthalene, 1,4,6-trimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
15.600 7.98 ng/ul 141359  Acenaphthene-di10 14.830
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 89
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 66
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 62
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 62
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 60

Abundance Scan 2061 (15.600 min): BG051368.D\data.ms (-2055) (- m/z 123.10 100.00%
1238.1
170.1
55.0
5000 81.0
207.1
P e
15.50 16.00
5.
0 m/z 119.05 80.56%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 — —
15.50 16.00
m/z 170.10 79.36%
128.0
51.0 76.0
O\\\‘\\‘\\‘H\‘\U‘HU\\\‘\\0\‘\‘\‘!‘\\%\4#‘\“\“\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0 m
VLIV A e
15.50 16.00
5000 m/z 155.10 77 .93%
128.0
63.0 84.0 ‘
0,400, %0 BO050 | 4 L
m/z--> 40 60 80 100 120 140 160 180 200 220 (\
Abundance #45535: Naphthalene, 1,6,7-trimethyl- : — e
155.0 15.50 16.00
m/z 55.05 57.48%
5000
115.0
P N G A |7 S
m/z--> 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 47 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
16.029 2.98 ng/ul 52722  Acenaphthene-d10 14.830
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 50
2 Decane, 2-methyl- 156 C11H24 006975-98-0 49
3 Tridecane 184 C13H28 000629-50-5 47
4 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 43
5 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1010104-10-8 38

Abundance Scan 2134 (16.029 min): BG051368.D\data.ms (-2131) (- m/z 57.10 100.00%
57.1

169.1 IR T
8.1 16.00
T
ob ol b e m/z 71.05  54.81%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — ‘
16.00
99.0 m/z 43.10 45.95%
oL Lh) )| 141018302250 2950 352
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #33083: Decane, 2-methyl-
57.0
T T \
16.00
5000 ITI/Z 85.00 26.45%
‘ 112.0
AP A N T
m/z--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane T ‘
57.0 16.00
m/z 41.10 20.91%
0 \“ 11 “‘9%-0‘ 141.0 184.0
T T o T B e S o B I —
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.511 11.46 ng/ul 203850  Phenanthrene-di10 17.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 74
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72

Abundance Scan 2216 (16.511 min): BG051368.D\data.ms (-2209) (- m/z 57.10 100.00%
57.1

5000 MM
T \
| 113 11 1832 a4, 16.50
O b um‘,mw,mwwu‘uuH,‘LuH‘w,wwww m/z 71.10 84.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 e
16.50
m/z 43.05 59.55%
O T f?h‘.?“ T T \H} T ’W TT M‘ TT 1‘\ ’ \ T ‘}\5\4\.‘\0\]\-\81\3\9‘ TTTT ’ TTT \%5\§‘0\\2\\8‘2\\(
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T \
16.50
5000 ITI/Z 85.10 31.27%
113.0
0 T b AS4OXRO 25302024
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl- ——
57.0 16.50
m/z 41.00 30.21%
- M/\M
o 20 L M0 asaou0 -
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 50 Phenol, 4-(1,1-dimethylprop... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.628 13.72 ng/ul 244016  Phenanthrene-di10 17.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
2 4-tert-Butylphenol, O-ethoxycarb... 222 C13H1803 026177-66-2 64
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 59
4 Benzamide, 3-methoxy-N-methyl-N-... 235 C14H21NO2 1000421-52-1 59
5 Benzoic acid, 2-methoxy-, ethyl ... 180 C10H1203 007335-26-4 59

Abundance Scan 2236 (16.628 min): BG051368.D\data.ms (-2231) (-  m/z 135.00 100.00%

135.0 '
5000
107.0 T T T
411 H 9202946 - 16.50 17.00
0 Mw\‘mwu J‘_M_mwl_H‘_“1‘?‘5"‘1‘_wm?ﬁ?’:ﬁ m/z 107.00  19.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39630: Phenol4-0.1dnneﬂwuxopyb
135.
5000 e —
107.0 16.50 17.00
m/z 105.00 15.48%
410 770 164.0
O \\\‘\\\\“‘\\\‘\‘\\\\“\\‘\‘\‘\\\\‘\\\!‘\\‘\\‘!‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101420: 4-tert-Butylphenol, O-ethoxycarbonyl-
135.0
—r —
16.50 17.00
5000 ITI/Z 41.10 11.83%
107.0 163.0
29.0 77.0 ‘ 222.0
Y PP 1 S W it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)- —— —
135.0 16.50 17.00
m/z 119.00 11.15%
h M\/\/\/\W
107.0
ol 290 °70 || 1750 2060
P e e T T —— ——
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\BG120621\
Data File : BG@51368.D

Acqg On : 7 Dec 2021 3:19

Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25

Quant Method
Quant Title

TIC Library
TIC Integratio

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L
n Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: SVOA CALIBRATION

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 51 Acetamide, N-(3-methylphenyl)-

R.T. Est

16.687 20.3

Hit# of 5

Conc Area
9 ng/ul 362545

Tentative ID

Concentration Rank 9

Relative to ISTD R.T.

Phenanthrene-di10

1 Acetamide,
2 Acetamide,
3 Acetamide,
4 Acetamide,
5 Acetamide,

-(3-methylphenyl)-
-(3-methylphenyl)-
-(3-methylphenyl)-
-(2-methylphenyl)-
-(2-methylphenyl)-

=2=2=2=22

C9H11NO
COH11NO
C9H11NO
C9H11NO
C9H11NO

Abundance Scan 2246 (16.687 min): BG051368.D\data.ms (-2241) (-

000537-92-8 64
000537-92-8 58
000537-92-8 52
000120-66-1 52
000120-66-1 43

m/z 149.05 100.00%

10y.0 149.1
5000
191.1
.0 | o 1w
220.2 . : :
0 Mw\“‘ “ “J“%H‘Ig‘m Aol ol 2485 4z 107,00 95.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27371: Acetamide, N-(3-methylphenyl)-
107.0
5000 = —
149.0 16.50 17.00
43.0 m/z 121.00 58.06%
77.0
0 \\\‘\\\\‘\\w\‘\‘\\\““\\‘\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27368: Acetamide, N-(3-methylphenyl)-
107.0
= —
16.50 17.00
5000 ITI/Z 135.05 32.47%
149.0
43.0
otso |10
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27370: Acetamide, N-(3-methylphenyl)- — e
107.0 16.50 17.00
m/z 191.10 28.93%
5000
149.0
43.0 77.0
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\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 52 4-(7-Methyloctyl)phenol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.752  15.20 ng/ul 270363  Phenanthrene-di10 17.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 98
2 Hexestrol, O-acetyl- 312 C20H2403 1000374-87-8 59
3 3-Penten-2-one, 4-(2,6,6-trimeth... 206 C14H220 114933-28-7 59
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 59
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 59

Abundance Scan 2257 (16.751 min): BG051368.D\data.ms (-2253) (- m/z 135.05 100.00%

135.1
5000
— —
40 910 16.50 17.00
R et ¥
ob—— M bl AL 1 2e9E 0 m/z 107.00  43.77%
miz--> 50 100 150 200 250 300
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 = e
16.50 17.00
m/z 121.00 39.23%
41.0
‘ | 191.0
O T T ‘\ \‘ ‘ ‘\‘\ ‘\ \M ‘\ ‘\‘ \“\ } T T T \‘ ‘ T } T T ’ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #214871: Hexestrol, O-acetyl-
135.0
e e
16.50 17.00
5000 ITI/Z 149.05 35.45%
o 430 910 | 17603179 312.(
e e e T o = e
miz--> 50 100 150 200 250 300
Abundance #82807: 3-Penten-2-one, 4-(2,6,6-trimethyl-2-cyclohexen: P ——
135.0 16.50 17.00
m/z 41.05 15.62%
5000
430 910
206.0
PR R O 1 e N (DO
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 53 unknown-01 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
16.799 6.99 ng/ul 124367  Phenanthrene-di10 17.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-sec-Butylphenol, O-ethoxycarbo... 222 C13H1803 1000487-30-7 38
2 Paroxypropione 150 C9H1002 000070-70-2 30
3 1-(Isocyanatomethyl)-4-propoxybe... 191 C11H13NO2 936095-07-7 30
4 Phenol, 4-(1-methylpropyl)- 150 C10H140 000099-71-8 30
5 Paroxypropione 150 CSH1e02 000070-70-2 30

Abundance Scan 2265 (16.798 min): BG051368.D\data.ms (-2261) (-  m/z 149.05 100.00%

121.0 149.1
5000
55.0 191.2 e AT
M ‘ 5.1 | ‘ | ‘ 2920 16.50 17.00
Ol vrr oottty o by bbb oot m/z 121.80 91.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101412: 4-sec-Butylphenol, O-ethoxycarbonyl-
121.0
5000 =— e
16.50 17.00
149.0 m/z 107.00  63.78%
o0 650 °1° | | w70 2220
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28253: Paroxypropione
121.0
R o
16.50 17.00
5000 ITI/Z 191.15 18.30%
39.0 65"0 93"0 150.0
) REPRRS SSASP MAPUSANS RSN NS N ————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #65589: 1-(Isocyanatomethyl)-4-propoxybenzene o o
107.0 16.50 17.00
m/z 55.05 17.44%
5000 149.0 MMM
191.0
410 770 ‘
0m,\‘\\\“Hu“;1“1“”1“”“\“\‘1‘1u“‘mW\‘\Wm‘uh‘\m‘\m‘m P P
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\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 55 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.951 12.89 ng/ul 229228  Phenanthrene-di10 17.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-(methylenedioxy)-phenylbutan... 192 C11H1203 1000378-99-2 38
2 Phthalic acid, 5-methylhex-2-yl ... 292 C17H2404 1000371-09-3 35
3 Benzoic acid, 4-(nitromethyl)-, ... 195 C9HONO4 054833-06-6 35
4 Phthalic acid, 6-methylhept-2-yl... 348 C21H3204 1000377-95-9 35
5 2-Methoxy-3-methylbenzamide, N,N... 193 C11H15NO2 1369798-01-5 35

Abundance Scan 2291 (16.951 min): BG051368.D\data.ms (-2287) (- m/z 149.05 100.00%

149.1
107.0
5000
55.0 17.00
1,800 L 771 2232 o
Ol et B0 il ol b e 25 m/z 107.00  76.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66373: 3,4-(methylenedioxy)-phenylbutanone-1
149.0
5000 T
121.0 17.00
65.0 m/z 121.05 38.45%
ome oo
\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #189053: Phthalic acid, 5-methylhex-2-yl ethyl ester
149.0
—
17.00
5000 ITI/Z 163.10 16.64%
177.0
4%-0 93.0 121.0 | ‘
O et et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #70774: Benzoic acid, 4-(nitromethyl)-, methyl ester e
149.0 17.00
m/z 135.05 16.39%
5000
90.0 121.0
150 630 ‘
o SRRy PR IV N Y . Sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample : M4942-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 57 2-t-Butyl-5-[hydroxy-(2,4,6... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
17.092 10.33 ng/ul 183694  Phenanthrene-di10 17.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-t-Butyl-5-[hydroxy-(2,4,6-trim... 306 C18H2604 092572-63-9 50
2 Methyl (1s,3s,5R,7S)-3-methylada... 208 C13H2002 1010504-39-1 47
3 Phthalic acid, propyl 6-ethyl-3-... 348 C21H3204 1000315-17-3 43
4 Phthalic acid, butyl 3-methylbut... 292 C17H2404 1000356-80-4 43
5 Phthalic acid, 2-acethylphenyl h... 368 C22H2405 1000315-81-7 43

Abundance Scan 2315 (17.092 min): BG051368.D\data.ms (-2312) (-  m/z 149.00 100.00%

149.0
5000 107.0
T \
55.0 1660 17.00
b bufd Ly 1960 2422 ) 197,00 51.64%
miz--> 50 100 150 200 250 300
Abundance #207089: 2-t-Butyl-5-[hydroxy-(2,4,6-trimethylphenyl)metl
149.0
5000 — :
17.00
0.0 m/z 55.00  14.79%
105.0
o290 | %0 | 2030 2400 306
T L T ‘ T L T ‘ T T T L T T ‘ T L T ‘ T T L ‘ T
miz--> 50 100 150 200 250 300
Abundance #85112: Methyl (1s,3s,5R,7S)-3-methyladamantane-1-ca
149.0
T T
17.00
5000 ITI/Z 121.00 12.42%
93.0
41.0 208.0
ol et A
miz--> 50 100 150 200 250 300
Abundance  #257864: Phthalic acid, propyl 6-ethyl-3-octyl ester e i
149.0 17.00
m/z 150.05 11.27%
- MAﬁﬂMWAWJ\MWWWwK“N
209.0
@0 00 290 g
e e P e e —
m/z--> 50 100 150 200 250 300 17.00

SFAM-EPA-BG112321.M Mon Dec 13 06:42:03 2021 Page: 45



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51368.D

Acqg On : 7 Dec 2021 3:19
Operator : CG/JU

Sample 1 M4942-05

Misc :

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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... 5.794 193.0 ng/ul 2850530 1 8.197 295340 20.0
Benzene, (1-met... 6.652 7.1 ng/ul 104300 1 8.197 295340 20.0
(DEL) Alkane: S... 6.699 3.0 ng/ul 44083 1 8.197 295340 20.0
(DEL) Alkane: C... 6.793 5.3 ng/ul 78434 1  8.197 295340 20.0
(DEL) Alkane: S... 7.045 2.8 ng/ul 41577 1  8.197 295340 20.0
Benzene, propyl- 7.145 17.2 ng/ul 253679 1 8.197 295340 20.0
Benzene, 1l-ethy... 7.257 35.6 ng/ul 526395 1 8.197 295340 20.0
Benzene, 1-ethy... 7.562 20.2 ng/ul 298363 1 8.197 295340 20.0
(DEL) Alkane: S... 8.132 6.3 ng/ul 93739 1  8.197 295340 20.0
Benzene, 1,2,3-... 8.303 34.7 ng/ul 512674 1 8.197 295340 20.0
(DEL) Alkane: C... 8.461 3.3 ng/ul 48317 1 8.197 295340 20.0
Indane 8.567 14.2 ng/ul 210295 1 8.197 295340 20.0
Benzene, 1,2-di... 8.673 9.1 ng/ul 134930 1 8.197 295340 20.0
Benzene, 1-meth... 8.731 23.6 ng/ul 348936 1 8.197 295340 20.0
Benzene, 1,4-di... 8.820 28.9 ng/ul 426551 1 8.197 295340 20.0
Benzene, 2-ethy... 9.137 8.9 ng/ul 131456 1 8.197 295340 20.0
p-Cymene 9.190 10.7 ng/ul 157705 1  8.197 295340 20.0
Benzene, 4-ethy... 9.290 18.5 ng/ul 273675 1 8.197 295340 20.0
4-Methylphenyl ... 9.536 10.7 ng/ul 157620 1 8.197 295340 20.0
Benzene, 2-ethy... 9.636 7.2 ng/ul 102942 2 11.023 285162 20.0
Benzene, 1,2,4,... 9.818 9.2 ng/ul 131050 2 11.023 285162 20.0
o-Cymene 9.883 11.3 ng/ul 161663 2 11.023 285162 20.0
1H-Indene, 2,3-... 10.247 3.2 ng/ul 45396 2 11.023 285162 20.0
Ethanone, 1-(4-... 10.400 9.4 ng/ul 133727 2 11.023 285162 20.0
Ethanol, 2-(2-b... 10.764 16.3 ng/ul 231757 2 11.023 285162 20.0
(DEL) Alkane: S... 10.947 3.5 ng/ul 49364 2 11.023 285162 20.0
(DEL) Alkane: S... 11.992 4.7 ng/ul 66962 2 11.023 285162 20.0
(DEL) Alkane: S... 13.185 2.3 ng/ul 40071 3 14.830 354234 20.0
(DEL) Alkane: S... 13.326 3.2 ng/ul 55973 3 14.830 354234 20.0
Naphthalene, 2,... 14.143 6.6 ng/ul 117666 3 14.830 354234 20.0
Naphthalene, 2,... 15.218 6.4 ng/ul 113846 3 14.830 354234 20.0
Naphthalene, 1,... 15.294 6.4 ng/ul 113505 3 14.830 354234 20.0
Naphthalene, 1,... 15.600 8.0 ng/ul 141359 3 14.830 354234 20.0
(DEL) Alkane: S... 16.029 3.0 ng/ul 52722 3 14.830 354234 20.0
(DEL) Alkane: S... 16.511 11.5 ng/ul 203850 4 17.580 355685 20.0
Phenol, 4-(1,1-... 16.628 13.7 ng/ul 244016 4 17.580 355685 20.0
Acetamide, N-(3... 16.687 20.4 ng/ul 362545 4 17.580 355685 20.0
4-(7-Methylocty... 16.752 15.2 ng/ul 270363 4 17.580 355685 20.0
unknown-01 16.799 7.0 ng/ul 124367 4 17.580 355685 20.0
unknown-02 16.951 12.9 ng/ul 229228 4 17.580 355685 20.0
2-t-Butyl-5-[hy... 17.092 10.3 ng/ul 183694 4 17.580 355685 20.0
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