LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acqg On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc :

ALS Vvial : 19 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-BG042823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO57229.D\data.ms

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

# min scan scan scan TY height area % max. total
1 6.774 547 551 556 rvv2 3805 6147 1.86% 0.111%
2 7.438 661 664 670 rVB 2887 3834 1.16% 0.069%
3 7.514 670 677 681 rBV 40772 77021 23.29% 1.391%
4 7.679 700 705 713 rVB 27806 46310 14.00% ©.836%
5 7.749 713 717 722 rVB 4347 6529 1.97% 0.118%
6 7.902 738 743 750 rW2 33574 56615 17.12% 1.022%
7 7.967 750 754 758 rVv3 4007 5535 1.67% ©0.100%
8 8.014 758 762 767 rVB2 10134 15293 4.62% 0.276%
9 8.325 810 815 818 rBV3 4010 6119 1.85% 0.110%
106 8.378 818 824 830 rW 50770 81601 24.67% 1.474%
11 8.489 837 843 849 rBV2 13102 19197 5.80% 0.347%
12 8.889 902 911 924 rVB6 15071 39125 11.83% 0.707%
13 9.006 926 931 936 rBV 29113 45308 13.70% ©.818%
14 9.077 936 943 949 rBV2 44840 75630 22.87% 1.366%
15 9.183 955 961 963 rBv2 5893 87706  2.65% ©.158%
16 9.329 981 986 991 rBvV2 13833 21983 6.65% 0.397%
17 9.382 991 995 1000 rVB 12258 17512 5.29% ©.316%
18 9.482 1006 1012 1018 rVB 22970 35570 10.75% 0.642%
19 9.553 1018 1024 1028 rBV 36621 70537 21.33% 1.274%
20 9.741 1049 1056 1063 rVB4 6204 13190 3.99% 0.238%
21  9.823 1065 1070 1074 rBV 10215 15753 4.76% 0.284%
22 10.017 1097 1103 1108 rVvVv 29041 45727 13.83% 0.826%
23 10.076 1108 1113 1119 rVB 67270 110131 33.30% 1.989%
24 10.281 1137 1148 1158 rBV3 34835 79187 23.94%  1.430%
25 10.381 1158 1165 1173 rVV2 36598 77308 23.37% 1.396%
26 10.534 1182 1191 1194 rVV3 2983 6187 1.87% 0.112%
27 10.598 1197 1202 1207 rVV2 29566 51009 15.42% 0.921%
28 10.657 1207 1212 1217 rVW3 11364 19680 5.95% ©.355%
29 10.745 1222 1227 1228 rBvV2 5092 6988 2.11% 0.126%
30 10.775 1230 1232 1235 rVWV2 6802 6898 2.09% 0.125%
31 10.827 1235 1241 1248 rVV2 48747 85124 25.74%  1.537%
32 10.886 1248 1251 1259 rVB 10179 16639 5.03% 0.300%
33 11.074 1275 1283 1289 rBV 4820 9121 2.76% 0.165%
34 11.145 1291 1295 1297 rBV 4357 5922 1.79% 0.107%
35 11.215 1301 1307 1313 rBV2 77354 165332 49.99%  2.986%

36 11.339 1322 1328 1334 rBV2 18177 33412 10.10%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acqg On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc :

ALS Vvial : 19 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-BG042823.MA.M
Title : SVOA CALIBRATION
37 11.409 1334 1340 1346 rVB 12163 19784 5.98% ©.357%
38 11.703 1383 1390 1396 rBV 48504 70904 21.44%  1.280%
39 11.820 1405 1410 1414 rBV3 3388 5714 1.73% 0.103%
40 12.108 1453 1459 1463 rVB4 6200 9786 2.96% 0.177%
41 12.161 1463 1468 1469 rBV 2848 3890 1.18% 0.070%
42 12.290 1483 1490 1496 rBV7 6350 14410 4.36% 0.260%
43 12.402 1502 1509 1519 rVB5 4849 11132 3.37% 0.201%
44 12.502 1519 1526 1533 rBV 13879 22965 6.94% 0.415%
45 12.566 1533 1537 1543 rVB3 3933 5323 1.61% ©0.096%
46 12.842 1579 1584 1590 rVB 12374 17561 5.31% 0.317%
47 12.977 1603 1607 1612 rVB3 8691 13075 3.95% 0.236%
48 13.060 1614 1621 1627 rBv4 11826 18137 5.48% 0.328%
49 13.218 1644 1648 1654 rVB 8378 12928 3.91% 0.233%
50 13.348 1663 1670 1678 rBV2 33136 52953 16.01% ©.956%
51 13.471 1685 1691 1697 rVV5 5619 11243 3.40% 0.203%
52 13.829 1746 1752 1754 rBV3 2579 4148 1.25% 0.075%
53 13.923 1759 1768 1771 rBV5 6183 13843 4.19% 0.250%
54 14.017 1778 1784 1790 rBvV4 2301 3730 1.13% 0.067%
55 14.129 1798 1803 1805 rBV3 2971 4641 1.40% 0.084%
56 14.164 1805 1809 1814 rVB4 4636 7740 2.34% 0.140%
57 14.329 1829 1837 1841 rBV 69622 109053 32.97% 1.969%
58 14.376 1841 1845 1852 rVV 109060 156006 47.17% 2.817%
59 14.546 1870 1874 1878 rBV2 3626 4430 1.34% 0.080%
60 14.687 1890 1898 1905 rBV 112598 176515 53.37%  3.188%
61 14.904 1929 1935 1940 rBV 16649 23466 7.10% 0.424%
62 14.987 1943 1949 1954 rVwV 136369 212841 64.35% 3.844%
63 15.034 1954 1957 1965 rVB3 = 20465 28762 8.70% ©.519%
64 15.180 1973 1982 1991 rBV2 30196 55096 16.66%  ©.995%
65 15.298 1998 2002 2004 rBV5 4239 5588 1.69% 0.101%
66 15.380 2011 2016 2018 rBV4 5788 7663  2.32% 0.138%
67 15.738 2072 2077 2082 rBV 75319 98388 29.75% 1.777%
68 15.973 2111 2117 2122 rBV 156951 230216 69.61% 4.157%
69 16.020 2122 2125 2130 rVB2 9655 12704 3.84% 0.229%
70 16.085 2130 2136 2145 rVB2 40420 63437 19.18% 1.146%
71 16.326 2169 2177 2181 rBV 21130 32013 9.68% 0.578%
72 16.396 2186 2189 2194 rVWV2 6027 8856 2.68% 0.160%
73 16.661 2232 2234 2239 rW5 3815 5287 1.60% 0.095%
74 17.007 2289 2293 2301 rVB4 3757 7306  2.21% 0.132%
75 17.377 2350 2356 2360 rBvV3 2933 5157 1.56% ©0.093%

76 17.454 2361 2369 2379 rBV 108972 159335 48.18% 2.877%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acqg On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc :

ALS Vvial : 19 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-BG042823.MA.M
Title : SVOA CALIBRATION
77 17.724 2409 2415 2420 rBV 176733 271659 82.14%  4.906%
78 17.771 2420 2423 2427 rW 34594 46186 13.96% 0.834%
79 17.824 2427 2432 2443 rVV2 159292 251073 75.91% 4.534%
80 17.918 2443 2448 2451 rVV3 3460 5613 1.70% 0.101%
81 18.270 2504 2508 2513 rWw2 22647 30915 9.35% ©.558%
82 18.388 2524 2528 2533 rVB4 3366 5460 1.65% 0.099%
83 18.564 2554 2558 2567 rBV4 20301 40133 12.13% ©.725%
84 18.640 2568 2571 2577 rVB 7749 11420 3.45% 0.206%
85 18.793 2590 2597 2600 rBV6 14641 25590 7.74% 0.462%
86 18.922 2616 2619 2623 rBV3 4863 6316 1.91% 0.114%
87 19.075 2639 2645 2651 rBv4 13953 21823 6.60% 0.394%
88 19.128 2651 2654 2662 rvB8 5557 10988 3.32% 0.198%
89 19.369 2692 2695 2700 rVB6 2835 4362 1.32% 0.079%
90 19.422 2700 2704 2708 rBV5 2712 5138 1.55% 0.093%
91 19.610 2734 2736 2738 rBV3 4154 4221 1.28% ©0.076%
92 19.757 2756 2761 2766 rVB 76932 106837 32.30% 1.929%
93 20.091 2812 2818 2821 rBV 210473 326844 98.82% 5.902%
94 21.020 2972 2976 2981 rBV 149068 177191 53.58%  3.200%
95 21.595 3070 3074 3085 rVB6 22905 49084 14.84%  0.886%
96 21.865 3115 3120 3126 rBV 51077 80447 24.32% 1.453%
97 22.036 3141 3149 3154 rBV3 162976 330731 100.00% 5.972%
98 24.444 3548 3559 3565 rBv4 39773 140500 42.48% 2.537%
99 25.302 3697 3705 3714 rBV2 86292 241322 72.97% 4.358%
100 25.543 3738 3746 3755 rVB2 79653 231441 69.98% 4.179%

Sum of corrected areas: 5537564
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG057229.D\data.ms
200000
150000
100000
11.215
50000
6.774 3 .34 .
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\A\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T L \\‘ -
Time--> 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG057229.D\data.ms
20.p91
200000
17.724 22.036
15.973 17.824 21.020
150000 14.987
14.314-687 17.454
100000
14.3 21.865%
50000
348 21.595
18.47413. i
I e e R et ‘ o e e e T T T
Time--> 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG057229.D\data.ms
200000
150000
25.302
100000 25.543
24.444
50000
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Benzene, 1l-ethyl-4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.014 3.75 ng/ul 15293 1,4-Dichlorobenzene-d4 8.378

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 86
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 83
Abundance Scan 762 (8.014 min): BG057229.D\data.ms (-758) (-) m/z 105.10 100.00%
105.1
120.2
5000 /\
o 72 T A PR B S S|
51.0 H 91‘-0 7.60 7.80 8.00 8.20 8.40
O rerreperreprrieree bbbty m/z 120015 52.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
]
5000 RN N R
7.60 7.80 8.00 8.20 8.40
120.0 )
o 770 91.0 m/z 77.05 16.15%
OH‘HH’\Z\Zi.?\\\\"\\H“{.‘H\‘Gﬂi‘.\q‘\Mm‘\\\\“‘M\\H‘\l\‘u‘\‘\“uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 | m n
e A RRR S o
7.60 7.80 8.00 8.20 8.40
5000 m/z 78.95 15.18%
120.0
79.0
39.0 65.0 H 92.0
o Y PSRN R B A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 1 ﬂ
Abundance #10725: Benzene, 1-ethyl-3-methyl- e
105.0 7.60 7.80 8.00 8.20 8.40
m/z 91.05 14.30%
5000
120.0
co 77.0 91.0 ‘ ﬂ
P ANV TN S O S | 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzene, 1,2,3-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.489 4.71 ng/ul 19197 1,4-Dichlorobenzene-d4 8.378

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Benzene, 1l-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 843 (8.489 min): BG057229.D\data.ms (-837) (-) m/z 105.05 100.00%
106.1
5000 120.2 /\
SV S SR
391 g0 77‘2 9L.2 8.20 8.40 8.60 8.80
Obrepreres oot bl m/z 120,15 39.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0 R e R
8.20 8.40 8.60 8.80
39.0 m/z 77.15 15.13%
77.0
630 ' 91.0
O \\’\\\\’2\\5\‘\0’\\\‘1"‘11\1"‘“\\\“‘\‘\‘\\‘\\\M‘\\\\“\\\\‘\M!\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 A I
Cocpeee e
8.20 8.40 8.60 8.80
5000 m/z 91.15 12.93%
120.0
510 77.0 91.0
0 ","",‘2“7‘?"‘“,"",""‘f”,"“1‘,"",‘:m,“‘l‘,mu,um,
m/z--> 10 20 30 40 50 60 70 80 90 100110120 h
Abundance #10707: Benzene, 1,2,3-trimethyl- AT RARRE AR
105.0 8.20 8.40 8.60 8.80
m/z 103.05 11.49%
5000 120.0
39.0 77.0 91.0 A
LY PO UMD SO Y S N | I |
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzaldehyde, 2-hydroxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.889 9.59 ng/ul 39125 1,4-Dichlorobenzene-d4 8.378

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde, 2-hydroxy- 122 C7H602 000090-02-8 92
2 Benzaldehyde, 4-hydroxy- 122 C7H602 000123-08-0 91
3 Benzaldehyde, 3-hydroxy- 122 C7H602 000100-83-4 90
4 Benzaldehyde, 4-hydroxy- 122 C7H602 000123-08-0 90
5 Benzaldehyde, 3-hydroxy- 122 C7H602 000100-83-4 90
Abundance Scan 911 (8.889 min): BG057229.D\data.ms (-902) (-) m/z 122.05 100.00%
122.1
5000 65.2
39.1
93.0 B e e e e
‘ ‘ ‘ 8.60 8.80 9.00 9.20

oH‘_mwmH‘MUJHU“‘W‘JH_Hh_m_M_!WW e m/z 121.05  93.28%

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

Abundance #11271: Benzaldehyde, 2-hydroxy-

122.0
5000 ’v/\u‘uu‘uu’uu‘uu
390 630 8.60 8.80 9.00 9.20
93.0 m/z 65.15  48.55%
O 8.‘0“49.0 ‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11274: Benzaldehyde, 4-hydroxy-
121.0 A f
—
8.60 8.80 9.00 9.20
5000 m/z 39.15 35.24%
39.0 65.0 93.0
17.0
o St W O U I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #11279: Benzaldehyde, 3-hydroxy- AA‘H““‘_“‘,‘H‘M“H
122.0 8.60 8.80 9.00 9.20
m/z 76.00 26.66%
5000 930
65.0
39.0
O 280 il 20 L2070 L el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

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

R.T. EstConc Area Relative to ISTD R.T.
9.006 11.10 ng/ul 45308 1,4-Dichlorobenzene-d4 8.378
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 97
2 o-Cymene 134 C1oH14 000527-84-4 94
3 o-Cymene 134 CleH14 000527-84-4 94
4 o-Cymene 134 CleH14 000527-84-4 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 94
Abundance Scan 931 (9.006 min): BG057229.D\data.ms (-926) (-) m/z 119.15 100.00%
119.2
5000
134.2
91.2 e e eeh
301 65.2 ‘ ‘ 8.60 8.80 9.00 9.20 9.40
0k ““““‘W‘wVJ‘WMu M“n;‘,ﬁh“$d“uu“ m/z 134.15 32.93%
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 ‘\\\\‘\/\\\/\\\‘\A\\\/\‘\\\\’\\
910 134.0 8.60 8.80 9.00 9.20 9.40
: m/z 91.15 22.68%
65.0 ‘
04 \1\5\.0‘ T \3\9“‘0\ \“i‘\ “f‘\ T \‘H‘ T "H“\ \Ml T T
miz—-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
T Y
8.60 8.80 9.00 9.20 9.40
5000 m/z 105.15 16.47%
134.0
91.0
41.0 65.0 ‘
0Lt “\“ T N PR \‘M T
miz-> 20 40 60 80 100 120 140 /\ ! /\ /\
Abundance #16996: 0-Cymene ‘H“‘H“‘H“_“ﬂ“
119.0 8.60 8.80 9.00 9.20 9.40
m/z 77.15 12.07%
5000
134.0
390 91.0
15.0 : 65.0 ‘
L e v RN I A o 713 A 1
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 1,3,5-Cycloheptatriene, 3,7... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.329 5.39 ng/ul 21983 1,4-Dichlorobenzene-d4 8.378

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 91
2 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 87
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 86
4 Benzene, 1l-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 86
5 Benzene, 1l-methyl-3-(1-methyleth... 134 C1leH14 000535-77-3 86
Abundance Scan 986 (9.329 min): BG057229.D\data.ms (-981) (-) m/z 119.15 100.00%

119.2

5000
91.2 134.2 N A
e A
51.0 ‘ ‘ 9.00 9.20 9.40 9.60
0 HwWHW“_Hw‘mMHW‘HW_m_MH_J:“JHWW m/z 91.15  27.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
910 134.0 9.00 9.20 9.40 9.60
: m/z 134.15  27.49%
65.0 ‘
O \\‘l\\s\\o‘\\\\‘\ﬁ\g‘\()\\\i‘\‘\\\‘\H\‘\H‘“‘\H\‘\H\‘\H‘\\‘H‘\‘\l\\\\‘\\‘\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl-
110.0 /
phlh A VLA
9.00 9.20 9.40 9.60
5000 m/z 105.15 17.35%
91.0
Y NS P OO I OO A
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 77.15 12.19%
5000
91.0 134.0
w0 @0 | | [LEHY;
N e O A A Oy L WA (AT LY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:16 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 o-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.382 4.29 ng/ul 17512  1,4-Dichlorobenzene-d4 8.378

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 91
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 91
Abundance Scan 995 (9.382 min): BG057229.D\data.ms (-991) (-) m/z 119.10 100.00%
119.1
5000 /\
912 w2 L I A
39.1 65.0 ‘ ‘ 9.00 9.20 9.40 9.60 9.80
Ob et L gz 134015 30.31%
miz--> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0
9.00 9.20 9.40 9.60 9.80
91.0 134.0 m/z 91.15 25.58%
150 390 650
O\\\‘\‘\‘\\\“\\“i‘\“‘r‘\\\‘”‘\\‘i‘\’w\\‘\w\\\‘\‘\
miz—-> 20 40 60 80 100 120 140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 /\ﬂ/\
ey LV IV
9.00 9.20 9.40 9.60 9.80
5000 m/z 77.15 15.28%
91.0 134.0
39.0 65.0 ‘
0“1‘5"0‘“1 SO RIS RSP R ““‘ LT ‘w e
m/z--> 20 40 60 80 100 120 140 i M ﬂ “ A
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- L R
119.0 9.00 9.20 9.40 9.60 9.80
m/z 120.15 13.08%
5000
91.0 134.0 (\
39.0 65.0 ‘ n ﬂ
LN T I o A AN
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60 9.80

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:17 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.482 8.72 ng/ul 35570  1,4-Dichlorobenzene-d4 8.378
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 93
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 93
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 91

Abundance Scan 1012 (9.482 min): BG057229.D\data.ms (-1006) (-) m/z 119.15 100.00%
119.2

5000 /\
134.1
91.0 H“H“W“A‘MA,‘H‘
39.0 65.0 ‘ ‘ 9.20 9.40 9.60 9.80
0 H‘WHwH“m‘Mu,m‘m‘H“J‘WH‘;um_UH,HUJJW_uuw m/z 134.05  27.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0

!

5000 A ;ﬂ,asga”
91.0 134.0

m/z 91.05 19.34%

65.0 ‘
\\‘]_\\5\\()‘\\\\‘\ﬁ\g‘?\\i‘\‘\\\’\‘\‘H‘\H‘“‘H\\‘\\H‘\H‘\\’\\‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0

9.20 9.40 9.60 9.80

o

5000 m/z 77.05 12.37%
91.0 134.0
39.0 65.0 ‘ ‘
P Y T O W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 m [\\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- e ‘ | , )
119.0 9.20 9.40 9.60 9.80
m/z 117.05 9.64%
134.0
5000
91.0
\ )
0 HWH‘m“WH“wwH,“mW‘U‘mwH‘“1‘”,”1‘1“”‘”‘”‘” e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.20 9.40 9.60 9.80

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:18 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG@57229.D

Acq On : 28 Apr 2023 22:55

Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 unknown-01 Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
9.741 3.23 ng/ul 13190 1,4-Dichlorobenzene-d4 8.378
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 50
2 Pyridine, 5-ethenyl-2-methyl- 119 C8HON 000140-76-1 9
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 9
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 9
5 o-Cymene 134 C10H14 000527-84-4 9
Abundance Scan 1056 (9.741 min): BG057229.D\data.ms (-1049) (-) m/z 119.15 100.00%
119.2
148.1
411 /\/\\ T T \/\\/\ T T T
H ‘ ‘ H 9.50 10.00
0wz 105015 49.21%
m/z--> 0 20 40 60 80 100 120 140
Abundance #16991: o-Cymene
119.0
5000 A 1 L ﬁﬂﬁ&
91.0 9.50 10.00
m/z 91.15 48.48%
39.0 650 ‘
00— T \1\5‘\.0‘\‘\ T \"‘\ \“V\“‘M‘\ T \‘H‘ i “H‘\ \‘1H T T
miz--> 0 20 40 60 80 100 120 140
Abundance #10394: Pyridine, 5-ethenyl-2-methyl-
110.0 /\ /\
M ap Y
9.50 10.00
m/z 148.05 32.99%
5000 91.0 /
270 51.0
N O .10 Y NN
miz--> 20 40 60 80 100 120 140 n
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl- —— ——
119.0 9.50 10.00
m/z 117.15 19.02%
5000
91.0
39.0 650 /\ /\ /\
0 "H¥5?‘V"“"W‘MW‘HM“L“Ju‘Wl‘;‘ﬁg“‘ A ‘h“ﬂ‘ﬁ‘ :
m/z--> 0 20 40 60 80 100 120 140 9.50 10.00

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:19 2023

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 p-Cymene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.017 5.53 ng/ul 45727  Naphthalene-d8 11.215
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cymene 134 CleH14 000099-87-6 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1,2,4,5-tetramethyl- 134 CleH14 000095-93-2 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 91
Abundance Scan 1103 (10.017 min): BG057229.D\data.ms (-1097) (- | m/z 119.15 100.00%
119.2
5000 134.2 J\J\
91.0 /\A‘ — ‘A ‘
. 772 10.00
oyl o
Ottt e et e e e e m/z 134.15 40.02%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16995: p-Cymene
119.0
5000 ALY ‘
10.00
91.0 134.0 m/z 91.85 22.52%
L 21040 G070 | g0 |
\‘H\\‘HH‘H\\‘H\\‘H\\‘H\{“H\\“{‘\\\‘\“\\‘H\HHH‘H‘H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16997: o-Cymene
119.0 /‘\
/\ ‘[’\‘A”V‘\M‘ ! ‘/w‘/\ ‘A/\‘
10.00
5000 m/z 77.15 11.40%
134.0
91.0
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 A
Abundance #17069: Benzene, 1,2,4,5-tetramethyl- i A cH M{\ ry
119.0 10.00
m/z 117.05 9.82%
134.0
5000
91.0
51.0 77.0 105.0 A /\/\
0 W‘H‘_‘H‘H‘wwu‘_Nm‘uJq‘H‘JH‘WHM‘MHMlH‘Wﬂﬁ‘_‘ I ‘m‘m‘ b Mﬂ‘
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 10.00

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:20 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.076  13.32 ng/ul 110131  Naphthalene-d8 11.215
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 94
3 o-Cymene 134 CleHi4 000527-84-4 93
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 93

Abundance Scan 1113 (10.076 min): BG057229.D\data.ms (-1108) (- m/z 119.15 100.00%
119.2
5000 134.2 J\j\ /\
91.1 /\/\‘ — B
39.1  59.1 10.00
74.
0 H‘WHwH\MH‘wJ,mwﬁuw_wH}w,”‘e“Jm‘_“‘w m/z 134.15  38.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 A ‘
10.00
91.0 m/z 91.10 20.39%
39.0 65.0
0 \\‘1\\5\.\0‘\\\‘\‘\\H“‘\H\i‘i‘u\’\‘M\‘\H‘“‘H\\“i‘\u‘\W\\’\\M\lHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 /\
)L\ ‘/\MAA‘ ] ‘/V\(\ ‘A/\‘{\J
10.00
134.0
5000 m/z 115.15 10.85%
91.0
0 H_‘H‘HM‘HH‘H‘qm‘WMWW‘JM‘wau‘_m‘“‘my‘uwhu‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A/\
Abundance #16998: 0-Cymene ! ‘A‘AN e ‘ ‘“"
119.0 10.00
m/z 120.15 10.50%
5000
134.0
91.0 A
41.0 65.0
0\\‘1\\5\.\0‘\\\‘\‘\\H“‘HH“\HW’\‘\‘H‘\HM“H\\‘1‘\H‘\W\\’H‘\‘\luu‘u‘\\‘H A ‘A‘{\‘ - itk
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:21 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 2-Coumaranone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.381 9.35 ng/ul 77308  Naphthalene-d8 11.215
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Coumaranone 134 C8H602 000553-86-6 58
2 Boronic acid, phenyl- 122 C6H7B0O2 000098-80-6 50
3 2-Coumaranone 134 C8H602 000553-86-6 50
4 Salicyl alcohol 124 C7H802 000090-01-7 45
5 Tricyclo[4.2.2.0(2,5)]dec-7-en-3... 148 C10H120 035237-74-2 42
Abundance Scan 1165 (10.381 min): BG057229.D\data.ms (-1158) (- | m/z 78.15 100.00%
78.2
119.2
5000
11 B S AN
| ‘ ‘ #5.2 ‘ | ‘ 10.00 10.50
ol e L Bl ez 119015 64.72%
m/z--> 20 40 60 80 100 120 140
Abundance #17495: 2-Coumaranone
78.0
134.0
5000 106.0 r ‘ /‘\ N ‘ !
10.00 10.50
51.0 m/z 106.15 47.20%
0 \\\‘2\7\.0\ T
miz—-> 20 40 60 80 100 120 140
Abundance #11161: Boronic acid, phenyl-
78.0 /\
- ANNREL .Y
122.0 10.00 10.50
5000 m/z 77.15 46.99%
45.0
0 2?0 | \‘ m\ 62.0 u‘\ 10\\50 I
ettt
miz--> 20 40 60 80 100 120 140 /\ /\/\
Abundance #17494: 2-Coumaranone i ‘MA AL ‘Mﬁﬁ/
78.0 10.00 10.50
m/z 138.05 30.69%
134.0
5000 106.0
51.0 '
m/z--> 20 40 60 80 100 120 140 10.00 10.50

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:23 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 Ethanone, 1-(4-methylphenyl)-  Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.598 6.17 ng/ul 51009 Naphthalene-d8 11.215
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 70
2 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 64
3 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 64
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 64
5 o-Cymene 134 CleH14 000527-84-4 64

Abundance Scan 1202 (10.598 min): BG057229.D\data.ms (-1197) (- | m/z 119.10 100.00%
119.1
5000 134.2
Ll AL
511 | ‘ 10.50 11.00
Oberprrerrr et e b Ml mjz 117.05 se.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16991: o-Cymene
119.0
5000 L \M\/\/\/\‘ \/\\’/\ il ‘ i
91.0 10.50 11.00
134.0 m/z 134.15  42.22%
39.0 65.0 ‘
O\\‘1\%.\0‘\\\‘\‘\\H“‘\H\NV\\}’mH‘\HM“H\\““\H‘M‘\\’H‘}‘{luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17589: Ethanone, 1-(4-methylphenyl)-
119.0 \
T A T )
91.0 10.50 11.00
5000 m/z 91.15 29.49%
134.0
65.0
39.0
0220 bbb el trepreberer b
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 \ /A rﬂ
Abundance #17604: Ethanone, 1-(4-methylphenyl)- S|/ WA ¥ “‘m
119.0 10.50 11.00
91.0 m/z 115.15 18.15%
5000
134.0
65.0
e i
P | OO W T A W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.50 11.00

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:29 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
10.657 2.38 ng/ul 19680 Naphthalene-d8 11.215
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H1e 002050-24-0 53
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 50
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 32
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 32
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 32

Abundance Scan 1212 (10.657 min): BG057229.D\data.ms (-1207) (- | m/z 119.15 100.00%
119.2
5000 148.1
AL ML
51.0 ‘ ‘ ‘ ‘ 10.50 11.00
OF e e gz 148,05 46.22%
miz--> 20 40 60 80 100 120 140
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
5000 ‘ \“ (\ . (\ :
91.0 148.0 10.50 11.00
m/z 133.15 44.29%
39.0 65.0 ‘ H
0 \%E{\.?\‘!‘}\‘i‘\\““\ ‘h‘\\‘{H‘\\H\‘\“M‘\\ll\}“\‘\‘\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0 A pﬁ
91.0 MH_HMJ\_
10.50 11.00
5000 ITI/Z 91.15 25.81%
41.0 65.0 148.0
o280y Il W B2
m/z--> 200 40 60 80 100 120 140 M M
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- ALl 4L ‘“‘A"
119.0 10.50 11.00
m/z 115.05 20.22%
5000
91.0
90 80 \ I 11
i OO .2 I O 1
m/z--> 20 40 60 80 100 120 140 10.50 11.00

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:31 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Benzene, 1-methyl-4-(1-meth... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.886 2.01 ng/ul 16639  Naphthalene-d8 11.215
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11lH16 001595-16-0 86
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 80
3 Benzoic acid, 2,4-dimethyl-, (2,... 268 C18H2002 055000-43-6 72
4 Benzene, 2-ethyl-1,3-dimethyl- 134 CleHi4 002870-04-4 72
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 72
Abundance Scan 1251 (10.886 min): BG057229.D\data.ms (-1248) (- | m/z 119.15 100.00%
119.2
5000
148.2 ﬂ\
91.1 At S ‘wa
39.1 ‘ ‘ ‘ 10.50 11.00
O b o m/z 148.15  26.86%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 ‘M‘ f\ [\ ‘ﬂ‘ A
10.50 11.00
m/z 91.10 18.99%
148.0
41.0 9%0 ‘
OH\‘\‘\H“‘H‘H“\‘\H“‘H\‘\‘W‘HM\H‘\‘H‘H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0 M
10.50 11.00
5000 m/z 120.25 14.49%
41.0 148.0
0\\wﬂuﬂuMphuMuMﬂhﬂwuu‘wu‘uu‘uu‘uu‘uu‘uu‘uu
m/z--> 20 40 60 80 100120140160180200220240260 m
Abundance #158533: Benzoic acid, 2,4-dimethyl-, (2,4-dimethylphen — A
119.0 10.50 11.00
m/z 77.05 11.97%
5000
77.0
b et tdgorzso  zesc L g AN o of Ly
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:33 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Benzene, pentamethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.409 2.39 ng/ul 19784  Naphthalene-d8 11.215
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, pentamethyl- 148 C11H1e 000700-12-9 87
2 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11lH16 001075-38-3 87
3 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 86
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 86
5 3,4-Dimethylcumene 148 C11H1ie 1000370-34-1 86

Abundance Scan 1340 (11.409 min): BG057229.D\data.ms (-1334) (- m/z 133.15 100.00%
138.2

5000
91.2 A/\ A L,
411 653 ‘ 1151 11.50
0 "“""H“M“M““W\““Qwuhw“‘t“ﬂ“ m/z 148.15 32.30%
m/z--> 0 20 40 60 80 100 120 140
Abundance #26355: Benzene, pentamethyl-
133.0
5000 \ ﬂ‘A‘ 11!& ‘A‘
91.0 1150 m/z 91.15 22.08%
39.0 ’
O \‘\\%5\0‘\\\\‘\\‘\\‘6\5\()\ \“\\‘\\‘\‘\\m‘“\}“\‘\‘\‘\‘\\
m/z--> 0 20 40 60 80 100 120 140

Abundance  #26413: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
1

T A

105.0 11.50
5000 m/z 119.15 16.40%

41.0
15 0 N H ‘\871H 1l ‘\\ ‘ ‘

miz--> 0 20 60 80 100 120 140 /»\' m
Abundance #26411:Benzene,lAfdnnethyLZ{lqnethWethyD— l AL ‘ﬂ‘ ﬂ‘ﬂ‘ ‘ ﬂ n
133.0 11.50

m/z 105.15  14.35%

5000

oo e e || LI

m/z--> 0 20 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Hexanedioic acid, dimethyl ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.7e3 8.58 ng/ul 70904  Naphthalene-d8 11.215
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanedioic acid, dimethyl ester 174 C8H1404 000627-93-0 91
2 Hexanedioic acid, dimethyl ester 174 C8H1404 000627-93-0 91
3 Hexanedioic acid, dimethyl ester 174 C8H1404 000627-93-0 78
4 Hexanedioic acid, dimethyl ester 174 C8H1404 000627-93-0 64
5 Pentanedioic acid, 2-methyl-, di... 174 C8H1404 014035-94-0 38
Abundance Scan 1390 (11.703 min): BG057229.D\data.ms (-1383) (' ' m/z 59.15 100.00%
59.1
114.2
5000
83.0 143.2
: : ——
39 ‘ el 1150 12.00
01 ‘HmgmuwHmm,mw m/z 55.15 86.91%
m/z--> 20 40 60 100 120 140 160 180
Abundance #49496:Hexanedmu:acm,dhnemyleﬁer
59.0 114.0
143.0 N
5000 71
ll 50 12.00
83.0 m/z 114.15  74.49%
39
O \1\5\?\\\\“\P\\ “ ‘\\\W‘\\w“\‘\\\\“}\\\’\]\-7\5\.3
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49500: Hexanedioic acid, dimethyl ester
59.0 114.0
143.0 —— S
11.50 12.00
5000 m/z 111.15 53.09%
83.0
15.0
39
il b 1o
01 pl e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49499: Hexanedioic acid, dimethyl ester — —
59.0 114.0 11.50 12.00
15.0 m/z 101.15 50.89%
143.0
5000
83.0
39 ‘ ‘
ol ‘“wam_m“m,mw h e
m/z--> 20 40 60 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 17 Benzene, 2,4-diethyl-1-methyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.502 2.78 ng/ul 22965 Naphthalene-d8 11.215
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, pentamethyl- 148 C11H1e 000700-12-9 94
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 91
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 91
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 91
5 2-tert-Butyltoluene 148 C11H1e 001074-92-6 86

Abundance Scan 1526 (12.502 min): BG057229.D\data.ms (-1519) (- m/z 133.15 100.00%
138.2
5000 A
91.2 by, M/‘\‘ Ap
410 63.1 | ‘ ‘11ﬁ.0 | 12.50
0 e e Al m/z 148.15 39.67%
m/z--> 0 20 40 60 80 100 120 140
Abundance #26355: Benzene, pentamethyl-
138.0
5000 \A/\\ /\\ T m \N%‘
12.50
1 m/z 91.15  17.76%
390  65.0 ° | ° 150
0= T \\1\5\.0‘\‘\ T \“‘\ Pht “1‘\ T \““ T \‘\“\‘\ \m‘“ T W\‘\ T \‘\‘\ T
miz--> 0 20 40 60 80 100 120 140
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
oM
A
12.50
5000 m/z 105.15 10.54%
91.0
115.0
39.0
o B0 %0 |
YRRt RSO TS S M DRSNS
miz—-> 0 20 40 60 80 100 120 140 M (\m A m
Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)- A‘ ‘A‘ i
133.0 12.50
m/z 77.05 10.45%
5000
150 390 g50 L0 359 ‘ | ﬂ m h I
Y e UK IR R A e Y A MI AN | —
m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 3-Amino-4-methylbenzoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.348 4.98 ng/ul 52953  Acenaphthene-die 14.986
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Amino-4-methylbenzoic acid 151 C8H9NO2 002458-12-0 50
2 Benzeneacetonitrile, .alpha.-hyd... 133 C8H7NO 000532-28-5 43
3 4-Pyridinecarboxylic acid, ethyl... 151 C8H9NO2 001570-45-2 38
4 N-Phenylglycine 151 C8H9NO2 000103-01-5 35
5 4-Pyridinecarboxylic acid, ethyl... 151 C8H9NO2 001570-45-2 35
Abundance Scan 1670 (13.348 min): BG057229.D\data.ms (-1663) (-~ | m/z 106.05 100.00%
106.1
77.2
5000 136.1
511 166.2 A
— ——
‘ 13.00 13.50
0 bt A ‘M‘u T “‘ L mz 77.15 0 78.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28822: 3-Amino-4-methylbenzoic acid
106.0 151.0
5000 L A/\‘[\A‘A M ‘A/\‘A/\/‘\ n
13.00 13.50
77.0 m/z 105.85 57.80%
51.0
2?\0 \‘m\ H_U\ ! \M L u_” ‘13§0 ‘
O\\\\’\\\\‘\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16931: Benzeneacetonitrile, .alpha.-hydroxy-
77.0 105.0 A
WA mmmﬁ Iy
13.00 13.50
m/z 78.15 55.76%
5000 27.0 51.0
133.0
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #28875: 4-Pyridinecarboxylic acid, ethyl ester H e
106.0 13.00 13.50
m/z 136.05 44 .35%
78.0
5000
51.0 151.0
29.0
124.0
0““,Jm“ﬂ‘u“"H«““‘N‘H‘l‘w““1W““ ﬁ ‘ ——
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

SFAM-EPA-BGO42823.MA.M Mon May 01 13:30:39 2023 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Methyl salicylate Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
14.904 2.21 ng/ul 23466  Acenaphthene-die 14.986
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl salicylate 152 C8H803 000119-36-8 58
2 o-Aminobenzohydroxamic acid 152 C7H8N202 005623-04-1 50
3 Aspirin methyl ester 194 C10H1004 000580-02-9 42
4 2-Hydroxy-3-cyanopyridine 120 C6H4N20 020577-27-9 35
5 1-Propanone, 1-(4-aminophenyl)- 149 C9H11NO 000070-69-9 35
Abundance Scan 1935 (14.904 min): BG057229.D\data.ms (-1929) (- | m/z 120.05 100.00%
120.1 152.1
5000 92.0
63.0 A
180.2 T
yl O O T
XSS T T Y | N 0 S B m/z 152.05 98.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29952: Methyl salicylate
120.0
92.0
5000 152.0 U
15.00
65.0 m/z 92.05 47.66%
O‘\\H‘H‘\‘\“H\“HH‘H\‘\‘HH‘HH‘\H‘\‘HH‘HH
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29804: 0-Aminobenzohydroxamic acid
120.0
il
15.00
5000 m/z 63.05 34.12%
92.0 152.0
65.0
46.0 ‘
O e e AR anma
m/z--> 20 40 60 80 100 120 140 160 180 A A ﬂ
Abundance #68392: Aspirin methyl ester e : ‘N A ‘
120.0 15.00
152.0 m/z 65.15 30.82%
5000
92.0
43.0
63.0 A m
Ol 1940 A T Ll
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.738 9.25 ng/ul 98388  Acenaphthene-d1e 14.986
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 83
2 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 83
3 (2R,3R)-2,3-Dihydroxybutanedioic... 248 C10H1607 1000462-99-8 64
4 Oxalic acid, dineopentyl ester 230 C12H2204 1010309-72-7 59
5 Oxalic acid, neopentyl octyl ester 272 C15H2804 1000309-73-2 45
Abundance Scan 2077 (15.738 min): BG057229.D\data.ms (-2072) (- | m/z 71.15 100.00%
71.2
43.1
5000
—— —
| 11‘1.2 159.1 2432 15.50 16.00
O R a aanaant R R m/z 43.15 53.08%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #181457: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
5000 43.0 —r— —
15.50 16.00
m/z 41.15 13.70%
111.0 159.0
O \H‘\‘\H“‘\\\‘1“\M\“H‘\\H‘\\‘\\‘\H\“\\\‘\“H\‘\‘\\\\‘\2\1\\5‘.9?ﬁ\3\.9‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #181446: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
TP U VU
15.50 16.00
5000 m/z 55.15 7.68%
43.0
111.0 1590 243.0
Y S S N SA-= o ¢
m/z--> 20 40 60 80 100120140160180200220240260 A
Abundance #132384: (2R,3R)-2,3-Dihydroxybutanedioic acid, dimeth A R
71.0 15.50 16.00
m/z 111.15 7.62%
43.0
5000
o150, || 1010159 150.0189.057
AR RAsa R a e e e e P e
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 Benzophenone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.326 3.01 ng/ul 32013  Acenaphthene-die 14.986
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 90
2 Benzophenone 182 C13H100 000119-61-9 87
3 Benzophenone 182 C13H1e0 000119-61-9 86
4 Benzophenone 182 C13H100 000119-61-9 64
5 Azobenzene, (E)- 182 C12H1@N2 017082-12-1 58
Abundance Scan 2177 (16.326 min): BG057229.D\data.ms (-2169) (- | m/z 105.05 100.00%
105.1
77.2 1821
5000
51.1
A A A
e A
152.2 16.00 16.50
0b e el e Wz 77.15 81.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
16.00 16.50
51.0 m/z 182.05  75.65%
oLzmo 1260 1520 |
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
Al ‘AA‘ ‘/\‘ A
770 182.0 16.00 16.50
5000 ' ’ m/z 51.15 31.87%
51.0
Ol b 4280 TR0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56926: Benzophenone L ! ‘
105.0 16.00 16.50
m/z 181.15  19.55%
5000 77.0 182.0
51.0
0 27.0 \‘ il | 126.0 152'0 I m
A (L L : —
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\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 22 Pyridine, 4-(3-phenylpropyl)-  Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.454 11.73 ng/ul 159335 Phenanthrene-d10 17.724
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyridine, 4-(3-phenylpropyl)- 197 C14H15N 002057-49-0 97
2 Pyridine, 4-(3-phenylpropyl)- 197 C14H15N 002057-49-0 96
3 Pyridine, 4-(3-phenylpropyl)- 197 C14H15N 002057-49-0 95
4 Tricyclo[4.1.0.8(2,4)]heptane, 5... 202 C13H14S 971055-11-3 38
5 Pyridine, 2-methyl- 93 C6H7N 000109-06-8 25

Abundance Scan 2369 (17.454 min): BG057229.D\data.ms (-2361) (- | m/z 91.15 100.00%
91.2
5000 197.2
65.2
e
39.1 ‘ ‘ 17.50
118.2 168.1 !
0 _H‘_J‘Ju‘wwm L ANB21see 1681 L 6315 79.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72715: Pyridine, 4-(3-phenylpropyl)-
98.0
5000 Tt
17.50
65.0 197.0 m/z 92.15  46.14%
39.0
ol ‘ 'y ‘\‘ 118.0130.0 167.0
‘\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72716: Pyridine, 4-(3-phenylpropyl)-
93.0 /\/\
17.50
5000 197.0 m/z 197.15  39.55%
51.0
w0 M0 Lo o |
0 _u“L‘Uu“W““ AL e e el
m/z--> 20 40 60 80 lOO 120 140 160 180 200
Abundance #72712: Pyridine, 4-(3-phenylpropyl)- Y
93.0 17.50
m/z 106.15 33.36%
5000 197.0
65.0
39.0
0 L ‘\ i \‘\ ‘H \‘ 11801390 168.0 i n
el e 2O A il e o
m/z--> 20 40 60 80 100 120 140 160 180 200 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 Pyridine-4-carboxamide, N-(... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
18.270 2.28 ng/ul 30915 Phenanthrene-d10 17.724
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyridine-4-carboxamide, N-(1-met... 178 C10H14N20 311793-05-2 59
2 2,4-Heptadien-6-ynal, (E,E)- 106 C7H60 007200-04-6 59
3 Ethanone, 1-(4-pyridinyl)- 121 C7H7NO 001122-54-9 59
4 Ethanone, 1-(3-pyridinyl)- 121 C7H7NO 000350-03-8 59
5 Nicorandil 211 C8HIN304 065141-46-0 59
Abundance Scan 2508 (18.270 min): BG057229.D\data.ms (-2504) (-~ | m/z 105.15 100.00%
105.2 211.2
78.2
5000 51.1
nA ‘ i ‘Af'\‘A‘ A‘/\
133.1 182.1 ‘ 18.00 18.50
0 bl myz 211015 96.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52421: Pyridine-4-carboxamide, N-(1-methylpropyl)-
106.0
78.0
5000 5L.0 149.0 U ——
18.00 18.50
m/z 78.15 74.96%
‘ 178.0
O\\\\’\\\\H‘N\1“}‘\\\\“\\\\‘\‘\\\"\\\\‘\\‘\\“\\\\"\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5717: 2,4-Heptadien-6-ynal, (E,E)-
105.0
T ‘ T T t\ ‘ T r\\
18.00 18.50
5000 m/z 106.05 74.32%
51.0 78.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10845: Ethanone, 1-(4-pyridinyl)- A — —
78.0 106.0 18.00 18.50
43.0 m/z 91.10 68.17%
5000
15.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.564 2.95 ng/ul 40133 Phenanthrene-d10 17.724
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 53
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 47
Abundance Scan 2558 (18.564 min): BG057229.D\data.ms (-2554) (- | m/z 73.15 100.00%
73.2
43.1
5000
129.2
213.2 Ly P il
‘ ‘ ? ‘ 17‘1.2 256.1 1850
| W‘ WW_m_m“”H_‘m\w"Mm!_ m/z 43.15  62.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
18.50
167.0 195 02130 256.0 m/z 60.15 62.62%
O\‘HH"‘}‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
— T
18.50
5000 m/z 41.15 59.20%
129.0 256.0
L oo | 15701850220
o VP e I O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid
43.0 73.0 18.50
m/z 57.05 53.17%
5000 129.0
199.0 2420
‘ T ‘157.0 ‘
o‘_‘m“,‘:w Al ”‘w‘w‘:“l_HJH_m‘_“w‘m_m_ww_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 Hexanedioic acid, bis(2-eth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.020 10.72 ng/ul 177191  Chrysene-d12 22.036
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 94
2 Diisooctyl adipate 370 C22H4204 001330-86-5 90
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 83
4 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 83
5 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 74
Abundance Scan 2976 (21.020 min): BG057229.D\data.ms (-2972) (- | m/z 129.05 100.00%
129.1
57.1
5000
i G
241.2 :
— “ Ll ‘h‘ L 1093%Cam1 L, 5745 57.85%
m/z--> 50 100 150 200 250 300 350
Abundance  #279378: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0
5000 s :
21.00
‘ m/z 55.15 43.66%
241.0
0 \h‘\ ‘\‘ “‘”\ “\“ \‘h“\ "L \h\ T \1\9‘9\0\ T \‘ T b \3‘1\3\0\ T ‘3\79\(
miz--> 50 100 150 200 250 300 350
Abundance #279233: Diisooctyl adipate
129.0
T 7
57.0 21.00
5000 m/z 70.15 40.72%
241.0
o150 | L)y [l || 1990 | 3130 370.
e el e A
m/z--> 50 100 150 200 250 300 350
Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester P ‘
129.0 21.00
m/z 71.15 34.67%
5000 57.0
241.0
0289 H bl 19007 s130 LS
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acq On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 Sulfurous acid, octadecyl 2... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.595 2.97 ng/ul 49084  Chrysene-d12 22.036
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 58
2 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 58
3 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 58
4 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 52
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 52
Abundance Scan 3074 (21.595 min): BG057229.D\data.ms (-3070) (- 57.10 100.00%
51.1
5000 234.1 vmwwﬂwwwwwﬂk\vﬂj\wAvv
356.1 2150
ot ‘t“MU‘“‘\"“\t”‘“JW“‘_m_m_m_m‘m 43.15  97.92%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance  #284590: Sulfurous acid, octadecyl 2-propyl ester
43.0
5000
2150
L m/z 71.20 83.90%
1.0 253.0
O\“‘F"f’%\\‘\\'\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 100 200 300 400 500 600 700 800
Abundance #251125: Oxalic acid, isobutyl tetradecy! ester
57.0
21.50
5000 m/z 55.10 59.20%
o Mlipsezro
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #350465: Tetrapentacontane, 1,54-dibromo- — ‘
57.0 21.50
m/z 41.15 58.05%
5000
h55 0253.0351.0443.0541.0 670.0  835.(
m/z--> 0 100 200 300 400 500 600 700 800 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042823\
Data File : BG®57229.D

Acqg On : 28 Apr 2023 22:55
Operator : CG/JU

Sample : 02417-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 8.014 3.8 ng/ul 15293 1 8.378 81601 20.0
Benzene, 1,2,3-... 8.489 4.7 ng/ul 19197 1 8.378 81601 20.0
Benzaldehyde, 2... 8.889 9.6 ng/ul 39125 1 8.378 81601 20.0
Benzene, 4-ethy... 9.006 11.1 ng/ul 45308 1 8.378 81601 20.0
1,3,5-Cyclohept... 9.329 5.4 ng/ul 21983 1 8.378 81601 20.0
o-Cymene 9.382 4.3 ng/ul 17512 1 8.378 81601 20.0
Benzene, 1l-ethy... 9.482 8.7 ng/ul 355706 1 8.378 81601 20.0
unknown-01 9.741 3.2 ng/ul 1319 1 8.378 81601 20.0
p-Cymene 10.017 5.5 ng/ul 45727 2 11.215 165332 20.0
Benzene, 1,2,4,... 10.076 13.3 ng/ul 110131 2 11.215 165332 20.0
2-Coumaranone 10.381 9.3 ng/ul 77308 2 11.215 165332 20.0
Ethanone, 1-(4-... 10.598 6.2 ng/ul 51009 2 11.215 165332 20.0
Benzene, 1,3-di... 10.657 2.4 ng/ul 19680 2 11.215 165332 20.0
Benzene, 1-meth... 10.886 2.0 ng/ul 16639 2 11.215 165332 20.0
Benzene, pentam... 11.409 2.4 ng/ul 19784 2 11.215 165332 20.0
Hexanedioic aci... 11.703 8.6 ng/ul 70904 2 11.215 165332 20.0
Benzene, 2,4-di... 12.502 2.8 ng/ul 22965 2 11.215 165332 20.0
3-Amino-4-methy... 13.348 5.0 ng/ul 52953 3 14.986 212841 20.0
Methyl salicylate 14.904 2.2 ng/ul 23466 3 14.986 212841 20.0
2,2,4-Trimethyl... 15.738 9.3 ng/ul 98388 3 14.986 212841 20.0
Benzophenone 16.326 3.0 ng/ul 32013 3 14.986 212841 20.0
Pyridine, 4-(3-... 17.454 11.7 ng/ul 159335 4 17.724 271659 20.0
Pyridine-4-carb... 18.270 2.3 ng/ul 30915 4 17.724 271659 20.0
n-Hexadecanoic ... 18.564 3.0 ng/ul 40133 4 17.724 271659 20.0
Hexanedioic aci... 21.020 10.7 ng/ul 177191 5 22.036 330731 20.0
Sulfurous acid,... 21.595 3.0 ng/ul 49084 5 22.036 330731 20.0
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