LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BGO51436.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.299 132 138 156 rVB 415813 709227 13.95% 1.176%
2 5.474 330 338 347 rBV2 53085 110129 2.17% 0.183%
3 5.651 357 368 376 rBV 605895 1010213 19.87% 1.676%
4 5.786 383 391 409 rVB 1449406 3235942 63.64% 5.367%
5 6.162 445 455 470 rBV 662632 1245123 24.49% 2.065%
6 6.644 531 537 546 rVB 150413 254136 5.00% 0.422%
7 7.143 614 622 629 rBV 91533 160171 3.15% 0.266%
8 7.249 633 640 646 rBv2 265756 456672 8.98% 0.757%
9 7.308 646 650 656 rvv3 99219 179364 3.53% 0.297%
10 7.390 656 664 677 rVB 1130770 2091957 41.14% 3.470%
11 7.507 677 684 688 rBVv2 85056 158402 3.12% 0.263%
12 7.554 688 692 696 rVB 84331 113958 2.24% 0.189%
13 7.725 716 721 727 rW 76401 143533 2.82% 0.238%
14 7.819 730 737 745 rVB 458792 773415 15.21%  1.283%
15 8.183 786 799 802 rBv2 130441 256794 5.05% 0.426%
16 8.236 802 808 813 rVV 849413 1535206 30.19% 2.546%
17 8.289 813 817 839 rVB 181205 401474 7.90%  0.666%
18 8.553 854 862 868 rVB3 113067 236277 4.65% 0.392%
19 8.641 870 877 885 rBvV 379169 692463 13.62% 1.149%
20 8.723 885 891 896 rVB2 70527 125189 2.46% 0.208%
21 8.812 901 906 910 rBvV2 47079 92270 1.81% ©0.153%
22 8.912 918 923 928 rBV2 78812 138869 2.73% 0.230%
23 8.976 928 934 940 rBV 472789 955895 18.80%  1.585%
24 9.094 949 954 964 rVB 194422 450061 8.85% 0.746%
25 9.282 977 986 993 rVB5 45878 115353  2.27% 0.191%
26 9.370 993 1001 1011 rVB 113466 226082 4.45% 0.375%
27 9.628 1019 1045 1048 rBv4 376901 1744421 34.31% 2.893%
28 9.881 1082 1088 1092 rBV3 80516 135658 2.67% 0.225%
29 9.975 1099 1104 1108 rVB2 60268 87950 1.73% 0.146%
30 10.034 1108 1114 1120 rBV 556887 1003188 19.73% 1.664%

31 10.093 1120 1124 1133 rVB 84064 162021 3.19%
32 10.187 1133 1140 1143 rBV 310218 616841 12.13%
33 10.216 1143 1145 1158 rVB2 232222 365999  7.20%
34 10.451 1169 1185 1190 rBV5 515922 1912038 37.60%
35 10.651 1211 1219 1226 rBV2 232835 434297  8.54%
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36 10.892 1254 1260 1272 rVWW 237975 504333 9.92% 0.836%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Title : SVOA CALIBRATION
37 11.e015 1272 1281 1284 rVV 155287 330856 6.51% 0.549%
38 11.074 1284 1291 1298 rVV 2592341 5084619 100.00%  8.433%
39 11.185 1298 1310 1323 rVB3 541995 1332456 26.21% 2.210%
40 11.367 1335 1341 1351 rBV 134570 278853 5.48% 0.463%
41 11.456 1351 1356 1364 rVB2 75617 149626  2.94%  0.248%
42 11.550 1365 1372 1378 rBV 223840 409018 8.04% 0.678%
43 11.626 1378 1385 1394 rVB 188049 370940 7.30% 0.615%
44 11.843 1413 1422 1428 rBV2 877890 1691004 33.26%  2.805%
45 12.031 1446 1454 1459 rBV 437374 821989 16.17% 1.363%
46 12.084 1459 1463 1468 rVV 277802 496638 9.77% 0.824%
47 12.131 1468 1471 1479 rVB2 112747 204519 4.02% 0.339%
48 12.343 1499 1507 1512 rBV 114537 209674  4.12%  0.348%
49 12.402 1512 1517 1523 rVWV 72961 120617 2.37% 0.200%
50 12.554 1532 1543 1547 rBV4 91902 219945 4.33% 0.365%
51 12.595 1547 1550 1554 rvv2 52751 104292 2.05% 0.173%
52 12.660 1554 1561 1567 rVV 1667846 3022491 59.44% 5.013%
53 12.707 1567 1569 1575 rVB2 70494 102127 2.01% 0.169%
54 12.783 1575 1582 1588 rBV2 94672 225703  4.44% 0.374%
55 12.877 1589 1598 1610 rVB 874020 1588816 31.25% 2.635%
56 12.971 1610 1614 1618 rBV 51071 82560 1.62% 0.137%
57 13.036 1618 1625 1635 rVV5 173269 444420 8.74% ©.737%
58 13.118 1635 1639 1645 rvV 68736 123682 2.43% 0.205%
59 13.183 1645 1650 1655 rvv2 45973 87959 1.73% 0.146%
60 13.277 1655 1666 1682 rVB 1286267 2561354 50.37%  4.248%
61 13.653 1723 1730 1741 rVB2 281340 540132 10.62% 0.896%
62 13.847 1759 1763 1771 rBV 38502 80212 1.58% 0.133%
63 13.976 1778 1785 1793 rBV3 85582 238933 4.70%  0.396%
64 14.176 1807 1819 1824 rBV 1494154 2837676 55.81% 4.707%
65 14.517 1871 1877 1888 rVB 253269 453909 8.93% 0.753%
66 14.628 1888 1896 1901 rBV3 39180 81703 1.61% 0.136%
67 14.816 1918 1928 1934 rBV 272048 480250 9.45% 0.797%
68 14.881 1934 1939 1945 rVB 122543 199945 3.93% 0.332%
69 15.216 1990 1996 2002 rBV 126355 230248 4.53% 0.382%
70 15.610 2058 2063 2074 rVB 579886 882970 17.37% 1.464%
71 15.809 2091 2097 2102 rBV 320826 485938 9.56% 0.806%
72 15.862 2102 2106 2111 rVB 59059 91737 1.80% 0.152%
73 15.950 2116 2121 2125 rBV 103871 183864 3.62% 0.305%
74 16.667 2238 2243 2251 rBV3 81592 138695 2.73% 0.230%
75 16.902 2277 2283 2289 rVB2 351667 528706 10.40% ©.877%

76 17.043 2303 2307 2313 rVB 68329 103517 2.04% 0.172%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Title : SVOA CALIBRATION

77 17.172 2324 2329 2336 rVB 141476 185704 3.65% ©0.308%
78 17.372 2357 2363 2369 rBV2 138636 236646  4.65% ©.392%
79 17.443 2371 2375 2383 rVB2 55760 109835 2.16% 0.182%
80 17.566 2391 2396 2403 rBV 322176 533907 10.50% ©0.886%
81 17.672 2407 2414 2419 rBV 336283 544015 10.70% 0.902%
82 17.819 2435 2439 2449 rVB 40783 77799 1.53% 0.129%
83 17.924 2449 2457 2462 rBV3 71860 128522 2.53% 0.213%
84 18.500 2550 2555 2560 rVB 183916 258403 5.08% 0.429%
85 18.641 2574 2579 2586 rVB2 86549 138681 2.73% 0.230%
86 18.812 2603 2608 2615 rBV2 80622 123964 2.44% 0.206%
87 18.953 2628 2632 2641 rVB 89900 163066 3.21% 0.270%
88 19.364 2693 2702 2708 rBV3 107971 211724 4.16% ©.351%
89 19.587 2733 2740 2749 rBV5 86684 191908 3.77% 0.318%
990 19.952 2794 2802 2806 rVV2 402375 710386 13.97% 1.178%
91 19.981 2806 2807 2812 rVvV 94473 110826 2.18% ©.184%
92 20.316 2860 2864 2871 rVB2 54526 85804 1.69% 0.142%
93 20.845 2947 2954 2958 rVB 3094167 4041140 79.48% 6.703%
94 21.415 3047 3051 3056 rBV2 60086 93583 1.84% ©.155%
95 21.744 3103 3107 3118 rVV3 44635 106459 2.09% ©.177%
96 21.867 3122 3128 3135 rVB 306562 538582 10.59% ©.893%
97 25.028 3657 3666 3679 rVB2 184545 549813 10.81% 0.912%
98 25.269 3698 3707 3718 rVB3 171329 523670 10.30% 0.869%
99 26.356 3888 3892 3903 rvVB4 29128 87021 1.71% 0.144%
100 27.789 4129 4136 4145 rVB2 26340 83520 1.64% 0.139%

Sum of corrected areas: 60292492
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X
Misc :

ALS vial : 11 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG051436.D\data.ms
3000000
11.074
2500000
2000000
12.660
1500000 5.786
7.390
1000000 8.236 11.843
5.651 6162 10-03410_451 11.185

7.819 2.031

97
500000 4.299 g6al 0 o628 081,
6.644 7 7 88859 9% 2 890121090
. 5.47 NG il i 282 3 it

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11. 50 12.00 12.50 13.00
Abundance TIC: BG051436.D\data.ms

3000000

20.845

2500000
2000000
14.176

1500000

1000000

19.952
13653 || 14.51%.816 16.902 1215652 21.867

5670 1t O T e e T T,

O e e e e e e A e e e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051436.D\data.ms

3000000

500000

2500000

2000000

1500000

1000000

500000

25.0853269
26.356 27.789

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

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 2 2-Hexanone, 5-methyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
5.474 8.58 ng/ul 110129 1,4-Dichlorobenzene-d4 8.183

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 59
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 53
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 53
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 47
5 2-Heptanone 114 C7H140 000110-43-0 47
Abundance Scan 338 (5.474 min): BG051436.D\data.ms (-330) (-) m/z 43.00 100.00%
43.0
5000
58.0
)
1120 Tt T
| | 7.1 5.20 5.40 5.60 5.80
Obrrrrerrprrrrprredbetll i 990 U nyz ss.ee 36.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8507: 2-Hexanone, 5-methyl-
43.0
/
5000 580 UL L B I L LA BN

5.20 5.40 5.60 5.80
m/z 112.00  18.03%

71.0
o 270 gl T 850 990 1140
\H‘\H\‘HH‘HH‘\H\‘HH‘HH‘\H\‘\H\‘HH‘\H\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8491: 2-Hexanone, 5-methyl-
43.0
R RARERERE SRR
5.20 5.40 5.60 5.80
5000 m/z 41.10 15.31%
58.0
27.0
71.0
ol 240 [ "” 850 990 1140
R AR R L R LR e e A RARRARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8504: 2-Hexanone, 5-methyl-
43.0 5.20 5.40 5.60 5.80

m/z 57.10 13.43%

5000
58.0
270 71.0
“\ T 850 99.0 1140
[ RRRREBUBSNT NSNS 1 SUST) MENBN MMt S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 6 Benzene, (1-methylethyl)- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
6.644 19.79 ng/ul 254136  1,4-Dichlorobenzene-d4 8.183

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 90
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 87
Abundance Scan 537 (6.644 min): BG051436.D\data.ms (-531) (-) m/z 105.00 100.00%
105.0
5000
120.1
77.0 R e R RREE
51.0 “ 1.1 6.40 6.60 6.80 7.00
O 38k 840 L 0T Ll L w/z 120.10  25.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10706: Benzene, (1-methylethyl)-
105.0
6.40 6.60 6.80 7.00
120.0 o
510 770 m/z 77.00 20.15%
270 || %30
O\\‘\\\\‘\\\‘\‘\\\\“\\\\i‘\\\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\{\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10713: Benzene, (1-methylethyl)-
105.0
DT
6.40 6.60 6.80 7.00
5000 m/z 79.00 15.49%
120.0
77.0
51.0
0‘wuu‘ang‘ﬁwuqhuwﬂm‘uJM‘?WQ‘NNW‘HWM‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10710: Benzene, 1,2,3-trimethyl- R
105.0 6.40 6.60 6.80 7.00
m/z 51.00 12.32%
5000 120.0
39.0
77.0
620 91.0
o‘w‘H‘E?bwulﬁ‘HWMuwmu‘m‘mu‘qhuwﬂﬂ‘_mﬁw‘u‘ MUY L VA S
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51436.D

Acqg On : 9 Dec 2021 16:43

Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Benzene, 1-chloro-3-methyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
7.143  12.47 ng/ul 160171 1,4-Dichlorobenzene-d4 8.183
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 80
2 Benzyl chloride 126 C7H7C1 000100-44-7 74
3 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 74
4 Benzyl chloride 126 C7H7C1 000100-44-7 74
5 Benzyl chloride 126 C7H7C1 000100-44-7 72
Abundance Scan 622 (7.143 min): BG051436.D\data.ms (-614) (-) m/z 91.00 100.00%
91.0
“H‘W‘H“H‘W‘H‘
39.0 65‘0 105012‘0-1 6.80 7.00 7.20 7.40
Obrprrer ettt el 2920 Ll myz 120,10 14.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12925: Benzene, 1-chloro-3-methyl-
91.0

126.0 6.80 7.00 7.20 7.40
m/z 65.00 11.40%
39.0 630

\\’17\5\9\\H‘\H\“\w\\}‘\H\NU\\‘ZT\(‘)\\H‘1\\\‘HJ\-\‘]\-\C\)\‘H\‘!‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12912: Benzyl chloride
91.0

6.80 7.00 7.20 7.40

o

5000 m/z 92.00 10.68%
126.0
00 %0 ‘ ‘
O e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12926: Benzene, 1-chloro-3-methyl- “‘H“‘H“‘H“H“‘
91.0 6.80 7.00 7.20 7.40

m/z 126.00 9.16%

5000 126.0

39.0 65.0

m/z-->

0‘W‘HW‘H‘_Hqu‘w‘HHMH‘HH‘H‘MM‘WH‘W‘HW‘HWMH‘

10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 8 Benzene, 1-ethyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.249 35.57 ng/ul 456672  1,4-Dichlorobenzene-d4 8.183

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 640 (7.249 min): BG051436.D\data.ms (-633) (-) m/z 105.00 100.00%

105.0
5000
120.1

770910 L B L I B LI LN B
290 00 7 7.00 7.20 7.40 7.60
Obrrreerrrrretir bbbl ol bl s m/z 120010 31.22%
miz—-> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

5000 REREEEVA S BRI AN

120.0 7.00 7.20 7.40 7.60

m/z 91.00 17.69%

39.0 77.0 91.0
\\‘\\\\‘2\\5\‘\()‘\\\\“\\\\i‘\\\\6‘:\3‘\‘\()\‘\\\‘\“\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

7.00 7.20 7.40 7.60

o

5000 m/z 77.00 13.95%
120.0
77.0 91.0
0**%59*Hw*?%PHw“*?ggwHMMHHJHH\MM\W”WHHM*
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene H“‘H“‘H“‘H“‘H‘
105.0 7.00 7.20 7.40 7.60

m/z 79.00 9.79%

120.0
5000
77.0
0 39\\0 i \\63\’\0 ‘\\ 9110 1 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 9 Benzene, 1-ethyl-4-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.308 13.97 ng/ul 179364 1,4-Dichlorobenzene-d4 8.183

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 87
4 2,4-Nonadiyne 120 C9H12 063621-15-8 87
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 650 (7.308 min): BG051436.D\data.ms (-646) (-) m/z 105.00 100.00%
105.0
5000
120.1
Cpor e
390 570 77"0 91.0 7.00 7.20 7.40 7.60
Oberrrrerrerr bttt e ke myz 120010 27.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 /\/\j\
5000 \\‘\\\/\\‘\\\\’\\\\‘\\\\‘
1200 7.00 7.20 7.40 7.60
m/z 77.00 15.40%
1 39.0 63.0 77.0 9]10 ‘
O\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\‘\‘\\‘\\\}“\\\\‘\\\\‘\M\\‘\\\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
H‘H‘W‘H‘,H‘W‘H“
7.00 7.20 7.40 7.60
5000 m/z 57.05 12.15%
120.
510 77.0 91.0 0.0
P AV .. | Y

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #10714: Benzene, (1-methylethyl)-

105.0 7.00 7.20 7.40 7.60

m/z 106.00  11.89%

5000
120.0
0 270 7% 640 H o0 ‘

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\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 11 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.236 119.57 ng/ul 1535210 1,4-Dichlorobenzene-d4 8.183

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
Abundance Scan 808 (8.236 min): BG051436.D\data.ms (-802) (-) m/z 57.05 100.00%
57.0
5000 41.0 /{
83.0 R R RN e
‘ ‘ ‘ ) 8.00 8.20 8.40 8.60
bbbl H2L 1458 0 41 05 40.10%
miz--> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 LB R L I B R
41.0 8.00 8.20 8.40 8.60
83.0 m/z 43.05 35.03%
miz-> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
A REEEREEEEE
8.00 8.20 8.40 8.60
5000 410 m/z 55.10 28.39%
‘ ‘ 83.0
IR T S
m/z--> 20 40 60 80 100 120 140
Abundance #15685: 1-Hexanol, 2-ethyl- A REEENEENEE R
57.0 8.00 8.20 8.40 8.60
m/z 56.10 21.41%
5000
41.0
83.0
0'130-0
m/z--> 20 40 60 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 12 Benzene, 1,2,3-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.289  31.27 ng/ul 401474  1,4-Dichlorobenzene-d4 8.183

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
Abundance Scan 817 (8.289 min): BG051436.D\data.ms (-813) (-) m/z 105.00 100.00%
105.0
5000
120.1
R RRRE T
51.0 77.0 91.0 8.00 8.20 8.40 8.60
38,0 00 640 I 1 Ll
Ottt ey m/z 120.85 36.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 L L L L BN AL
120.0 8.00 8.20 8.40 8.60
770 m/z 77.00 13.33%
39.0 U 91.0
O \\’]\-\5\.\0’H\“1’1\H"‘\\H"“\‘\\1??1“?\‘\\\m‘\\\\“\H\‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
A L ERMREN T
8.00 8.20 8.40 8.60
5000 120.0 m/z 91.00 10.81%
77.0
51.0 91.0
Obregrrrey 2 o8O i Ll il
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\ /\K\
Abundance #10705: Benzene, 1,2,4-trimethyl- S e
105.0 8.00 8.20 8.40 8.60
m/z 119.00 9.43%
5000 120.0
28.0 77.0 91.0
O O PR Y N 3 DYV Wy
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 13 1Indane Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.553 18.40 ng/ul 236277 1,4-Dichlorobenzene-d4 8.183

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 78
2 Indane 118 CS9H10 000496-11-7 78
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 60
5 Indane 118 C9H10 000496-11-7 60
Abundance Scan 862 (8.553 min): BG051436.D\data.ms (-854) (-) m/z 117.00 100.00%
11y7.0
5000
146.0 /
50.0 75 0 ‘ 8.20 8.40 8.60 8.80
) S R Y O m_m_um m/z 118.00  53.26%
miz--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 L L L I B A LN B
8.20 8.40 8.60 8.80
m/z 115.00 33.63%
390 630 OO
O\\]_\S\(‘)\\\\“\\H\\“‘\‘\\\‘\\“\\‘\\\!“\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
AViVUA ULV
8.20 8.40 8.60 8.80
5000 m/z 146.00 33.11%
39.0 550 91.0 ‘
olsow\h\m
miz--> 20 40 60 100 120 140
Abundance #10192.Benzene,21wopenyh AT R T
117.0 8.20 8.40 8.60 8.80
m/z 147.90  19.51%
5000 91.0
39.0 65.0
0““““““H‘H““u“Jl“ﬁ“lu““““‘ S
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\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 14 1-Propyne, 3-phenyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.723 9.75 ng/ul 125189 1,4-Dichlorobenzene-d4 8.183

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 93
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 87
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 87
4 Indene 116 C9H8 000095-13-6 87
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 81
Abundance Scan 891 (8.723 min): BG051436.D\data.ms (-885) (-) m/z 115.00 100.00%
115.0
5000
630 890 134.1 /\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
39.0 ‘ ‘ ‘ 8.40 8.60 8.80 9.00
Obererrprreepreetrereefoes bl ettt bl b b m/z 116,00 89.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9545: 1-Propyne, 3-phenyl-
115.0
5000 \\‘\\\A\‘\\\\‘\\\\‘\\\\‘
8.40 8.60 8.80 9.00
89.0 m/z 105.00 62.02%
39.0 63‘0 '
O\\‘H\\‘HH‘HH‘\\H“\H‘\‘}\‘H‘\\H‘\H\‘\H\‘HH’H\‘\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9544: Benzene, 1-propynyl-
115.0
8.40 8.60 8.80 9.00
5000 m/z 134.05 16.98%
63.0 89.0
ol 180 390 7 | Il
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #9550: 3-Methylphenylacetylene . A“‘G‘W““‘H““H“
115.0 8.40 8.60 8.80 9.00
m/z 63.00 16.57%
63.0 89.0 J\ /\
390
0 15.0 e o il

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\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 16 Aniline, N-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.094  35.05 ng/ul 450061 1,4-Dichlorobenzene-d4 8.183

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aniline, N-methyl- 107 C7HSN 000100-61-8 93
2 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 93
3 p-Aminotoluene 107 C7HSN 000106-49-0 90
4 o-Toluidine 107 C7HSN 000095-53-4 87
5 p-Aminotoluene 107 C7HSN 000106-49-0 83
Abundance Scan 954 (9.094 min): BG051436.D\data.ms (-949) (-) m/z 106.00 100.00%
106.0
5000

910 8,80 9.00 9.20 9.40

380 > 64,0 ‘\ I 1200 107.05  68.559

Ol e e b ey m/z 107.05 68.55%

m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #5832: Aniline, N-methyl-
106.0 /k

5000 L L B BN R
8.80 9.00 9.20 9.40
77.0 m/z 77.00 19.99%
28.0 51.0
| 640 || 920
O\\‘\\\\’\\\1’\\\‘1"\\\\}“\\\‘\w\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #5845: Benzenamine, 3-methyl-
106.0
8.80 9.00 9.20 9.40
5000 m/z 79.00 13.44%
39.0 520 .o
260 | H 91.0
) SR R N i | B
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5819: p-Aminotoluene e e R

106.0 8.80 9.00 9.20 9.40
m/z 91.00 11.65%

) /h M\
53.0
0 26,0 390 °% H 91.0 /\ j\/\\ o

N o o o A N R ANAREAEEEEEE SRR L e
T | | I \ l I \ l I | I T T T ! !

m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 17 o-Cymene Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
9.282 8.98 ng/ul 115353  1,4-Dichlorobenzene-d4 8.183

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 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 93

4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93

Abundance Scan 986 (9.282 min): BG051436.D\data. ms(977)() m/z 119.10 100.00%

119.
5000
91.0 134.1

\H‘HH‘HH‘HH‘HH
65.0 ‘ ‘ 9.00 9.20 9.40 9.60
0 ‘H‘ M I \M\ ‘H‘ \u\‘ \M‘ ‘H

el el el w2 134,05 28.45%
miz-> 20 40 60 80 100 120

140
Abundance #16997: 0-Cymene
119.0
LTIV,

5000 N A v
9.00 9.20 9.40 9.60

910 134.0 m/z 91.00  25.66%

41.0 65.0

0 H‘\“H“\““‘

miz-> 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0

\\\‘\\\\‘\\\\‘\\\V‘\\\\

9.00 9.20 9.40 9.60

5000 m/z 117.00 19.49%
91.0 134.0
oaso 0 %0 |
- 20 40 60 80 100 120 140
,Tt/)inZance #17078: Benzene, 1-ethyl-2,4-dimethyl- /\ i ‘N\‘ /\ ‘ (“\‘Mm‘
119.0 9.00 9.20 9.40 9.60

m/z 77.00 12.88%

5000
91.0 134.0

39.0 65.0 ‘ ‘
o280 L o G L L
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 18 Hexanoic acid, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.628 105.45 ng/ul 1744420  Naphthalene-d8 11.015

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 58
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 58
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 58
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 58
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50

Abundance Scan 1045 (9.628 min): BG051436.D\data.ms (-1019) (-) m/z 73.00 100.00%

73.0
5000
41.1 571
107.0 . AN
H ‘ ?1.0 | ‘ ‘30 9.50 10.00
0L N by Mm Al L, “Fﬁm P m/z 88.00 74.77%
miz--> 20 40 60 80 100 120 140
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 —— ——
41.0 57.0 9.50 10.00
101.0 m/z 41.10  35.90%
0 \1\9‘.0\‘\‘\ \‘i“\‘\ “‘ T \“\‘\ T “\ \1\147‘0\ T \1‘4\4.\0\
miz--> 20 40 60 80 100 120 140
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0
— —
9.50 10.00
m/z 57.10 32.69%
5000 57.0
41.0
‘ 116.0
olzooll o L LT e
miz-> 20 40 60 80 100 120 140
Abundance #24100: Hexanoic acid, 2-ethyl- o —=
88.0 9.50 10.00
m/z 55.00 24.13%
5000 41.0
57.0
‘ 116.0
0‘¥§?‘1“MW‘NMW‘NH“W“wy“w““““‘ — —
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\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 19 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
9.881 8.20 ng/ul 135658 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 70
2 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 70
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 70
4 Benzene, 1,2,3,4-tetramethyl- 134 C1loH14 000488-23-3 70
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 38

Abundance Scan 1088 (9.881 min): BG051436.D\data.ms (-1082) (-) m/z 119.05 100.00%

110.1
55.0
5000 580 1010
134.1 A
39 VWONILIBTY.NS

‘ “ 9.50 10.00
“_HWH‘WHH‘HHwMMMhmkﬂmmm‘muﬂbmwkh‘uwmhwu m/z 55.05  77.35%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17075: Benzene, 1-ethyl-3,5-dimethyl-
119.0

5000
134.0 950 lOOO
m/z 43.00 73.68%

91.0
\\‘]-\\5\\0‘\\\\‘\?\g‘\()\\\‘\\\\‘6\?\\()‘\\\‘\“\\H“\\H‘\‘\‘H‘\\‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0

o

o

134.0 950 1000
5000 ' m z 60.00 62.71%
91.0
0‘wu‘wHﬂwuuﬂuuimu‘uuw‘WM‘H_H‘NNW‘NW‘HWJNW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl- .
119.0 950 1000

m/z 85.05 56.24%

134.0
5000
91.0
0,150 39\\0 650 | | M li

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 21 o-Chloroaniline Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.034 60.64 ng/ul 1003190 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Chloroaniline 127 C6H6CIN 000095-51-2 97
2 o-Chloroaniline 127 C6H6CIN 000095-51-2 96
3 m-Chloroaniline 127 C6H6CIN 000108-42-9 95
4 m-Chloroaniline 127 C6H6CIN 000108-42-9 95
5 o-Chloroaniline 127 C6H6CIN 000095-51-2 95

Abundance Scan 1114 (10.034 min): BG051436.D\data.ms (-1108) (-  m/z 127.00 100.00%

127.0
5000
65.0
92.0 T
39.0 I ‘ 10,00
Obreprerrperrrpretiedthers o i renholi LS L myz 65.00  32.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13429: o-Chloroaniline
127.0
5000 IR AN
10.00
65.0 92.0 m/z 128.95 31.85%
39.0
O H‘\\H‘\\\\‘\\\‘H“\\‘\\‘1\H[!“JH‘H\\‘\\\\“\H\‘}\:\I-\]\-‘O\g\’\\\l’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13435: o-Chloroaniline
127.0
T T
10.00
5000 ITI/Z 92.00 21.84%
s0. 65.0 92.0
0 H‘1”5;9_"""u:“um‘i!‘H“JH“"""""‘N‘““}“1‘1‘99‘,”‘1,”“_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13430: m-Chloroaniline T I
127.0 10.00
m/z 63.95 15.41%
5000
65.0
92.0
39.0 ‘
1 Y RSP PRGN 1 102 S S =
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 22 Phenol, 3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.451 115.58 ng/ul 1912046  Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-ethyl- 122 C8H100 000620-17-7 72
2 Phenol, 4-ethyl- 122 C8H100 000123-07-9 72
3 Phenol, 2-ethyl- 122 C8H100 000090-00-6 72
4 Phenol, 2-ethyl- 122 C8H100 000090-00-6 72
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 70
Abundance Scan 1185 (10.451 min): BG051436.D\data.ms (-1169) (- m/z 107.00 100.00%
10v.0
5000 77.0
510 1980 10.50
IR Y s b bl il T 2480 g 100 00 49.44%
miz--> 20 40 60 80 100 120 140
Abundance #11300: Phenol, 3-ethyl-
107.0
5000 A 1
77.0 10.50
39.0 m/z 77.00 43.77%
O \1\5\.()’ T ‘\ T \““\ \ﬁﬁ\-o‘“\“\ T \“‘ T \‘\“\ “\ 1 T \]-‘%:‘\3.\()\ T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #11307: Phenol, 4-ethyl-
107.0
10.50
5000 m/z 105.00 22.15%
77.0
0 15.0 L 39\0 5\5'0‘\ m L ‘ 12\\30
e A T
miz--> 20 40 60 80 100 120 140
Abundance #11293: Phenol, 2-ethyl- —
107.0 10.50
m/z 50.95 13.73%
5000
77.0
39.0
Jiso e | Lwme UL
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 23 Phenol, 3,4-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.892  30.49 ng/ul 504333  Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,4-dimethyl- 122 C8H1e0 000095-65-8 96
2 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 95
3 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 95
4 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 95
5 Phenol, 3-ethyl- 122 C8H100 000620-17-7 91

Abundance Scan 1260 (10.892 min): BG051436.D\data.ms (-1254) (-  m/z 106.95 100.00%

107.0
5000
77.0
- —
39.0 ‘ 10.50 11.00
bbb 11350 1819 0 905,10 60.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11328: Phenol, 3,4-dimethyl-
107.0
5000
10.50 11.00
77.0 m/z 121.00 36.17%
70 510, ||
O \\\‘\\\\‘\\H‘\‘\\\\“\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11337: Phenol, 3,4-dimethyl-
122.0
= L
10.50 11.00
5000 ITI/Z 77 .00 28.60%
77.0
39.0 ‘
ol bk 880 2080 4
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11317: Phenol, 3,4-dimethyl- — T
107.0 10.50 11.00
m/z 91.00 17.86%
5000
77.0
39.0
o‘1‘5‘?‘&"Muu\mw‘u\‘“H_mﬂw_www B —~
m/z--> 20 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 24 p-Cumenol Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.368 16.86 ng/ul 278853  Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cumenol 136 C9H120 000099-89-8 97
2 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 93
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 91
4 p-Cumenol 136 C9H120 000099-89-8 90
5 Phenol, 2-ethyl-6-methyl- 136 CS9H120 001687-64-5 90

Abundance Scan 1341 (11.367 min): BG051436.D\data.ms (-1335) (- m/z 121.00 100.00%

121.0
5000
91.0

65.0 11.00 11.50
90,50 | L) s

01—l el m/z 136.05  32.44%
miz--> 20 40 60 80 100 120 140
Abundance #18802: p-Cumenol

121.0
5000
11.00 11.50

91.0 m/z 90.95 27.81%

39.0 65 0 ‘ ‘
O \J-\S\q T ‘\ T “‘ T \“\M\ ‘ \ UL ‘ T \ “\ ‘ T ‘\ T “‘\ \173\‘7‘.0\ L
m/z--> 20 100 120 140
Abundance #18891:Phenm,3{14neﬂwkﬂhwy
121.0

11.00 11.50
5000 ITI z 76.95 26.69%
77.0 103.0
o150 00, | L L 7O
miz--> 20 40 60 80 100 120 140
Abundance #18901: Phenol, 3-(1-methylethyl)-
121.0 11. 00 11 50

m/z 103.00 13.07%

M, U\ ﬂ

11.50

5000

39.0 0 ‘103.0
\\\‘\\\\‘1\5\5\?\‘\\\“\\\‘\“\‘\\\i‘\\\\‘\

miz--> 20 40 60 80 100 120 140

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 26 Phenol, 4-ethyl-3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.550  24.72 ng/ul 409018 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-ethyl-3-methyl- 136 CS9H120 001123-94-0 91
2 Benzene, 1l-ethyl-4-methoxy- 136 CS9H120 001515-95-3 90
3 p-Cumenol 136 C9H120 000099-89-8 90
4 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 90
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90
Abundance Scan 1372 (11.550 min): BG051436.D\data.ms (-1365) (- m/z 121.00 100.00%
121.0
5000
136.1
77.0 91.0
39.0 53.0 | 1070 | 11.50
Ottt m/z 136.05 26.44%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18876: Phenol, 4-ethyl-3-methyl-
121.0
5000
136.0 11.50
' m/z 91.00 15.79%
39.0 77.0 91.0
0 \‘HH‘\H\‘i‘\‘u\5“:}3‘\.‘\0\‘\‘\‘H‘H\‘M\\H“i‘\u‘]\-‘s‘)\z.‘\o\‘ui!\‘H‘H‘H‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18911: Benzene, 1-ethyl-4-methoxy-
121.0
T \
11.50
5000 m/z 77.00 14.54%
136.0
0. 280 510 77‘"0 9101050 |
\‘\H\‘HH“\H\“\\H‘\‘\‘H‘\\H‘\\H‘HH‘\\‘H‘HH‘HH‘H‘\‘\‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18804: p-Cumenol
121.0 11.50
m/z 122.05 9.09%
5000
136.0
77.0 103.0
B0 so T
e e e e e e e Pl
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 27 Phenol, 2-ethyl-4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.626  22.42 ng/ul 370940 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-ethyl-4-methyl- 136 CS9H120 003855-26-3 91
2 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 90
3 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 90
4 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 87
5 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 87

Abundance Scan 1385 (11.626 min): BG051436.D\data.ms (-1378) (- m/z 121.00 100.00%

121.0
5000
91.0
51.0 ‘ ‘ 11.50 12.00
Ol bbb b AL L) 1570 2029 L/ 436 95 37.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18879: Phenol, 2-ethyl-4-methyl-
121.0
5000
11.50 12.00
m/z 91.00 23.34%
91.0
0\\\‘2\7\(\)\“:5\1‘\\0‘\‘\\\“\\‘\‘\‘\‘}\‘\“\\\‘\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18887: Phenol, 3-ethyl-5-methyl-
121.0
o ==
11.50 12.00
5000 ITI/Z 77 .00 22.83%
91.0
39.0 65.0 ‘
NN I I A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18213: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
93.0 121.0 11.50 12.00
m/z 107.00 11.82%
5000
27.0
‘510 ‘
oHWHH‘;H‘M‘M‘m‘m!“‘“‘1‘““‘M‘HH‘HHWH_H e —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 28 3-Ethylanisole Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.843 102.22 ng/ul 1691000 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethylanisole 136 C9H120 010568-38-4 70
2 2,4-Dimethylanisole 136 CS9H120 006738-23-4 70
3 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 68
4 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 64
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 64

Abundance Scan 1422 (11.843 min): BG051436.D\data.ms (-1413) (- m/z 121.00 100.00%
121.0

5000 770 \
39.0
11.50 12.00
60. 103 138.1 157.0 R
0 m/z 107.00 69.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18806: 3-Ethylanisole
121.0
5000 91.0
11.50 12.00
m/z 136.05 56.38%
150 39.0 65.0
O+ \‘\ T \‘\ \“i‘\ \“‘\‘\"‘\‘\ T \“‘ T \‘1‘\ “\H T "\ \:I\-;:‘S‘-(\)\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #18837: 2,4-Dimethylanisole
136.0
11.50 12.00
5000 ITI/Z 77 .00 37.68%
91.0
39.0
PR el AN LT I
m/z--> 20 40 60 80 100 120 140 160
Abundance #18879: Phenol, 2-ethyl-4-methyl-
121.0 11.50 12.00
m/z 91.00 34.18%
5000
91.0
ol 270 510 7ap | | | 1380
R B B R B R L e — =
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 29 Phenol, 2,4,5-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.031 49.69 ng/ul 821989 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 97
2 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 93
3 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 93
4 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 91
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 91

Abundance Scan 1454 (12.031 min): BG051436.D\data.ms (-1446) (- m/z 121.00 100.00%
121.0

136.0
5000
91.0
39.0 550 ‘ 12.‘00 |
py— I W“ ‘W‘ “ ol 3000 m/z 136.00  56.51%
m/z--> 20 40 100 120 140
Abundance #18860. Phenol, 2,4,5-trimethyl-
121.0
136.0
5000
12.00
39.0 91.0 m/z 91.00 28.16%
65.0 ‘
[OF; T \‘\‘\ \‘i“\ \‘m‘\“ ‘\m T 1“‘ T H T }96\.(\)‘\"‘\ T “ |
m/z--> 20 40 100 120 140
Abundance #18865. Phenol, 3,4,5-trimethyl-
121.0136.0
T 1
12.00
5000 m/z 135.05 23.33%
390 91.0
650
i B P 1 0 T
m/z--> 20 40 60 80 100 120 140 /\A
Abundance #18866: Phenol, 2,3,5-trimethyl- A ‘
121.0136.0 12.00
m/z 77.00 16.19%
5000
39.0 65.0 91.0
0 | ‘\ Ly u L ‘\ 106.0, | \ —

miz--> 20 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 30 Phenol, 2,4,6-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.084 30.02 ng/ul 496638 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 97
2 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 96
3 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 96
4 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 95
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 95

Abundance Scan 1463 (12.084 min): BG051436.D\data.ms (-1459) (-  m/z 121.00 100.00%

121.0
5000
91.0
— 1
39.0 65.0 ‘ 12.00
0 m_m“u w‘:“ M‘w ‘ “‘ il 12460 1670y 136 05 63.82%
m/z--> 20 100 120 140 160
Abundance #18867 Phenol 2,4,6-trimethyl-
136.0
5000
12.00
91.0 m/z 91.00 32.53%
39.0
O \\]-\8‘0\ \ T \“M\ \‘\ \??‘F)\ \“‘ T \‘\‘\ “\‘\1\1\7“(\)\ T “ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #18850: Phenol, 2,3,6-trimethyl-
121.0
T 1
12.00
5000 m/z 77.00 19.35%
91.0
39.0 65.0
150 | .l \ A
0 m_mpww L, m_wmu,m -
m/z--> 20 100 120 140 160
Abundance #18854.PhenoL2;&54nnuﬂhyL e ‘
121.0 12.00
m/z 135.05 16.39%
5000
91.0
39.0 65 0
0 15.0 | - ‘\\ }‘ 1Ll \‘M‘ ‘ ‘A_‘A‘ ;

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 31 Phenol, 3,4,5-trimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.131 12.36 ng/ul 204519 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 72
2 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 72
3 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 72
4 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 72
5 p-Cumenol 136 CS9H120 000099-89-8 64

Abundance Scan 1471 (12.131 min): BG051436.D\data.ms (-1468) (- m/z 121.00 100.00%

121.0
5000 k
136.1
77.0 91.0 107.0 1 —
39.0 530 ‘ 12.00 12.50
O e bt et bbb e m/z 136.85 0 29.01%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18861: Phenol, 3,4,5-trimethyl-
121.0
136.0
5000
12.00 12.50
m/z 107.00 22.96%
39.0 77.0 91.0
O \‘\H\‘\H\“‘\‘H\?ﬁ\“?‘\\M‘\‘\Hi‘\H\“i‘\\\‘]\-‘92.‘\0\\\‘1\\\‘\\\‘\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18901: Phenol, 3-(1-methylethyl)-
121.0
12.00 12.50
5000 ITI/Z 77 .00 20.65%
136.0
77.0 91.0
I - .. N
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18875: Phenol, 2-ethyl-6-methyl- — =
121.0 12.00 12.50
m/z 91.00 18.79%
5000
136.0
77.0 91.0
39.0
NN ‘ 7o
) S S S AR 1 v M N . — =
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 32 Phenol, p-tert-butyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.343 12.67 ng/ul 209674  Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 95
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 91
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 91
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 81
Abundance Scan 1507 (12.343 min): BG051436.D\data.ms (-1499) (- m/z 135.05 100.00%
135.1
5000
107.0
L IS
41.0 77.0 | 141 L 12.00 12.50
Oy 80 L L L 16700 33.93%
m/z--> 20 40 60 80 100 120 140
Abundance #27474: Phenol, p-tert-butyl-
135.0
5000
107.0 12.00 12.50
410 - 4 m/z 150.05 22.41%
O \]-\5\0‘\‘\ T \“‘\ \‘\ T “!‘.\ T \ ‘ T \‘\?\‘ \ } T \“ T ! ‘\]-\‘]\"\()‘
miz-> 20 60 80 100 120 140
Abundance #27481:PhenoLp4en—bwyL
135.0 J\
A
12.00 12.50
5000 m/z 91.05 15.33%
107.0
91.
Jaso 40 eso %0 | g
A L e e a
miz--> 20 40 60 80 100 120 140
Abundance #27475: Phenol, p-tert-butyl- _— o
135.0 12.00 12.50
m/z 77.00  12.88%
5000
41.0 107.0
e
oww‘_ﬁwm‘\_‘LMHM!_1‘%-9‘ LN
m/z--> 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 34 Benzene, 1-ethynyl-2-(methy... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.554 13.30 ng/ul 219945 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethynyl-2-(methylthio)- 148 C9H8S 078905-08-5 50
2 3-Ethylbenzoic acid 150 C9H1002 000619-20-5 46
3 4-Hydroxy-3-methylacetophenone 150 C9H1e02 000876-02-8 46
4 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 46
5 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 46

Abundance Scan 1543 (12.554 min): BG051436.D\data.ms (-1532) (-  m/z 147.00 100.00%
147.0

5000
91.0 121.0

T I
w0 @0 | Lol | 5 00
bl 1l il 1 |

S O NPT L T m/z 135.00  99.98%

miz--> 20 40 60 80 100 120 140
Abundance #26965: Benzene, 1-ethynyl-2-(methylthio)-
147.0

o

=

5000 89.0
12 50
63.0 m/z 148.00 80.29%
48.0 ‘ 115.0 /
0 \\\‘\\\‘\h“ “‘H"““““‘M‘H‘\““‘\“““““‘w“‘ “\\‘
m/z--> 20 80 100 120 140
Abundance #28279.3—EthWbenzon:aud
135.0
Apon S :
105.0 12.50
5000 m/z 150.05 42.66%
77.0
51.0 ‘
0 "wgzq‘uu‘W“H"N‘HM“NM““‘MI‘QM?R
miz--> 20 40 60 80 100 120 140 J\
Abundance #28357: 4-Hydroxy-3-methylacetophenone e
135.0 12 50
m/z 91.00 26.87%
5000
70 1070
ol 150 msop A ‘ | 1520
“w““\“ ““““‘_““““_““
miz--> 20 80 100 120 140 12'50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 36 2-Methyl-6-propylphenol Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.784 13.64 ng/ul 225703  Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-6-propylphenol 150 C10H140 003520-52-3 60
2 2-Methyl-4-propylphenol 150 C10H140 018441-56-0 55
3 Benzene, 1-methoxy-4-propyl- 150 C10H140 000104-45-0 53
4 Phenol, 2-(1-methylpropyl)- 150 C10H140 000089-72-5 53
5 Phenol, 4-(1-methylpropyl)- 156 C1eH140 000099-71-8 49

Abundance Scan 1582 (12.783 min): BG051436.D\data.ms (-1575) (- m/z 121.00 100.00%
121.0

5000 147.0
77.0 o0 1200
12.50 13.00
%0550, [ 1020 | ;
Ol el Sl m/z 147.00 41.10%
m/z--> 20 40 60 80 100 120 140
Abundance #27484: 2-Methyl-6-propylphenol
121.0
5000 e —

12.50 13.00
1500 ™z 148.60  33.17%

77.0
O 270 I 517\0 i ‘\ gﬁo L ‘ ‘
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140
Abundance #27483: 2-Methyl-4-propylpheno
121.0
/—\Mﬁ\‘\\ \‘\
12.50 13.00
5000 ITI/Z 150.05 19.12%
150.0
71.0
39.0 91.0
) S . AR NV MNNN N
m/z--> 20 40 60 80 100 120 140
Abundance #27523: Benzene, 1-methoxy-4-propyl- - e
121.0 12.50 13.00
m/z 77.00 14.53%
5000
150.0
270 510 /80
0‘“"Mu‘W“H“N“J,“M“““H“‘W““‘ — T
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 38 Benzenamine, 2,4-dichloro- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.036  18.51 ng/ul 444420  Acenaphthene-d10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4-dichloro- 161 C6H5C12N 000554-00-7 98
2 Benzenamine, 2,3-dichloro- 161 C6H5C12N 000608-27-5 98
3 Benzenamine, 2,5-dichloro- 161 C6H5C12N 000095-82-9 98
4 Benzenamine, 2,5-dichloro- 161 C6H5C12N 000095-82-9 98
5 Benzenamine, 3,4-dichloro- 161 C6H5C12N 000095-76-1 98

Abundance Scan 1625 (13.036 min): BG051436.D\data.ms (-1618) (-  m/z 161.00 100.00%
161.0

5000
630 900 135.0 —A :
38.0 ‘ ‘ 13.00
0 bl \d& g, 2989 “ (I m/z 162.95  62.15%
miz--> 20 40 60 80 100 120 140 160
Abundance #37259: Benzenamine, 2,4-dichloro-
161.0
5000 — \
90.0 13.00
63.0 : m/z 90.08  29.43%
" ‘ 126.0
O\\\\‘z\e.\o\ \H““ “\‘ \}‘H\ h\\”\ \“"‘1‘\\\\‘\ \‘H\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #37258: Benzenamine, 2,3-dichloro-
161.0
— ‘
13.00
5000 ITI/Z 63.00 25.11%
90.0
63.0 126.0
44.0
o L LT UJM T m‘}??‘o‘ i P
m/z--> 20 40 60 80 100 120 140 160
Abundance #37248: Benzenamine, 2,5-dichloro-
161.0 13.00
m/z 135.00 20.78%
5000
63.0 90.0
38.0 ‘ ‘ 126.0
PN 1 u‘ [T ;\LO “H Iy
R v

m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 41 Benzenamine, 2,5-dichloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.277 106.67 ng/ul 2561350  Acenaphthene-d10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,5-dichloro- 161 C6H5C12N 000095-82-9 98
2 Benzenamine, 2,6-dichloro- 161 C6H5C12N 000608-31-1 98
3 Benzenamine, 2,3-dichloro- 161 C6H5C12N 000608-27-5 98
4 Benzenamine, 2,6-dichloro- 161 C6H5C12N 000608-31-1 97
5 Benzenamine, 2,4-dichloro- 161 C6H5C12N 000554-00-7 97

Abundance Scan 1666 (13.277 min): BG051436.D\data.ms (-1655) (-  m/z 161.00 100.00%
161.0

61
5000
90.0
63.0

126.0 13,00 1350

o“““‘?ﬁfuw‘iﬂ‘ﬂuhww‘Hh°79‘ﬂhﬁw“““ m/z 163.00  65.43%

miz--> 20 40 60 80 100 120 140 160
Abundance #37248: Benzenamine, 2,5-dichloro-

161.0

5000 —
13,00 1350
63.0 900 m/z 90.00  35.46%
28.0 ‘ 126.0
O T T 17T ‘ T } T \m;‘ 1 \h! T ‘ T \‘H\ L T \‘ T \ “J-\ T \ T ‘ \“H \m\ ‘ T T 17T ‘

m/z--> 20 40 60 80 100 120 140 160
Abundance #37247: Benzenamine, 2,6-dichloro-
161.0
1300 1&50
5000 90.0 ITI/Z 63.00 22.15%
63.0
& 125.0
oL ‘1‘5‘(‘)‘ — ‘H\ | ‘ R }‘M‘ & ‘H‘ ““i“ e ‘H\} " e
m/z--> 20 40 60 80 100 120 140 160 \jm»
Abundance #37258: Benzenamine, 2,3-dichloro- — ——
161.0 13.00 13.50

m/z 99.00 17.30%

5000
90.0
63.0 1260
44.0
ol 280 u.l. w“ﬁ ‘wh‘whmﬁ““_m‘w“““ — ‘

m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 43 Naphthalene, 1,7-dimethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.976 9.95 ng/ul 238933  Acenaphthene-di10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 1785 (13.976 min): BG051436.D\data.ms (-1778) (- m/z 156.10 100.00%

156.1
5000 j\ j\\
77.0 . VNS VAR
51.0 14.00
Y AN 1 o m/z 141.05  71.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
5000 T T T T f\\
14.00
115.0 m/z 155.10 40.14%
51.0 77.0
27.0 | s
0 H\‘HHH\\“H““H‘L‘L‘\‘\‘\\“H\H\“ﬂ-\\z‘p M‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0 /\,\
i ;
14.00
5000 ITI/Z 115.05 19.93%
770 115.0
51 0
27 0
NI ou Y R = |
m/z--> 20 40 60 80 100 120 140 160
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0 14 00
m/z 77.00 17.85%
- M
77.0 128.0
41.0
o A A AP O N S
m/z--> 20 40 60 80 100 120 140 160 14 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 46 Benzenemethanamine, N-phenyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.902 19.81 ng/ul 528706  Phenanthrene-d10 17.566
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanamine, N-phenyl- 183 C13H13N 000103-32-2 96
2 Benzenemethanamine, N-phenyl- 183 C13H13N 000103-32-2 95
3 Benzenemethanamine, N-phenyl- 183 C13H13N 000103-32-2 92
4 Benzenamine, 2-(phenylmethyl)- 183 C13H13N 028059-64-5 55
5 Benzenemethanamine, N-phenyl- 183 C13H13N 000103-32-2 53

Abundance Scan 2283 (16.902 min): BG051436.D\data.ms (-2277) (- m/z 91.00 100.00%

91.0
183.1
5000
65.0 143.0
39.0 ‘ 150 ‘ ‘ 16.50 17.00
o"m“w‘m‘hHw_wl‘,}w!uwwuH“_WMH?‘QH m/z 183.10  57.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57975: Benzenemethanamine, N-phenyl-
91.0
5000 183.0
16 50 17 00
65.0 m/z 143.00 23.62%
O ‘\\\3\9‘|.(\)\“1\“\‘H\““\\‘L\’l‘h%\s.‘o\\\\‘:!-??;?\\\\i‘lwww‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57974. Benzenemethanamine, N-phenyl-
91.0
16. 50 17 00
5000 183.0 ITI/Z 182.10 22.84%
65.0
39.0
T S JE Y S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57967: Benzenemethanamine, N-phenyl- P P f\‘
91.0 16.50 17.00
m/z 77.00 21.51%
183.0
5000
65.0
39 0
0 | mso 1s20

m/z--> 20 40 60 80 100 120 140 160 180 200 16 50 17 00

SFAM-EPA-BG120821.M Wed Dec 15 22:41:13 2021 Page: 34



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
26.356 3.32 ng/ul 87021  Perylene-di12 25.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 64
2 Heptacosane 380 C27H56 000593-49-7 58
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 58
4 Hexatriacontane 507 C36H74 000630-06-8 58
5 Nonadecane, 2,3-dimethyl- 296 C21H44 075163-99-4 58

Abundance Scan 3892 (26.356 min): BG051436.D\data.ms (-3888) (- m/z 57.05 100.00%
57.0

— ——
127.1 207.0 26.00 26.50
Lt | | 23, 3551
ol b A bl g L P S m/z 71.18 71.65%
miz--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl-
57.0
5000 — ——
26.00 26.50
m/z 43.05 58.02%
0 ‘L‘ \\ | 177011690 2250 2810 3970 3930
\\\\’ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
— ——
26.00 26.50
5000 ITI/Z 85.10 50.26%
ol “\\‘ u .‘\ (1690 2250 281.0 336.0380.0
- A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298428: Eicosane, 9-octyl- . T
43.0 26.00 26.50
m/z 41.00 30.66%
. WMM
281.0
0 H\ L 1950 2110, | 5360 3920 R
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\

Library Search Compound Report

Data File : BG@51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 61

(DEL) Alkane: Straight-Chai...

Concentration Rank 59

R.T. EstConc Area Relative to ISTD R.T.
27.789 3.19 ng/ul 83520  Perylene-di12 25.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 9-ethyl-9-heptyl- 380 C27H56 055282-27-4 86
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Nonadecane 268 C19H40 000629-92-5 81
5 Nonadecane 268 C19H40 000629-92-5 81

Abundance Scan 4136 (27.789 min): BG051436.D\data.ms (-4129) (- m/z 57.10 100.00%
57.1
5000
— —
‘ ‘ 155.0194 9 28L1 a0 27.50 28.00
Py “‘”u“‘\ W‘H“N”‘ I Ju e m/z 71.10 77.70%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287986: Octadecane, 9-ethyl-9-heptyl-
43.0
5000 5.0 i e
27.50 28.00
253 m/z 43.05 70.85%
O ‘ T : ‘ h \H\ “‘ \1(\27\\0‘].\6? \‘0\2“1\]_\()\ T “ \‘ %Q\S‘O\\ \3\5“]-\0
m/z--> 0 50 100 150 200 250 300 350
Abundance #194594: Eicosane, 2-methyl-
57.0
— —
27.50 28.00
5000 m/z 85.10 55.94%
253.0
2o LLLLLT om0 "m0
m/z--> 0 50 100 150 200 250 300 350
Abundance #275538: Hexacosane T —
57.0 27.50 28.00
m/z 69.00 26.89%
- wwj\www
9.0
oL L lil, 14r018302250267.03000 366,
e At o — —
m/z--> 0 50 100 150 200 250 300 350 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51436.D

Acqg On : 9 Dec 2021 16:43
Operator : CG/JU

Sample : M4870-09DL 2X

Misc :

ALS Vvial : 11 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Hexanone, 5-m... 5.474 8.6 ng/ul 110129 1 8.183 256794 20.0
Benzene, (1-met... 6.644 19.8 ng/ul 254136 1 8.183 256794 20.0
Benzene, 1-chlo... 7.143 12.5 ng/ul 160171 1 8.183 256794 20.0
Benzene, 1-ethy... 7.249 35.6 ng/ul 456672 1 8.183 256794 20.0
Benzene, 1-ethy... 7.308 14.0 ng/ul 179364 1 8.183 256794 20.0
1-Hexanol, 2-et... 8.236 119.6 ng/ul 1535210 1 8.183 256794 20.0
Benzene, 1,2,3-... 8.289 31.3 ng/ul 401474 1 8.183 256794 20.0
Indane 8.553 18.4 ng/ul 236277 1 8.183 256794 20.0
1-Propyne, 3-ph... 8.723 9.8 ng/ul 125189 1 8.183 256794 20.0
Aniline, N-methyl-  9.094 35.0 ng/ul 450061 1 8.183 256794 20.0
o-Cymene 9.282 9.0 ng/ul 115353 1 8.183 256794 20.0
Hexanoic acid, 9.628 105.5 ng/ul 1744420 2 11.015 330856 20.0
Benzene, 1-ethy... 9.881 8.2 ng/ul 135658 2 11.015 330856 20.0
o-Chloroaniline 10.034 60.6 ng/ul 1003190 2 11.015 330856 20.0
Phenol, 3-ethyl- 10.451 115.6 ng/ul 1912040 2 11.015 330856 20.0
Phenol, 3,4-dim... 10.892 30.5 ng/ul 504333 2 11.015 330856 20.0
p-Cumenol 11.368 16.9 ng/ul 278853 2 11.015 330856 20.0
Phenol, 4-ethyl... 11.550 24.7 ng/ul 409018 2 11.015 330856 20.0
Phenol, 2-ethyl... 11.626 22.4 ng/ul 370940 2 11.015 330856 20.0
3-Ethylanisole 11.843 102.2 ng/ul 1691000 2 11.015 330856 20.0
Phenol, 2,4,5-t... 12.031 49.7 ng/ul 821989 2 11.015 330856 20.0
Phenol, 2,4,6-t... 12.084 30.0 ng/ul 496638 2 11.015 330856 20.0
Phenol, 3,4,5-t... 12.131 12.4 ng/ul 204519 2 11.015 330856 20.0
Phenol, p-tert-... 12.343 12.7 ng/ul 209674 2 11.015 330856 20.0
Benzene, 1l-ethy... 12.554 13.3 ng/ul 219945 2 11.015 330856 20.0
2-Methyl-6-prop... 12.784 13.6 ng/ul 225703 2 11.015 330856 20.0
Benzenamine, 2,... 13.036 18.5 ng/ul 444420 3 14.822 480250 20.0
Benzenamine, 2,... 13.277 106.7 ng/ul 2561350 3 14.822 480250 20.0
Naphthalene, 1,... 13.976 9.9 ng/ul 238933 3 14.822 480250 20.0
Benzenemethanam... 16.902 19.8 ng/ul 528706 4 17.566 533907 20.0
(DEL) Alkane: S... 26.356 3.3 ng/ul 87021 6 25.269 523670 20.0

2 6 0

(DEL) Alkane: S... 27.789 3. ng/ul 83520

N
(%2
N
[e)]
O

523670 260.
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