LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc :

ALS vial : 9 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: BGO51434.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.887 64 68 79 rBV2 16126 34007 2.06% 0.261%
2 4,298 129 138 150 rVB 32519 58276 3.54% 0.447%
3 5.649 359 368 376 rBV 211034 344053 20.89%  2.640%
4 5.785 384 391 403 rVB 516854 1059872 64.35% 8.134%
5 6.161 449 455 469 rVB 196073 335307 20.36% 2.573%
6 6.642 529 537 544 rBV 18720 31778 1.93% 0.244%
7 7.142 615 622 631 rBV 14356 25646 1.56% 0.197%
8 7.248 635 640 646 rVW 52749 93288 5.66% 0.716%
9 7.312 646 651 656 rvv 22849 46907 2.85% 0.360%
106 7.389 657 664 678 rVW 221192 436663 26.51% 3.351%
11 7.506 678 684 689 rW 23340 44867 2.72% 0.344%
12 7.559 689 693 703 rVB 25744 45475 2.76% 0.349%
13 7.723 709 721 731 rBvV2 23391 52805 3.21% 0.405%
14 7.817 731 737 743 rVW 112437 189142 11.48%  1.452%
15 7.906 747 752 761 rVB2 12665 25275 1.53% 0.194%
16 8.188 793 800 810 rBV 115454 205229 12.46% 1.575%
17 8.293 810 818 826 rVB 41572 76342 4.64%  0.586%
18 8.558 856 863 869 rVB 50388 91015 5.53% 0.699%
19 8.652 873 879 886 rBV3 31080 61142 3.71% 0.469%
20 8.728 886 892 899 rVB2 26750 49179 2.99% 0.377%
21 8.816 901 907 913 rBV3 12413 21474 1.30% 0.165%
22 8.922 917 925 929 rW2 16989 31869 1.94% 0.245%
23 8.987 929 936 939 rW 38103 82097 4.98% 0.630%
24 9.022 939 942 948 rVWW2 35910 65545 3.98% 0.503%
25 9.098 948 955 965 rVB 57617 129281 7.85% 0.992%
26 9.186 965 970 977 rVB4 6863 11788 0.72% 0.090%
27 9.286 982 987 992 rBV3 10970 18016 1.09% 0.138%
28 9.369 998 1001 1009 rVB 34060 61930 3.76% 0.475%
29 9.568 1018 1035 1042 rBV2 172234 604388 36.70% 4.638%
30 9.668 1050 1052 1063 rVB7 10168 22632 1.37% 0.174%
31 9.809 1071 1076 1082 rBV6 9367 19251 1.17% 0.148%
32 9.874 1082 1087 1093 rVB2 10196 16564 1.01% 0.127%
33 9.980 1099 1105 1110 rVB6 8024 13799 0.84% 0.106%
34 10.038 1110 1115 1120 rBV3 8993 13914 0.84% 0.107%
35 10.097 1120 1125 1134 rVB2 25438 52096 3.16% 0.400%
36 10.185 1134 1140 1144 rBV 46609 85555 5.19% 0.657%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Title : SVOA CALIBRATION
37 10.362 1163 1170 1174 rBV2 37139 77887 4.73% ©.598%
38 10.456 1179 1186 1190 rvv2 37182 99549 6.04% 0.764%
39 10.497 1190 1193 1206 rVB2 25955 50486 3.07% 0.387%
40 10.655 1212 1220 1227 rBV3 38041 82245 4.99% 0.631%
41 10.779 1236 1241 1245 rBV3 9565 18362 1.11% 0.141%
42 10.896 1255 1261 1266 rBV 13472 28380 1.72% 0.218%
43 11.014 1271 1281 1285 rVvV 162847 323488 19.64% 2.483%
44 11.067 1285 1290 1300 rVB 290345 534516 32.45% 4.102%
45 11.184 1301 1310 1320 rVB4 14168 33654 2.04% 0.258%
46 11.378 1337 1343 1350 rBV3 7326 15942 0.97% 0.122%
47 11.449 1350 1355 1362 rVB5 4939 13274 0.81% 0.102%
48 11.554 1365 1373 1382 rBV2 10529 21354 1.30% 0.164%
49 11.631 1382 1386 1399 rVBS8 6506 16499 1.00% 0.127%
50 11.842 1415 1422 1431 rBV3 16658 40845 2.48% 0.313%
51 12.036 1450 1455 1460 rvv3 7614 13303 0.81% 0.102%
52 12.089 1460 1464 1470 rVB7 5331 11271 0.68% 0.087%
53 12.400 1511 1517 1525 rVB2 17448 36488 2.22% 0.280%
54 12.553 1538 1543 1549 rBV6 5475 9695 0.59% 0.074%
55 12.659 1554 1561 1570 rBV 323502 555677 33.74% 4.265%
56 12.776 1577 1581 1587 rBV4 6535 13664 0.83% 0.105%
57 12.876 1587 1598 1608 rVB 148446 262165 15.92% 2.012%
58 13.276 1658 1666 1673 rBV2 35316 67595 4.10% 0.519%
59 13.652 1725 1730 1734 rBV 59854 105283 6.39% 0.808%
60 13.852 1760 1764 1773 rVB3 10383 19152 1.16% 0.147%
61 13.987 1780 1787 1788 rBvV2 16903 25532 1.55% 0.196%
62 14.140 1806 1813 1818 rBV2 22112 43804 2.66% 0.336%
63 14.216 1818 1826 1830 rVV 86500 164198 9.97% 1.260%
64 14.263 1830 1834 1842 rVB 46309 70125 4.26% ©.538%
65 14.375 1848 1853 1861 rBV5 9595 18501 1.12% 0.142%
66 14.451 1861 1866 1871 rVvv4 5460 11352 0.69% 0.087%
67 14.521 1871 1878 1887 rVB 85354 144528 8.78% 1.109%
68 14.821 1918 1929 1935 rBV 278087 441504 26.81% 3.388%
69 14.886 1935 1940 1947 rVB 28640 45877 2.79% 0.352%
70 15.221 1990 1997 2006 rBV 35608 75339 4.57% 0.578%
71 15.614 2059 2064 2071 rVB 39452 59188 3.59% 0.454%
72 15.808 2092 2097 2103 rBV2 119879 193204 11.73% 1.483%
73 15.867 2103 2107 2114 rVB 19303 31370 1.90% 0.241%
74 15.961 2119 2123 2132 rBV5 21300 50339 3.06% 0.386%
75 16.073 2137 2142 2148 rVB 21650 32776  1.99% 0.252%
76 16.678 2239 2245 2251 rVB7 7262 13812 0.84% 0.106%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc :

ALS vial : 9 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 16.907 2279 2284 2288 rBV 10493 16108 ©0.98% 0.124%
78 17.177 2325 2330 2333 rBV 12046 16388 1.00% 0.126%
79 17.571 2391 2397 2403 rBV 348513 531316 32.26% 4.078%
80 17.671 2409 2414 2422 rVB 129449 194291 11.80% 1.491%
81 17.818 2434 2439 2445 rVB 12132 17740 1.08% 0.136%
82 17.929 2450 2458 2464 rVV3 16618 30408 1.85% 0.233%
83 18.194 2499 2503 2506 rBV2 11718 15346 0.93% 0.118%
84 18.440 2541 2545 2550 rVVv7 9311 18969 1.15% 0.146%
85 18.499 2550 2555 2560 rVB 33471 45685 2.77% 0.351%
86 18.810 2604 2608 2615 rVB5 13379 24606 1.49% 0.189%
87 19.351 2697 2700 2707 rVB3 35436 47205 2.87% 0.362%
88 19.486 2719 2723 2726 rBvV2 17288 22366 1.36% 0.172%
89 19.592 2736 2741 2748 rBVS5 26390 42535 2.58% 0.326%
90 19.950 2795 2802 2807 rBV 163075 262117 15.92% 2.012%
91 20.209 2843 2846 2850 rVB 11978 13652 0.83% 0.105%
92 20.838 2947 2953 2961 rBV 1312015 1646974 100.00% 12.640%
93 21.872 3123 3129 3138 rVB 301383 531877 32.29% 4.082%
94 23.352 3377 3381 3389 rVB3 23491 44477  2.70% 0.341%
95 24.192 3519 3524 3531 rVB 31299 66563 4.04% 0.511%
96 25.038 3660 3668 3679 rVB3 69959 198323 12.04%  1.522%
97 25.185 3688 3693 3698 rBvV2 31466 71901 4.37% ©.552%
98 25.268 3699 3707 3721 rVB3 162387 500512 30.39% 3.841%
99 26.372 3887 3895 3905 rVB3 38739 123502 7.50% 0.948%
100 27.788 4129 4136 4146 rVB3 34544 118491 7.19% 0.909%

Sum of corrected areas: 13030042
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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: BG051434.D\data.ms

1200000
1000000
800000
600000 5785

400000

12.659

5.6 6.161 7.389
. 9.568 11.014
200000 78178.188 2.876

4.298 2936k
O \\3\.8\8‘7\\4\;\‘\\\\‘\\\\‘\\\\‘\\\\‘6.\6\4>\2\‘7.\§-\\\‘\\\3%0‘6\%\/\\\‘\.\‘\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051434.D\data.ms

20.838
1200000

1000000
800000
600000
400000 17.571 21.872

14.821
200000

17.671
365 16248521 15.808 6 1
27971 114,896.2215.60l6813 16 gpean7 177 |17.B088 810 191881892 |20.200

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: BG051434.D\data.ms

o

1200000
1000000
800000
600000

400000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 unknown-01 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
3.887 3.31 ng/ul 34007 1,4-Dichlorobenzene-d4 8.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 38
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 32
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 28
4 Oxalic acid, allyl isohexyl ester 214 C11H1804 1000309-23-3 25
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 25
Abundance  Scan 68 (3.887 min): BG051434.D\data.ms (-64) (-) m/z 43.00 100.00%
43.0
5000 /K\MM&MWW
50 730 e A S
I ‘ 850 1001 3.60 3.80 4.00 4.20
\\\’\\\\‘\\\\‘\\\}’\1\\‘\\\\‘\\\\’\\\\‘\\\1‘\\\\}\\\\‘ mz 41 ee 43 14/
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2317: Propanoic acid, 2-methyl-
43.0
5000
270 3.60 3.80 4.00 4.20
730 m/z 73.00  23.41%
|y 880 589
\\\’\\\\‘\\\\‘\\\{i\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4154 1-Propen-2-ol, acetate
430 /\
e L
3.60 3.80 4.00 4.20
5000 ITI z 39.10 18.21%
58.0
15.0 27,0 mi | 720 100.0
A I |
et
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2319: Propanoic acid, 2-methyl-
43.0 3.60 3.80 4.00 4.20
m/z 57.00 15.76%
5000
27.0 73.0
88.0
e a “““H““““H“
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 19
R.T. EstConc Area Relative to ISTD R.T.
6.642 3.10 ng/ul 31778 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
Abundance Scan 537 (6.642 min): BG051434.D\data.ms (-529) (-) m/z 105.00 100.00%
105.0
5000
770 120.1
) R EAAREEEE R
57'0 ‘ 91.0 6.40 6.60 6.80 7.00
\\’H\\’H\\’H\\"‘\”\\\"‘H\\‘\‘\‘H|\1\!|HH|‘HH|\M\|H‘H|‘HH| m/Z 120.10 26.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10712: Benzene, (1-methylethyl)-
105.0
5000 LB B L I I N L
6.40 6.60 6.80 7.00
610 77.0 120.0 m/z 77.e0 18.91%
' 91.0
\\%\4\'.\()\’\2\7\.’0\\\\"‘11\\"“1\\1‘6‘\4\".\0\‘\}}M“\\\\“\\\\‘{‘\1\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10714: Benzene, (1-methylethyl)-
105.0
R ERAREEEE R
6.40 6.60 6.80 7.00
5000 m/z 51.00 15.94%
120.0
77.0
70 | 0o 0 w0 |
1 1 Hi I I L
AR B S e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10711: Benzene, (1-methylethyl)- “““H“A\“‘H““‘
105.0 6.40 6.60 6.80 7.00
m/z 79.00 15.05%
5000
120.0
200 e 0 |
| 1y I | | I
R BARa e e R RN
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 Sample Multiplier: 1

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

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

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

Peak Number 7 Benzene, propyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.142 2.50 ng/ul 25646 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 87
2 Benzene, propyl- 120 C9H12 000103-65-1 83
3 Benzene, propyl- 120 C9H12 000103-65-1 83
4 Benzene, propyl- 120 C9H12 000103-65-1 80
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 622 (7.142 min): BG051434.D\data.ms (-615) (-) m/z 91.00 100.00%
91.0
5000
120.0 \“,A‘/\‘
65.0
Bo o awso | e is0.00 2143
e e e e e m/z 120.00  21.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10700: Benzene, propyl-
91.0
6.80 7.00 7.20 7.40
65.0 120.0 m/z 65.00 11.26%
\\‘\H.\‘\\\‘\‘\\:3\?"‘\0\HH\H\‘\‘\H‘\H‘l‘HH“!H\J‘-??.\?HH!HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10701: Benzene, propyl-
91.0
AT e
6.80 7.00 7.20 7.40
5000 m/z 92.00 9.87%
120.0
39.0 65"-0 | 1050
| Ly | I 1 i
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M m m
Abundance #10702: Benzene, propyl- R RN RARME B
91.0 6.80 7.00 7.20 7.40
m/z 39.00 7.31%
5000
120.0
65.0
390 | | 1050
\\‘\H\‘\\H‘\H\“\\H‘\H\‘\‘\H‘\H‘\‘HH‘HH‘H‘H‘HH‘HH‘H \\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.248 9.09 ng/ul 93288 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 640 (7.248 min): BG051434.D\data.ms (-635) (-) m/z 105.00 100.00%
105.0
5000
120.1
e
390 600 77"0 91"0 7.00 7.20 7.40 7.60
H‘\\H‘HH‘\\H“‘\H\i‘\‘\u}i‘\‘u‘\‘\\1“\\\\“}\\\‘\‘\‘1\‘\\‘\‘\“‘\\\\‘ m/Z 120.10 31.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
120.0 7.00 7.20 7.40 7.60
m/z 91.00 16.16%
39.0 77.0 91.0
H‘\H\‘\2\6\\(‘)\\H“‘\H\i‘\‘ui‘ﬁ‘%f)\‘u\‘H‘HH“M\\‘\‘11\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 /\
e A REama R a e
7.00 7.20 7.40 7.60
5000 m/z 77.00 16.01%
120.0
77.0 91.0
39.0
B "R RO N SN NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl- ‘H““A“‘H,“H“‘N
105.0 7.00 7.20 7.40 7.60
m/z 79.00 10.82%
120.0
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 Sample Multiplier: 1

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

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

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

Peak Number 9 Benzene, 1l-ethyl-3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.559 4.43 ng/ul 45475  1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 693 (7.559 min): BG051434.D\data.ms (-689) (-) m/z 105.00 100.00%
105.0
5000
120.1
e
s00 630 0 91"1 7.20 7.40 7.60 7.80
H_‘H‘HH‘H‘wu‘qwuqﬁmw‘mﬂ_uu_uHHMM‘HMVH‘W m/z 120.18  27.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
120.0 7.20 7.40 7.60 7.80
m/z 91.10 16.14%
77.0 91.0
H‘\\H.‘H\‘\‘\\3\?‘.‘\0\\\“1\\\6‘%\"\0\‘\\\‘H‘HH“}\\\‘\‘{1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
UWA A
7.20 7.40 7.60 7.80
5000 ITI/Z 77 .00 15.32%
120.0
77.0 91.0
‘W““‘Z‘Z"?HH“H‘E)‘ﬁ?u?m‘]qw‘mwu“‘mH“H“mw‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl- i
105.0 7.20 7.40 7.60 7.80
m/z 103.00  11.85%
120.0
5000
39.0 77.0 91.0 /\ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.20 7.40 7.60 7.80

SFAM-EPA-BG120821.M Thu Dec 16 ©4:30:59 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 10 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.817 18.43 ng/ul 189142  1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 737 (7.817 min): BG051434.D\data.ms (-731) (-) m/z 105.00 100.00%
105.0
REaaR R
510 77‘-0 91.0 7.40 7.60 7.80 8.00 8.20
\\’H\\’H\\’\\3%-’9\\\"‘\‘\\\?\4\"’\(\)‘\\\H“\H|‘HH|\‘\‘\‘\|H‘\‘\‘|‘HH| m/Z 120.10 41.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 A /\
5000 \‘\\\/\\‘\\\\’\\\\‘\\\\‘\\
7.40 7.60 7.80 8.00 8.20
m/z 77.00 14.79%
77.0
\\’\H‘\’\H‘\’\\3\?’.‘(\)\\\"“\‘H\6‘%\.‘9‘\\\m‘\\\9\71.?)\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120

105.0

Abundance #10692: Mesitylene Nﬁ
R RRRRRRES

7.40 7.60 7.80 8.00 8.20

5000 120.0 m/z 91.00  12.30%
77.0
51.0 91.0
SRR U I T N UYL O
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 7.40 7.60 7.80 8.00 8.20
m/z 119.00 12.13%
5000 120.0
77.0
5o 20 e | 91.0 /\ /\/\
",m",‘H‘\,m“,Mm‘,‘\u‘“\M‘H‘ml“‘m“uH‘M“HMH“‘HH‘ Proet e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 7.40 7.60 7.80 8.00 8.20

SFAM-EPA-BG120821.M Thu Dec 16 ©4:31:00 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 Benzofuran Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.906 2.46 ng/ul 25275 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 94
2 Benzofuran 118 C8H60 000271-89-6 91
3 Benzofuran 118 C8H60 000271-89-6 91
4 Benzocyclobuten-1(2H)-one 118 C8H60 003469-06-5 91
5 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 87
Abundance Scan 752 (7.906 min): BG051434.D\data.ms (-747) (-) m/z 118.00 100.00%
118.0
89.0
5000
63.0 B N 118 Y S
39.0 51.0 7.60 7.80 8.00 8.20
\\‘\\\\‘\\\\“\\\\“‘\\\\“\1\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\“\\\\‘ m/z 89.09 63.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10175: Benzofuran
118.0

90.0 7.60 7.80 8.00 8.20

63.0 m/z 90.00 56.55%
39.0
\\‘\2\6\-\0‘\\\“\“\\‘\\%\.\0\\“‘1‘1\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\ “\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10172: Benzofuran
118.0
R RN o
7.60 7.80 8.00 8.20
5000 ITI/Z 63.00 29.16%
90.0
63.0
260 390510 | 750 | \
et e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 /\ m A
Abundance #10174: Benzofuran IR 8 S A
118.0 7.60 7.80 8.00 8.20
m/z 61.90 14.35%
5000
90.0
63.0
39.0
270 °1" 510 | 750 | | L |
R RAR AT S o L B e kA A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20

SFAM-EPA-BG120821.M Thu Dec 16 ©04:31:01 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 8
R.T. EstConc Area Relative to ISTD R.T.
8.558 8.87 ng/ul 91015 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 76
2 Indane 118 CS9H10 000496-11-7 74
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 74
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
5 Indane 118 C9H10 000496-11-7 64

Abundance Scan 863 (8.558 min): BG051434.D\data.ms (-856) (-) m/z 117.00 100.00%

117.0
5000
o0 820840860880
A R 59 e a.04
\\\‘\\\\‘\\H\\“\‘\\”\“’\\\\“\\\1“\\\\‘\‘\\\ m/Z 118.10 59.04A
miz-> 20 40 60 80 100 120 140
Abundance #10184: Deltacyclene
117.0
5000 L L L L L LI LN B
91.0 8.20 8.40 8.60 8.80
39.0 ’ m/z 115.00 32.32%
65.0 ‘
\\\‘\\\\‘}\\“}‘\““1‘\\\H’\\“}\“\\\1“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane

117.0 /\ /\

8.20 8.40 8.60 8.80

5000 m/z 91.00 18.83%
91.0
‘1‘5‘-0‘” ‘3‘9\"(‘)‘\\‘ ‘(\Sﬁ.\(‘)‘ P ‘\“ . ‘\‘ — M P /\
miz--> 20 40 80 100 120 140 /\ A\
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene i (\ RER il RN
117.0 8.20 8.40 8.60 8.80

m/z 63.00 9.63%

5000 91.0

- oI

m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80

SFAM-EPA-BG120821.M Thu Dec 16 ©4:31:02 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 Sample Multiplier: 1

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

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

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

Peak Number 14 Benzene, 1-propynyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.728 4.79 ng/ul 49179 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propynyl- 116 CSH8 000673-32-5 93
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 87
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 87
4 1-Propyne, 3-phenyl- 116 CO9H8 010147-11-2 87
5 Indene 116 C9H8 000095-13-6 87
Abundance Scan 892 (8.728 min): BG051434.D\data.ms (-886) (-) m/z 115.00 100.00%
115.0
5000
A“‘H“H“ﬁ“‘_‘ww
390 630 80 134.1 8.40 8.60 8.80 9.00
H‘\\\\‘\H\‘\H1‘}‘\\\\“H\‘\‘1‘1‘\\‘\M‘\‘\‘\Mi‘\”\\\‘\‘\1\‘\‘1\‘\“‘1\\\‘\1\\’\\ m/Z 116.00 85.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9546: Benzene, 1-propynyl-
115.0
5000 e e A e
8.40 8.60 8.80 9.00
63.0 m/z 105.10 40.65%
. | (i In 1 L
H‘\\\\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘H\\‘\\\\’\\\\‘HH‘HH‘HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9547: Benzene, 1-propynyl-
115.0
AR e ey
8.40 8.60 8.80 9.00
5000 m/z 89.00 15.61%

39.0 63?.O 89‘.0 |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬂ
Abundance #9550: 3-Methylphenylacetylene  RRRRREE R ,“‘ T
115.0 8.40 8.60 8.80 9.00
m/z 63.00 14.94%
5000

63.0 89.0
39.0
15.0 TR M ‘ \ /\ m)\ i

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

SFAM-EPA-BG120821.M Thu Dec 16 ©4:31:03 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 Sample Multiplier: 1

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

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

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

Peak Number 15 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
8.816 2.09 ng/ul 21474  1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0H14 076089-59-3 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 90
3 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 90
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 87
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 86
Abundance Scan 907 (8.816 min): BG051434.D\data.ms (-901) (-) m/z 119.00 100.00%
119.0
) J\M\
134.1
DV, W00 | W L 4 V!
39.0 65.0 8.40 8.60 8.80 9.00 9.20
e e L m/z 105.10 56.06%
miz-> 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000 1340 K‘\\\\‘\\/\\\A\\\‘\\\\‘\\
8.40 8.60 8.80 9.00 9.20
91.0 m/z 91.00 48.79%
4L0e50
\\\’\"\ T \H\ \‘m\ “1"\ T \““ T i‘\ ‘W\ \w‘" T T T ‘\
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 /\
R e AR
8.40 8.60 8.80 9.00 9.20
5000 134.0 m/z 134.05 33.64%
390 91.0
: 65.0
\1\5\'0, e \“‘\ b \““ \ \‘1 i \M b
mfz--> 20 40 60 80 100 120 140 ﬂ (\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- A
119.0 8.40 8.60 8.80 9.00 9.20
m/z 77.00 18.39%
5000 134.0
91.0
39.0 65.0
\1\5‘,\'0, L \“‘\ e \““ \ \‘\ R \‘1“,‘ -l - P e e
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00 9.20

SFAM-EPA-BG120821.M Thu Dec 16 ©04:31:04 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 Benzaldehyde, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.098 12.60 ng/ul 129281 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 96
2 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 96
3 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 96
4 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 96
5 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 95
Abundance Scan 955 (9.098 min): BG051434.D\data.ms (-948) (-) m/z 91.00 100.00%
91.0
120.0
5000
65.0
“W‘H‘_“W‘H‘W“
39. ‘ 106.0 8.80 9.00 9.20 9.40
H‘\H\‘HH‘HH‘HH‘\-\HM\H‘HH‘HH‘!\H‘H!‘\‘HH“HH‘ m/z 129.06 71.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10674: Benzaldehyde, 2-methyl-
91.0
120.0
5000 L L L I L L BN

8.80 9.00 9.20 9.40

39 o 0 m/z 119.00  67.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10670: Benzaldehyde, 3-methyl-
91.0 119.0
He e
8.80 9.00 9.20 9.40
5000 m/z 65.00 28.19%
65.0
39.0
|5 ‘\‘ 78.0 || 1050
H_‘H‘HH‘H‘wu‘w‘HW‘H‘_H‘_‘H_‘H‘HH‘H“H‘w
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10672: Benzaldehyde, 3-methyl-
91.0 119.0 8.80 9.00 9.20 9.40

m/z 63.00 16.18%

39.0 68.0
‘ 5.0 \“ Ll ! A)\A /K i}

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

5000

SFAM-EPA-BG120821.M Thu Dec 16 ©4:31:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51434.D

Acqg On 9 Dec 2021 15:21

Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 17 Hexanoic acid, 2-ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.568 58.90 ng/ul 604388 1,4-Dichlorobenzene-d4 8.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanoic
2 Hexanoic
3 Hexanoic
4 Hexanoic
5 Hexanoic

144 C8H1602
144 C8H1602
144 C8H1602
144 C8H1602
144 C8H1602

Abundance Scan 1035 (9.568 min): BG051434.D\data.ms (-1018) (-)

000149-57-5 90
000149-57-5 90
000149-57-5 86
000149-57-5 72
000149-57-5 64

m/z 72.95 100.00%
J/\kw
9.50

m/z 88.00 77.76%
‘ /qk\ \
9.50

m/z 41.00 34.88%
ﬂ/ﬂk”“VMAWN
9.50

m/z 57.10 30.73%
T \
9.50

m/z 54.95 21.80%

73.0
5000
41.0 574
101.0
L \‘\\\\‘i“\‘\ \“\‘“‘ T \“\‘\ “\“\ T “\ T \H ‘]\_2\9\-0\ ‘ 1T
miz--> 20 40 60 80 100 120 140
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000
41.0 57.0
101.0
T T ‘.QH\ \‘i“\‘\ \‘1“‘ T \“\‘\ T “\ \]-\1!7‘.0\ L \1‘4\4'\0\
miz--> 20 40 60 80 100 120 140
Abundance #24098: Hexanoic acid, 2-ethyl-
73.0
5000
41.0 57.0
101.0
180 I Il . ‘ | 1170 1440
o T e i
miz--> 20 40 60 80 100 120 140
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0
5000
57.0
41.0 116.0
W Wt o) |
m/z--> 20 40 60 80 100 120 140

SFAM-EPA-BG120821.M Thu Dec 16 ©4:31:06 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 Octanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.362 4.82 ng/ul 77887  Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 58
2 Octanoic acid 144 C8H1602 000124-07-2 58
3 Hexanoic acid 116 C6H1202 000142-62-1 47
4 Hexanoic acid 116 C6H1202 000142-62-1 47
5 Hexanoic acid 116 C6H1202 000142-62-1 47

Abundance Scan 1170 (10.362 min): BG051434.D\data.ms (-1163) (- m/z 60.00 100.00%

60.0
5000 43.0
7.0 105.0 1220 R
\H ‘ | ‘ ‘ ‘ ‘ 10.00 10.50
e W L L w7300 70.72%
miz-> 20 40 60 80 100 120 140
Abundance #24058: Octanoic acid
60.0
43.0 Wy s
5000 27 O ‘ T T T T ‘ T T T
: 10.00 10.50
85.0 101.0 m/z 43.00 43.69%
‘1\27\.\0\1‘4\4'\0\
miz-> 20 40 60 80 100 120 140
Abundance #24056: Octanoic acid
60.0
—h ——
10.00 10.50
5000 43.0 m/z 41.00 39.36%
101.0
27.0 85.0 ‘
U oo
miz--> 20 40 60 80 100 120 140
Abundance #9147: Hexanoic acid “ —
60.0 10.00 10.50
m/z 55.00 25.76%
5000
27.0
43.0
T gy
A O R R Y rm

m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 Phenol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.456 6.15 ng/ul 99549  Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-ethyl- 122 C8H100 000090-00-6 91
2 Phenol, 4-ethyl- 122 C8H100 000123-07-9 91
3 Phenol, 3-ethyl- 122 C8H100 000620-17-7 91
4 Phenol, 3-ethyl- 122 C8H100 000620-17-7 90
5 Phenol, 3-ethyl- 122 C8H100 000620-17-7 87

Abundance Scan 1186 (10.456 min): BG051434.D\data.ms (-1179) (- m/z 107.00 100.00%
107.0

5000
77.0 122.0 I\ A A
: 1
51.0 91.0 10.50
rrprrerprrrpreepre el bbbt e m/z 122,000 33.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11305: Phenol, 2-ethyl-
107.0 A/\/L/\V
5000 122.0 ‘10\50‘ T
77.0 m/z 77.00 29.19%
39.0
H‘\\\.\‘\\\‘\‘\\H“H\ﬁﬁ\.g‘\‘\‘\\‘\\\}“H?:‘IT\.?\‘\‘HMHH‘\‘\H‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11307: Phenol, 4-ethyl-
107.0 /\
It ——
10.50
5000 ITI/Z 78.00 7.42%
122.0
390 77.0
15.0 | \- 5§O | ‘\ 9170 | I
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 [\ N fm
Abundance #11301: Phenol, 3-ethyl- ﬂ ‘ﬂ‘ R ﬂﬂﬁ
107.0 10.50
m/z 108.00 7.23%
122.0
5000
77.0
39.0
s0 | 910 | | L
e e e e e e e Vo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 Sample Multiplier: 1

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

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

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

Peak Number 20 Benzene, 1-methoxy-4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.497 3.12 ng/ul 50486  Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methoxy-4-methyl- 122 C8H1e0 000104-93-8 68
2 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 64
3 Benzene, 1-methoxy-2-methyl- 122 C8H100 000578-58-5 64
4 Benzene, 1l-methoxy-2-methyl- 122 C8H100 000578-58-5 64
5 3-Methylbenzyl alcohol 122 C8H1e0 000587-03-1 59
Abundance Scan 1193 (10.497 min): BG051434.D\data.ms (-1190) (- m/z 122.00 100.00%
122.0
5000 107.0
77.0 91,0
— ‘
39"0 63.0 ‘ ‘ 10.50
e Ll T myz 121,00 48.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11380: Benzene, 1-methoxy-4-methyl-
122.0

f/\h/\A /\

77.0 107.0 10.50
91.0 m/z 107.00 42.83%

o 0
H‘HH‘\H‘\‘HH“HHM‘\‘H\‘\‘\‘H‘H\1‘\\\\‘1\\\’\\\{‘\\\\"\H’HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11337: Phenol, 3,4-dimethyl-
107.0 122.0 A K
el

5000

10.50
5000 ITI/Z 77 .00 31.03%
39.0 710 91.0
‘. 5ﬁ0 \ ‘. |
' | il | I L
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11377: Benzene, 1-methoxy-2-methyl- e —
122.0 10.50
m/z 91.00  28.78%
5000 107.0
77.0 91.0 M{MM
39.0
SR VN N A A Sl epd
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
BG051434.D
9 Dec 2021 15:21

: CG/JU
: M4870-01DL 5X

: 9 Sample Multiplier: 1

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 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 21 Benzo[c]thiophene Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
11.184 2.08 ng/ul 33654 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 87
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 87
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 87
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 81
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 80

Abundance Scan 1310 (11.184 min): BG051434.D\data.ms (-1301) (-  m/z 134.00 100.00%
134.0
5000
el A Ian A
89.0
45.0 69.0 107.9 “ 11.00 11.50
H‘\H\‘HH“\\‘\\“HHHH‘\M“WH‘HHl‘\“\HHMHH‘HH‘\H\‘H\ m/Z 89.00 15.97%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17519: Benzo[c]thiophene
134.0
5000 hﬂ\‘ﬁw ' ]
11.00 11.50
m/z 131.00 15.77%
89.0
450 630 | 1080
I L L 1
H‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\H‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17520: Benzo[b]thiophene
134.0 M f\
1A |
11.00 11.50
5000 m/z 133.00 12.65%
o M50 D0 I 1080
rrrrre e e e e e
miz--> 20 30 40 50 60 70 80 90 100110120 130140 M J& (\ {\ (\m
Abundance #17522: Cyclopenta[c]thiapyran e
134.0 11.00 11.50
m/z 90.00 11.81%
5000
89.0
450 63.0 “ 10§.o | Ah
[ Aol . | 1l
e e e e e e e e e — e P
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50

SFAM-EPA-BG120821.M Thu Dec 16 ©04:31:10 2021

Page:

20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 Hydrazine, 1-ethyl-2-phenyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.842 2.53 ng/ul 40845  Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1-ethyl-2-phenyl- 136 C8H12N2 000622-82-2 64
2 Phenol, 3-propyl- 136 CS9H120 000621-27-2 58
3 Furan, 2-(1-pentenyl)-, (E)- 136 C9H120 020992-69-2 52
4 Phenol, 4-propyl- 136 C9H120 000645-56-7 38
5 Phenol, 4-propyl- 136 CS9H120 000645-56-7 38

Abundance Scan 1422 (11.842 min): BG051434.D\data.ms (-1415) (- m/z 107.00 100.00%

107.0
91.0 121.0
136.0
5000 77.0
A ‘ f\‘{\f\ : W
39.0 63.‘0 ‘ 11.50 12.00
H‘HH‘\H\“l\‘\\“\U“\‘\‘\1‘\“\\\H‘HH’\‘\H‘\‘\‘H‘\\‘H‘\\H‘\H‘\‘\H mz 91 ee 75 88/
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18619: Hydrazine, 1-ethyl-2-phenyl-
107.0
136.0
5000 92.0
77.0 11. 50 12 00
m/z 121.00 71.16%
290 5%0 L | ‘\ 2o |
|
H‘HH‘\H\‘\H\‘H\\‘\H\‘HH‘HH’HH‘HH‘\H\‘\\H‘\H\‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18814: Phenol, 3-propyl-
107.0 /\f\/\
11. 50 12 00
5000 m/z 136.00  53.70%
77.0 136.0
121.0
51.0 91.0 ‘
ST NSOV O W SO O NSO O
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18926: Furan, 2-(1-pentenyl)-, (E)-
107.0 11. 50 12 00
m/z 77.00 38.32%
5000 =50 136.0
39.0
53 0
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11. 50 12. 00

SFAM-EPA-BG120821.M Thu Dec 16 ©4:31:12 2021 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.400 2.26 ng/ul 36488 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 91
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 91
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 90
4 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 64
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 60

Abundance Scan 1517 (12.400 min): BG051434.D\data.ms (-1511) (-  m/z 132.00 100.00%

104.0 132.0
5000
51.0 78.1
P e
‘ ‘ “ ‘ 12.00 12.50
\\‘H\\‘H\\‘H\\“H\\‘1‘\\\‘1\\\‘\‘\\\‘\\\\“\\\\‘!H‘HH‘HH“\‘H‘H m/z 194.09 97.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16680: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 78'0 ‘ T T ‘ T \A
51.0 12.00 12.50
m/z 103.00 65.44%
27.0 ‘ ‘
\\‘H\\‘H\\‘H\1“H\\‘1\\\‘1‘\\\‘\“\\‘\\\\‘\\\\‘!‘H‘HH‘HH“\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
TN BT
12.00 12.50
5000 ITI/Z 78.10 42 .84%
78.0
51.0
0 L)
H_H‘_HWH‘MHH‘HHHM‘_NW‘HWHH‘JH_‘H_HW‘HWH
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬂ
Abundance #16682: 1H-Inden-1-one, 2,3-dihydro- — A Lm
104.0 132.0 12.00 12.50
m/z 51.00 37.30%
5000
51.0 78.0
70 ) |
S NS R W 1 S |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

SFAM-EPA-BG120821.M Thu Dec 16 ©4:31:13 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 Benzenamine, 2,3-dichloro- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.276 3.06 ng/ul 67595  Acenaphthene-di0 14.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,3-dichloro- 161 C6H5C12N 000608-27-5 98
2 Benzenamine, 2,6-dichloro- 161 C6H5C12N 000608-31-1 98
3 Benzenamine, 2,4-dichloro- 161 C6H5C12N 000554-00-7 96
4 Benzenamine, 2,5-dichloro- 161 C6H5C12N 000095-82-9 96
5 Benzenamine, 3,5-dichloro- 161 C6H5C12N 000626-43-7 96

Abundance Scan 1666 (13.276 min): BG051434.D\data.ms (-1658) (-  m/z 160.90 100.00%
160.9

5000
90.0
63.0 — —
39.0 ‘ 125.9 13.00 13.50
IR P m/z 163.00  62.99%
mlz--> 20 40 60 80 100 120 140 160
Abundance #37258: Benzenamine, 2,3-dichloro-
161.0
5000 — o
90.0 13.00 13.50
63.0 6.0 m/z 90.00 32.75%
126.
44.0
T ‘2\6\0\ \‘HM \‘”1 T ‘\JLJ\ MH\ }‘ \‘M \H"‘]‘\O\S\O\ T \”‘1 iy T
m/z--> 20 40 60 80 100 120 140 160
Abundance #37262: Benzenamine, 2,6-dichloro-
161.0
P W §
13.00 13.50
m/z 63.00 19.93%
5000 90.0
63.0
38.0 126.0
ek ‘M it 2080 by, S
miz--> 20 40 60 80 100 120 140 160 /\ /\
Abundance #37259: Benzenamine, 2,4-dichloro- b ‘“‘ L
161.0 13.00 13.50
m/z 99.00 14.99%
5000
63.0 90.0
126.0
44.0 ‘ (\
T \J‘J T— “\‘}95;0‘ i | ‘ﬂ ‘ — b

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 : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 Sample Multiplier: 1

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

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
24.192 2.66 ng/ul 66563  Perylene-di2 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Pentacosane 352 C25H52 000629-99-2 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3524 (24.192 min): BG051434.D\data.ms (-3519) (- m/z 57.00 100.00%

57.0
5000
9.0 — —
411 1920 24.00 24.50
- “J‘ B Q770 P50, 2831 8551 . 2110 se.86%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T ——
24.00 24.50
m/z 43.10 66.37%
\‘ ‘ I i u\ ) 141.0 183.0 225.0 282.0
\\\‘\! \\\!‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
— —
24.00 24.50
5000 m/Z 85.05 42.08%
9.0
e A e St
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane T —
57.0 24.00 24.50
m/z 41.05 23.83%
- WMM
“““ LA “““““““,“““‘ —— —
m/z--> 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
25.185 2.87 ng/ul 71901  Perylene-di12 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 3693 (25.185 min): BG051434.D\data.ms (-3688) (- m/z 57.10 100.00%

57.1
5000
9.0 — —
25.00 25.50
551
e 223128313410 m/z 71.10 78.62%
m/z--> 50 100 150 200 250 300 350
Abundance #298428: Eicosane, 9-octyl-
43.0
5000 5.0 T T T
25.00 25.50
281.0 m/z 43.05 68.19%
27.0 2380 |
T } ‘ \“h‘ \‘M\H‘ %\“\ \‘ ‘]‘_\6?\0\ ‘ T \“\ ‘ T “‘\ :3‘2‘2‘()‘3‘6‘5“0‘ ‘
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
— —
25.00 25.50
5000 ITI/Z 85.10 58.77%
A H | 141:0183.0225.0267.0300.0 365.0
“““““‘ S T T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T .
57.0 25.00 25.50
m/z 41.00 25.36%
- Www/\mmm
| ‘L‘ | || 141.0183.0225.0267.0309.0 367.0
AL B R e R R R —— ——
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.372 4.94 ng/ul 123502  Perylene-di2 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3895 (26.372 min): BG051434.D\data.ms (-3887) (- m/z 57.10 100.00%
57.1

5000

-

H 141.0 26.00 26.50
211.0281.0
‘HHm«AV‘MMmv,mH_m_“35‘?”1‘_‘H_m_m_mw m/z 71.05  75.62%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0

-

5000
26.00 26.50

m/z 43.05 56.62%

| 1 J | }£7:0197.0267.0337.0407.0 491.0562.0

[ T T T T T T T T T T [T [T T[T T T T[T IT T[T TT

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #298428: Eicosane, 9-octyl-
43.0
26.00 26.50
5000 ITI/Z 85.05 48.64%
30 281.0
|1B01830 | ssp0
A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275543: Eicosane, 7-hexyl- o T
57.0 26.00 26.50
m/z 41.00 24.97%
- WMMWMMWWN/\WWWVWMWWW
8701070 2210

‘\ T
m/z--> 0 50 100150 200 250 300 350 400 450 500 550 600 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc

ALS vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
27.788 4.73 ng/ul 118491  Perylene-di2 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 78
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Hentriacontane 437 C31He64 000630-04-6 72
5 5,5-Diethylheptadecane 296 C21H44 1010360-41-7 72

Abundance Scan 4136 (27.788 min): BG051434.D\data.ms (-4129) (-  m/z 57.10 100.00%
57.1

-

5000
‘ ‘ 27.50 28.00
7.1193.0 3411 : :
‘\H\‘\\J\‘Fﬁm\”“”\\‘\\lh"\'\\\2‘9?\.(\)‘\H\“‘HH‘HH‘HH‘HH‘HH‘H\ m/Z 43.10 71.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0
5000 T

‘ ‘ —
27.50 28.00
m/z 71.10 69.70%

°

J 1] il /91970 296.0

‘\\L\\‘\\\\‘\\H‘\H‘\’HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

-

Abundance #176393: Nonadecane, 9-methyl-
57.0
; ; P
27.50 28.00
5000 m/z 85.10  53.95%
140.0
BT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — 7
57.0 27.50 28.00
m/z 55.10 31.80%
5000

-

| 1 || £279197.0267.0337.0407.0 491.0562.0

‘\\j\\‘\\\\“\\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51434.D

Acqg On : 9 Dec 2021 15:21
Operator : CG/JU

Sample : M4870-01DL 5X

Misc :

ALS vial : 9 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|
unknown-01 3.887 3.3 ng/ul 34007 1 8.188 205229 20.0
Benzene, (1-met... 6.642 3.1 ng/ul 31778 1  8.188 205229 20.0
Benzene, propyl- 7.142 2.5 ng/ul 25646 1 8.188 205229 20.0
Benzene, 1-ethy... 7.248 9.1 ng/ul 93288 1 8.188 205229 20.0
Benzene, 1-ethy... 7.559 4.4 ng/ul 45475 1 8.188 205229 20.0
Benzene, 1,2,3-... 7.817 18.4 ng/ul 189142 1  8.188 205229 20.0
Benzofuran 7.906 2.5 ng/ul 25275 1 8.188 205229 20.0
Indane 8.558 8.9 ng/ul 91015 1 8.188 205229 20.0
Benzene, 1-prop... 8.728 4.8 ng/ul 49179 1 8.188 205229 20.0
1,3-Cyclopentad... 8.816 2.1 ng/ul 21474 1 8.188 205229 20.0
Benzaldehyde, 2... 9.098 12.6 ng/ul 129281 1 8.188 205229 20.0
Hexanoic acid, 9.568 58.9 ng/ul 604388 1 8.188 205229 20.0
Octanoic acid 10.362 4.8 ng/ul 77887 2 11.014 323488 20.0
Phenol, 2-ethyl- 10.456 6.2 ng/ul 99549 2 11.014 323488 20.0
Benzene, 1-meth... 10.497 3.1 ng/ul 50486 2 11.014 323488 20.0
Benzo[c]thiophene 11.184 2.1 ng/ul 33654 2 11.014 323488 20.0
Hydrazine, 1l-et... 11.842 2.5 ng/ul 40845 2 11.014 323488 20.0
1H-Inden-1-one,... 12.400 2.3 ng/ul 36488 2 11.014 323488 20.0
Benzenamine, 2,... 13.276 3.1 ng/ul 67595 3 14.821 441504 20.0
(DEL) Alkane: S.. 24.192 2.7 ng/ul 66563 6 25.268 500512 20.0
(DEL) Alkane: S.. 25.185 2.9 ng/ul 71901 6 25.268 500512 20.0
(DEL) Alkane: S.. 26.372 4.9 ng/ul 123502 6 25.268 500512 20.0
(DEL) Alkane: S.. 27.788 4.7 ng/ul 118491 6 25.268 500512 20.0
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