LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc :

ALS Vvial : 65 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-BG110323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59673.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.891 250 256 263 rVB5 68307 124487 ©.38% 0.040%
2 5.156 294 301 309 rVB2 142581 245475 0.74% 0.079%
3 5.256 309 318 324 rBV2 100079 196794 0.60% 0.063%
4 5.326 324 330 333 rBV5 72248 137264 ©0.42% 0.044%
5 5.397 338 342 346 rVW 213237 357731 1.08% 0.115%
6 5.450 346 351 358 rVWW 660698 1166640 3.53% 0.376%
7 5.514 358 362 366 rVW4 76663 130051 ©.39% 0.042%
8 5.591 366 375 379 rVv4 233523 492369 1.49% 0.159%
9 5.685 385 391 401 rVB4 634155 1370891 4.15% 0.442%
10 5.820 401 414 420 rBV2 614936 1477228 4.47% 0.476%
11 5.943 428 435 438 rBv4 108898 185610 ©.56% 0.060%
12 5.978 438 441 450 rVB 97151 169317 0.51% 0.055%
13 6.072 452 457 462 rBV 318565 566916 1.71% 0.183%
14 6.137 462 468 477 rBV2 742774 1671483 5.05% 0.538%
15 6.225 477 483 490 rBV 1370989 2321451 7.02% 0.748%
16 6.296 490 495 500 rVB 668552 1078819 3.26%  0.348%
17 6.349 500 504 507 rBvV2 240126 391554 1.18% 0.126%
18 6.531 527 535 537 rBV3 1198318 2460003 7.44% 0.793%
19 6.648 551 555 564 rVB4 830482 2019068 6.11% 0.650%
20 6.736 564 570 574 rBV2 679428 1293843 3.91% 0.417%
21 6.824 574 585 590 rBV5 4821437 11201764 33.87% 3.609%
22 6.877 590 594 597 rBv2 902598 1530311 4.63% 0.493%
23 6.930 597 603 609 rVB2 6615224 11192602 33.84% 3.606%
24 6.995 609 614 617 rVB4 309707 505533 1.53% 0.163%
25 7.036 617 621 627 rVB2 1062179 1640686 4.96% ©.529%
26 7.112 627 634 638 rBV3 1583183 3353602 10.14% 1.080%
27 7.171 641 644 649 rVB5 1199067 1982973 6.00% 0.639%
28 7.224 649 653 655 rBv2 336447 506050 1.53% 0.163%
29 7.271 655 661 664 rBV2 3751367 6442918 19.48% 2.076%
30 7.365 673 677 680 rBv2 512194 921509 2.79% 0.297%
31 7.394 680 682 685 rVB2 490795 507555 1.53% 0.164%
32 7.459 685 693 705 rVB 7227141 14966725 45.25% 4.822%
33 7.623 705 721 728 rBV3 2399272 8016131 24.24% 2.583%
34 7.694 728 733 736 rBV2 1466376 2636638 7.97% 0.849%
35 7.741 737 741 746 rVV6 1830905 3911139 11.83% 1.260%

36 7.800 746 751 755 rVV2 4560067 7378923 22.31% 2.377%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc :

ALS Vvial : 65 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-BG110323.MA.M
Title : SVOA CALIBRATION
37 7.835 755 757 760 rVV2 1131483 1295295 3.92% 0.417%
38 7.876 760 764 768 rVB2 2431914 3662177 11.07% 1.180%
39 7.923 768 772 777 rVB2 953462 1387342 4.19% 0.447%
40 7.994 779 784 786 rBV 644260 949761 2.87% 0.306%
41 8.035 786 791 795 rBV4 1468616 2526930 7.64% 0.814%
42 8.082 796 799 803 rBV3 914915 1114123 3.37% 0.359%
43  8.129 803 807 812 rVB4 1052960 1854034 5.61% ©.597%
44  8.240 812 826 828 rBV5 3859707 12169764 36.80%  3.921%
45 8.293 828 835 842 rVB 20130783 33072170 100.00% 10.655%
46 8.370 842 848 857 rVB3 2059857 4473929 13.53% 1.441%
47 8.475 857 866 877 rBV3 8682310 25067043 75.79% 8.076%
48 8.564 877 881 885 rVB 3485105 4278706 12.94% 1.378%
49 8.622 885 891 895 rBV 6226353 10858514 32.83% 3.498%
50 8.728 903 909 912 rBV4 1184731 2281356 6.90% 0.735%
51 8.769 912 916 920 rVB3 1349804 2054878 6.21% 0.662%
52 8.828 920 926 931 rBV4 4706471 7771865 23.50% 2.504%
53 8.893 931 937 946 rVB4 4466825 9457086 28.60% 3.047%
54 8.992 946 954 958 rBV2 2825978 5198300 15.72% 1.675%
55 9.034 958 961 965 rBV3 559157 700232  2.12% 0.226%
56 9.151 976 981 985 rBV 2654521 3937380 11.91% 1.268%
57 9.198 985 989 999 rVB 4385809 9050268 27.37% 2.916%
58 9.274 999 1002 1005 rBV3 238197 308217 ©.93% 0.099%
59 9.316 1006 1009 1012 rBV5 265667 392223 1.19% 0.126%
60 9.457 1018 1033 1040 rBV3 6733466 18426172 55.72% 5.936%
61 9.551 1041 1049 1054 rVV2 2639386 6458762 19.53% 2.081%
62 9.598 1054 1057 1061 rVV5 515293 1012203 3.06% 0.326%
63 9.645 1061 1065 1068 rVV3 921896 1816607 5.49% 0.585%
64 9.692 1069 1073 1080 rVB4 1839918 3715705 11.24% 1.197%
65 9.786 1080 1089 1100 rBV6 1822928 5319411 16.08% 1.714%
66 9.938 1109 1115 1118 rBV4 1364549 2216609 6.70% 0.714%
67 9.980 1118 1122 1128 rVB 1743827 2799387 8.46% 0.902%
68 10.079 1130 1139 1147 rVB5 1233753 3123427 9.44% 1.006%
69 10.168 1147 1154 1159 rBV5 395272 824333 2.49% 0.266%
70 10.256 1159 1169 1177 rVB5 1126420 3136988 9.49% 1.011%
71 10.344 1177 1184 1194 rBV4 1666027 3679403 11.13%  1.185%
72 10.438 1194 1200 1207 rVB6 399540 753561 2.28% 0.243%
73 10.567 1211 1222 1227 rBV 1811740 3216282 9.73% 1.036%
74 10.614 1227 1230 1236 rVB5 236257 432840 1.31% 0.139%
75 10.732 1242 1250 1256 rVB2 363491 735855  2.22%  0.237%

76 10.796 1256 1261 1267 rBV6 295153 775598 2.35% ©.250%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc :

ALS Vvial : 65 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-BG110323.MA.M
Title : SVOA CALIBRATION

77 10.849 1267 1270 1275 rVB 245043 390657 1.18% 0.126%
78 10.973 1287 1291 1295 rBV7 90881 143129 0.43% 0.046%
79 11.072 1305 1308 1313 rBVS5S 77246 119925 0.36% 0.039%
80 11.143 1313 1320 1324 rBV2 151248 297988 0.90% 0.096%
81 11.208 1325 1331 1335 rVV4 163797 336419 1.02% 0.108%
82 11.260 1335 1340 1348 rVB5 331778 702596 2.12% 0.226%
83 11.343 1348 1354 1365 rVB6 217452 573826 1.74% ©0.185%
84 14.369 1863 1869 1876 rBV 440057 652905 1.97% 0.210%
85 14.680 1913 1922 1931 rVB2 447082 728863 2.20%  0.235%
86 14.980 1967 1973 1979 rBV2 262695 426599 1.29% 0.137%
87 15.150 1995 2002 2008 rBvV2 232901 382809 1.16% 0.123%
88 15.967 2134 2141 2148 rBV 578145 883731 2.67% 0.285%
89 16.067 2152 2158 2163 rBV2 188804 293311 0.89% 0.094%
990 17.729 2433 2441 2446 rBV 381151 579690 1.75% 0.187%
91 17.829 2452 2458 2464 rBV 640189 938809 2.84% 0.302%
92 18.546 2573 2580 2584 rBV2 127041 182219 0.55% 0.059%
93 19.792 2788 2792 2799 rVB8 97012 195453 0.59% 0.063%
94 20.097 2838 2844 2851 rBV 846624 1249316 3.78% 0.402%
95 21.871 3142 3146 3152 rVB4 112516 193422 0.58% 0.062%
96 22.060 3172 3178 3185 rVB 399625 702283 2.12% 0.226%
97 23.828 3474 3479 3486 rVB3 185514 371880 1.12% 0.120%
98 25.409 3739 3748 3760 rVB2 387121 1213112 3.67% 0.391%
99 25.667 3782 3792 3803 rVB3 223327 737399 2.23% 0.238%

100 28.170 4207 4218 4233 rVB1o 305111 1248142 3.77% 0.402%

Sum of corrected areas: 310401272
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG059673.D\data.ms
8.293
2e+07
1.5e+07
1e+07 8.475
6.930 7.459
5000000
0 4.8 3528Y AN T 2NED4
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG059673.D\data.ms
2e+07
1.5e+07
1le+07
5000000
. 369.680mm050 1969867 127889 15546 19.782') 21829
L o e e e T L e e L e R B S
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: BG059673.D\data.ms
2e+07
1.5e+07
1e+07
5000000
0 23.828 25.409667 28.170
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 1 (DEL) Alkane: Cyclic5.450 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
5.450 5.22 ng/ul 1166640 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,cis,cis-1-Isobutyl-2,5-dimet... 168 C12H24 1000113-60-0 83
2 Cyclooctane, butyl- 168 C12H24 016538-93-5 83
3 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-30-6 78
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 78
5 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 78

Abundance Scan 351 (5.450 min): BG059673.D\data.ms (-346) (-) m/z 111.10 100.00%

111.1
5000
55.1
R aa A RERaRREEER e
“ ‘ ‘ 5.20 5.40 5.60 5.80
o L 28103437 4484 526. ./, 69.10  82.22%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #43609: cis,cis,cis-1-Isobutyl-2,5-dimethylcyclohexane
69.0
5000 LA L B R IR B
5.20 5.40 5.60 5.80
m/z 55.10 29.16%
168.0
O\\u\‘\{‘ll\“‘”\ul\”’ \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
R ARERamERESS
5.20 5.40 5.60 5.80
5000 m/z 41.10 25.81%
]
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20773: Cyclohexane, 1-ethyl-1,4-dimethyl-, cis- R RAREEEE R
69.0 5.20 5.40 5.60 5.80
m/z 83.10 15.89%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
5.591 2.20 ng/ul 492369 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 58
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 53
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 53
5 Nonane, 5-methyl- 142 C1eH22 015869-85-9 50
Abundance Scan 375 (5.591 min): BG059673.D\data.ms (-366) (-) m/z 85.10 100.00%
85.1
5000
3117 5.20 5.40 5.60 5.80 6.00

of bl ] 1385 2054 S1l7 8000 nm/z 43.10  84.68%

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

Abundance #14554: Heptane, 2,3-dimethyl-

43.0
5000 D L LB B
5.20 5.40 5.60 5.80 6.00
m/z 84.10 84.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
RRaE AR e
5.20 5.40 5.60 5.80 6.00
5000 m/z 41.10 80.00%
0 128.0
T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8627: Hexane, 3-ethyl- BEEaEEEE T R
43.0 5.20 5.40 5.60 5.80 6.00
m/z 71.10 50.21%
5000
o illlise
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 (DEL) Alkane: Cyclic5.685 Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
5.685 6.13 ng/ul 1370890 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 46
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 46
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 46
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 43
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 42

Abundance Scan 391 (5.685 min): BG059673.D\data.ms (-385) (-) m/z 69.05 100.00%
69.0

5000

J 12% 2 o4t 5.40 5.60 5.80 6.00
; |
SR 1970 2689 3716 4588 543! m/z 111.10  98.56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
111.0 /L

o

5000 UL L B I B LI L
5.40 5.60 5.80 6.00
4L m/z 41.10 84.21%
OJ} \i\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
e R AR A o
5.40 5.60 5.80 6.00
5000 m/z 55.10 64.43%
127.0
L

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

Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. Vo
111.0 5.40 5.60 5.80 6.00

m/z 70.10 53.57%

5000 41.

. il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
5.820  6.60 ng/ul 1477238  1,4-Dichlorobenzene-ds  8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl- 128 oo 615869-80-4 68

2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 64
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 64
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 62
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
Abundance Scan 414 (5.820 min): BG059673.D\data.ms (-401) (-) m/z 57.10 100.00%
57.1
5000
H ‘ |128 5 5.40 5.60 5.80 6.00 6.20
oAl 5202 194.1 2786 3523 4657 540- /7 41.10  62.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14527: Heptane, 3-ethyl-
57.0
5000 (LR R R R R R
5.40 5.60 5.80 6.00 6.20
m/z 98.10 31.25%
L 2o
O\\\\‘J\\\‘\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
5.40 5.60 5.80 6.00 6.20
5000 ITI/Z 56.10 29.07%
0 142.0
e AR B e R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45491: Undecane, 6-methyl- e A REERRRR RS
57.0 5.40 5.60 5.80 6.00 6.20
m/z 39.10 25.86%
5000
ou‘hlllm-o”"-o,,, RLTAYAVA VA
m/z--> 50 100 150 200 250 300 350 400 450 500 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65

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-BG110323.MA.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 5

(DEL) Alkane: Cyclic6.072

Concentration Rank 56

R.T. EstConc Area Relative to ISTD R.T.

6.072 2.53 ng/ul 566916 1,4-Dichlorobenzene-d4 8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 81
2 Cyclohexane, 1,2,4-trimethyl-, (. 126 C9H18 007667-60-9 81
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 80
4 Cyclohexane, 1,2,3-trimethyl-, (. 126 C9H18 001678-81-5 64
5 Cyclohexane, 1,3,5-trimethyl-, (. 126 C9H18 001795-27-3 64

Abundance Scan 4
69.

5000

‘W

|

o

57 (6.072 min): BG059673.D\data.ms (-452) (-)
1

126.2
\J}‘ | |‘ 217.6 300.9 365.9 456.5514.7
hid

m/z--> 0 50

100 150 200 250 300 350 400 450 500

.0

#13252: Cyclohexane, 1,1,2-trimethyl-

126.0

‘1’ | ‘

100 150 200 250 300 350 400 450 500

.0

126.0

Abundance
69
5000
0 T ‘ J
m/z--> 0 50
Abundance
69
5000
Ol rrr

m/z--> 0 50

100 150 200 250 300 350 400 450 500

Abundance
69

5000

.0

#13246: Cyclohexane, 1,2,4-trimethyl-

126.0

ml | |4

m/z 69.10 100.00%

5.80 6.00 6.20 6.40

m/z 111.10 71.67%

5.80 6.00 6.20 6.40

m/z 55.10 60.65%

5.80 6.00 6.20 6.40

m/z 41.10 48.52%

3|

5.80 6.00 6.20 6.40

m/z 70.10  32.56%

ol L1l
mlz--> 0 50

100 150 200 250 300 350 400 450 500

5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 (DEL) Alkane: Cyclic6.137 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
6.137 7.47 ng/ul 1671480 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 81
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 68
3 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 49
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 46
5 Cycloheptanol, 2-methylene 126 C8H140 016240-38-3 30
Abundance Scan 468 (6.137 min): BG059673.D\data.ms (-462) (-) m/z 69.10 100.00%
69.1
125.1
5000
R A RERERamEna
“ | ‘ 5.80 6.00 6.20 6.40
ol LML L 216328163438 5200 .., 831  ge.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13270: Cyclopentane, (2-methylpropyl)-
41.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.80 6.00 6.20 6.40
m/z 125.05 72.82%
‘ ‘111.0
0‘\\\‘”\\\"\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69.0 1250
R EERRRRL
5.80 6.00 6.20 6.40
5000 m/z 55.10 59.52%
014.0
A o e R R o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13240: 2,2-Dimethyl-3-heptene trans R A EEmamEs Lo
69.0 5.80 6.00 6.20 6.40
m/z 41.10 55.21%
5000
126 0 ]\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
6.225 10.38 ng/ul 2321450 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 59
2 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 59
3 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 59
4 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 53
5 Furan, 2,3-dihydro-4-(1-methylpr... 126 C8H140 034379-54-9 53
Abundance Scan 483 (6.225 min): BG059673.D\data.ms (-477) (-) m/z 97.10 100.00%
97.1
5000 AJ\/k
3. LB B B B B B
‘ l 6.00 6.20 6.40 6.60
ol L 1L, 2094 35254138 | 8295 .. 55 19 47.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7626: Z-3,4,4-Trimethyl-2-pentene
97.0
5000 L B I L I LA B
6.00 6.20 6.40 6.60
eﬁ.( m/z 69.85  36.14%
O‘\‘\H\L\‘A\J\‘ﬂ\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
97.0
R e s
6.00 6.20 6.40 6.60
5000 m/z 41.10 27.23%
27.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13233: 2-Hexene, 3,4,4-trimethyl-  AREamaaEE
97.0 6.00 6.20 6.40 6.60
m/z 39.10 17.92%
5000
27.
O\Hhh‘“ R EARERRN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Cyclic6.296 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
6.296 4.82 ng/ul 1078820 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 72
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 72
3 Succinic acid, cyclohexylmethyl ... 310 C18H3004 1000391-41-3 64
4 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 64
5 Furan, 2,3-dihydro-4-(1-methylpr... 126 C8H140 034379-54-9 64

Abundance Scan 495 (6.296 min): BG059673.D\data.ms (-490) (-) m/z 97.10 100.00%

97.1
5000 *J\N
B RAmmREmEAEE
39" ‘ ‘ l 6.00 6.20 6.40 6.60
Olrrbddi ] 115982215 288.8350.3408.7 4815 ' y/; 55,10 44.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
5000 LB L B I BB LR
6.00 6.20 6.40 6.60
m/z 96.10  28.23%
Wil
0‘\\”\\\““\\\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
97.0
6.00 6.20 6.40 6.60
5000 m/z 41.10 19.12%
39.0
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #211912: Succinic acid, cyclohexylmethyl 1-cyclopentylet PO
97.0 6.00 6.20 6.40 6.60

m/z 39.10 16.25%

5000

-

T
39.
0“"ﬂ"‘\\““lu“uu‘mWHWm“m‘mwuu‘mw R R o e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Cyclic6.531 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
6.531 11.00 ng/ul 2460000 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 47
2 5-Nonanol, pentafluoropropionate 290 C12H19F502 1000463-47-9 47
3 Cyclopentane, 1-methyl-2-propyl- 126 CO9H18 003728-57-2 38
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 38
5 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 38

Abundance Scan 535 (6.531 min): BG059673.D\data.ms (-527) (-) m/z 69.05 100.00%

69.0
125.2
5000
S AARERREREEEE R
‘ ‘ ‘ 6.20 6.40 6.60 6.80
o Lidll | 1906 2789 3914 4715 ./, 4105 83.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69.0
125.0
5000 L L B I BRI B R
6.20 6.40 6.60 6.80
m/z 125.20 72.84%
01‘-4.\?‘\“”\“”\‘\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
6.20 6.40 6.60 6.80
5000 m/z 55.10 59.13%
126.0
0 203.0
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13272: Cyclopentane, 1-methyl-2-propyl- S REERaEaEEE R
55.0 6.20 6.40 6.60 6.80
m/z 57.05 53.29%
5000
| “ Il
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
6.648 9.03 ng/ul 2019070 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
3 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 52
4 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 50
5 Trichloroacetic acid 3-methylbut... 232 C7H11C1302 057392-55-9 47
Abundance Scan 555 (6.648 min): BG059673.D\data.ms (-551) (-) m/z 41.10 100.00%
41.1

- M

99.1 M

} | ‘ 6.40 6.60 6.80 7.00

bl by 1908252.3312.6 4015 4905 nm/z s7.10  75.17%

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

Abundance #4465: Hexane, 3-methyl-

43.0
5000 L L L I I LB B
6.40 6.60 6.80 7.00
m/z 71.10 74.93%
O‘\\‘\"\\\\pi]_\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
R R ARERR
6.40 6.60 6.80 7.00
5000 m/z 70.10 70.63%
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7538: 1-Heptene, 4-methyl- e
43.0 6.40 6.60 6.80 7.00
m/z 43.10 66.63%
5000
0 “ J‘ 112.0
‘H‘“H‘M‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 2-Ethylbutyric acid, 2-hexy... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
6.736 5.78 ng/ul 1293840 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylbutyric acid, 2-hexyl ester 200 C12H2402 1000370-63-9 64
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 55
3 Ethyl amylketone 128 C8H160 020616-93-7 50
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 47
5 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 47

Abundance Scan 570 (6.736 min): BG059673.D\data.ms (-564) (-) m/z 41.10 100.00%

41.1
99.0
5000
e AR RRAS a R RE
6.40 6.60 6.80 7.00
Ol bl 1| 1551 223.2 2958 3814 4850 = /7 71.10  97.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75797: 2-Ethylbutyric acid, 2-hexyl ester
43.0 99.0
5000 N N R R R R
6.40 6.60 6.80 7.00
m/z 57.10 90.64%
O‘\\i‘\‘\‘"‘l\‘\l\"\‘\‘\\\‘]‘-\7\2\-\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R EamaE el
6.40 6.60 6.80 7.00
5000 m/z 43.10 87.16%
0 155'0211.0 296.0
R e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14297: Ethyl amylketone
57.0 6.40 6.60 6.80 7.00
m/z 99.05 53.60%
5000
128.0
0l ,“‘m‘W‘H‘HH_M_m‘uH_m‘mwm‘m T A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.824 50.08 ng/ul 11201800 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 87
2 6-Methyl-2-heptanol, 2-methylpro... 200 C12H2402 1000447-36-7 59
3 Octane, 3,3-dimethyl- 142 C1leH22 004110-44-5 59
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59
5 Octane, 4-bromo- 192 C8H17Br 000999-06-4 59

Abundance Scan 585 (6.824 min): BG059673.D\data.ms (-574) (-) m/z 71.10 100.00%

71.1
5000
‘ I {142 , 6.60 6.80 7.00 7.20
ol Lhbly B422 2218 3193 4543 5297 ... 4110  81.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22107: Octane, 2,6-dimethyl-
57.0
5000 LB L B IR R
6.60 6.80 7.00 7.20
m/z 57.10 79.09%
O‘\\”\H‘J\‘\\Jl\‘\(]\-\4\2‘.\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
71.0
R BN REEEE S e
6.60 6.80 7.00 7.20
5000 m/z 43.10 44 .73%
0 156.0
T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22097: Octane, 3,3-dimethyl-
71.0 6.60 6.80 7.00 7.20
m/z 56.10 34.14%
5000
014-“!1&8-0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20

SFAM-EPA-BG110323.MA.M Tue Nov 07 01:47:50 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
6.877 6.84 ng/ul 1530310 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,3,6-trimethyl- 184 C13H28 062338-14-1 64
2 Undecane, 3,3-dimethyl- 184 C13H28 017312-65-1 64
3 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 64
4 Isobutyl isopentyl carbonate 188 C10H2003 1000372-76-3 59
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 59

Abundance Scan 594 (6.877 min): BG059673.D\data.ms (-590) (-) m/z 71.10 100.00%

71.1
5000
| 1401 6.60 6.80 7.00 7.20
ob bl HAOL 2481 3224 4497 531 .., 4110 65.14%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #59099: Decane, 3,3,6-trimethyl-
71.0
5000 LB L B I B LA LR
6.60 6.80 7.00 7.20
m/z 70.10 52.53%
“ | ‘ | 155.0
0\\\\‘\‘\ \\‘\J\\\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
71.0
A AAERAaEEE
6.60 6.80 7.00 7.20
5000 m/z 55.10 52.45%
155.0
O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14548: Heptane, 3,3-dimethyl- R RARaEEE
71.0 6.60 6.80 7.00 7.20
m/z 57.10 51.57%
- /\ij\fkj\w\//k/kf
0}. ’ VA AVAVILAR St
m/z--> 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 Cycloheptanone, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.930 50.03 ng/ul 11192600 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptanone, 2-methyl- 126 C8H140 000932-56-9 70
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 58
3 Furan, 2,5-dihydro-2,5-dimethyl- 98 C6H100 059242-27-2 58
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 58
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 58
Abundance Scan 603 (6.930 min): BG059673.D\data.ms (-597) (-) m/z 83.10 100.00%
83.1 H
5000
‘ » 11 6.60 6.80 7.00 7.20

ob-Addlli 222 2351 3346 4656 535. /7 41.10  83.32%

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

Abundance #13032: Cycloheptanone, 2-methyl-

55.0
2000 6.606.80 7.00 7.20
126.0 - : : :
’ m/z 55.10 76.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
T
6.60 6.80 7.00 7.20
5000 m/z 82.10 62.89%
r7.0
ot b e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3680: Furan, 2,5-dihydro-2,5-dimethyl-
83.0 6.60 6.80 7.00 7.20
m/z 57.10 56.27%
) /\JKJ\ij\Vp/N/kJV
o”“”',,
m/z--> 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
6.995 2.26 ng/ul 505533  1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 41
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 38
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 38
4 3-Ethyl-4-octene 140 C10H20 019781-32-9 38
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 38
Abundance Scan 614 (6.995 min): BG059673.D\data.ms (-609) (-) m/z 69.10 100.00%
69.1
- MMW\/\
FOTT T
I, 1%‘5'1 r090 6.60 6.80 7.00 7.20 7.40
ol M L[| 2000 2890 3687 4981 ., 79.10 74.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1702: 2-Pentene, 3-methyl-, (2)-
41.0
5000 (R R B B W
6.60 6.80 7.00 7.20 7.40
‘ m/z 55.18  59.88%
O‘\J\‘\ “\"\H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
41.0
N R
6.60 6.80 7.00 7.20 7.40
5000 m/z 41.10 57.82%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1700: 2-Pentene, 3-methyl-, (E)- o ARAAREEaE
41.0 6.60 6.80 7.00 7.20 7.40
m/z 84.10 41.44%
h M
0 ‘“ “\"“m‘uwmwm_m_m_m_m_m_ R A R e aea
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample 1 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 16 (DEL) Alkane: Cyclic7.036 Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
7.036 7.33 ng/ul 1640690 1,4-Dichlorobenzene-d4 8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 80
2 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 74

3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 70
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 59
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 59
Abundance Scan 621 (7.036 min): BG059673.D\data.ms (-617) (-) m/z 69.10 100.00%
69.1
- M
R RERRERERE
M } 140.2 6.80 7.00 7.20 7.40
ob AL | 2053 280.8 4313 S4Ll ;13119 67.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
5000 L L B LI B B
6.80 7.00 7.20 7.40
m/z 55.10 48.78%
H‘ 140.0
O‘\\‘\‘\‘l\ JHJ‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
R EEEmRaR SR L
6.80 7.00 7.20 7.40
5000 m/z 41.10 45.87%
140.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7604: 1-Hexene, 3,3-dimethyl- R BEEanEE T
69.0 6.80 7.00 7.20 7.40
m/z 70.10 34.27%
- M
ol “U‘Jm‘H‘Wm‘mWm_m_m‘m‘_m‘ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 1-(1-Methylethyl)cyclohexan... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
7.112  14.99 ng/ul 3353600 1,4-Dichlorobenzene-d4 8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-Methylethyl)cyclohexanemeth... 156 C1@H200 041417-68-9 53
2 Cyclohexane, 1,1'-(1-methylethyl... 208 C15H28 054934-90-6 47
3 Cyclohexanecarboxylic acid, 4-pr... 271 C17H21NO2 062439-33-2 43

4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 42
5 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 38

Abundance Scan 634 (7.112 min): BG059673.D\data.ms (-627) (-) m/z 69.10 100.00%

69.1
125.1
5000
T
“H “ ‘ ‘ ‘ 6.80 7.00 7.20 7.40
orLURILLL, 2638 34194019 503 ., 175.19 75.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #32973: 1-(1-Methylethyl)cyclohexanemethanol

T M]L
5000 41 T T T[T rrrrprorry|
6.80 7.00 7.20 7.40
m/z 95.10  71.50%
0 “\‘\M‘I\L\h\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
125.0
A e
6.80 7.00 7.20 7.40
5000 m/z 81.10 68.67%
0 192.0
T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #162347: Cyclohexanecarboxylic acid, 4-propyl-, 4-cyang T T T
69.0 125.0 6.80 7.00 7.20 7.40

m/z 55.10 63.30%

5000

=

Olapuh“‘27Lo AR AARE AR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 Piperidine, 1-methyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
7.171 8.86 ng/ul 19829760 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Piperidine, 1-methyl- 99 C6H13N 000626-67-5 72
2 4-Hydroxy-3,5,5-trimethylcyclohe... 154 C9H1402 014203-59-9 53
3 2-0xo0-1-pyrrolidinepropionitrile 138 C7H1ON20 007663-76-5 50
4 Methylamine, N-(1-ethylpentylide... 127 C8H17N 018641-73-1 42
5 4-Pyranone, 2,3-dihydro- 98 C5H602 084302-42-1 42
Abundance Scan 644 (7.171 min): BG059673.D\data.ms (-641) (-) m/z 57.10 100.00%
57.1
5000 A
‘ h 1952 350.9 6.80 7.00 7.20 7.40
o WIS 183.8239.7296.1 36094202 4908 ./, 9g 19  85.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3979: Piperidine, 1-methyl-
43.0 98.0
5000
6.80 7.00 7.20 7.40
} m/z 41.10 76.40%
O‘\\\ ““”\“\\”\\1 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
98.0
A A EARE AR o
6.80 7.00 7.20 7.40
m/z 43.10  65.26%
50001 410 /
0 154.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19788: 2-Oxo-1-pyrrolidinepropionitrile R e R o
98.0 6.80 7.00 7.20 7.40
m/z 70.10  48.58%
5000
41.0
O‘HLLW(ﬂq“m“H"H“_“w“u“u“u“_“w“ P S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
7.224  2.26 ng/ul 506656 1,4-Dichlorobenzene-dd  8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, s-methyl- 142 cle2 615869-85-9 83

2 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 78
3 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64
4 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 59
5 Oxalic acid, hexyl isohexyl ester 258 C14H2604 1010309-33-0 53
Abundance Scan 653 (7.224 min): BG059673.D\data.ms (-649) (-) m/z 85.10 100.00%
85.1
- M
R
” ‘ 100 7.00 7.20 7.40 7.60
ol AlL] 1400 21502701 3871 506. .. g4 16 63.57%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22079: Nonane, 5-methyl-
43.0
5000 LR L AL IR R
7.00 7.20 7.40 7.60
m/z 43.10 50.36%
[al g, 1a20
O \\‘\’\‘\\‘\“\‘\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
T e
7.00 7.20 7.40 7.60
5000 ITI/Z 41.10 48.33%
0 99.0
e R W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22121: Heptane, 3,4,5-trimethyl- e
43.0 7.00 7.20 7.40 7.60
m/z 57.10 25.48%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
7.271 28.80 ng/ul 6442926 1,4-Dichlorobenzene-dd  8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 cle2 617301-94-9 80

2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 53
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 50
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50
Abundance Scan 661 (7.271 min): BG059673.D\data.ms (-655) (-) m/z 57.10 100.00%
57.1
- /kjkw\//\/\J\/\\¢Aw/\
EEEAEEEE S
‘ l 25.2 7.00 7.20 7.40 7.60
ol bbbl 2671 3646 4388 5260/ 41.10  86.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22083: Nonane, 4-methyl-
57.0
5000 L B R B L BN LR
7.00 7.20 7.40 7.60
m/z 71.10 81.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
R ARABaEER SRR
7.00 7.20 7.40 7.60
5000 m/z 70.10 75.89%
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14575: Hexane, 3,3,4-trimethyl- R ARERRRES EEE
43.0 7.00 7.20 7.40 7.60
m/z 43.10 65.96%
5000
\ 99.0
N SOVA RVVANIV)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
7.365 4.12 ng/ul 921509 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl- 142 C1eH22 005881-17-4 59
2 Sulfurous acid, octadecyl 2-pent... 404 C23H4803S 1000309-16-6 47
3 Sulfurous acid, 2-pentyl tridecy... 334 C18H3803S 1000309-16-2 47
4 Decane, 2,8,8-trimethyl- 184 C13H28 1000060-81-2 43
5 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 43

Abundance Scan 677 (7.365 min): BG059673.D\data.ms (-673) (-) m/z 71.10 100.00%

71.1

.

5000
ISOZAVAVAVR gAY
‘ ‘ ‘ 7.00 7.20 7.40 7.60
O MM ASTS 245130313643 4543 S534. .., 41,10 47.41%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22073: Octane, 3-ethyl-
71.0
5000 L S LRI B I BN B

7.00 7.20 7.40 7.60

m/z 43.10 40.78%
014.M“ 142.0
’\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
71.0
e S RRARRAREEE RS LR
7.00 7.20 7.40 7.60
5000 m/z 57.10 40.61%
1410 2530
O b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #241462: Sulfurous acid, 2-pentyl tridecyl ester AR RRARE N RRE
71.0 7.00 7.20 7.40 7.60

m/z 112.10  31.24%

5000

183.0

AL h”ﬂu\ |

o bbb bbb DALBILAR SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Cyclic7.394 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
7.394 2.27 ng/ul 507555 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 49
2 1,1'-Bicyclooctyl 222 C16H30 006708-17-4 40
3 Cyclooctanemethanol 142 C9H180 003637-63-6 40
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 38
5 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 37
Abundance Scan 682 (7.394 min): BG059673.D\data.ms (-680) (-) m/z 111.10 100.00%
1111
- M
551 R T
| “‘ | 1674 2508 7.00 7.20 7.40 7.60 7.80
ol | 1874 2508 3328 41004675 ./, 69,10  97.80%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl-
69.0
5000 DL B LA B N
7.00 7.20 7.40 7.60 7.80
m/z 95.10 60.11%
140.0
O \“\‘\“"\‘ \“I\l‘U\‘\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
T
7.00 7.20 7.40 7.60 7.80
5000 m/z 67.10 28.74%
0 207.0
A maa R o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #23004: Cyclooctanemethanol R AL ama R E
69.0 7.00 7.20 7.40 7.60 7.80
m/z 79.10 24.26%
h M/\MN
omeLﬁl-o‘
m/z--> 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Cyclic7.623 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.623  35.83 ng/ul 8016130 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 49
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 47
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 38
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 35
5 2-Ethyl-1-pyrroline 97 C6H11IN 1000422-81-4 35
Abundance Scan 721 (7.623 min): BG059673.D\data.ms (-705) (-) m/z 97.10 100.00%
97.1

5000

=

39.1
R
‘” { 7.40 7.60 7.80 8.00
Il | 1pa.8 233.4 356.2 4657 538. . 5519 94.34%

rree i e S S P e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55.0

o

=

5000 LN B B BB
7.40 7.60 7.80 8.00
m/z 69.10 83.09%
HM 1220
O‘\\\}“\‘\H\‘\‘\\‘\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
97.0
R Rmam AR e
7.40 7.60 7.80 8.00
5000 ITI/Z 41.10 77 .83%
29.0
o~
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7617: Cyclohexane, 1,1-dimethyl- A RRmamma
97.0 7.40 7.60 7.80 8.00
m/z 81.10 51.91%
5000
27.
o_MMMMm"HH‘mw‘H‘mWm_m_m_m‘ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Cyclic7.800 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.800 32.99 ng/ul 7378920 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 49
2 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 47
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 43
4 Bis(2-isopropyl-5-methylcyclohex... 372 C21H4103P 1000510-36-7 43
5 4-Methylcyclohexaneacetic acid (... 156 C9H1602 1000453-59-3 43

Abundance Scan 751 (7.800 min): BG059673.D\data.ms (-746) (-) m/z 97.10 100.00%

97.1

8

500071 41.
R e
‘ | ” } Jﬂ 7.40 7.60 7.80 8.00 8.20
ol y 155-1208.1 267.1 3707 4501 ' n/z 55.18  60.63%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
55.0
5000 DL B NLALELEL B N
7.40 7.60 7.80 8.00 8.20
m/z 83.10 45.69%
‘ \ ‘ 140.0
O‘\\U\N“‘\h\\M\‘\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
97.0
e ALAREEas R
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.10 44 ,30%
41.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #20782: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- Foer T T
55.0 7.40 7.60 7.80 8.00 8.20

m/z 69.10 42.98%

5000

3

140.0
\’ i h\ ‘\

‘H |

o e o S
miz--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00 8.20
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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\BG110423\

BGO59673.D
6 Nov 2023 3:52
: MA/JU
: 04948-04
: 65  Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
: SVOA CALIBRATION

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 54
R.T. EstConc Area Relative to ISTD R.T.
7.994  4.25 ng/ul 949761 1,4-Dichlorobenzene-dd  8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, d-ethyl-2,3-dimethyl- 148 CloWe 1600149-19-7 72

062238-31-7 64
343270-50-8 59
007058-05-1 59

2 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20
3 2-(Butyliden-2-one)tetrahydrofuran 140 C8H1202
4 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20

5 Cyclooctyl bromide 190 C8H15Br 001556-09-8 56
Abundance Scan 784 (7.994 min): BG059673.D\data.ms (-779) (-) m/z 69.10 100.00%
69.1
R R RRE
l 140.2 7.60 7.80 8.00 8.20 8.40
ol ML) | 2801 3333 4023 466.9 1711116 71.19%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #20741: 2-Hexene, 4-ethyl-2,3-dimethyl-
69.0
5000 | B AL B
7.60 7.80 8.00 8.20 8.40
H\ 140.0 m/z 67.10 35.30%
O\\\\“‘“\l‘”\ll\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
R R RRRRE
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 29.23%
0 125.0
R R R RS RS R RS R s E R R R N R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #21244: 2-(Butyliden-2-one)tetrahydrofuran A RmEREEE TR S,
111.0 7.60 7.80 8.00 8.20 8.40
m/z 68.10 17.77%
5000
29.0
I — S
m/z--> 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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: Cyclic8.035 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
8.035 11.30 ng/ul 2526930 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 58
2 Methoxyacetic acid, 1-cyclopenty... 186 C10H1803 1000282-69-5 50
3 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 47
4 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 47
5 1-Methyl-3-piperidinamine, N-tri... 198 C11H22N20 1344070-46-7 47

Abundance Scan 791 (8.035 min): BG059673.D\data.ms (-786) (-) m/z 97.10 100.00%

97.1
5000
41.
R e
‘ | ' 7.80 8.00 8.20 8.40
ol Ll . 2024 2088 3880 4600 ./, g1.10 47.90%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20743: Cyclohexane, 1-methyl-2-propyl-
97.0
5000 LB B L I LN L
41. 7.80 8.00 8.20 8.40
m/z 55.10 44.79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
97.0
 AAREREESEEEE R
45.0 7.80 8.00 8.20 8.40
5000 m/z 67.10 36.54%
ol b e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #294050: Sulfurous acid, cyclohexylmethyl pentadecyl es AR R R
97.0 7.80 8.00 8.20 8.40
m/z 41.10 31.89%
5000
43.
obebddpl asso2t0 e UL
m/z--> 50 100 150 200 250 300 350 400 450 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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: Cyclic8.082 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
8.082 4.98 ng/ul 1114120 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (1-methylbutyl)- 140 C1eH20 004737-43-3 50
2 5-Octen-4-one, 7-methyl- 140 C9H160 032064-78-1 49
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 47
4 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 43
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43

Abundance Scan 799 (8.082 min): BG059673.D\data.ms (-796) (-) m/z 97.10 100.00%

97.1
411
5000
R AR
\ “ 7.80 8.00 8.20 8.40
o dlhil dBad 2620 3424 43684964 /7 55.10  56.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20728: Cyclopentane, (1-methylbutyl)-
55.0
5000 UL L B I L L I L
7.80 8.00 8.20 8.40
m/z 41.10 55.15%
M ,‘ { ‘:L'O\
0‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
97.0
A RRRNEEE T
7.80 8.00 8.20 8.40
so00| 10 m/z 71.10 50.75%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7618: Cyclohexane, 1,1-dimethyl- TR
97.0 7.80 8.00 8.20 8.40
m/z 43.10 41.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40

SFAM-EPA-BG110323.MA.M Tue Nov 07 01:48:05 2023 Page: 31



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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: Cyclic8.129 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
8.129 8.29 ng/ul 1854030 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 43
2 3,4-Diethyl-3-hexene 140 C10H20 000868-46-2 43
3 3,4-Diethyl-2-hexene 140 C10H20 1000113-54-8 43
4 3-Ethyl-4-octene 140 C10H20 019781-32-9 43
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 43

Abundance Scan 807 (8.129 min): BG059673.D\data.ms (-803) (-) m/z 69.10 100.00%

69.1
5000 139.0 W
e EmasmmmESEEE
l ‘ 7.80 8.00 8.20 8.40
o tdliL | 10612561 3894 889 .. g31p 7105y
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43584: Cyclooctane, 1-methyl-3-propyl-
69.0
5000 L L R IR R
7.80 8.00 8.20 8.40
m/z 139.00 46.38%
‘ ‘ 126.0
O‘\\‘\J\‘I\‘\I\‘l‘\l\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
7.80 8.00 8.20 8.40
5000 m/z 41.10 33.51%
140.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20682: 3,4-Diethyl-2-hexene e AR RaEaaEE
69.0 7.80 8.00 8.20 8.40
m/z 55.10 32.21%
5000
‘ l14o.o
0"‘”‘L‘H'HJ'%“"mwm‘mwuu‘uH“m“m‘mwuw T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.240 54.40 ng/ul 12169800 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 20
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 18
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 18
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 15
5 Benzene, (1-bromoethyl)- 184 C8H9Br 000585-71-7 14
Abundance Scan 826 (8.240 min): BG059673.D\data.ms (-812) (-) m/z 105.10 100.00%
105.1
5000 41.1
AR B
| MI !
ol dilhllly 1608 22882879 39204504504, ./, 41,10 46.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17044: Benzene, (1-methylpropyl)-
105.0
5000 LB B L L I BN B
8.00 8.20 8.40 8.60
m/z 69.10 40.75%
51.0 H ’
O‘\\“J\L‘L\”\‘\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105.0
A RRmEaE AR
8.00 8.20 8.40 8.60
5000 m/z 81.10 40.05%
51.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl- R R RN
105.0 8.00 8.20 8.40 8.60

m/z 71.10  39.55%

5000

=

51.0 H
|

o_“\‘wlwu‘wm‘wuH_m_m_m_m_m_mw R R A A RARRR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60

SFAM-EPA-BG110323.MA.M Tue Nov 07 01:48:07 2023 Page: 33



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 n-Butyric acid 2-ethylhexyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.293 147.84 ng/ul 33072200 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Butyric acid 2-ethylhexyl ester 200 C12H2402 025415-84-3 72
2 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 53
3 3-Bromooctane 192 C8H17Br 000999-64-4 52
4 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 52
5 Decane, 2-methyl- 156 C11H24 006975-98-0 46
Abundance Scan 835 (8.293 min): BG059673.D\data.ms (-828) (-) m/z 71.15 100.00%
71.2
e EANEREREE
‘ “141 R 8.00 8.20 8.40 8.60
Oprr kbl (132104.3 2576 3316 4282 498. .7 43,15  72.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75795: n-Butyric acid 2-ethylhexyl ester
71.0
5000 LB L B L B B
8.00 8.20 8.40 8.60
m/z 57.10 66.71%
O‘H\‘ “J“\I\“H\“l\lz\zl\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
71.0
R A ARE AR A
8.00 8.20 8.40 8.60
5000 m/z 41.10 60.08%
0 14.0 127.0
R R B A RmmaE R o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67274: 3-Bromooctane e ARBAREEEEE SRR
57.0 8.00 8.20 8.40 8.60
m/z 70.10 51.89%
5000
1 ‘ 113.0
o e b e e A R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.475 112.06 ng/ul 25067000 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 866 (8.475 min): BG059673.D\data.ms (-857) (-) m/z 105.05 100.00%
105.1
5000 /\
R A RMEEEEE
39.1 h ‘ 8.20 8.40 8.60 8.80
O kil 1610 249.3 313.9 3862 4489 /7 17910  37.10%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 L L L BN AL
8.20 8.40 8.60 8.80
m/z 77.10 18.24%
39.0
O‘\\“\‘\‘il‘\”\“\\“J\“\‘\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
105.0
AR BE R
8.20 8.40 8.60 8.80
5000 m/z 91.10 18.16%
39.0
0 e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10692: Mesitylene e A Raray R
105.0 8.20 8.40 8.60 8.80
m/z 79.10 12.91%
5000
51.0
m/z--> 0 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.564 19.13 ng/ul 4278710 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 47
3 Decane, 3-methyl- 156 C11H24 013151-34-3 43
4 .alpha.-[5-Methyl-2,3,4,5-tetrah... 159 C7H13NO3 1000214-63-8 38
5 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 38

Abundance Scan 881 (8.564 min): BG059673.D\data.ms (-877) (-) m/z 71.10 100.00%

71.1

-

5000
127.2
‘ ‘ 8.20 8.40 8.60 8.80
0l p“‘ MM““‘2‘27-‘?“”%?‘1‘-4‘“““449‘-‘3”‘52:?-5 m/z 57.10  96.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 L L B B B B R I
8.20 8.40 8.60 8.80
m/z 41.10  95.84%
‘ 127.0
O‘\\‘\\\‘\‘\‘\\l‘\\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
TS
8.20 8.40 8.60 8.80
5000 m/z 85.10 78.16%
155.0
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33085: Decane, 3-methyl- L e RRAEE AR
57.0 8.20 8.40 8.60 8.80
m/z 55.10 46.28%
5000
H 126.0
O‘HH‘J‘\“\"‘Hlu‘\m‘\m‘\m‘\m‘\m‘\m‘\m‘uu R RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 33 (DEL) Alkane: Cyclic8.622 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.622 48.54 ng/ul 10858500 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 72
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 72
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 72
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 72
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
Abundance Scan 891 (8.622 min): BG059673.D\data.ms (-885) (-) m/z 83.10 100.00%

N

5000
G T T
\ ’ 140.2 8.40 8.60 8.80 9.00
ol dlddi, | 2278 3054 37924304 1 gy 10 63.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
5000 LB B L B B R B B
8.40 8.60 8.80 9.00
m/z 55.10 58.03%
1] 200
O \\\l’\\l\‘\“‘\\\L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
83.0
G
8.40 8.60 8.80 9.00
5000 m/z 41.10 43.46%
29.0 140.0
0 e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20675: Cyclohexane, butyl- R RaEEEEEEE
83.0 8.40 8.60 8.80 9.00
m/z 67.10 31.02%
5000
29#) 140.0
0 H”‘l',“‘#m_m‘mWm_m_‘H_m,mwm S G
m/z--> 0 50 100 150 200 250 300 350 400 450 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 unknown-02 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
8.728 10.20 ng/ul 2281360 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 41
2 2,3-Dimethyldecane 170 C12H26 017312-44-6 38
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 35
4 Succinic acid, 2-methylpent-3-yl... 286 C15H2605 1010390-71-5 27
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 25

Abundance Scan 909 (8.728 min): BG059673.D\data.ms (-903) (-) m/z 71.10 100.00%

71.1

-

5000
126.1 S ARREREaSE R
H 8.40 8.60 8.80 9.00
0 fip 1931 2691 3444 4237 5134 sz a1.10  77.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 LB L B I I L R |
8.40 8.60 8.80 9.00
51.0 m/z 85.05 72.85%
O \\“\J\“‘\“\"‘l\l\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
R A RARREEEE T e
8.40 8.60 8.80 9.00
5000 m/z 117.10 64.96%
126.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59030: Nonane, 5-butyl-
71.0 8.40 8.60 8.80 9.00
m/z 43.10 57.64%
5000
126.0
ol Ll | 1840
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 35 unknown-03 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
8.769 9.19 ng/ul 2054880 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dihydroxy-3,4-dimethylpyridine 139 C7H9NO2 084540-47-6 30
2 1-Azabicyclo[2.2.2]octan-3-one 125 C7H11NO 003731-38-2 30
3 1,1'-Bicyclopentyl 138 C10H18 001636-39-1 30
4 Cyclohexene, 1-nonyl- 208 C15H28 015232-88-9 30
5 4,5-Nonadiene 124 C9H16 000821-74-9 25
Abundance Scan 916 (8.769 min): BG059673.D\data.ms (-912) (-) m/z 41.10 100.00%
41.1
97.1
5000
AR EESERREE N EEAE
ﬂ ‘154.2 8.40 8.60 8.80 9.00

op A AMRELLT I 2591312.4 3743 4596 ./, 5519 94.00%

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

Abundance #20490: 2,6-Dihydroxy-3,4-dimethylpyridine

67.0 139.0
5000 L L N L B A BN R I
8.40 8.60 8.80 9.00
m/z 67.10 89.15%
0’\\J\\‘\“I}I‘\‘J\\“\m‘\}\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
42.0 97.0
T
8.40 8.60 8.80 9.00
5000 m/z 97.10 76.91%
o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #19402: 1,1'-Bicyclopentyl R R a AR
67.0 8.40 8.60 8.80 9.00
m/z 69.10 67.91%
5000
JD ‘ 138.0
o,lf‘m‘JJ ‘W“!HMHH_m‘mwm‘_m_m_m_ R EEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 Benzene, 1,4-diethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.828 34.74 ng/ul 7771870  1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 89
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 87
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 70
5 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 55
Abundance Scan 926 (8.828 min): BG059673.D\data.ms (-920) (-) m/z 57.10 100.00%
57.1 1h9.1
5000
e AAARRE R
‘ H “ 8.60 8.80 9.00 9.20
ob LMMLLL 19602879 3862 4543 . 16505 97.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17029: Benzene, 1,4-diethyl-
105.0
5000 L L L L LN B
8.60 8.80 9.00 9.20
51.0 m/z 41.10 88.39%
O‘JJ‘I‘J“‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119.0
B ARREEEEEE
8.60 8.80 9.00 9.20
5000 m/z 119.05 87.12%
39.0
O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17031: Benzene, 1,4-diethyl-  AREmEREEREEEE S
119.0 8.60 8.80 9.00 9.20
m/z 85.10 69.63%
5000
it}
e e s e N A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 37 unknown-04 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.893 42.28 ng/ul 9457090 1,4-Dichlorobenzene-d4 8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 6-Methyl-2-heptanol, 2-methylpro... 200 C12H2402 1000447-36-7 43

2 Heptane, 4-methyl- 114 C8H18 000589-53-7 43
3 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 43
4 Octane, 2,6,6-trimethyl- 156 C11H24 054166-32-4 38
5 2-Decanol, 2-methylpropionate 228 C14H2802 1000447-30-4 38

Abundance Scan 937 (8.893 min): BG059673.D\data.ms (-931) (-)
71.1

m/z 71.10 100.00%

5000

-

‘ “ 154.2 8.60 8.80 9.00 9.20
T I 270.1 35654183 5091 1 41 19  75.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #75830: 6-Methyl-2-heptanol, 2-methylpropionate

o

5

71.0
5000 LA L L LI L L LR
8.60 8.80 9.00 9.20
‘ m/z 43.10 57.66%
O}!\:_)\.p\‘\h‘\\J‘\‘l‘\H\\]-\5‘6\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
G
8.60 8.80 9.00 9.20
5000 m/z 70.10 47 .36%
114.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7576: 1-Hexene, 4,5-dimethyl- AR
43.0 8.60 8.80 9.00 9.20
m/z 55.10 46.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
BGO59673.D
6 Nov 2023 3:52
: MA/JU
. 04948-04

: 65  Sample Multiplier: 1

Quant Title : SVOA CALIBRATION

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M

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 Benzene, 1-methyl-4-propyl-

Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
9.151 17.60 ng/ul 3937380 1,4-Dichlorobenzene-d4 8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 87
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 87
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
4 2-Tolyloxirane 134 C9H1e0 002783-26-8 74
5 Benzeneacetaldehyde, 4-methyl- 134 CS9H1e0 000104-09-6 74
Abundance Scan 981 (9.151 min): BG059673.D\data.ms (-976) (-) m/z 105.10 100.00%
105.1
5000
61 }H L 8.80 9.00 9.20 9.40
o ihlily 1596 2264 3505 4142 4856 ./, 13460 23.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
8.80 9.00 9.20 9.40
m/z 77.10 19.25%
SLOU\
0 \\\‘\“\”\\\‘\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105.0
T
8.80 9.00 9.20 9.40
5000 m/z 103.10 15.47%
39.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-
105.0 8.80 9.00 9.20 9.40
m/z 79.10 14.86%
h \Aﬂﬂp\ﬂﬂmAA&fﬂj\fbu
51.0
0 {HH\““““ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 39 Naphthalene, decahydro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.198 40.46 ng/ul 9050270  1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 90
2 Cyclohexane, 1-methyl-3-(1-methy... 138 C1@H18 024399-15-3 90
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 87
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 83
5 Spiro[4.4]nonan-2-one 138 C9H140 034177-18-9 76
Abundance Scan 989 (9.198 min): BG059673.D\data.ms (-985) (-) m/z 67.10 100.00%
67.1
138.2
5000

AR EE RS S

H ‘ ‘ h . 8.80 9.00 9.20 9.40 9.60
ob—ARRRRY LY 2511 8636 418 /7 g1.10  70.40%

m/z--> 50 100 150 200 250 300 350 400

Abundance #19425: Naphthalene, decahydro-

67.0 138.0
5000 | L NN B I
8.80 9.00 9.20 9.40 9.60
m/z 95.10  55.82%
01\5.\?‘}“““‘\‘“\“‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
e R RR RS S
8.80 9.00 9.20 9.40 9.60
5000 m/z 138.20 54.47%
41.0
139.0
ol bk M I e
m/z--> 50 100 150 200 250 300 350 400
Abundance #19431: Naphthalene, decahydro- ST e
67.0 138.0 8.80 9.00 9.20 9.40 9.60
m/z 68.10 51.35%
m/z--> 50 100 150 200 250 300 350 400 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 40 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.457  82.37 ng/ul 18426200 1,4-Dichlorobenzene-d4 8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 90

Abundance Scan 1033 (9.457 min): BG059673.D\data.ms (-1018) (-) m/z 119.05 100.00%

119.1
5000
57-1} I 9.20 9.40 9.60 9.80
obr LMLl 2000 264.6324.0 3884 509 .., 9110  37.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 L L L I L B L I B
9.20 9.40 9.60 9.80
m/z 134.05 29.29%
-
O‘H‘\\\‘ihwﬂwﬁ\‘mwu \‘\‘\\H‘H\\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119.0
9.20 9.40 9.60 9.80
5000 ITI/Z 77.10 18.23%
65.0
0 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- AR e
119.0 9.20 9.40 9.60 9.80
m/z 117.10 17.76%
5000 M
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 (DEL) Alkane: Cyclic9.645 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
9.645 8.12 ng/ul 1816610 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 47
2 Cyclohexane, (2-methylpropyl)- 140 C1eH20 001678-98-4 47
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 43
4 Aziridine, 1-(2-methyl-1-propenyl)- 97 C6H11N 080839-93-6 43
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 38

Abundance Scan 1065 (9.645 min): BG059673.D\data.ms (-1061) (-) m/z 97.10 100.00%
7.1

97.
5000
39.1
154.2

—
‘ ‘ ‘ 9.50 10.00
el L eess D90 AR 2234 m/z 83.10  94.35%

0 | 223.3 309.8 449.1 533.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20727: Cyclohexane, (2-methylpropyl)-
55.0
5000 T

—
9.50 10.00
m/z 55.10  85.09%

140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0

T
9.50 10.00

o

5000 m/z 41.10 80.67%
140.0
O e T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20675: Cyclohexane, butyl- T T
83.0 9.50 10.00

m/z 82.10 60.13%

5000
$ 140.0

\\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T ‘ T

‘ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 42 2,4,6-Cycloheptatrien-1-one... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
9.692 16.61 ng/ul 3715716 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,6-Cycloheptatrien-1-one, 4-(... 148 C1@H120 013656-81-0 50
2 4-Methylphenyl acetone 148 C10H120 002096-86-8 49
3 Benzene, 1l-methyl-4-(2-methylpro... 148 C1l1H16 005161-04-6 49
4 Benzene, (1,2-dimethylpropyl)- 148 C1l1H16 004481-30-5 43
5 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.... 148 C11H16 000473-00-7 43

Abundance Scan 1073 (9.692 min): BG059673.D\data.ms (-1069) (-) m/z 105.10 100.00%

105.1
5000

HH‘ i 9.50 10.00
mmm\wﬂﬂh 67.9 249.1 383.5 450.2 m/z 106.10  31.52%

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

Abundance #26329: 2,4,6-Cycloheptatrien-1-one, 4-(1-methylethyl)-
105.0

o

i

— ‘ 1
9.50 10.00
m/z 97.10  28.39%

51.0
‘\\\\‘I““\H\““\\“\1‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
105.0

5000

o

950 10 00
5000 43.0 m/z 91.10 22.86%
o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0 950 10 00

m/z 148.05 21.81%

5000
27.0 }\/\\
0 JHM 1 “ /‘“/\‘j\h‘ AV ‘/\‘
9.50

10.00

m/z--> 0 50 100 150 200 250 300 350 400 450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 43 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.786 316.24 ng/ul 5319416 Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 89

Abundance Scan 1089 (9.786 min): BG059673.D\data.ms (-1080) (-) m/z 119.05 100.00%

119.1
5000
41.1
Lt -
Ol kL - 2112 2799 3868 4562 542.  y,; 9110 36.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 VAL 24NN
9.50 10.00
m/z 134.00 30.88%
vl
O‘\\‘\\\“L\\\‘\‘\l‘l\ T T T T T[T [T T [T T[T [T T [T T T

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

Abundance
119.0 J\j\

9.50 10.00
5000 m/z 41.10 21.07%

3

51.0
O e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- —— ——
119.0 9.50 10.00
m/z 77.05 19.22%
5000
0]
O\H“HWA““H”\”‘w‘”‘M‘”\”‘w‘”‘w‘”\”‘w‘”‘\ T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.938 131.78 ng/ul 2216610  Naphthalene-d8 11.202

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 43
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 43
3 1-Iodo-2-methylnonane 268 C1loOH21I 1000101-47-9 38
4 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 38
5 Carbonic acid, dipentyl ester 202 C11H2203 002050-94-4 38

Abundance Scan 1115 (9.938 min): BG059673.D\data.ms (-1109) (-) m/z 71.10 100.00%

71.1
133.1
—
\ \ l c 10.00
ol il Ly 2026 267.5 3521 4398 509 ., 4119 82.35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59054: Undecane, 4,7-dimethyl-
43.0
5000 — 1
10.00
m/z 105.05 80.91%
0\\“\ “\‘\\\‘]72\7\\0‘;_?4\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
10.00
5000 m/z 43.10 68.03%
113.0 239.0
0 169.0 294.0 352.0
e Rl mmaas B e e AR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #157266: 1-lodo-2-methylnonane ——
43.0 10.00
m/z 85.10 66.46%
5000
127.0
0 \‘ ‘\ |7 211.0268.0
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 45 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.980 166.42 ng/ul 2799390  Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 93
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90

Abundance Scan 1122 (9.980 min): BG059673.D\data.ms (-1118) (-) m/z 119.10 100.00%
119.1

=

5000
. 10.00
Of bl 222.8274.63265 4111 4740 ./, 134 05  39.33%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 L
10.00
m/z 91.10 32.16%
39.0 \
O‘\\‘\L‘i“\“\“\\“‘\u \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
119.0
—
10.00
5000 ITI/Z 77.10 11.23%
39.0
Ot
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- —
119.0 10.00
m/z 115.10 10.62%
5000
39.0
O‘HLbWWkiﬂﬂ‘M“H“‘H“‘H“‘H“‘H““H,“H
m/z--> 0 50 100 150 200 250 300 350 400 450 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 Naphthalene, decahydro-2-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.079 185.69 ng/ul 3123430 Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 74
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 64
4 7-Hexadecyne 222 C16H30 074685-28-2 64
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 58
Abundance Scan 1139 (10.079 min): BG059673.D\data.ms (-1130) (- | m/z 81.05 100.00%
81.0
152.2
5000
T
ik
ol AAMLRLLY  212.52681326.9388.1 5085 .., 67,19 88.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29507: Naphthalene, decahydro-2-methyl-
81.0 1520
5000 — ‘
10.00
‘ m/z 152.15 64.87%
O‘\\\ J"l\l'i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
81.0
U
10.00
5000 152.0 m/z 95.10 61.95%
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29329: Cyclohexanone, 5-methyl-2-(1-methylethylidene e
81.0 10.00
m/z 41.10 53.15%
152.0
5000
olak)““'\\ J'Jl_m‘wm‘_H‘w‘wwwwwwm e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 47 unknown-@5 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.168 49.01 ng/ul 824333  Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 44
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 25
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 25
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 25
5 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 18

Abundance Scan 1154 (10.168 min): BG059673.D\data.ms (-1147) (- | m/z 41.10 100.00%

41.1
131.1
5000

—
‘ 208.7 545 10.00 10.50
ot} A o . 'm/z 57.10 80.23%

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0

5000 —
10.00 10.50
51.0 m/z 71.18  66.70%

\H.\\.MM“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
131.0

T
10.00 10.50

o

5000 m/z 131.05 65.84%
39.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- A A
131.0 10.00 10.50

m/z 81.10 56.15%

5000
39.0 ’
Ll ddda b

O b e e e e e e — e
miz—> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50

SFAM-EPA-BG110323.MA.M Tue Nov 07 01:48:26 2023 Page: 51



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 48 1-Methyldecahydronaphthalene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.344 218.74 ng/ul 3679400 Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 56
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 56
3 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 38
4 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C1eH11Cl 016608-68-7 25
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 25

Abundance Scan 1184 (10 344 min): BG059673.D\data.ms (-1177) (- | m/z 133.05 100.00%
38.1
67.1
5000 M}\
R ‘/v\/\%
M ‘ 10.00 10.50
0l “m A 2287 3356 4084 530€ /7 131.05  77.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
152.0 J\ A
5000 A e
10.00 10 50
’ m/z 67.10  69.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
41.0
152.0 P i
10.00 10.50
5000 m/z 41.10 69.70%
] RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl- — T
133.0 10.00 10.50
m/z 91.05 68.06%
5000
390 }
O‘mHULMMW‘WH“H“H“_“W"H“H“H“_‘H“H“ Fo .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 49 unknown-06 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.438 44.80 ng/ul 753561  Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzyl cyanide 131 CSHOSN 002947-60-6 25
2 Octane, 4-methyl- 128 C9H20 002216-34-4 18
3 Benzeneacetic acid, 4-(1H-1,2,3,... 204 C9H8N402 1000351-56-5 15
4 4-t-Pentylcyclohexene 152 C11H20 051874-62-5 15
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 11

Abundance Scan 1200 (10.438 min): BG059673.D\data.ms (-1194) (- | m/z 55.10 100.00%

55.1
119.1
5000
——
h ‘H 217.8 281.1 350.4407.4 483.7 1050
ol Af M S T e e e m/z 41.85 93.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16069: 3-Methylbenzyl cyanide
91.0
5000 1
10.50
m/z 43.10 86.21%
270,
O‘\\J\PJ‘L\MH‘LJ‘\‘\ \’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
—
10.50
5000 m/z 119.05 77 .05%
128.0
o -

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

Abundance #81065: Benzeneacetic acid, 4-(1H-1,2,3,4-tetrazol-1-yl)-
131.0 10.50

m/z 131,00  74.25%

5000 j\A
44.0
ol " ‘i (il 2040 /\ Aoas

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 50 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.567 191.21 ng/ul 3216280 Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 70
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 70
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 70
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 70
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 64

Abundance Scan 1222 (10.567 min): BG059673.D\data.ms (-1211) (- | m/z 119.10 100.00%
119.1
5000
63.1. ‘ ‘ 10.50
ol rhpbbad lh 20381 310.1370.6 4349 527.  n/z 117.16  38.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 ‘/\M\ i f
10.50
m/z 134.00 34.79%
oD ’ |
O‘H‘\ML\I\I\\”\ \‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119.0
\/L\ ‘ T ‘
10.50
5000 m/z 91.10 33.06%
51.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- P ‘
119.0 10.50
m/z 115.05 21.47%
5000
Sil \ | ‘
0“ww$ﬂﬂmﬂ‘ R RS BEE A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 51 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
10.614 25.73 ng/ul 432840  Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 59
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 53
3 Ethanone, 1-(4-ethylphenyl)- 148 C16H120 000937-30-4 49
4 Benzene, 1-(1,1-dimethylethyl)-3... 148 Cl1Hl6 001075-38-3 49
5 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 47

Abundance Scan 1230 (10.614 min): BG059673.D\data.ms (-1227) (- | m/z 133.05 100.00%
133.1
5000 69.1
10.50 11.00
289.6
0 d 923 2090 4162 5039 m/z 119.10  53.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26381: Benzene, 1,4-diethyl-2-methyl-
133.0
5000
10.50 11.00
m/z 69.10 39.30%
99,
O‘\\“\u‘h\ﬂ\l\‘\“\\}l\J\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
133.0
—— —
10.50 11.00
5000 m/z 148.15 36.68%
41.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 j/\
Abundance #26239: Ethanone, 1-(4-ethylphenyl)- e et
133.0 10.50 11.00
m/z 55.10 32.04%
5000
939 | J
0’ e e e —— S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 52 Benzenepropanal, .beta.-met... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.732  43.75 ng/ul 735855  Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 60
2 3-Buten-2-o0l, 4-phenyl- 148 C10H120 017488-65-2 58
3 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.... 148 C11H16 000473-00-7 53
4 Benzene, (2-methoxy-2-propenyl)- 148 C10H120 026473-60-9 49
5 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 43

Abundance Scan 1250 (10.732 min): BG059673.D\data.ms (-1242) (- | m/z 105.10 100.00%
1

05.1
5000

411 } ‘ ’J 1050 11.00
Olprrd ‘,hu”ﬂw‘m L 6912254 3549 4557 5804 n/7 148.00  32.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26261: Benzenepropanal, .beta.-methyl-
105.0
5000

10.50 11.00
m/z 91.05 31.23%

il
M‘hMM“‘H”ML““‘W“‘w“H!“H\“H\“H\“H\“H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105.0
43.0

= T
10.50 11.00

o

5000 m/z 133.05 26.53%
O i e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26424: 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.1]JHEPT-Z
105.0 10.50 11.00

m/z 119.10  23.50%

5000
40.0
0 ‘ L Il .h” L ‘ \ \ /\/\ /\A/\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 53 Benzene, 1-methyl-4-(1-meth... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.849  23.22 ng/ul 390657 Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 72
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 64
3 2-Propenal, 3-(2-pyridinylamino)- 148 C8H8N20 068970-82-1 64
4 3,5-Dimethylbenzylpentylamine 205 C14H23N 1000491-60-8 64
5 o-Cymene 134 C1oH14 000527-84-4 59

Abundance Scan 1270 (10.849 min): BG059673.D\data.ms (-1267) (- | m/z 119.10 100.00%
119.1

5000
A
sa1L ‘ oe . 10.50 11.00

o bl L 2098 4106 4835540 .. 148,05 23.91%

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

Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0

5000 L ST
10.50 11.00
m/z 115.10 15.22%
41.0 ‘ | ‘
O‘\\‘\‘\“l\l‘\l\\“\u \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119.0
: ‘%m4&¢1“7KA44
10.50 11.00
5000 m/z 117.10 10.97%
41.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 \/\\
Abundance #26819: 2-Propenal, 3-(2-pyridinylamino)- - R
119.0 10.50 11.00

m/z 91.05 10.81%

5000

al
=
o

0 L \’h .I\ ’ i

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 54 unknown-07 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.973 8.51 ng/ul 143129 Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (7R,8R)-Ethyl 8-hydroxy-trans-bi... 210 C12H1803 1000101-45-3 27
2 Trichloroacetic acid, undec-2-en... 314 C13H21C1302 1000299-26-1 22
3 8,9-Dehydrothymol methyl ether 162 C11H140 039701-08-1 22
4 Diallylmethylchlorosilane 160 C7H13C1Si 018245-11-9 22
5 Spiro[5.5]undecane-1,7-dione 180 C11H1602 031251-68-0 14
Abundance Scan 1291 (10.973 min): BG059673.D\data.ms (-1287) (- | m/z 41.10 100.00%
41.1
119.1
5000
——
] 934 2841 415.8471.4 531 11.00
oAl m/z 55.10  91.85%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #87222: (7R,8R)-Ethyl 8-hydroxy-trans-bicyclo[4.3.0]-3-n
41.0 | (119.0
5000 T
11.00
210.0 m/z 83.18  64.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
——
11.00
5000 m/z 119.05 52.37%
110.0
0 203.0 2790
A e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #37818: 8,9-Dehydrothymol methyl ether va\“ ‘
119.0 11.00
m/z 91.05 47.17%
- JLU\A
63.
m/z--> 50 100 150 200 250 300 350 400 450 500 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 55 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.072 7.13 ng/ul 119925 Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 83
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 83
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
4 Benzene, (2-methyl-1-methylenepr... 146 C11H14 017498-71-4 64
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 64

Abundance Scan 1308 (11.072 min): BG059673.D\data.ms (-1305) (- | m/z 131.05 100.00%
131.1

=

5000
79.1 k
| M
207.2 298.6 374.7 447.3 :
0] quwu?ww\w\\\ﬂ\\ﬁw\H\\MW\HM\H\ m/z 79.10 34.32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 — I
11.00
m/z 146.20 32.01%
39.0 ’ \
O‘\\J“\l\‘i“\m\‘l\‘\‘“\‘“\A\A‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
131.0
ViYL P W
11.00
5000 m/z 150.00 25.15%
51.0
O e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 11.00
m/z 77.10 24.55%
5000
39.0
obbbb b et
m/z--> 0 50 100 150 200 250 300 350 400 450 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 56 Benzene, (3-methyl-2-butenyl)- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
11.143 17.72 ng/ul 297988 Naphthalene-d8 11.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 87
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 83
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 81

Abundance Scan 1320 (11.143 min): BG059673.D\data.ms (-1313) (- | m/z 131.00 100.00%

131.0
5000
e I
77% ‘ 11.00 11.50
o""M-MJ‘M“Uw'wﬁ‘“?‘19;‘5“”2‘9?13‘”?‘7“‘;‘4_“““?"9:9_ m/z 115.10  30.28%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
5000 L — 7
11.00 11.50
m/z 146.05 29.32%
41.0
O‘\\“\U‘ih"\h‘.\h\\“I\Hw\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
131.0
A d W AL
11.00 11.50
5000 ITI/Z 119.10 24.15%
51.0
O e e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0 11.00 11.50
m/z 91.05 23.13%
5000
79,
0‘\WVHmﬂ\ﬂ\m\H\H\‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\ — T
m/z--> 0 50 100 150 200 250 300 350 400 450 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 59 Supraene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
23.828 10.59 ng/ul 371880  Chrysene-d12 22.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 81
2 Squalene 410 C30H50 000111-02-4 64
3 Methyl 2-hydroxy-pentadecanoate 272 C16H3203 1000336-35-7 64
4 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 59
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
Abundance Scan 3479 (23.828 min): BG059673.D\data.ms (-3474) (- | m/z 69.10 100.00%
69.1
o V\//\J\v\w
| s o
137.1 7.2 . .
281.
O kb “U TN - M‘M 28183422 4308 525 ./, 81.10  35.58%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 — ——
23.50 24.00
m/z 41.10 24.53%
137.0
Obiilil | 1910 2730 341.0 410.0
\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
— ——
23.50 24.00
5000 m/z 68.00 17.85%
137.0
0 191.0 273.0 341.0 410.0
T e e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #163690: Methyl 2-hydroxy-pentadecanoate — o
69.0 23.50 24.00
213.0 m/z 95.05 15.00%
5000
125.0
272.0
0 bl — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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 Cholestane, 4,5-epoxy-, (4.... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
28.170  33.85 ng/ul 1248140  Perylene-di12 25.655
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestane, 4,5-epoxy-, (4.alpha... 386 C27H460 006079-19-2 56
2 Cholestan-3-one 386 C27H460 015600-08-5 52
3 16-Pregnenolone 316 C21H3202 031686-13-2 50
4 Cholestan-3-one 386 C27H460 015600-08-5 44
5 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 41

Abundance Scan 4218 (28.170 min): BG059673.D\data.ms (-4207) (- | m/z 43.10 100.00%

431
5000 1 el :

2800 2850
448.9
0 J 031 h/z 79.10  84.98%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #292929: Cholestane, 4,5-epoxy-, (4.alpha.,5.alpha.)-
43.0

5000 Ak Py
28.00 28.50
} 386.0 m/z 55.10  73.00%
231.0
O T l‘ \“l“ \m\\“ ‘\1 \l\ T ‘ TT \‘l\“‘ T \‘\ \3‘]-\5\ \0\ ’ L \‘\ ‘ TTTT ‘ L ’ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
231.0
43.0 T T
28.00 28.50
5000 386.0 m/z 81.18 63.98%
95.0
163.0
301.0
oL b by gl L L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #220048: 16-Pregnenolone — T
43.0 28.00 28.50

m/z 93.10 63.64%

5000
0 ‘\ \H hl \JLMW\ MHI |H‘ \‘\ 2150 | L L } M

m/z--> 50 100 150 200 250 300 350 400 450 500 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO@59673.D

Acqg On : 6 Nov 2023 3:52
Operator : MA/JU

Sample : 04948-04

Misc :

ALS Vvial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C ng/ul 1166640 .364 4473930 20.
(DEL) Alkane: S ng/ul 492369 .364 4473930 20.
(DEL) Alkane: C ng/ul 1370890 .364 4473930 20.
(DEL) Alkane: S ng/ul 1477230 .364 4473930 20.
(DEL) Alkane: C... ng/ul 566916 364 4473930 20.
(DEL) Alkane: C... ng/ul 1671480 .364 4473930 20.
(DEL) Alkane: S ng/ul 2321450 .364 4473930 20.
(DEL) Alkane: C ng/ul 1078820 .364 4473930 20.
(DEL) Alkane: C ng/ul 2460000 364 4473930 20.
(DEL) Alkane: S... ng/ul 2019070 .364 4473930 20.
2-Ethylbutyric ... ng/ul 1293840 .364 4473930 20.
(DEL) Alkane: S... ng/ul 11201800 .364 4473930 20.
(DEL) Alkane: S... ng/ul 1530310 364 4473930 20.
Cycloheptanone,... ng/ul 11192600 .364 4473930 20.
(DEL) Alkane: S... ng/ul 505533 .364 4473930 20.
(DEL) Alkane: C... ng/ul 1640690 .364 4473930 20.
1- (1-Methylethy. .. ng/ul 3353600 364 4473930 20.
Piperidine, 1-m... ng/ul 1982970 .364 4473930 20.
(DEL) Alkane: S... ng/ul 506050 .364 4473930 20.
(DEL) Alkane: ng/ul 6442920 .364 4473930 20.
(DEL) Alkane: ng/ul 921509 4473930 20.
(DEL) Alkane: ng/ul 507555 .364 4473930 20.
(DEL) Alkane: ng/ul 8016130 .364 4473930 20.
(DEL) Alkane: ng/ul 7378920 .364 4473930 20.
(DEL) Alkane: ng/ul 949761 364 4473930 20.
(DEL) Alkane: ng/ul 2526930 .364 4473930 20.
(DEL) Alkane: ng/ul 1114120 .364 4473930 20.
(DEL) Alkane: ng/ul 1854030 .364 4473930 20.
unknown-01 ng/ul 12169800 364 4473930 20.
n-Butyric acid ... ng/ul 33072200 .364 4473930 20.
Benzene, 1,2,3-... ng/ul 25067000 .364 4473930 20.
(DEL) Alkane: S... ng/ul 4278710 .364 4473930 20.
(DEL) Alkane: C... ng/ul 10858500 364 4473930 20.
unknown-02 ng/ul 2281360 .364 4473930 20.
unknown-03 ng/ul 2054880 .364 4473930 20.
Benzene, 1,4-di... ng/ul 7771870 .364 4473930 20.
unknown-04 ng/ul 9457090 364 4473930 20.
Benzene, 1-meth... ng/ul 3937380 .364 4473930 20.
Naphthalene, de... ng/ul 9050270 .364 4473930 20.
Benzene, 4-ethy... ng/ul 18426200 .364 4473930 20.
(DEL) Alkane: C... ng/ul 1816610 .364 4473930 20.
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2,4,6-Cyclohept... .692 16. ng/ul 3715710 8.364 4473930 20.
Benzene, 1l-ethy... .786 316. ng/ul 5319410 11.202 336419 20.
(DEL) Alkane: S... .938 131. ng/ul 2216610 11.202 336419 20.
Benzene, 1,2,4,... .980  166. ng/ul 2799390 11.202 336419 20.
Naphthalene, de... 10.079  185. ng/ul 3123430 11.202 336419 20.
unknown-05 10.168 49, ng/ul 824333 11.202 336419 20.
1-Methyldecahyd... 10.344  218. ng/ul 3679400 11.202 336419 20.
unknown-06 10.438 44. ng/ul 753561 11.202 336419 20.
Benzene, 1l-ethy... 10.567 191. ng/ul 3216280 11.202 336419 20.
Benzene, 1,4-di... 10.614 25. ng/ul 432840 11.202 336419 20.
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Benzenepropanal... 10.732 43. ng/ul 735855 11.202 336419 20.
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Benzene, 1-meth...

unknown-07

1H-Indene, 2,3-...
Benzene, (3-met...

Supraene

Cholestane, 4,5...
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11

23

849
973

.072
11.
.828
28.

143

170

23.

17.
10.
33.
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ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul

390657
143129
119925
297988
371880
1248140
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202
202
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11.
22.
25.
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655
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737399
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