LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG050129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS Vvial : 31 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-BG081921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50129.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.751 119 121 127 rBV3 10020 16513 3.38% 0.181%
2 3.975 155 159 166 rVB6 3734 6907 1.42% 0.076%
3 4.063 171 174 184 rVB7 3028 6537 1.34% 0.072%
4 4.503 244 249 252 rBV3 4754 9233 1.89% 0.101%
5 4.545 253 256 264 rVB4 7627 11914 2.44% 0.131%
6 4.938 318 323 327 rBV3 8095 13423 2.75% 0.147%
7 5.003 327 334 340 rBVS 7598 17660 3.62% 0.194%
8 5.103 345 351 358 rBV3 41940 75449 15.46% 0.828%
9 5.226 365 372 375 rBV4 8616 16964 3.48% 0.186%
106 5.261 375 378 383 rVWv3 8425 12755 2.61% 0.140%
11 5.343 388 392 401 rVB4 20431 39002 7.99% 0.428%
12 5.602 430 436 442 rBV7 5213 11785 2.41% 0.129%
13 5.714 452 455 463 rVB5 13949 23886 4.89% 0.262%
14 5.790 463 468 472 rBV5 21099 39581 8.11% 0.434%
15 5.872 477 482 489 rvwv4 24837 45067 9.23% 0.495%
16 5.937 489 493 501 rVB5 16970 33438 6.85% 0.367%
17 6.013 501 506 514 rBvV2 19008 32696 6.70%  0.359%
18 6.095 516 520 524 rBv4 6016 10798 2.21% 0.119%
19 6.195 528 537 543 rBV3 41615 99914 20.47% 1.097%
20 6.313 551 557 563 rVB5 19741 39443 8.08% 0.433%
21 6.418 568 575 576 rBv4 26178 50197 10.28% 0.551%
22 6.483 582 586 590 rVB2 22035 32196 6.60% 0.353%
23 6.530 590 594 595 rBV3 11424 15195 3.11% 0.167%
24  6.565 596 600 601 rVW2 51062 68493 14.03% 0.752%
25 6.589 602 604 612 rVB 79003 115528 23.67% 1.268%
26 6.683 617 620 625 rVB5 17595 25870 5.30% 0.284%
27 6.747 626 631 636 rVB5 15503 30011 6.15% 0.329%
28 6.824 636 644 651 rVB6 25406 67214 13.77% 0.738%
29 6.918 651 660 666 rBV5 34742 71508 14.65% 0.785%
30 7.029 673 679 681 rBV4 18492 30730 6.30% 0.337%
31 7.076 681 687 692 rVW5 66029 150816 30.90% 1.655%
32 7.123 692 695 702 rVB2 45668 77564 15.89% 0.851%
33 7.217 707 711 714 rVW3 12481 21311 4.37% 0.234%
34 7.270 714 720 725 rVV5 48488 100426 20.58% 1.102%
35 7.323 725 729 733 rW3 32797 60205 12.33% 0.661%
36 7.388 737 740 743 rVWV4 26741 44674 9.15% 0.490%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG050129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS Vvial : 31 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-BG081921.M
Title : SVOA CALIBRATION
37 7.423 743 746 751 rW3 34443 67327 13.79% 0.739%
38 7.488 752 757 770 rVB4 61792 168025 34.43% 1.844%
39 7.593 770 775 777 rBV5 12820 20864 4.27%  0.229%
40  7.658 783 786 791 rVB2 19041 29062 5.95% 0.319%
41 7.846 812 818 819 rBV6 19757 31977 6.55% ©.351%
42 7.916 825 830 832 rBV 88859 136268 27.92%  1.496%
43 7.946 833 835 841 rVB 100045 143997 29.50%  1.581%
44  7.999 842 844 845 rBV2 12692 10582 2.17% ©0.116%
45 8.069 851 856 857 rBvV3 13618 18831 3.86% ©.207%
46 8.128 862 866 870 rVB4 38636 61179 12.53% 0.672%
47 8.228 880 883 890 rVB3 42408 73275 15.01%  0.804%
48 8.292 890 894 902 rVB5 24164 47505 9.73% ©.521%
49 8.439 916 919 0922 rBVv4 16768 27018 5.54% 0.297%
50 8.592 942 945 948 rBv4 6780 10383 2.13% 0.114%
51 8.639 950 953 0955 rVv4 10509 14062 2.88% ©.154%
52 8.674 955 959 970 rVB2 34897 60840 12.46% 0.668%
53 8.786 974 978 983 rBv4 30308 50564 10.36% ©.555%
54 9.021 1014 1018 1019 rBV2 36631 42256 8.66% 0.464%
55 9.056 1021 1024 1030 rVB2 82189 128319 26.29% 1.408%
56 9.127 1031 1036 1038 rBv2 43812 77329 15.84%  0.849%
57 9.273 1055 1061 1062 rBV3 36468 62311 12.77% 0.684%
58 9.379 1075 1079 1081 rBV5 14079 22731 4.66%  0.249%
59 9.591 1110 1115 1122 rVB3 66224 111409 22.83% 1.223%
60 9.673 1127 1129 1133 rVB5 28168 40497 8.30%  0.445%
61 9.849 1155 1159 1161 rBV5 35287 53055 10.87% ©0.582%
62 9.937 1169 1174 1182 rBV7 55278 109967 22.53% 1.207%
63 10.008 1182 1186 1195 rVB4 33568 81601 16.72% ©.896%
64 10.166 1208 1213 1216 rBV5 32382 62788 12.86% 0.689%
65 10.343 1237 1243 1248 rBV6 25798 64593 13.23% 0.709%
66 10.401 1249 1253 1260 rVB 49104 80190 16.43% 0.880%
67 10.466 1260 1264 1266 rBv4 24311 40554  8.31%  0.445%
68 10.542 1273 1277 1282 rVB6 23683 34636 7.10% ©0.380%
69 10.771 1311 1316 1323 rVB 130847 241909 49.56%  2.655%
70 10.918 1336 1341 1346 rVB2 192012 328756 67.36% 3.608%
71 10.983 1348 1352 1359 rBV5 35203 58994 12.09% 0.648%
72 11.429 1424 1428 1429 rBv4 26541 37044 7.59% 0.407%
73 11.465 1431 1434 1442 rVB4 66251 124252 25.46%  1.364%
74 11.600 1453 1457 1463 rBV8 29998 48664 9.97% 0.534%
75 11.782 1483 1488 1493 rBV 168133 277048 56.76% 3.041%
76 12.880 1672 1675 1679 rVB2 53343 75911 15.55% ©.833%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG050129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS Vvial : 31 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-BG081921.M

Title : SVOA CALIBRATION

77 13.133 1713 1718 1724 rVB 160773 237811 48.72% 2.610%
78 14.014 1862 1868 1873 rBV 104146 174288 35.71% 1.913%
79 14.079 1875 1879 1884 rVB2 195533 265813 54.46% 2.918%
80 14.308 1913 1918 1925 rVB 119605 192320 39.40% 2.111%
81 14.572 1959 1963 1964 rBV3 29272 34465 7.06% 0.378%
82 14.613 1965 1970 1976 rVB 222331 356369 73.01% 3.912%
83 15.606 2135 2139 2144 rBV 146440 212201 43.48% 2.329%
84 15.753 2160 2164 2171 rVB2 43900 72215 14.80% 0.793%
85 15.853 2176 2181 2187 rVB 106978 173850 35.62% 1.908%
86 16.070 2214 2218 2223 rVB4 17116 25070 5.14% 0.275%
87 16.334 2258 2263 2268 rBV 136138 194936 39.94% 2.140%
88 17.157 2399 2403 2409 rVB 54830 82127 16.83% 0.901%
89 17.368 2433 2439 2445 rBV 260757 405788 83.14% 4.454%
990 17.468 2451 2456 2467 rVB2 183699 282483 57.88% 3.101%
91 18.249 2585 2589 2593 rBV7 5872 11627 2.38% 0.128%
92 19.424 2787 2789 2793 rVvv3 12081 12245 2.51% 0.134%
93 19.465 2794 2796 2802 rVB3 24164 32246 6.61% 0.354%
94 19.759 2841 2846 2858 rVB2 232126 348615 71.42% 3.826%
95 21.269 3101 3103 3111 rVB7 31333 50426 10.33% 0.553%
96 21.639 3161 3166 3173 rVB 276039 438124 89.76% 4.809%
97 24.635 3669 3676 3686 rVB2 108127 298631 61.18% 3.278%
98 24.858 3706 3714 3725 rVB2 167865 488090 100.00% 5.357%
99 30.157 4614 4616 4618 rBV3 6105 6454 1.32% 0.071%
100 30.868 4734 4737 4739 rBvV4 10016 13002 2.66% 0.143%

Sum of corrected areas: 9110672
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/JU
: M3526-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090221\
BG050129.D
3 Sep 2021 13:30

: 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

Abundance
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250000

200000

150000
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50000

0

Time-->
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300000
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200000
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100000

50000

TIC: BG050129.D\data.ms

10.918

5.103 6195 |
--"‘v; Sl

350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
TIC: BG050129.D\data.ms

21.639
17.368

14.613 19.759
14.079

13.133 17.468

14.014-308

17.157 21.269

. s, SR WMWM

14.572

= O

Time-->
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300000

250000
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150000
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50000

3.00 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. OO 21.50 22.00 22.50
TIC: BG050129.D\data.ms

24.858

24.63

oot vy 01 30.868

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\BG@90221\
Data File : BG@50129.D

Acqg On 3 Sep 2021 13:30

Operator : CG/JU

Sample : M3526-13

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic5.003 Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.
5003 2.45 ng/ul 17666  1,4-Dichlorobenzene-d4  7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl- 126 comis 001678-97-3 49

2 Cyclohexane, 1,2,3-trimethyl-, 126 C9H18 007667-55-2 46
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 43
4 1,22-Docosanediol 342 C22H4602 022513-81-1 38

5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18

Abundance Scan 334 (5.003 min): BG050129.D\data.ms (-327) (-)
55

001678-81-5 35

m/z 55.25 100.00%

5000 111.3
320.!
‘ ‘ 4.60 4.80 5.00 5.20 5.40
- e m/z 69.25  93.35%
miz--> 50 100 150 200 250 300
Abundance #13242: Cyclohexane, 1,2,3-trimethyl-
55.0
5000 91.0
4.60 4.80 5.00 5.20 5.40
m/z 41.15  74.49%
OL\S\d‘\ \““\H’ L e I B B
miz--> 50 100 150 200 250 300
Abundance #13299: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.
9 Ly
NLIITAA A
4.60 4.80 5.00 5.20 5.40
5000 97.0 m/z 83.05 67.59%
el LV
mfz--> 50 100 150 200 250 300
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
69.0 4.60 4.80 5.00 5.20 5.40
m/z 73.15 58.65%
111.0
5000
27.0
m/z--> 50 100 150 200 250 300 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Cyclic5.103 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.103 10.48 ng/ul 75449  1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 78
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 72
3 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 46
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 43
5 2-Heptene, 4-methyl-, (E)- 112 C8H16 066225-17-0 43
Abundance Scan 351 (5.103 min): BG050129.D\data.ms (-345) (-) m/z 111.25 100.00%
69.3 111.3
55.1
5000 413
83.2 SN/ 4
‘ | ‘ 973 4.80 5.00 5.20 5.40
Oberpreerrereperrle i T L njz e9.25  95.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
4.80 5.00 5.20 5.40
83.0
m/z 55.10 57.44%
w
OH‘HH‘H\H‘HHH‘\H“\‘\\‘\‘H‘\‘\lH\‘\“\}H‘HH"HH‘l\\\‘l\z\}e\.‘o\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
4.80 5.00 5.20 5.40
55.0 m/z 41.25 38.33%
5000 41.0
83.0
27.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7540: 3-Heptene, 4-methyl-
55.0 69.0 4.80 5.00 5.20 5.40
m/z 70.25 28.82%
5000 41.0
112.0
27.0
I Mot
O\\‘uu‘u\1‘uu}1‘\ui‘mu‘u‘u‘uM‘M\\‘u\‘\‘\m‘wm‘\m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 4-Heptafluorobutyroxytridecane Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
5.226 2.36 ng/ul 16964 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-6 64
2 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 64
3 Bromoacetic acid, dodecyl ester 306 C14H27Bro02 003674-07-5 64
4 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 53
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 53
Abundance Scan 372 (5.226 min): BG050129.D\data.ms (-365) (-) m/z 55.15 100.00%
55.1
97.2
5000
‘ ‘ 376.! 5.00 5.20 5.40 5.60
ol U wz 97.15 57.70%
mlz--> 50 100 150 200 250 300 350
Abundance #299082: 4-Heptafluorobutyroxytridecane
5.0
5.00 5.20 5.40 5.60
7.0 m/z 56.25 56.67%
“ h ‘ 169.0
0 \\\WJL]MM\‘\“\“\“N }h“\h‘\‘i i‘\‘\ \‘\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #24442: (S)-(+)-6-Methyl-1-octanol
55.0
97.0
5.00 5.20 5.40 5.60
5000 m/z 70.15 43.11%
olso L1l w40
mfz--> 50 100 150 200 250 300 350
Abundance #206348: Bromoacetic acid, dodecyl ester
55.0 5.00 5.20 5.40 5.60
m/z 41.15 40.71%
5000 70
11T
o L] a0
m/z--> 50 100 150 200 250 300 350 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Cyclic5.343 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
5.343 5.42 ng/ul 39002 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 86
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
Abundance Scan 392 (5.343 min): BG050129.D\data.ms (-388) (-) m/z 111.25 100.00%
69.2 111.3
5000
41.2
\‘\\ Ll 209.8 5.00 5.20 5.40 5.60
0 e e L e b m/z 69.15 97.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
5000 41.0
5.00 5.20 5.40 5.60
m/z 55.15 63.15%
O\%\4\‘O\H\\ ”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0 f‘\«
41.0 5.00 5.20 5.40 5.60
5000 m/z 41.20 26.17%
15.0 ‘ ‘
YU S S SO A ——
m/z--> 20 40 60 80 100 120 140 160 180 200 /\M\/\ M
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. R AR L R L AR
69.0 111.0 5.00 5.20 5.40 5.60
m/z 126.25  24.66%
41.0
5000
=0l 1A J T
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Cyclic5.713 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
5.713 3.32 ng/ul 23886 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 59
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 58
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 58
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 53
Abundance Scan 455 (5.713 min): BG050129.D\data. ms(452)() m/z 69.20 100.00%
55.1 69.2 111.
41.1
5000 126.3
833 97.3 y M f
i A
‘ H ‘ ‘ ‘ ‘ | 5.40 5.60 5.80 6.00
Obrrrprrer e el LU e mz 111025 97.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 111.0 A
5000 41.0 "\\‘\\\\‘\\\/\\‘M\A(\\HM
126.0 5.40 5.60 5.80 6.00
97.0 m/z 55.15 94.91%
27.0 ‘ 83,0 ‘
O\\‘HH‘\HH‘\H\‘“H\‘\‘H‘\‘\H‘\“H\‘\“}‘H\‘HH‘HH‘E\H‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
ioseshece
41.0 111.0 : ; : : o
5000 m/z 41.15 68.42%
27.0 97.0 126.0
) i
0H_mw!‘1”‘w“u‘:“w“:“mww‘uww_wmww
mfz--> 10 20 30 40 50 60 70 80 90 100110120130 M A
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,: Y
69.0 5.40 5.60 5.80 6.00
55.0 1110 m/z 126.25 41.76%
41.0 ’
5000
83.0 126.0
27.0
L O Jo
o‘wHH_H‘_H‘_Hw‘Hw‘HwH‘wH‘wwwwwmw cepee el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclic5.790 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
5.790 5.50 ng/ul 39581 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, butyl- 126 C9H18 002040-95-1 60
2 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 50
3 trans-2-Methyl-3-octene 126 C9H18 052937-36-7 50
4 Cycloheptanone, 3-methyl-, (R)- 126 C8H140 013609-58-0 49
5 2-Hexenal, (E)- 98 C6H100 006728-26-3 49
Abundance Scan 468 (5.790 min): BG050129.D\data.ms (-463) (-) m/z 69.25 100.00%
69.3
M,m
‘ 547.1 5.40 5.60 5.80 6.00 6.20
o m/z 55.15 97.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13194: Cyclopentane, butyl-
41.0
5000
5.40 5.60 5.80 6.00 6.20
m/z 41.15 95.43%
Il
O‘\l\‘\ ‘i\‘ l%f‘!\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13221: 3-Heptene, 2,6-dimethyl-
55.0
5.40 5.60 5.80 6.00 6.20
5000 m/z 83.25 91.19%
‘ 126.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13213: trans-2-Methyl-3-octene
69.0 5.40 5.60 5.80 6.00 6.20
m/z 56.25  78.52%
5000
‘ 127.0
o_‘h‘Wuelu‘ka‘_HWH“mwwwwww MAMM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Cyclic5.872 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
5.872 6.26 ng/ul 45067 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
2 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 72
3 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 64
4 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 59
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 59

Abundance Scan 482 (5.872 min): BG050129.D\data.ms (-477) (-) m/z 97.25 100.00%

97.3
55.2
5000
RPNV ES S VA
126.3 5.60 5.80 6.00 6.20
77 1892
O bl AR m/z 55.20  74.44%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
53.0 97.0
W\A

5000 LNAIVAUNIEEE RYATILE
5.60 5.80 6.00 6.20

m/z 41.20  23.28%

‘ | 126.0
| 770 \

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #150333: Sulfurous acid, cyclohexylmethyl isohexyl ester
i A
W/\MA

5.60 5.80 6.00 6.20

o

55.0
5000 m/z 69.20 16.11%
2
L T
m/z--> 20 40 60 80 100 120 140 160 180 WWMJM
Abundance #51233: Cycloheptane, bromo- “‘_“W“H“‘H,‘H‘
97.0 5.60 5.80 6.00 6.20
55.0
m/z 96.25 11.09%
5000
270‘ (L\
o“‘llgo T
m/z--> 20 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On 3 Sep 2021 13:30

Operator : CG/JU

Sample : M3526-13

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Cyclic5.937 Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
5937 4.4 ngul 33438 1,4-Dichlorobenzene-d4  7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 Cahls 000638-04-0 53

2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 42
3 Cyclohexane, 1l-ethyl-2-methyl-, 126 C9H18 004923-78-8 42
4 Cyclohexane, 1l-ethyl-2-methyl-, 126 C9H18 004923-77-7 42
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 40

Abundance Scan 493 (5.937 min): BG050129.D\data.ms (-489) (-) m/z 97.15 100.00%
97.2

55.3
5000
“ ‘ 321 5.60 5.80 6.00 6.20
ol i b m/z 55.25  69.44%
miz--> 50 100 150 200 250 300
Abundance #7678: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000 M\\‘(/",Y\\\\‘\\\\‘\\/\ﬁ\‘\\\\‘
5.60 5.80 6.00 6.20
m/z 96.15 35.57%
O 1\5.\d“\ Lh ““\ hh‘ \‘h T ‘ \‘ LI ‘ L ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- AN
97.0
55.0 h
Pl
5.60 5.80 6.00 6.20
5000 ITI/Z 41.15 22.71%
o R ——
miz--> 50 100 150 200 250 300 I /\&)\ K
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans- At A
55.0 97.0 5.60 5.80 6.00 6.20
m/z 56.15 19.39%
5000
ol‘S'q“‘ b b ‘ . WM[\N
m/z--> 50 100 150 200 250 300 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
6.013 4.54 ng/ul 32696 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 50
2 2-Dodecene, 4-methyl- 182 C13H26 056851-45-7 47
3 Ornithine 132 C5H12N202 000070-26-8 47

4 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 46
5 Ornithine 132 C5H12N202 000070-26-8 43

Abundance Scan 506 (6.013 min): BG050129.D\data.ms (-501) (-) m/z 69.25 100.00%

69.3

41.1
5000
111.3

| 5.60 5.80 6.00 6.20 6.40
] A m/z 55.25  77.68%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3738: 1-Hexene, 3-methyl-
55.0

5000 21.0 5. éO 5. éO 6. 60 6. ’20 6. ‘40
m/z 81.25 71.79%
83.0
Ot “““‘\“‘“‘\““\““\““\““\“‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56969: 2-Dodecene, 4-methyl-
69.0
41.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 70.15 69.24%
6 ‘H_L\Hu\"m‘“M\‘?ﬂ"‘fw“1‘353-9”_“1‘?%-9
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16265: Ornithine
30.0 69.0 5.60 5.80 6.00 6.20 6.40
m/z 41.15 54.04%
5000
oy “ Il g 1930 /\\&)\N\/\/\
s R AR A SR A AR NN R IR I U U
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 (DEL) Alkane: Cyclic6.195 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.195 13.88 ng/ul 99914  1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 74
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 72
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 64
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 59
5 Cyclohexane, 1l-ethyl-2-methyl- 126 C9H18 003728-54-9 53
Abundance Scan 537 (6.195 min): BG050129. D\data ms (-528) (-) m/z 97.25 100.00%
55.1 97.
w m/\/\ /\m
A 1253 5566666‘2662168‘66
| I 1406
Ot “;u‘h‘ M m/z 55.15  93.80%

\‘ \\”
m/z--> 20 40 80 100 120 140
Abundance #13284:Cydohexane,LeﬂthwnemyL,cS-
55.0 97.0 ﬂVAJKAJ\

5000 RELE L VAL LR A
5.80 6.00 6.20 6.40 6.60

m/z 41.25 53.87%

70.0 126.0
O T T ‘ T 4\?{? T ‘\h !‘ ’ T ‘ﬁ\ T “H T !“ T ‘\ T ‘ \‘\ T ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 }\/\/W\

P
5.80 6.00 6.20 6.40 6.60
5000 m/z 57.25 46.96%
112.0
39.0
L
IR 0 0 AT O WO
miz-> 20 40 60 80 100 120 140
Abundance #7615: Cyclohexane, 1,4-dimethyl- “‘H“‘HG?A\AH““
55.0 5.80 6.00 6.20 6.40 6.60
97.0

m/z 69.15 45.76%

5000
39/0 112.0
15.0 ‘d M\ \‘\ YWO Ll ‘
O L L L L Iy L ‘u} — L

m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Heptyl tetradecyl ether Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.313 5.48 ng/ul 39443 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 64
2 Decyl heptyl ether 256 C17H360 1000406-39-1 64
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 50
4 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 47
5 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 47

Abundance Scan 557 (6.313 min): BG050129.D\data.ms (-551) (-) m/z 57.20 100.00%

57.2
5000
98.2 e e
H\‘ I “uh I 2083 e
ottt e e m/z 43.20 69.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #215091: Heptyl tetradecyl ether
57.0
5000 M‘\\/\\\\‘\\\\’\\\\‘\\\\’

6.00 6.20 6.40 6.60
m/z 41.15 52.71%

97.0
280) | | | sor0 s60z210
\‘\\\\‘\\\\‘\\H‘\\\\‘H\\‘\\\\‘\\\\‘H\\’H\\‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143658: Decyl heptyl ether
57.0 v/W\

6.00 6.20 6.40 6.60

o

5000 m/z 55.15  40.31%
97.0
0 ﬁ?@-?w\mM Ll M0
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #173731: 3-Eicosene, (E)- R ERaamaaa
57.0 6.00 6.20 6.40 6.60
m/z 70.25  32.03%
97.0
5000
27.0
o \‘ “ 126.0 167.0196.0 M ﬂh/\p}\ [
SNEN AR A
miz--> 20 40 60 80 100120140160 180200220240260280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Butanoic acid, 4-hexenyl es... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.418 6.97 ng/ul 50197 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 4-hexenyl ester, ... 170 C10H1802 069727-41-9 50
2 Fumaric acid, cis-hex-3-enyl non... 324 C19H3204 1000348-86-5 47
3 Succinic acid, cyclohexylmethyl ... 296 C17H2804 1000391-08-5 45

4 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 43
5 1,3-Butadiene, 2,3-dimethyl- 82 C6H10 000513-81-5 43

Abundance Scan 575 (6.418 min): BG050129.D\data.ms (-568) (-) m/z 82.25 100.00%

55.1| 82.3

~

5000
H H 120.2 6.00 6.20 6.40 6.60 6.80
— S e m/z 67.25 98.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45115: Butanoic acid, 4-hexenyl ester, (2)-
67.0
5000 43.0
6.00 6.20 6.40 6.60 6.80
‘ ‘ ‘ m/z 55.15 95.05%
0 ‘\‘\“H‘N\‘H“\“\1‘1\““1‘\‘\\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #229271: Fumaric acid, cis-hex-3-enyl nonyl ester

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #194128: Succinic acid, cyclohexylmethyl cis-hex-3-en-1- /\/‘\‘/‘\m P
82.0 6.00 6.20 6.40 6.60 6.80

m/z 83.25 65.91%

82.0
APV U AR
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.15 86.96%
55.0
0290, | | | 170 1530180 2250

5000 55.0

119.0
|

0 \““.‘“\“"“”\‘1‘”‘\“‘““\””‘ww”w”wm‘\?‘l‘§i9“‘\“‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.00 6.20 6.40 6.60 6.80

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Sulfurous acid, butyl octyl... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
6.483 4.47 ng/ul 32196 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
2 1-Decene, 4-methyl- 154 C11H22 013151-29-6 59
3 Sulfurous acid, octyl 2-propyl e... 236 C11H2403S 1000309-11-9 53
4 Oxalic acid, octyl propyl ester 244 C13H2404 1010309-26-1 50
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50

Abundance Scan 586 (6.483 min): BG050129.D\data.ms (-582) (-) m/z 57.25 100.00%

57.3
5000 M
113.3 \\M‘\\\\‘\\\\‘\\\\
| h TR 903, 6.20 6.40 6.60 6.80
ol e et TP m/z 71.25  76.55%
miz--> 50 100 150 200 250
Abundance #135263: Sulfurous acid, butyl octyl ester
57.0
5000
6.20 6.40 6.60 6.80
m/z 43.15 56.52%
27.0H 113.0
0 \“\ ‘\‘ ‘“‘\ h‘ \h”\ “ \“‘\ T ‘l§5\.0\ L B BB B
miz--> 50 100 150 200 250
Abundance #31422: 1-Decene, 4-methyl-
57.0 M
A
6.20 6.40 6.60 6.80
5000 m/z 41.15 40.09%
27,0 112.0
S T T I
mfz--> 50 100 150 200 250
Abundance #117907: Sulfurous acid, octyl 2-propyl ester ﬁxAh‘\\H‘\\H‘\\H‘\\\
43.0 6.20 6.40 6.60 6.80
m/z 56.10 33.81%
5000
73.0
113.0
S LR ;72— L LA VL b
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
6.530 2.11 ng/ul 15195 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Heneicosene (c,t) 294 (C21H42 095008-11-0 43
2 1-Eicosanol 298 C20H420 000629-96-9 42
3 E-14-Hexadecenal 238 C16H300 330207-53-9 35
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 35
5 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 32

Abundance Scan 594 (6.530 min): BG050129.D\data.ms (-590) (-) m/z 43.20 100.00%

43.2
“_‘H‘H“_‘H‘H“
125.3 357. 6.20 6.40 6.60 6.80
omN‘JM_m"m_m,””_‘w“ m/z 55.25  60.57%

1l

m/z--> 50 100 150 200 250 300 350
Abundance #192006: 10-Heneicosene (c,t)
5.0
[V

5000 ““H“‘H“‘H“‘H“
6.20 6.40 6.60 6.80

m/z 71.25 59.39%

Olﬁlq‘ L ‘ M‘H‘ \H\ \H\ ‘\‘ \h ‘h‘ e ‘2‘9‘4‘(‘) -
m/z--> 50 100 150 200 250 300 350
Abundance #197432: 1-Eicosano
43.0

6.20 6.40 6.60 6.80

m/z 41.20 49.60%
5000 83.0
o LUl 50 ssm0om00 a0
miz-> 50 100 150 200 250 300 350
Abundance #121278: E-14-Hexadecenal ““H““‘W“‘W““
43.0 6.20 6.40 6.60 6.80
83.0 m/z 81.15 48.67%
5000 ﬂ
25 0
: B mo Ly
m/z--> 50 100 150 200 250 300 350 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 (DEL) Alkane: Cyclic6.565 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.565 9.51 ng/ul 68493 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
2 Cyclohexane, undecyl- 238 C17H34 054105-66-7 59
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
5 Cycloheptanone, 4-methyl-, (R)- 126 C8H140 013609-59-1 47
Abundance Scan 600 (6.565 min): BG050129.D\data.ms (-596) (-) m/z 55.20 100.00%
55.2 83.3
5000
1263 /\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ ‘ M ‘H h 6.20 6.40 6.60 6.80
o b e e+ m/z 83.25  98.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
5000
6.20 6.40 6.60 6.80
27.0 126.0 m/z 82.25 60.25%
O \H‘\HH‘}H\\‘\M"\‘}“H‘1\H“H\\‘\“\\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121344: Cyclohexane, undecyl-
83.0
55.0 6.20 6.40 6.60 6.80
5000 m/z 41.15 57.49%
29.0
0 e g0, 1540 238C
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13247: Cyclohexane, (1-methylethyl)- )“w“‘w“‘w“‘w“‘W‘
55.0 83.0 6.20 6.40 6.60 6.80
m/z 69.15 35.46%
5000
27.0 M 126.0
0"W‘Wﬂm‘MwiHfh‘w‘m‘NH‘_‘H‘H‘W‘H‘_H‘_‘H“ T Y e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.589 16.05 ng/ul 115528 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Undecane, 6-methyl- 170 C12H26 017302-33-9 56

2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 56

3 Heptane, 4-propyl- 142 C10H22 003178-29-8 56

4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 56

5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 56

Abundance Scan 604 (6.589 min): BG050129.D\data.ms (-602) (-) m/z 57.25 100.00%

57.3
5000 J&\
bl

6.20 6.40 6.60 6.80 7.00

125.5
Y S N 14— m/z 43.25 40.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45491: Undecane, 6-methyl-

57.0

S

5000 A AL Ts
6.20 6.40 6.60 6.80 7.00

98.0 m/z 98.25  29.30%

29.0
L J79.0 | 126.0 170.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #22093: Octane, 2,3-dimethyl-
57.0

620640660680700

o

98.0
29.0
Ll \&70 L 142.0
bl s, SR
miz--> 20 40 60 80 100 120 140 160
Abundance #22086: Heptane, 4-propyl- \M‘HHWH,HHWHW
57.0 6.20 6.40 6.60 6.80 7.00

m/z 56.25 14.91%

5000
98.0

39
o | 770 | 1100 1420

et 7701100 1420 RGN LR oS
m/z--> 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80 7.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\

Library Search Compound Report

Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31

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-BG081921.M
: SVOA CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17

(DEL) Alkane: Cyclic6.683

Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
6.683 3.59 ng/ul 25870 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 49
2 cis-3-Decene 140 C10H20 019398-86-8 46
3 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 46
4 5-Decene 140 C10H20 019689-19-1 43
5 5-Decene, (E)- 140 C1oH20 007433-56-9 43
Abundance Scan 620 (6.683 min): BG050129.D\data.ms (-617) (-) m/z 55.15 100.00%
55.1
5000
11.3
R REEEERL AN
424, 6.40 6.60 6.80 7.00
0 ““HMW‘ “‘H““““‘H““““‘H“‘M m/z 69.15 61.56%
mlz--> 50 100 150 200 250 300 350 400
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
558.0
5000 LB L B L NI LA LR

12.0 6.40 6.60 6.80 7.00
m/z 97.20  46.66%
1

o

| L\\ 4L
m/z--> 50 100 150 200 250 300 350 400
Abundance #20648: cis-3-Decene
/\ It /\A'N

L B L B U I

6.40 6.60 6.80 7.00

5000 m/z 41.20  41.86%
140.0
L
miz--> 50 100 150 200 250 300 350 400
Abundance #20679: 3-Heptene, 4-propyl- BN aEE SR
55.0 6.40 6.60 6.80 7.00

m/z 56.15 37.13%
5000

140.0

ol bl e e
miz--> 50 100 150 200 250 300 350 400

6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknown-01 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
6.747 4.17 ng/ul 30011 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 32
2 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 12
3 3-Hexene, 2,2,5,5-tetramethyl-, ... 148 C10H20 000692-47-7 12

4 1,5-Heptadiene, 2-methyl-, (Z2)- 110 C8H14 041044-64-8 11
5 9-Azadispiro[3.1.3.0]nonane 123 C8H13N 135763-48-3 11

Abundance Scan 631 (6.747 min): BG050129.D\data.ms (-626) (-) m/z 69.20 100.00%

55-1 69.2
95.3 125.3
5000 412
111.3
R R R R R
|
0 bt el L m/z 55.15 84.91%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19468: 1,6-Heptadiene, 2,5,5-trimethyl-
41.0
69.0
55.0
5000 L L B LI L L I LN I
95.0 6.40 6.60 6.80 7.00
270 m/z 125.35  75.64%
123.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41.0 55.0
6.40 6.60 6.80 7.00
m/z 95.25 73.60%
5000 83.0 111.0 /
27,0
0 M‘ 1| H ‘ “\ 97'0 il 125.0 14Q'O
R R R R R B R A S EUREARRERP T
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20760: 3-Hexene, 2,2,5,5-tetramethyl-, (2)-
41.0 550 70.0 6.40 6.60 6.80 7.00
’ m/z 41.20 50.25%
50001 27,0
840 125.0
0 ""‘1J‘mu“‘mi‘l‘h‘lw‘“; “‘W!m“u“‘wl“o‘?"(‘)wH‘m‘}ﬁ‘oﬁgw  ERARARRARAREE R
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.824 9.34 ng/ul 67214 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 64
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 53
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 47

4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 47

5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 47
Abundance Scan 644 (6.824 min): BG050129.D\data.ms (-636) (-) m/z 57.20 100.00%
571.2
5000
98.3
‘ MJ“ & 4‘ ‘ 6.60 6.80 7.00 7.20
| _M‘H_Hw‘_m_m_m‘”wm m/z 43.15 70.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000 \l\\\\\‘\\\\‘\\\\’/\‘\\/\\!\\,\\\‘/\/\\"\
6.60 6.80 7.00 7.20
29.0 84.0 m/z 41.15 38.48%
0 \‘ ‘ “ ‘ 113.0 155.0 184.0
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #61055: 1-Octanol, 2-butyl-
57.0
GO
6.60 6.80 7.00 7.20
5000 m/z 71.25 28.49%
29.0 85.0
111 0
oy “ ‘ “1 ol ) 13401840
miz--> 60 80 100 120 140 160 180
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0 6.60 6.80 7.00 7.20
m/z 98.25 26.95%
5000
27.0 98.0
S . 7 TR 7 Y-
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090221\
BG050129.D
3 Sep 2021 13:30

31

: CG/JU
: M3526-13

Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number

6.918
Hit# of 5

1 Heptane,
2 Pentane,
3 Pentane,
4 Heptane,

20 (DEL) Alkane: Straight-Chai... Concentration Rank 10
EstConc Area Relative to ISTD R.T.

9.93 ng/ul 71508 1,4-Dichlorobenzene-d4 7.952
Tentative ID MW MolForm CASH# Qual
2,3,4-trimethyl- 142 C10H22 052896-95-4 43
2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 38
2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 38
2,3,6-trimethyl- 142 C1OH22 004032-93-3 37
thyl- 142 C10H22 017301-94-9 37

5 Nonane, 4-me

Abundance Scan 660 (6.918 min): BG050129.D\data.ms (-651) (-)
57.3

57.25 100.00%

w JLM
P e L e e
H| 2‘02 " 6.60 6.80 7.00 7.20
ol ML m/z 91,15 75.98%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #22118: Heptane, 2,3,4-trimethyl-
51.0
5000
6.60 6.80 7.00 7.20
m/z 43.25 59.62%
O\\‘l\‘“\‘\‘\\“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0 Aﬁw\
e ety e
6.60 6.80 7.00 7.20
5000 m/z 41.15  46.71%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #14599: Pentane, 2,2,3,3-tetramethyl- R RARRARAEEE
57.0 6.60 6.80 7.00 7.20
m/z 71.25 40.18%
5000 Awa
oLl
m/z--> 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
7.029 4.27 ng/ul 30730 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 53
2 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 43
3 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 43

4 3-Heptene, 2-methyl- 112 C8H16 017618-76-7 43

5 3-Hexene, 2,5-dimethyl-, (E)- 112 C8H16 000692-70-6 38

Abundance Scan 679 (7.029 min): BG050129.D\data.ms (-673) (-) m/z 55.15 100.00%

55.1
111.2
5000
R R S RRRN
H i ‘ F ‘ 257.¢ 6.80 7.00 7.20 7.40
owwwm‘_JH‘suw‘HH“‘H“JHwa”www_m‘_ m/z 69.15  91.69%

m/z--> 20 40 60 80 100120140 160180200 220240260
Abundance #20692: 3-Octene, 2,6-dimethyl-
55.0

5000 LB L L I BN L
6.80 7.00 7.20 7.40
27,0 83.0 m/z 57.25 84.28%
LI | ot
O\\\\‘\\\\‘\\\ ‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #7616: 3-Heptene, 2-methyl-, (E)-
69.0
FuVASPNIPENY
41.0 F e e
6.80 7.00 7.20 7.40
5000 m/z 43.25 67.87%
112.0
0140,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #7611: 3-Heptene, 2-methyl-, (E)- arana MMM
69.0 6.80 7.00 7.20 7.40
m/z 111.15 67.55%
41.0
5000
112.0
;

m/z--> 20 40 60 80 100120140160 180200 220240260 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 Cyclohexene, 3-ethyl- Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
7.217 2.96 ng/ul 21311 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 64
2 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 53
3 Cyclohexene, 3-(1-methylethyl)- 124 C9H16 003983-08-2 45
4 Cyclohexene, 3-(1-methylethyl)- 124 C9H16 003983-08-2 45
5 di-t-Butylacetylene 138 C10H18 017530-24-4 42
Abundance Scan 711 (7.217 min): BG050129.D\data.ms (-707) (-) m/z 81.15 100.00%
81.2

5000 /VM

o TV NN

H | J[ZS'Z 321,  6.807.007.20 7.40 7.60
ok H“MkJH_H‘_‘H_H“HM m/z 69.25  24.29%

m/z--> 100 150 200 250 300
Abundance #6705: Cyclohexene, 3-ethyl-
81.0

5000 RS C R A .
6.80 7.00 7.20 7.40 7.60
41.0

m/z 111.25 22.34%
‘
L ’ T

miz--> 50 100 150 200 250 300

Abundance #6579: 2,4-Heptadienal, (E,E)-
81.0 j\
q /\A !

\V\\‘\\\\’\\\\‘\\\\’\\

680700720740760

o

28.0
0 ’ N — jkv/\mmAA¢ﬁw\/M&
miz--> 50 100 150 200 250 300
Abundance #12217: Cyclohexene, 3-(1-methylethyl)- RVIFAVE B SATL S
81.0 6.80 7.00 7.20 7.40 7.60

m/z 79.15 21.86%

5000
41.0
124.0
0 “MLJM M‘LN\L w“‘ T

m/z--> 50 100 150 200 250 300 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 unknown-02 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.323 8.36 ng/ul 60205 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 38
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 30
3 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 27
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 25
5 Mesitylene 120 C9H12 000108-67-8 25
Abundance Scan 729 (7.323 min): BG050129.D\data.ms (-725) (-) m/z 105.25 100.00%
106.3
5000
81.2 120.2
. NV | NP
‘H ‘ H‘ ‘H | 1403 7.00 7.20 7.40 7.60
O W mH Lo Wl T myz 120015 34.37%
m/z--> 20 100 120 140
Abundance #10725.Benzene,1+nhyk34neﬂwh
105.0
ik A(\
5000 L L L I A L L
7.00 7.20 7.40 7.60
770 120.0 m/z 81.15  32.52%
270 ST0 ) ‘
O\\\‘\‘\\\‘\\‘\\‘\\\\‘\\‘}\"\\\‘\M“\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
¢\A \\‘\\\V‘\\\\’\\\V‘\\\\’
7.00 7.20 7.40 7.60
5000 m/z 96.15 26.47%
790 120.0
39.0 63.0 H ‘
N e | N N Y AN
miz--> 20 40 60 80 100 120 140 )
Abundance #10745: 2,3-Heptadien-5-yne, 2,4-dimethyl- L ‘ﬁﬁ“W‘u‘,u“_“ﬂ
105.0 7.00 7.20 7.40 7.60
120.0 m/z 95.25 24.57%
5000 77.0
39.0
m/z--> 20 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 (DEL) Alkane: Cyclic7.388 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.388 6.20 ng/ul 44674  1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 43
2 Cyclododecane 168 C12H24 000294-62-2 38
3 Octane, 2-chloro- 148 C8H17C1 000628-61-5 35
4 1-Heptene 98 C7H14 000592-76-7 27
5 Ethylene diacrylate 170 C8H1004 002274-11-5 27
Abundance Scan 740 (7.388 min): BG050129.D\data.ms (-737) (-) m/z 55.25 100.00%
55.3
5000 83.2 /\MM
111.2 %“““““““““““‘
“ H 7.00 7.20 7.40 7.60 7.80
o e+ m/z 56.15  87.55%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7605: Cyclobutane, 1,2-diethyl-
56.0
5000 M‘\\\\‘\\\\‘\\\V‘\\\\‘\\
84.0 7.00 7.20 7.40 7.60 7.80
' m/z 41.25 78.18%
27.0
Ll 1120
O\\\‘\l\\i\\\‘\w‘\\“\‘\\\“\\}\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #43468: Cyclododecane
41.0
AR
7.00 7.20 7.40 7.60 7.80
m/z 70.20 51.52%
5000 69.0
97.0
ol 15:0 Il | | 1250 168.0
T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 J\\
Abundance #26780: Octane, 2-chloro- R e R
410 700 7.00 7.20 7.40 7.60 7.80
m/z 83.15 45.56%
5000
112.0
0! ‘u‘u“m‘hl“w““‘w““‘ W%‘Hﬂ_“w‘u‘_‘u“
m/z--> 20 40 60 80 100 120 140 160 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\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 25 2(1H)-Pyridinone, 3,4-dihydro- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.423 9.35 ng/ul 67327 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Pyridinone, 3,4-dihydro- 97 C5H7NO 057147-25-8 59
2 m-Menthane, (1S,3S)-(+)- 140 C1oH20 013837-67-7 59
3 Cyclohexane, 1-methyl-3-(1-methy... 140 C10OH20 016580-24-8 53
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 53
5 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 50
Abundance Scan 746 (7.423 min): BG050129.D\data.ms (-743) (-) m/z 97.25 100.00%
97.3
55.2
5000
81.3 MMHHWHWHWH‘M
wh ‘ H 140.3 7.20 7.40 7.60 7.80

Obrrrrrrreertbiea bbb bl myz s5.20 56.03%

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #3343: 2(1H)-Pyridinone, 3,4-dihydro-
97.0

5000 68.0 R R S EEEmama
43.0 7.20 7.40 7.60 7.80

41.20  26.82%

28.0 m/z
H\‘HH‘\H1“”\\\““\‘!\‘HH‘HH’\H\‘H1\’\\H‘HH‘HH‘HH‘HH’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20708: m-Menthane, (1S,3S)-(+)-
55.0

o

R R A ARRRRRR RS
970 7:207.40 7,60 7.80
81.0

29.0 140.0

N O O " o

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #20771: Cyclohexane, 1-methyl-3-(1-methylethyl)- M\‘H“‘H“‘H,“H“‘u
55.0 7.20 7.40 7.60 7.80

m/z 81.25 20.48%

97.0
5000
81.0
29.0
I \‘\ Al ‘ 125,0140.0

S e e e e uu T T T T
f f I f f [ | f ] | I I \ I T T T !

m/z--> 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 unknown-03 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
7.593 2.90 ng/ul 20864 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-(2,2-dichloro-1-methyl... 194 C9H16C12 024551-81-3 43
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 43
3 1H-Tetrazole, 1,5-dimethyl- 98 C3H6N4 005144-11-6 43
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43
5 Cyclopropane, 1,1-dimethyl-2-pen... 140 C10H20 062167-97-9 38
Abundance Scan 775 (7.593 min): BG050129.D\data.ms (-770) (-) m/z 69.15 100.00%
69.2
105.3
5000
R EEAARREEE S
“ HM | 29‘7-‘ 7.20 7.40 7.60 7.80 8.00
ol A m/z 105.25  81.26%
miz--> 50 100 150 200 250
Abundance #69954: Butane, 1-(2,2-dichloro-1-methylcyclopropyl)-3-n
56.0
5000 \A‘\\H‘\C\\\/‘\Hu‘j\\u\"\/\\
7.20 7.40 7.60 7.80 8.00
m/z 56.15 74.07%
M 89 123.0
O U“ \h M\HH\.?“ {- \L“\ T ‘16\55\0\ L L B B B
miz--> 50 100 150 200 250
Abundance #3752: Cyclopentane, ethyl-
69.0
e REARARREEE S
7.20 7.40 7.60 7.80 8.00
m/z 97.25 65.38%
5000 270
oLl im0
m/z--> 50 100 150 200 250
Abundance #3400: 1H-Tetrazole, 1,5-dimethyl- R RAREES i E S
69.0 7.20 7.40 7.60 7.80 8.00
m/z 55.25 64.36%
28.0
5000
o
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 Sulfurous acid, cyclohexylm... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
7.658 4.04 ng/ul 29062 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 64
2 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 64
3 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 64

4 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 64
5 Sulfurous acid, cyclohexylmethyl... 346 C19H3803S 1000309-22-0 64

Abundance Scan 786 (7.658 min): BG050129.D\data.ms (-783) (-) m/z 97.25 100.00%

97.3
55.2
5000
B RRARREEE TR
H H 140.3 7.40 7.60 7.80 8.00
bt e b e m/z 55.20 54.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #150333: Sulfurous acid, cyclohexylmethyl isohexyl ester
97.0

55.0

5000 S SRR
7.40 7.60 7.80 8.00

m/z 81.25 17.08%

29 0 ‘
Al ‘ il 127.0

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #303682: Sulfurous acid, cyclohexylmethyl hexadecyl est
97.0

o

L L B B AN RN R

7.40 7.60 7.80 8.00
5000 55.0 m/z 41.25 16.52%

290“ ﬂ @\‘M |, 127.0 155.0 225.0

m/z--> 20 40 60 80 lOO 120 140 160 180 200 220

Abundance #282964: Sulfurous acid, cyclohexylmethy! tetradecyl est AR AR R SRR
97.0 7.40 7.60 7.80 8.00

m/z 83.10 13.84%

o

5000
55.0

o220 1 1270 1680 197.0 )
bl W 1270 1680 970 SRS (L D

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 unknown-04 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
7.846 4.44 ng/ul 31977 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 49
2 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 49
3 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 43
4 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 43
5 1-Hexadecyne 222 C16H30 000629-74-3 40
Abundance Scan 818 (7.846 min): BG050129.D\data.ms (-812) (-) m/z 81.25 100.00%
81.3
57.3
105.3
41.1
5000
e EEmEER TS
H ‘ ‘ 7.60 7.80 8.00 8.20
) SN ] ‘UH e e b wgz s7.25  75.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6734: Methyl ethyl cyclopentene
81.0
95.0
5000 670 L B I L L I LN B
110.0 7.60 7.80 8.00 8.20 y
39.0 3, ‘ m/z 105.25 64.25%
O \\‘J\-\S\.\O‘\\\M“\\\\‘i‘\\\\i‘\‘\‘\\‘\‘\‘\1“\\\‘\‘!\\\“\‘\‘H‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6762: 1-Ethyl-5-methylcyclopentene
81.0 A
SRR N O £ N
7.60 7.80 8.00 8.20
95.0 .
5000 67.0 m/z 41.15 57.10%
39.0 110.0
‘ 53.0 ‘
14.0 ‘ ‘
0 H_lmH“wam,‘“‘ uMm“wluwmwwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6705: Cyclohexene, 3-ethyl- T AR Ra T
81.0 7.60 7.80 8.00 8.20
m/z 69.25 49.31%
5000
41.0 67.0
110.0
Tl e ) ) me
0“_‘H‘H‘w‘H‘_‘H,HWW‘th‘ﬁ‘u‘w‘ﬁ‘_‘u‘u‘w‘ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
8.069 2.62 ng/ul 18831 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 35
2 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 35
3 Pyridine, 3-fluoro- 97 C5H4FN 000372-47-4 30
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 27
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 27

Abundance Scan 856 (8.069 min): BG050129.D\data.ms (-851) (-) m/z 55.15 100.00%

55.1 97.2
5000
139.3
120.2 e RAREEEEREE
H\ \H\ Ll L ) 720 o
oHH_mWJ HH_‘H“ “ m/z 97.20 94.65%
miz--> 20 100 120 140
Abundance #13265. trans-1,2-D|ethyI cyclopentane
53.0 97.0
70.0 7.80 8.00 8.20 8.40
m/z 41.20 81.48%
39 ﬁ ‘ 126.0
O\\].\S\.()‘\H\ \‘i T \H“ \‘}‘\ T “H‘\ T H‘ L ‘ \‘\ T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #13243: trans-1,3-Diethylcyclopentane
55.0
97.0 A RRRma
7.80 8.00 8.20 8.40
5000 m/z 57.15 44 ,.43%
70.0
39.0
“ ‘ 126.0
o“1‘5;q“\‘”;“m‘ \\\
miz--> 20 40 100 120 140
Abundance #3322.Pyndme,3¢Moro— R EAARARmaEASE ST
97.0 7.80 8.00 8.20 8.40
m/z 69.20 40.23%
70.0
5000
50.0
ok “““N‘Jm‘ “‘J“‘M‘W“‘ ‘““‘ e e e
m/z--> 20 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 Eicosyl isobutyl ether Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.128 8.50 ng/ul 61179 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosyl isobutyl ether 354 C24H500 1000406-33-0 50
2 Hexadecane 226 C16H34 000544-76-3 43
3 Azetidine, 1-methyl- 71 C4HSN 004923-79-9 43
4 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 43
5 Azetidine, 2-methyl- 71 C4HSN 019812-49-8 43

Abundance Scan 866 (8.128 min): BG050129.D\data.ms (-862) (-) m/z 57.20 100.00%

57.2
- W/\MM
79 e ERmEsEEEE R
“ “ ‘ ‘ 373 7.80 8.00 8.20 8.40
0 “““ W‘W«MW%‘uj T m/z 55.20 65.93%
miz--> 50 100 150 200 250 300
Abundance #264244: Eicosyl isobutyl ether
57.0
5000 LB L B R I R B
7.80 8.00 8.20 8.40
7.0 m/z 43.15 53.23%
Ot “\ “‘\ “h“ F H“ \L‘ \“]\-4‘\‘1.’0\ %8\3\0‘ \22\4\0\ T \2\89\0‘ T
miz-> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
EARARE R
7.80 8.00 8.20 8.40
5000 m/z 71.20 41.26%
99.0
ool L Ll LT, 1410 1es0 2260
miz--> 50 100 150 200 250 300
Abundance #700: Azetidine, 1-methyl- R AAARAEamEE T
28.0 7.80 8.00 8.20 8.40
m/z 56.20 40.98%
5000
71.0
ob Al SRS SRR
m/z--> 50 100 150 200 250 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 (DEL) Alkane: Cyclic8.228 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.228 10.18 ng/ul 73275 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 72
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 72
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 72
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
Abundance Scan 883 (8.228 min): BG050129.D\data.ms (-880) (-) m/z 83.25 100.00%
83.3
55.3
5000

P T T

‘ 111.2 140.3 8.00 8.20 8.40 8.60
o‘m‘w\”‘m‘n‘_l”u“uw,m‘”‘um“uMwwwww m/z 55.25  76.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #20675: Cyclohexane, butyl-

83.0
55.0
5000 L L I L I LN B
8.00 8.20 8.40 8.60
m/z 82.20 71.51%
29.0 140.0
O\\\\‘\H\\“H\\\“!“\‘}h\\“‘\\\\"]-\]\-J\-;(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102197: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
55.0 8.00 8.20 8.40 8.60
5000 m/z 67.15 33.66%
20.0 139.0
ol b 980 e 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20677: Cyclohexane, butyl- T B AREmEE R
55.0 83.0 8.00 8.20 8.40 8.60
m/z 84.15 13.30%
5000
29.0 140.0
o‘HWHH‘NHJ‘!‘_‘l‘m\‘m,l‘lulx?‘HwuMw‘mwuwu ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 (DEL) Alkane: Cyclic8.292 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.292 6.60 ng/ul 47505 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 72
2 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 47
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 46
4 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1010338-28-2 46
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 43

Abundance Scan 894 (8.292 min): BG050129.D\data.ms (-890) (-) m/z 97.25 100.00%

55.3 97.3
5000 \
GO T
154.3
‘ 7# ‘ 126.3 176.1 8.00 8.20 8.40 8.60
0b Al Al 289 m/z 55.25 87.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 UL L B I L L I L
8.00 8.20 8.40 8.60
m/z 56.15 38.50%
27.0 ‘ ‘
O \\\‘\U\\‘i‘\\\h“\‘}‘Z?"ql\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7131: 2-Pyrazoline, 1,4,5-trimethyl-
97.0
R S RRRR
8.00 8.20 8.40 8.60
5000 56.0 m/z 41.25 32.89%
28.0
0 M
mfz--> 20 40 60 80 100 120 140 160 180
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis- A e RARAREEE
55.0 97.0 8.00 8.20 8.40 8.60
m/z 69.20 31.08%
5000
27.0 ‘ ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090221\

BGO50129.D
3 Sep 2021 13:30

: CG/JU
: M3526-13

: 31 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
ion Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 33 unknown-©5 Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
8.439 3.75 ng/ul 27018 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 45
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 43
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 38
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 38
5 o-Cymene 134 C10H14 000527-84-4 38

Abundance Scan 919 (8.439 min): BG050129.D\data.ms (-916) (-)
119.2

m/z 119.20 100.00%

71.3
5000 400 134.2 A ﬂﬂ
91.1 fo L
‘ ‘ ““ 8.20 8.40 8.60 8.80
0 ‘ M W“‘”H A ‘uﬂU“‘LW“ m/z 105.25  92.33%
m/z--> 20 80 100 120 140
Abundance #17033. Benzene, 1,3-diethyl-
119.0
|, M
5000 1340 L L L L L L B A
8.20 8.40 8.60 8.80
27.0 510 91.0 m/z 71.25 55.97%
O\\\‘\‘\‘\\“‘\\“H\|\\7\6\“9\\“1\“H‘\\‘\‘l\\\‘\‘\\
m/z--> 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
VAL B A AR
820840860880
91.0
39.0 65.0 ‘ ‘
X R VN IS R AN Y Y| Y S A
m/z--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- R T
119.0 8.20 8.40 8.60 8.80
m/z 40.05 50.89%
5000
91-0 134-0
39.0 65.0 ‘
L vl R T S N A B
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 34 Naphthalene, decahydro-, tr... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.786 7.02 ng/ul 50564 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 96
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 92
3 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 70
4 endo-2-Methylbicyclo[3.3.1]nonane 138 C10H18 042558-37-2 70
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 60
Abundance Scan 978 (8.786 min): BG050129.D\data.ms (-974) (-) m/z 67.15 100.00%
67.2
138.3
95.2
5000 411
R R REE
H ‘ H‘ ‘ lﬁ0.3 8.40 8.60 8.80 9.00 9.20
ol Ll L myz 81,20 92.41%
miz--> 20 40 60 80 100 120 140
Abundance #19461: Naphthalene, decahydro-, trans-
67.0
138.0
41.0 82.0
5000 | LA AL B
8.40 8.60 8.80 9.00 9.20
‘ 100.0 m/z 138.25  79.66%
O LI ‘z\e‘wb\ T }h\ \HH} ‘ \“ ‘\ \“H ‘\ \‘\H\“ T \“\ T ‘ LI \“ T
miz--> 20 40 60 80 100 120 140
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0
41.0
95.0 8.40 8.60 8.80 9.00 9.20
5000 m/z 68.25 74.01%
15.0 110.0
o R 1 P SN
miz--> 20 40 60 80 100 120 140
Abundance #19465: Naphthalene, decahydro-, trans- MW%[@N““W““_“‘,‘
67.0 138.0 8.40 8.60 8.80 9.00 9.20
82.0 m/z 95.20 57.51%
41.0
5000
‘ 109.0
0L— ‘2‘6‘1? Al w;”: il “M el ““ NN A A
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On 3 Sep 2021 13:30

Operator : CG/JU

Sample : M3526-13

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 35 (DEL) Alkane: Cyclic9.021 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
9.021 5.87 ng/ul 42256 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropane, 1-butyl-1-methyl-2... 154

C11H22

041977-34-8 45

2 4-Undecene, (Z)- 154 C11H22 000821-98-7 42
3 Cyclopentane, butyl- 126 CO9H18 002040-95-1 42
4 Cycloheptane, methyl- 112 C8H16 004126-78-7 38
5 2-Undecene, (Z)- 154 C11H22 000821-96-5 38

Abundance Scan 1018 (9.021 min): BG050129.D\data.ms (-1014) (-)

5000

m/z 55.15 100.00%

3

8.60 8.80 9.00 9.20 9.40

0+ m/z 83.25 71.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #31477: Cyclopropane, 1-butyl-1-methyl-2-propyl-
55.0
5000 [ R BLALEL B R
97.0 8.60 8.80 9.00 9.20 9.40
m/z 41.25 66.92%
154.0
o L md | jase
\\\‘\\\\‘\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31406: 4-Undecene, (2)-
55.0
R R RREEN
8.60 8.80 9.00 9.20 9.40
5000 m/z 69.25 61.89%
29.0
‘ ‘ 830 1o 154.0
0 H\‘\!\\“H\MMH‘HHH.WHH‘H\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #13194: Cyclopentane, butyl- Rmaas A RAa
41.0 69.0 8.60 8.80 9.00 9.20 9.40
m/z 97.20 52.55%
5000

H ‘ 126.0
14.0 | ‘ ‘ L i \‘\H \‘ ‘

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

o
©
~
o

8.60 8.80 9.00 9.20 9.40
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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\BG090221\

BGO50129.D
3 Sep 2021 13:30

: CG/JU
: M3526-13

: 31 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M

: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number

36 unknown-06

R.T. EstConc Area

9.056

Hit# of 5

17.82 ng/ul

128319

Tentative ID

1,4-Dichlorobenzene-d4

Concentration Rank 2

Relative to ISTD R.T.

1 Benzene,
2 Benzene,
3 Benzene,
4 Benzene,
5 Benzene,

1,2,3,4-tetramethyl-

4-ethyl-1,2-dimethyl-
4-ethyl-1,2-dimethyl-
2-ethyl-1,4-dimethyl-
2-ethyl-1,3-dimethyl-

CleH14
CleH14
C10H14
C10H14
CleH14

Abundance Scan 1024 (9.056 min): BG050129.D\data.ms (-1021) (-)
119.2

000488-23-3 46
000934-80-5 46
000934-80-5 46
001758-88-9 41
002870-04-4 41

m/z 119.20 100.00%

97.2
55.2
5000
My e
772 T T 1 f
154.3 8.80 9.00 9.20 9.40
0! m/z 97.20 77.33%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 LB B L L BN B
8.80 9.00 9.20 9.40
m/z 55.20 66.26%
39.0 650 91.0
0 \’HH‘\‘\H“‘\\‘1‘\“1“\\MH‘M“1“\\‘MH\M\‘HH|HH
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
A RAmamEEEEE
8.80 9.00 9.20 9.40
5000 m/z 91.15 36.68%
91.0
S o Y N N
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- A e
119.0 8.80 9.00 9.20 9.40
m/z 69.15 30.56%
5000
91.0
390 65.0 ‘ ‘
o180 e S
m/z--> 0 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 37 Cyclohexanone, 3-ethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.273 8.65 ng/ul 62311 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 59
2 Cyclohexanone, 2,6-diethyl- 154 C10H180 016519-68-9 38
3 trans-1,2-Diethyl cyclopentane 126 CO9H18 000932-40-1 38
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10OH160 018358-53-7 38
5 Cyclohexanemethanol, 2-methyl- 128 C8H160 002105-40-0 35

Abundance Scan 1061 (9.273 min): BG050129.D\data.ms (-1055) (-) m/z 55.20 100.00%

55.2 83.3
5000
T
‘ ‘051 1333 15‘43 9.00 9.20 9.40 9.60
oy m— “H_‘MAH bl myz 83,25 92.90%
miz--> 20 40 60 80 100 120 140 160
Abundance #13009: Cyclohexanone, 3-ethyl-
83.0
41.0
5000 LI B L L B I B L IR
126.0 9.00 9.20 9.40 9.60
‘ m/z 97.25 86.74%
| dssh | s
O\\\’\\\\"\\‘\“\’\ \\‘\\\\“\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31073: Cyclohexanone, 2,6-diethyl-
55.0
AL SRR SIS
9.00 9.20 9.40 9.60
5000 83.0 m/z 69.20 49,20%
126.0
m‘ 154.0
‘ ‘ ‘100
miz--> 20 40 60 80 100 120 140 160
Abundance #13265: trans-1,2-Diethyl cyclopentane AEmmE e R
55.0 97.0 9.00 9.20 9.40 9.60
m/z 41.15 48.53%
5000
29.0 ‘ 126.0
P ¢ I N S
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 38 unknown-07 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.591 9.21 ng/ul 111409 Naphthalene-d8 10.771

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 38
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 38
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 35
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 35
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 30

Abundance Scan 1115 (9.591 min): BG050129.D\data.ms (-1110) (-) m/z 57.25 100.00%
1.3

5
119.2
85.2
5000 411
134.2
S \
I | 032
YN S I Y 8 it ‘Mu st m/z 71.20  90.70%
miz--> 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000 134.0 T ' I
9.50
91.0 m/z 43.25 77.19%
41.0
65.0
O \\\‘2\6‘.\0\ \H\ \‘W\ “1‘\ T \““ T VH\ ‘W\ \w‘l L \“\ ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
S \
9.50
5000 134.0 m/z 119.15  74.59%
91.0
39.0 65.0
L e O R
miz--> 20 40 60 80 100 120 140 /\ /\ A
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl- j\‘ e
119.0 9.50
m/z 85.20 56.65%
5000
134.0
39.0 65.0 9L.0 J/\4
T o P A N NN A ik
m/z--> 20 40 60 80 100 120 140 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 39 trans-Decalin, 2-methyl- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
9.673 3.35 ng/ul 40497  Naphthalene-d8 10.771

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
2 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 76
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 76
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 68
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 68

Abundance Scan 1129 (9.673 min): BG050129.D\data.ms (-1127) (-) m/z 81.20 100.00%

81.2
152.3
5000
41.2 9.3 137.2 — e
‘ F ‘ ‘ 9.50 10.00
0 _‘H‘,‘w“_H“Hmuh_“Hm”“m‘w m/z 95.20  69.89%
miz--> 20 80 100 120 140 160
Abundance #29490.Uans-DecaHn,24neﬂwh
81.0
55.0 152.0
5000 — —
96.0 137.0 9.50 10.00
39.0 m/z 67.15 64.89%
0 T \‘w}\‘\”“\\i‘%(\)“‘\\\“\\\‘\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #29330: Cyclohexanone, 5-methyl-2-(1-methylethylidene)
81.0
— —
152.0 9.50 10.00
5000 109.0 m/z 152.25 56.19%
41.0
137.0
65 ‘
N s, Y OO W
miz--> 20 40 60 80 100 120 140 160
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene)
81.0 152.0 9.50 10.00
109.0 m/z 82.15 33.19%
5000 41.0
137.0
AP 30 T O T RNV W
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 40 cis-Decalin, 2-syn-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.937 9.09 ng/ul 109967 Naphthalene-d8 10.771

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 89
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 86
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 70
4 Cyclohexane, 1-methyl-3-(1-methy... 138 C10H18 024399-15-3 53
5 (+)-Dihydrocarvone 152 C1eH160 005524-05-0 53

Abundance Scan 1174 (9.937 min): BG050129.D\data.ms (-1169) (-) m/z 95.20 100.00%

67.1 95.2 152.3
41.1
5000
131.
—
b A LU, o)
] MRS ‘1 ; 1N Al Al lal “‘J“w byl m/z 67.10 91.76%
m/z--> 20 40 60 80 100 120 140
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
67.0
41.0
5000 1
152.0 10.00
m/z 152.30  88.88%
‘ ‘ 123.0
0+ T \H\ T i”\ \‘iH‘\“ \H\“‘\ \““ ‘\ \‘\“\“ T \“\ T “} T \“ Ct T
m/z--> 20 40 60 80 100 120 140
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0 10.00
5000 m/z 81.25 83.25%
39.0 ‘ 109.0
bl i el L mso |
m/z--> 20 40 60 80 100 120 140
Abundance #29507: Naphthalene, decahydro-2-methyl- —
41.0 81.0 152.0 10.00
m/z 82.20 60.77%
5000
109.0 i
65 ‘
0,25 A - s
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.008 6.75 ng/ul 81601 Naphthalene-d8 10.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 53
2 Octane, 3-methyl- 128 C9H20 002216-33-3 53
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
4 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 53
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 50
Abundance Scan 1186 (10.008 min): BG050129.D\data.ms (-1182) (- m/z 57.25 100.00%
57.3
> WM
41,1 98.2 A ‘
‘ \ | 82.3 \ 11\7'2 140.2 1090
ol 82302 sz 43,20 30.46%
miz--> 20 40 60 80 100 120 140
Abundance #14537: Octane, 3-methyl-
57.0
5000 —
41.0 10.00
m/z 41.15  25.44%
98.0
O\\\’\“\\\“‘\\\“‘\%\B-\O‘i‘\\\“‘\\\\‘1\2\8.\0\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14528: Octane, 3-methyl-
57.0
R \
10.00
5000 m/z 56.25 17.66%
4110
‘ ‘ 98.0
ol 280 [ Ll 1ese
miz--> 20 40 60 80 100 120 140
Abundance #22131: Heptane, 3-ethyl-2-methyl- —— ‘
57.0 10.00
m/z 98.20 17.64%
5000
41.0 98.0
ol 250 ‘ Lo | mao a0 MiNCH) MWW
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 42 Silane, dichlorofluoromethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
10.166 5.19 ng/ul 62788 Naphthalene-d8 10.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, dichlorofluoromethyl- 132 CH3Cl2FSi 000420-58-6 58
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 45
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 45
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 45
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 45
Abundance Scan 1213 (10.166 min): BG050129.D\data.ms (-1208) (-  m/z 117.25 100.00%
117.3
5000
91.3
412 653 134.3
‘ ‘ ‘ ‘ ‘ H 10.00 10.50
| “; |l Mgl H‘M iy !‘} Al mz 110025 85.03%
miz--> 20 40 60 80 100 120 140
Abundance #16689: Silane, dichlorofluoromethyl-
117.0
5000 47.0 M Wi
10.00 10.50
9r.0 134.0 m/z 115.15  45.40%
63.0 ‘ ‘
0 \\\‘2\7\.0\‘\ 1 H\ T “\‘\ \\B:HP\ T M‘ T \‘i‘\ i T
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- M
117.0 ﬂ
e 1 o/l
10.00 10.50
5000 m/z 91.25 35.95%
91.0
270 70 133.0
b 0 e u D3RS
mfz--> 20 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene e —
117.0 10.00 10.50
m/z 132.25 29.60%
5000
91.0
39.0
63.0
i B [
Ol “Uw“! S TR T S 1 N L Ay 1) A e
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.342 5.34 ng/ul 64593  Naphthalene-d8 10.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 49
2 Cyclopentane, 2-ethyl-1,1-dimethyl- 126 C9H18 054549-80-3 46
3 3-Heptene 98 C7H14 000592-78-9 43
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43
5 4-Pentenal, 2-methyl- 98 C6H100 005187-71-3 38

Abundance Scan 1243 (10.343 min): BG050129.D\data.ms (-1237) (- m/z 57.25 100.00%

57.3
5000
— —r
37‘ ‘ 10.00 10.50
0l m/z 56.25  94.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20642: 1-Decene
53.0
5000 — e
83.0 10.00 10.50
29.0 m/z 69.25 90.22%
111.0
‘ | 140.0
O' \\1‘\\1\‘\\\\}\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13281: Cyclopentane, 2-ethyl-1,1-dimethyl-
56.0
— —r
10.00 10.50
5000 ITI/Z 55.20 81.98%
84.0 111.0
miz-> 20 40 60 100 120 140 160
Abundance #3708.3—Heptene “ —
41.0 10.00 10.50
m/z 41.15 78.35%
5000 69.0
98.0
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 44 unknown-08 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.

10.466 3.35 ng/ul 40554  Naphthalene-d8 10.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, monochloride 3-he... 220 C10H17C103 1010349-46-1 35
2 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 27
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 27
4 Pyridine, 5-ethenyl-2-methyl- 119 C8H9N 000140-76-1 27
5 Succinic acid, monochloride, 2-h... 220 C10H17C103 1000349-57-0 25

Abundance Scan 1264 (10.466 min): BG050129.D\data.ms (-1260) (-  m/z 119.25 100.00%
3

119.
5000 673
41.1 91.1 148.3 /\ Mﬂ/\/\
‘ e
10.50
0 Uit m/z 67.25 50.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #98190: Succinic acid, monochloride 3-hexyl ester
119.0
5000 R
10.50
55.0 84.0 m/z 55.20  28.06%
70 b
O \\\‘\i‘\\“‘\\\\“‘\\‘\\‘\\\\i\\\\}\\\\‘\\\\‘\\\\“\\‘\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #121381: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethaned
119.0
——
91.0 10.50
5000 m/z 91.10 26.71%
41.0
bt 200 bl 1650 1010
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- ——
119.0 10.50
m/z 41.15 26.07%
5000
91.0
39.0 65.0 ‘ ‘
o220 P b e L o
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On 3 Sep 2021 13:30

Operator : CG/JU

Sample : M3526-13

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 45 unknown-09 Concentration Rank 52

R.T. EstConc Area Relative to ISTD R.T.
10.542 2.86 ng/ul 34636 Naphthalene-d8 10.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (6R,7aS)-3,6-Dimethyl-5,6,7,7a-t... 166
2 2(1H)-Naphthalenone, octahydro-4... 166
3 Bicyclo[2.2.1]heptane-2,5-dione,... 166
4 Nonadecyl pentafluoropropionate 430
5 Nona-2,3-dienoic acid, ethyl ester 182

C1eH1402
C11H180
C10H1402

C22H39F502

C11H1802

Abundance Scan 1277 (10.542 min): BG050129.D\data.ms (-1273) (-

075684-66-1 35
000938-06-7 30
004230-32-4 27
1000351-88-8 25
1000187-19-2 22

m/z 41.20 100.00%

41.2
81.2 133.2
5000
109.2 166.3
T I
‘ ‘ ‘ ‘ 10.50
o Ll L _m UH m/z 133.20  55.65%
miz--> 20 40 60 80 100 120 140 160
Abundance #41308: (6R,7a$ -3 6-Dimethyl-5,6,7,7a-tetrahydrobenzo
.0 166.0
137.0
109.0 /\ m /W\
5000 39.0 M\ L T
10.50
m/z 81.15 55.49%
O ‘\‘\‘\\‘l‘\ 91 \“!‘\\\“\\‘\\‘\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #41450: 2(1H)-Naphthalenone, octahydro-4a-methyl-, cis
41.0
95.0 —— :
67.0 166.0 10.50
5000 m/z 67.20  54.15%
123.0
. [1470
0! e e
miz--> 20 40 60 80 100 120 140 160
Abundance #41260: Bicyclo[2.2.1]heptane-2,5-dione, 1,7,7-trimethyl- P ‘
69.0 166.0 10.50
41.0 m/z 55.15 51.74%
109.0
5000
‘ & ‘ 138.0
PN .2 s N -
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On 3 Sep 2021 13:30

Operator : CG/JU

Sample : M3526-13

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 46 unknown-10 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
10.983 4.88 ng/ul 58994  Naphthalene-d8 10.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16

004218-48-8 45

2 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 38
3 4-tert-Butyltoluene 148 C11H16 000098-51-1 27
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 27
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 27

Abundance Scan 1352 (10.983 min): BG050129.D\data.ms (-1348) (-
138.3

m/z 133.25 100.00%

57.2
5000 83.3
105.2 /W AT N
39 162.3 11.00
0! m/z 57.20 81.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26394: Benzene, 1-ethyl-4-(1- methylethyl)
133.
105.0
5000 T
11.00
770 m/z 41.15 67.15%
270 510 ‘ ‘
O\\\’\‘H\\"‘\\“\\’H ‘1“‘\\‘}\“‘\‘\\ i\{‘\‘\‘\\‘\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0
e
11.00
5000 ITI/Z 55.15 51.29%
105.0
MESE e Y O T
miz--> 20 40 60 80 100 120 140 160
Abundance #26353: 4-tert-Butyltoluene 7
133.0 11.00
m/z 83.25 47.25%
5000
105.0
41.0 770 ‘
0 ‘1‘5‘9””“\””, A W I NN N
m/z--> 20 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 47 unknown-11 Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
11.429 3.06 ng/ul 37044  Naphthalene-d8 10.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2,4-Dimethylthiane, S,S-di... 162 C7H1402S 1000215-67-6 35
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 35
3 4-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-6 22
4 5-Decene, (E)- 140 C1eH20 007433-56-9 18
5 trans-4-Decene 140 C1oH20 019398-89-1 18

Abundance Scan 1428 (11.429 min): BG050129.D\data.ms (-1424) (-  m/z 55.15 100.00%

55.1
5000
17.3
—r
H ‘ 549, 11.50
om“‘”‘““\”‘|\ “"UUM"_"‘_HW‘H_wwwww\‘ m/z 69.25 51.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38265: trans-2,4-Dimethylthiane, S,S-dioxide
55.0
5000 T
11.50
m/z 56.15 40.85%
|| 1620
O\\\\‘J\‘i\W‘\“\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0
—r
11.50
5000 m/z 41.20  40.64%
220180 2520
ol L 2820 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299082: 4-Heptafluorobutyroxytridecane P
55.0 11.50
m/z 97.25 39.72%
- WW}A/\/\/V
.0169.0
o MLtz o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On 3 Sep 2021 13:30

Operator : CG/JU

Sample : M3526-13

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 48 (DEL) Alkane: Cyclic11.465 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.465 10.27 ng/ul 124252 Naphthalene-d8 10.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 59
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 59
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 53
5 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 43

Abundance Scan 1434 (11.465 min): BG050129.D\data.ms (-1431) (- m/z 83.20 100.00%

83.2
55.3
5000
133.2 1150
e e
O H B A e e B LR m/z 55.25 64.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
5000 T
11.50
m/z 82.25 43.27%
O\\\\‘\H\\“H\\\M“\‘}M\\"!\\\‘l’o\?.\q‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31429: Cyclohexane, pentyl-
83.0
—
55.0 11.50
5000 ITI/Z 41.25 22.02%
29.0 154.0
ob e 10 L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12178: Cyclohexane, 2-propenyl- 7
55.0 83.0 11.50
m/z 68.15 16.91%
5000
27.0
124.0
0! R e EARRE —
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG090221\

BGO50129.D

3 Sep 2021 13:30
: CG/JU
: M3526-13

: 31 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
11.600 4.02 ng/ul 48664  Naphthalene-d8 10.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 38
2 Octane, 4-methyl- 128 C9H20 002216-34-4 38
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 35
4 1-Tridecene 182 C13H26 002437-56-1 27
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 27

Abundance Scan 1457 (11.600 min): BG050129.D\data.ms (-1453) (- m/z 55.20 100.00%

55.2
97.2
5000
137.3
—— —
73 11.50 12.00
Oyl m/z 43.25 88.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0
5000 —— =
11.50 12.00
‘ ‘850 m/z 71.25 79.29%
O\‘\H\\“HH“\‘H‘!‘\H‘\\\“\\\\‘\\\\‘\\\\‘\\\\’HH‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14533: Octane, 4-methyl-
43.0
= e
11.50 12.00
5000 ITI/Z 57.25 76.35%
85.0
S T S —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173729: 5-Eicosene, (E)- ‘ ‘ ™
55.0 11.50 12.00
m/z 97.20 71.25%
o250l | ||| A0 serors0 I
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.782 22.91 ng/ul 277048 Naphthalene-d8 10.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 87
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 83
3 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 72
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 59

Abundance Scan 1488 (11.782 min): BG050129.D\data.ms (-1483) (- m/z 57.25 100.00%
57.3

o M/WLV
L =
853 1123 1543 11.50 12.00
Ob e porr bt il L 13321543 1833 0o o5 gg.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0
5000 T T T T T T
11.50 12.00
m/z 43.20 61.17%
113.0
O \\\‘\‘\‘\ T 910141.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22091: Octane, 2,6-dimethyl-
57.0
e o
11.50 12.00
5000 m/z 41.20 44.11%
29.0
‘ ‘ 85.0 11"3'0 1420
o MM S RSN NN .2
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32956: Heptane, 3-[(ethenyloxy)methyl]- — —
57.0 11.50 12.00
m/z 56.25 23.90%
5000
29.0
“ ‘ 830 1120 1410
) SN ) Y S MY R o i A e
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 51 (DEL) Alkane: Cyclic12.880 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.

12.880 4.26 ng/ul 75911  Acenaphthene-d10 14.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
2 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 64
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 64
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 59

Abundance Scan 1675 (12.880 min): BG050129.D\data.ms (-1672) (-  m/z 83.25 100.00%

83.3
5000
41.3 i R
‘ ‘ 1333 1823 1250 13.00
ol bl b l7T b m/z 55.25  75.86%
miz--> 50 100 150 200 250 300 350
Abundance #71755: Cyclohexane, octyl-
83.0
5000 — —
210 12.50 13.00
m/z 82.25 63.12%
O\\‘\“‘“\“h““:\LZ\S\Q’\\\]_?6‘.0\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #259994: Cyclohexane, nonadecyl-
83.0
— T
12.50 13.00
5000 m/z 67.20 25.41%
““‘ e
miz--> 100 150 200 250 300 350
Abundance #31433: Cyclohexane, pentyl- “ T
83.0 12.50 13.00
m/z 41.25 24.52%
5000
41.0
‘ 154.0
o“\“‘ﬂ‘w“M_‘H,‘HH_HWHH‘HH_ — e
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 52 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.133 13.35 ng/ul 237811  Acenaphthene-die 14.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
4 Hexadecane 226 C1l6H34 000544-76-3 78
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 58

Abundance Scan 1718 (13.133 min): BG050129.D\data.ms (-1713) (- m/z 57.20 100.00%
57.2

> WmfffkwwmhAA»quj\ﬂ“b
— —
113.3 13.00 13.50
159.3
ol— JL b T A R 1 S m/z 71.25 92.82%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 oS, atis
13.00 13.50
m/z 43.20 58.97%
99.0
O “\ u”\ Il \‘ H‘ 1410 1830 2390 296(
T T T ‘ T i T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
— —
13.00 13.50
5000 ITI/Z 41.15 40.30%
27,0 113.0
0 “ w“ “‘u ! ‘ 1880
miz--> 50 100 150 200 250
Abundance #90206: Dodecane, 2,6,10-trimethyl- —— ——
57.0 13.00 13.50
m/z 85.25 39.53%
) uVWLN
27.0 113.0
0““\“”“\‘““““u‘u‘H_‘18‘370‘””‘”” W v
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 53 Octatriacontyl pentafluorop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.079 14.92 ng/ul 265813  Acenaphthene-die 14.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 72
2 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 72
3 Hexadecane 226 C16H34 000544-76-3 68
4 Nonadecane 268 C19H40 000629-92-5 68
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 62

Abundance Scan 1879 (14.079 min): BG050129.D\data.ms (-1875) (- m/z 57.25 100.00%
571.8

-

5000
I T
141.3 14.00
Ol ks oo oo e m/z 71,25 97.36%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate
57.0
5000 Sas :
14.00
m/z 43.25 92.80%
0 J} in \:ﬂ ‘: g 281.0355.0429.0 532.0 678.(
‘\Hf‘\\\\‘\r'\T HTF‘TH\‘H\\’\\H‘\H\’\\\\‘\H\‘H\\‘\\H‘H\\‘\\H‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
— ‘
14.00
5000 ITI/Z 41.25 57.85%
ol 13.3:0288,-0,
m/z--> 0 50 100150200250300350400450500550600650
Abundance #107220: Hexadecane T ‘
57.0 14.00
m/z 55.20 56.41%
B \A/\/\/\/\/\J\/W\/V
O 22 e a—
m/z--> 0 50 100150200250300350400450500550600650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 54 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.853 9.76 ng/ul 173850  Acenaphthene-die 14.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 80
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72

Abundance Scan 2181 (15.853 min): BG050129.D\data.ms (-2176) (- m/z 57.25 100.00%
571.3

o M\J\MJ\
85.3 - i
113.2 15.50 16.00
169.3
Obrrr el el el ke 22000 2033 2383 m/z 71.20  56.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 e ot
15.50 16.00
85.0 o
20.0 m/z 43.25 46.42%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
P e
15.50 16.00
5000 ITI/Z 41.25 31.54%
29.0 85.0
o LT M0 1550 164,
e e e e e S SR
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #33083: Decane, 2-methyl- “ T
57.0 15.50 16.00
m/z 85.25 25.79%
5000
29.0 85.0
112.0
b T
(O MENENE N A S S — —
m/z--> 20 40 60 80 100120 140 160180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.334 9.61 ng/ul 194936  Phenanthrene-die 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 83
3 Decane, 3-methyl- 156 C1l1H24 013151-34-3 58
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 58
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 58
Abundance Scan 2263 (16.334 min): BG050129.D\data.ms (-2258) (-  m/z 57.25 100.00%
571.3
99.3 00 1650
h ‘ H 412 1833 244.3 16.00 16.50
R AL S m/z 71.20 86.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 o pdny
16.00 16.50
1130 m/z 43.25 62.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
— —
16.00 16.50
5000 m/z 85.20 33.08%
85.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33092: Decane, 3-methyl- T T
57.0 16.00 16.50
m/z 41.25 29.88%
5000
270 127.0
0 ‘ il ‘\ 1l “9%0 156.0
e e e e e e e P e
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50129.D

Acqg On 3 Sep 2021 13:30

Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 56 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.

17.157 4.05 ng/ul 82127  Phenanthrene-d10 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Pentadecane 212 C15H32 000629-62-9 80
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 76
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 72
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 72

Abundance Scan 2403 (17.157 min): BG050129.D\data.ms (-2399) (-  m/z 57.25 100.00%
57.3

. u&wawmvauﬁkAwwmwM
1700 1750
113.2 183.3 . .
0 _m‘“1w,w‘mhupmw_“‘,2‘7”71?”H_MW_H‘E’%'J m/z 71.25 69.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59025: Tridecane
57.0
5000 — ——
17.00 17.50
m/z 43.20 46.99%
0 J‘ | “l|1“3.‘0 184.0
‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90192: Pentadecane
57.0
— —
17.00 17.50
5000 m/z 85.25 39.41%
‘ |30 2120
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74020: Tridecane, 2-methyl- T —
57.0 17.00 17.50
m/z 41.20 33.21%
5000
155.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\

Data File : BG@50129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M

Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 57 (DEL) Alkane: Cyclic21.269

Concentration Rank 56

R.T. EstConc Area Relative to ISTD R.T.
21.269 2.30 ng/ul 50426  Chrysene-di12 21.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 83
2 1-Eicosene 280 C20H40 003452-07-1 74
3 E-14-Hexadecenal 238 C16H300 330207-53-9 70
4 Chloroacetic acid, tetradecyl ester 290 C16H31Cl02 018277-86-6 68
5 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 58

Abundance Scan 3103 (21.269 min): BG050129.D\data.ms (-3101) (-  m/z 55.20 100.00%

5.2
5000
—— —
21.00 21.50
0 m/z 43.25 95.47%
m/z--> 50 100 150 200 250 300 350
Abundance #71734: Cyclotetradecane
55.0
97.0
5000 — ——
196.0 21.00 21.50
m/z 83.15 84.59%
Ll e
O\\“““\‘\\\““1‘\“\“1““\“‘\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #173727: 1-Eicosene
43.0
83.0 — ——
21.00 21.50
5000 m/z 69.15 65.96%
25.0 280.0
167.0
0209'0 b
m/z--> 50 100 150 200 250 300 350
Abundance #121278: E-14-Hexadecenal —— —
43.0 21.00 21.50
83.0 m/z 97.25 59.38%
- MWWVJ\WW
25.0
: 0 o zwo TR
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG050129.D

Acqg On : 3 Sep 2021 13:30
Operator : CG/JU

Sample : M3526-13

Misc :

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.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... 5.003 2.5 ng/ul 17660 1 7.952 143997 20.0
(DEL) Alkane: C... 5.103 10.5 ng/ul 75449 1  7.952 143997 20.0
4-Heptafluorobu... 5.226 2.4 ng/ul 16964 1 7.952 143997 20.0
(DEL) Alkane: C... 5.343 5.4 ng/ul 39002 1 7.952 143997 20.0
(DEL) Alkane: C.. 5.713 3.3 ng/ul 23886 1 7.952 143997 20.0
(DEL) Alkane: C.. 5.790 5.5 ng/ul 39581 1 7.952 143997 20.0
(DEL) Alkane: C.. 5.872 6.3 ng/ul 45067 1 7.952 143997 20.0
(DEL) Alkane: C.. 5.937 4.6 ng/ul 33438 1 7.952 143997 20.0
(DEL) Alkane: S.. 6.013 4.5 ng/ul 32696 1 7.952 143997 20.0
(DEL) Alkane: C... 6.195 13.9 ng/ul 99914 1  7.952 143997 20.0
Heptyl tetradec... 6.313 5.5 ng/ul 39443 1 7.952 143997 20.0
Butanoic acid, 6.418 7.0 ng/ul 50197 1  7.952 143997 20.0
Sulfurous acid,... 6.483 4.5 ng/ul 32196 1  7.952 143997 20.0
(DEL) Alkane: S... 6.530 2.1 ng/ul 15195 1  7.952 143997 20.0
(DEL) Alkane: C.. 6.565 9.5 ng/ul 68493 1 7.952 143997 20.0
(DEL) Alkane: S.. 6.589 16.1 ng/ul 115528 1 7.952 143997 20.0
(DEL) Alkane: C.. 6.683 3.6 ng/ul 25870 1 7.952 143997 20.0
unknown-01 6.747 4.2 ng/ul 30011 1 7.952 143997 20.0
(DEL) Alkane: S 6.824 9.3 ng/ul 67214 1 7.952 143997 20.0
(DEL) Alkane: S 6.918 9.9 ng/ul 71508 1 7.952 143997 20.0
(DEL) Alkane: S. 7.029 4.3 ng/ul 307306 1  7.952 143997 20.0
Cyclohexene, 3-... 7.217 3.0 ng/ul 21311 1 7.952 143997 20.0
unknown-02 7.323 8.4 ng/ul 60205 1 7.952 143997 20.0
(DEL) Alkane: C... 7.388 6.2 ng/ul 44674 1 7.952 143997 20.0
2(1H)-Pyridinon... 7.423 9.3 ng/ul 67327 1 7.952 143997 20.0
unknown-03 7.593 2.9 ng/ul 20864 1 7.952 143997 20.0
Sulfurous acid,... 7.658 4.0 ng/ul 29062 1 7.952 143997 20.0
unknown-04 7.846 4.4 ng/ul 31977 1 7.952 143997 20.0
(DEL) Alkane: S... 8.069 2.6 ng/ul 18831 1 7.952 143997 20.0
Eicosyl isobuty... 8.128 8.5 ng/ul 61179 1 7.952 143997 20.0
(DEL) Alkane: C... 8.228 10.2 ng/ul 73275 1 7.952 143997 20.0
(DEL) Alkane: C... 8.292 6.6 ng/ul 47505 1 7.952 143997 20.0
unknown-05 8.439 3.8 ng/ul 27018 1  7.952 143997 20.0
Naphthalene, de... 8.786 7.0 ng/ul 50564 1 7.952 143997 20.0
(DEL) Alkane: C... 9.021 5.9 ng/ul 42256 1 7.952 143997 20.0
unknown-06 9.056 17.8 ng/ul 128319 1 7.952 143997 20.0
Cyclohexanone, 9.273 8.7 ng/ul 62311 1 7.952 143997 20.0
unknown-07 9.591 9.2 ng/ul 111409 2 10.771 241909 20.0
trans-Decalin, 9.673 3.4 ng/ul 40497 2 10.771 241909 20.0
cis-Decalin, 2-... 9.937 9.1 ng/ul 109967 2 10.771 241909 20.0
(DEL) Alkane: S... 10.008 6.8 ng/ul 81601 2 10.771 241909 20.0
Silane, dichlor... 10.166 5.2 ng/ul 62788 2 10.771 241909 20.0
(DEL) Alkane: S... 10.342 5.3 ng/ul 64593 2 10.771 241909 20.0
unknown-08 10.466 3.4 ng/ul 40554 2 10.771 241909 20.0
unknown-09 10.542 2.9 ng/ul 34636 2 10.771 241909 20.0
unknown-10 10.983 4.9 ng/ul 58994 2 10.771 241909 20.0
unknown-11 11.429 3.1 ng/ul 37044 2 10.771 241909 20.0
(DEL) Alkane: C.. 11.465 10.3 ng/ul 124252 2 10.771 241909 20.0
(DEL) Alkane: S.. 11.600 4.0 ng/ul 48664 2 10.771 241909 20.0
(DEL) Alkane: S.. 11.782 22.9 ng/ul 277048 2 10.771 241909 20.0
(DEL) Alkane: C.. 12.880 4.3 ng/ul 75911 3 14.613 356369 20.0
(DEL) Alkane: S.. 13.133 13.4 ng/ul 237811 3 14.613 356369 20.90
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Octatriacontyl ... 14.079 14.9 ng/ul 265813 3 14.613 356369 20.0
(DEL) Alkane: S... 15.853 9.8 ng/ul 173850 3 14.613 356369 20.0
(DEL) Alkane: S... 16.334 9.6 ng/ul 194936 4 17.368 405788 20.0
(DEL) Alkane: S... 17.157 4.0 ng/ul 82127 4 17.368 405788 20.0
(DEL) Alkane: C... 21.269 2.3 ng/ul 50426 5 21.639 438124 20.0
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