LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BGO052126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc :

ALS vial : 7 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-BG010622.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52126.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.546 4 10 25 rVB 179482 312478 32.19% 2.718%
2 4.004 84 88 99 rvv2 21308 37937 3.91% 0.330%
3 7.388 654 664 673 rBV2 46461 88239 9.09% 0.767%
4 7.546 685 691 701 rBV 105161 181614 18.71% 1.579%
5 7.769 722 729 736 rVB 126301 220659 22.73% 1.919%
6 8.245 803 810 817 rWV 98358 170619 17.58%  1.484%
7 8.950 923 930 940 rBV3 144363 300435 30.95% 2.613%
8 9.038 940 945 950 rBV3 5739 9575 ©0.99% 0.083%
9 9.185 965 970 975 rVB3 3383 5958 0.61% 0.052%
106 9.303 983 990 996 rVB3 3094 5419 0.56% 0.047%
11  9.414 1002 1009 1021 rVB 160725 287828 29.65% 2.503%
12 9.526 1021 1028 1032 rBV7 3027 6081 0.63% 0.053%
13 9.614 1037 1043 1051 rVBS8 5454 9999 1.03% 0.087%
14 9.690 1051 1056 1066 rBV7 11477 23945  2.47%  0.208%
15 9.778 1066 1071 1077 rBV3 23026 41063 4.23% 0.357%
16 9.831 1077 1080 1085 rVB2 10022 13981 1.44% 0.122%
17 9.919 1090 1095 1099 rVVe6 4273 8051 ©0.83% 0.070%
18 10.072 1117 1121 1122 rVV3 5099 7999 0.82% 0.070%
19 10.148 1126 1134 1142 rVB 138904 257470 26.52% 2.239%
20 10.260 1148 1153 1156 rBV4 5828 10279 1.06% ©0.089%
21 10.360 1163 1170 1177 rVB4 24904 46726 4.81% ©0.406%
22 10.436 1177 1183 1184 rBV2 8537 10027 1.03% 0.087%
23 10.695 1220 1227 1239 rBV 214738 386075 39.77% 3.358%
24 10.830 1246 1250 1258 rBV5S 9417 22315 2.30% 0.194%
25 11.030 1279 1284 1287 rBV4 6679 9562 0.99% 0.083%
26 11.083 1287 1293 1298 rW 143072 259574 26.74% 2.257%
27 11.130 1298 1301 1307 rVV6 24509 43619 4.49% 0.379%
28 11.206 1307 1314 1327 rVB 109596 238313 24.55% 2.073%
29 11.347 1336 1338 1345 rBV7 2714 4662 0.48% 0.041%
30 11.435 1349 1353 1359 rVB5 8423 16055 1.65% 0.140%
31 11.500 1359 1364 1368 rBV5 3672 6514 0.67% 0.057%
32 11.558 1368 1374 1375 rBv4 3137 4584 0.47% 0.040%
33 11.670 1385 1393 1395 rVveé 6317 13463 1.39% 0.117%
34 11.799 1413 1415 1420 rVB6 4628 6837 0.70% 0.059%
35 11.852 1420 1424 1427 rBV3 5267 6828 0.70% 0.059%
36 11.934 1433 1438 1442 rVWV5 5012 8804 0.91% 0.077%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BGO052126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc :

ALS vial : 7 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-BG010622.M
Title : SVOA CALIBRATION
37 11.987 1442 1447 1451 rVB6 4523 7449 0.77% ©0.065%
38 12.040 1453 1456 1464 rVB3 14993 25356 2.61% 0.221%
39 12.116 1464 1469 1472 rBV5 6399 10717 1.10% 0.093%
40 12.193 1477 1482 1485 rVB5 3191 5224 0.54% 0.045%
41 12.310 1497 1502 1504 rBV6 3092 5090 0.52% 0.044%
42 12.357 1508 1510 1516 rVB7 5196 7736 0.80% 0.067%
43 12.557 1534 1544 1548 rBV5 8875 20818 2.14% 0.181%
44 12.627 1548 1556 1562 rBVie 10344 30771 3.17% 0.268%
45 12.698 1564 1568 1574 rVB7 7925 15485 1.60% 0.135%
46 12.815 1586 1588 1593 rVB5 3362 4525 0.47% 0.039%
47 12.880 1593 1599 1601 rBvV4 7747 11924 1.23% 0.104%
48 12.933 1604 1608 1614 rVV7 16061 29647 3.05% 0.258%
49 13.021 1618 1623 1627 rVW7 12867 27821 2.87% 0.242%
50 13.056 1627 1629 1634 rVB5 12182 17509 1.80% 0.152%
51 13.139 1640 1643 1649 rBV7 6663 12418 1.28% ©0.108%
52 13.197 1649 1653 1655 rVB3 4492 6319 0.65% 0.055%
53 13.291 1665 1669 1675 rBV6 8313 16629 1.71% 0.145%
54 13.421 1687 1691 1698 rBV9 6785 13251 1.37% 0.115%
55 13.532 1706 1710 1713 rBV3 7980 12192 1.26% ©0.106%
56 13.703 1734 1739 1740 rBV4 6320 8123 0.84% 0.071%
57 13.773 1745 1751 1756 rVV4 19115 43154 4.45% 0.375%
58 13.885 1766 1770 1778 rVV1e 10465 22349  2.30% 0.194%
59 14.055 1796 1799 1801 rBv4 4692 5842 0.60% 0.051%
60 14.278 1830 1837 1844 rVB 388299 595233 61.32% 5.177%
61 14.413 1856 1860 1866 rVB9 5118 11791 1.21% 0.103%
62 14.525 1877 1879 1882 rVVv4 8617 10641 1.10% 0.093%
63 14.584 1883 1889 1899 rVB 453987 725544  74.74% 6.310%
64 14.766 1915 1920 1921 rBV5S 5428 7659 0.79% 0.067%
65 14.889 1932 1941 1947 rBV 234256 390002 40.17%  3.392%
66 15.077 1967 1973 1983 rVV2 37827 76913 7.92% 0.669%
67 15.336 2015 2017 2022 rVB6 3800 4937 0.51% 0.043%
68 15.424 2028 2032 2036 rVV6 12470 19441 2.00% 0.169%
69 15.482 2039 2042 2043 rVV3 8049 8353 0.86% 0.073%
70 15.512 2043 2047 2054 rVB9 16116 26630 2.74% 0.232%
71 15.618 2061 2065 2067 rBV5 5116 5969 0.61% 0.052%
72 15.876 2103 2109 2121 rVB 553892 857940 88.38% 7.461%
73 15.988 2122 2128 2135 rBV3 179421 308318 31.76% 2.681%
74 16.228 2167 2169 2173 rVB5 8677 10487 1.08% 0.091%
75 16.557 2221 2225 2228 rBV6 6339 11069 1.14% 0.096%
76 16.751 2254 2258 2259 rBv4 7165 8486 0.87% 0.074%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BGO052126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc :

ALS vial : 7 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-BG010622.M

Title : SVOA CALIBRATION

77 16.910 2283 2285 2286 rBV2 6030 5316 ©0.55% ©0.046%
78 16.980 2295 2297 2300 rBvV4 5375 6258 0.64% 0.054%
79 17.098 2316 2317 2321 rVB3 9400 8628 0.89% 0.075%
80 17.286 2344 2349 2357 rBV 222865 355938 36.67% 3.095%
81 17.638 2403 2409 2417 rBV 300831 453223 46.69%  3.942%
82 17.738 2419 2426 2431 rVV2 574532 873003 89.93% 7.592%
83 18.285 2515 2519 2522 rVB 31776 39269 4.05% 0.342%
84 18.508 2554 2557 2560 rBV5 16242 19925 2.05% 0.173%
85 19.442 2712 2716 2721 rBV2 54945 74989 7.72% ©.652%
86 19.876 2787 2790 2794 rBV2 34674 46455 4.79% 0.404%
87 20.017 2809 2814 2822 rVB 671538 957751 98.66%  8.329%
88 21.956 3139 3144 3151 rVB 254473 441944 45.53%  3.843%
89 23.530 3408 3412 3421 rVB7 28691 63571 6.55% 0.553%
990 24.212 3525 3528 3529 rBV3 7171 8250 0.85% 0.072%
91 24.412 3560 3562 3563 rBV2 5937 4708 0.48% 0.041%
92 24.441 3563 3567 3573 rVB7 15768 29442 3.03% 0.256%
93 24.823 3631 3632 3636 rBv4 5051 4767 ©0.49% 0.041%
94 25.210 3687 3698 3712 rVB2 323785 970760 100.00%  8.442%
95 25.445 3729 3738 3751 rVB2 155183 499816 51.49% 4.347%
96 26.726 3950 3956 3966 rVB8 14450 43972 4.53% 0.382%
97 26.920 3987 3989 3993 rBV5 4504 7030 0.72% 0.061%
98 28.224 4204 4211 4220 rVV5 12745 42453  4.37% 0.369%
99 30.022 4512 4517 4519 rBV5 6877 12760 1.31% 0.111%
100 30.961 4674 4677 4679 rBvV4 4209 5112 0.53% 0.044%

Sum of corrected areas: 11498689
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BG@52126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052126.D\data.ms
700000
600000
500000
400000
300000

2000001546

7.546(%° 8.245
7.38

100000

4.004
OV‘F_V__Y_Y_‘/‘L\ T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L =T ‘ 1T ‘ L ‘ATl T L ‘ L ‘ L ‘ T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10 00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG052126.D\data.ms

20.017
700000

17.738
600000 15.876

500000 14.584

14.278

400000
17.638 21.956

300000 17.286

200000

100000

e S

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG052126.D\data.ms

700000
600000
500000

400000

25.210

300000

200000

100000 23.530
28.224 30.022 30.961

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BG@52126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Cyclohexanone, 2-methyl-5-(... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.778 3.16 ng/ul 41063 Naphthalene-d8 11.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 62
2 Cyclohexanone, 2-(2-methylpropyl... 152 C1@H160 043108-69-6 47
3 Acetaldehyde, (3,3-dimethylcyclo... 152 C1@H160 026532-25-2 46
4 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 43
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 43
Abundance Scan 1071 (9.778 min): BG052126.D\data.ms (-1066) (-) m/z 108.15 100.00%
108.2
41.1
5000 152.2
LY TR '}
ol P Wz 9s.1e 7e.54%
mlz--> 50 100 150 200 250 300 350
Abundance #29382: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, t
67.0
5000 09.0
9.50 10.00
152.0 m/z 41.15 62.59%
O’
miz--> 50 100 150 200 250 300 350
Abundance  #29267: Cyclohexanone, 2-(2-methylpropylidene)-
67.0
10904550 e
9.50 10.00
5000 m/z 67.15 62.37%
29 |
oL T —
m/z--> 50 100 150 200 250 300 350
Abundance #29363: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E
109.0 9.50 10.00
m/z 109.15 60.52%
41.0
152.0
5000
| o I
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BG@52126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.360 3.60 ng/ul 46726  Naphthalene-d8 11.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-(Aminomethylene)glutacon... 139 C6H5NO3 067598-07-6 30
2 Butanal, 3-methyl-2-methylene-, ... 154 C9H18N2 033063-81-9 27
3 6-Methyloctahydrocoumarin 168 C10OH1602 080648-29-9 22
4 2(3H)-Benzofuranone, hexahydro-7... 154 C9H1402 039163-24-1 22
5 2(3H)-Benzofuranone, hexahydro-7... 154 C9H1402 039163-24-1 22
Abundance Scan 1170 (10.360 min): BG052126.D\data.ms (-1163) (-  m/z 139.15 100.00%
43.1 139.2
81.2 111.2
5000
by
\ ‘ L o
o_m}“ | “HH_‘J_HWHH m/z 43.15 89.79%
m/z--> 20 40 100 120 140 160
Abundance #20381: .alpha.-(Ammomethylene)glutaconic anhydride
139.0
67.0
Wit Vo
5000 41 0 T T T T I T T T
' 95.0 10.00 10.50
m/z 131.15 80.22%
O‘\\\\‘w‘\‘h 1220
miz--> 20 40 60 80 100 120 140 160
Abundance #32324: Butanal, 3-methyl-2-methylene-, (1-methylethyl)t
41.0 139.0 ﬂ
i ——h
111.0 10.00 10.50
5000 m/z 81.15 74 .80%
67.0
T ‘g‘ﬂf J L
0 Y

mlz--> 20 40 60 80 100 120 140 160 M N\/\\)\
Abundance #43013: 6-Methyloctahydrocoumarin MM MM
81.0 10 00
56.0 m/z 111.15 71.884
5000
111.0 /1”
ol % Ll w0 teo g f] )
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\BG012422\
Data File : BG@52126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Benzo[b]thiophene, 6-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.628 2.37 ng/ul 30771 Naphthalene-d8 11.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 52
2 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 50
3 1H-Inden-1-0l, 2,3-dihydro-2-met... 148 C10H120 017496-18-3 47
4 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 47
5 Benzene, 1l-ethynyl-2-(methylthio)- 148 C9H8S 078905-08-5 47
Abundance Scan 1556 (12.627 min): BG052126.D\data.ms (-1548) (- m/z 147.05 100.00%
147.1
5000
110.2
oo B1 L o] ‘n‘A‘A‘
53‘0 H | ‘ ‘ 12.50 13.00
(R M‘“”W L “”\ ) M Ul nz 14s.e5  74.e1%
m/z--> 20 40 100 120 140
Abundance #26963.Benzo[thophene,64nethyL
148.0
5000 J UL m T
12.50 13.00
m/z 110.15 31.69%
80 740 4430 1210
O ‘\\\\‘\‘\H\\’\\‘\“\“\\\\“‘\.\\‘\‘\\\\‘\H‘\\’
miz--> 20 40 60 80 100 120 140
Abundance #26251: Benzaldehyde, 2,4,6-trimethyl-
147.0
12.50 13.00
m/z 95.10 27.46%
5000 119.0
0 91.0 ‘
51.
0 "“‘H‘NWH,M‘7§ﬁ‘1‘L“w“hm“““‘“‘
m/z--> 20 40 60 80 100 120 140
Abundance #26306: 1H-Inden-1-ol, 2,3-dihydro-2-methyl- ——— ——
147.0 12.50 13.00
m/z 69.15 20.15%
91.0
5000 129.0
i | w0 g
0 _MM M %“H m H‘ bl ‘
miz--> 20 100 120 140 12'50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BG@52126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.933 2.28 ng/ul 29647 Naphthalene-d8 11.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 2-ethylcyclo... 200 C11H2003 1000282-69-7 12
2 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 12
3 Cyclooctyl bromide 190 C8H15Br 001556-09-8 12
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 12
5 Bicyclo[2.2.2]octan-1-amine 125 C8H15N 001193-42-6 10

Abundance Scan 1608 (12.933 min): BG052126.D\data.ms (-1604) (-  m/z 81.15 100.00%

81.2
411 111.2
5000
65 30.2147.1 ——
| N W | =
e I | m/z 69.15 89.86%
miz--> 20 40 60 80 100 120 140 160
Abundance  #75539: Methoxyacetic acid, 2-ethylcyclohexyl ester
69.0
111.0
5000 W i T
45.0 13.00
m/z 111.15  53.72%
0 ‘2\7‘\‘0 | H“‘} Tl H‘ \‘M\ T ng T \M T \1\3:!-\0‘ LB
miz--> 20 40 60 80 100 120 140 160
Abundance  #13295: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
69.0
41.0 | ﬂ I M[L
— L L
1110 13.00
5000 m/z 41.15 51.79%
ol i r0 o MMM
m/z--> 20 40 60 80 100 120 140 160
Abundance #65211: Cyclooctyl bromide —
69.0 13.00
m/z 43.15 29.97%
5000 210 111.0 WMW\/\M
0 “91{“”‘:“””_”“H —
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BG@52126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 unknown-@3 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.773 2.21 ng/ul 43154  Acenaphthene-d10 14.889
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane-1-methanes... 232 C10H1604S 005872-08-2 40
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 38
3 3,5-Dimethyl-1-butylpyrazole 152 C9H16N2 002655-37-0 35
4 Benzene, 1-fluoro-2-(2-methoxyet... 152 C9HIFO 054533-36-7 35
5 trans-2-Caren-4-o0l 152 C10H160 004017-82-7 35
Abundance Scan 1751 (13.773 min): BG052126.D\data.ms (-1745) (-  m/z 43.15 100.00%
3.1
109.2
5000 151.2
—— —
‘ ‘ | 369. 13.50 14.00
ol e‘w"““l‘m“”ﬂ“‘ ] ‘ e e M/z 109.15  65.91%
mlz--> 50 100 150 200 250 300 350
Abundance #113065: Bicyclo[2.2.1]heptane-1-methanesulfonic acid, -
109.0
151.0
5000 A —
67 13.50 14.00
' m/z 151.15 45.43%
27.
0 # f‘H‘rH‘r T \‘\‘\ ““\ ‘\1\9(\).‘0\2\3\2\.0‘ L e
miz--> 50 100 150 200 250 300 350
Abundance #69161: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0
cd e iy i
13.50 14.00
m/z 57.15 21.91%
5000| 430 151.0 /
0
m/z--> 50 100 150 200 250 300 350
Abundance #30324: 3,5-Dimethyl-1-butylpyrazole ] M\h ‘ MMMAW\W
109.0 13.50 14.00
m/z 41.15 18.72%
5000
42.0 152.0
m/z--> 50 100 150 200 250 300 350 13.50 14.00

SFAM-EPA-BGO10622.M Mon Jan 31 00:04:52 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BG@52126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 10-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.442 3.31 ng/ul 74989  Phenanthrene-d1e 17.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 95
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 94
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 93
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 91

Abundance Scan 2716 (19.442 min): BG052126.D\data.ms (-2712) (- m/z 55.15 100.00%
1

5000
lo63 22222643 1950
’ 379.! :
0! m/z 41.15 61.86%
mlz--> 50 100 150 200 250 300 350
Abundance #194419: 10-Octadecenoic acid, methyl ester
553.0
5000 R
19.50
264.0 m/z 69.15 61.10%
“ H 137.0 180.0 222 0
0 \‘\ w‘ T ‘\““‘ ‘\M\M\‘m\h ‘\h‘u‘ 1 T 1”\ T \“ LB B
miz--> 50 100 150 200 250 300 350
Abundance #194420: 13-Octadecenoic acid, methyl ester
53.0
P
19.50
5000 ITI/Z 43.15 53.20%
7.0
264.0
L somoz20 |
0 ‘h‘ “u“‘ ‘\\M“M‘m‘\“\‘m\ [ m‘\ 1 e 1‘ - e e
m/z--> 50 100 150 200 250 300 350
Abundance #194418: 12-Octadecenoic acid, methyl ester ——
55.0 19.50
m/z 74.10 47.33%
5000
ok H ‘\‘ “
m/z--> 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BG@52126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 2-heptyldecahydronaphthalene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.877 2.10 ng/ul 46455  Chrysene-di12 21.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-heptyldecahydronaphthalene 236 C17H32 1000441-03-2 58
2 Cyclopentanecarboxylic acid, 3-m... 262 C17H2602 074793-59-2 43
3 1-Buten-1-o0l, 2-methyl-4-(2,6,6-... 236 C15H2402 021730-91-6 38
4 Artemiseole 152 C10H160 060485-46-3 35
5 3,4-Dimethylthiophenol, S-pentaf... 284 C11H9F50S 1000470-52-3 35

Abundance Scan 2790 (19.876 min): BG052126.D\data.ms (-2787) (- m/z 81.15 100.00%

43.1 812
5000
— ——
264.1 340, 19.50 20.00
0! 7 m/z 43.15 85.32%
miz--> 50 100 150 200 250 300
Abundance #118886: 2-heptyldecahydronaphthalene
81.0
137.0
41.
so00| 40 — —
19.50 20.00
m/z 137.15 75.73%
L. | 1930 %00
0! ”\H‘”M\“ S L e B B
miz--> 50 100 150 200 250 300
Abundance #150937: Cyclopentanecarboxylic acid, 3-methylene-, 1,7
81.0
— ——
19.50 20.00
5000 137.0 m/z 109.15 66.43%
41.0
ol bl il iy | 11021002620
miz--> 50 100 150 200 250 300
Abundance #118708: 1-Buten-1-ol, 2-methyl-4-(2,6,6-trimethyl-1-cycl

“ T
137.0 19.50 20.00
m/z 95.10 40.75%

¢

| H \17‘5.0\ | 23\6'0
Ll L L ‘\ ’

“ T
100 150 200 250 300 19.50 20.00

5.0
HH \H
T

o

9
41.0
5000
1 L‘;hm
50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BG@52126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.530 2.88 ng/ul 63571  Chrysene-di12 21.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 64
2 Octanamide 143 C8H17NO 000629-01-6 53
3 Dodecanamide 199 C12H25NO 001120-16-7 50
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 50
5 Palmitoleamide 253 C16H31NO 106010-22-4 47

Abundance Scan 3412 (23.530 min): BG052126.D\data.ms (-3408) (-  m/z 59.15 100.00%

59.1
5000
W’VWW\ ‘
126.1 175.9222.1 78?132&9 200, 2350
0! L m/z 72.15 72.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 L T I A\ \A\A‘
23.50
m/z 43.15 56.38%
016' M‘\ HH \‘\ " 184.0 238028;‘()
- ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #23422: Octanamide
59.0
L
23.50
5000 ITI/Z 55.15 48.89%
143.0
070 1120100
m/z--> 50 100 150 200 250 300 350 400
Abundance #74753: Dodecanamide T ‘
59.0 23.50
m/z 57.15 41.55%
5000
1280
s ||| 100 il
m/z--> 50 100 150 200 250 300 350 400 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012422\
Data File : BG052126.D

Acqg On : 24 Jan 2022 14:58
Operator : CG/JU

Sample : N1199-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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|
Cyclohexanone, ... 9.778 3.2 ng/ul 41063 2 11.083 259574 20.0
unknown-01 10.360 3.6 ng/ul 46726 2 11.083 259574 20.0
Benzo[b]thiophe... 12.628 2.4 ng/ul 30771 2 11.083 259574 20.0
unknown-02 12.933 2.3 ng/ul 29647 2 11.083 259574 20.0
unknown-03 13.773 2.2 ng/ul 43154 3 14.889 390002 20.0
10-Octadecenoic... 19.442 3.3 ng/ul 74989 4 17.638 453223 20.0
2-heptyldecahyd... 19.877 2.1 ng/ul 46455 5 21.956 441944 20.0
9-Octadecenamid... 23.530 2.9 ng/ul 63571 5 21.956 441944 20.0
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