LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BGO50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc :

ALS Vvial : 37 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-BG110321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50911.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.585 12 16 22 rW 11617 17198 0.89% 0.045%
2 3.937 70 76 84 rBv4 4401 8171 0.42% 0.021%
3 4.014 84 89 109 rVB 145816 269490 13.90% 0.703%
4 4,255 124 130 134 rBV2 3318 5638 ©0.29% 0.015%
5 4.355 143 147 153 rBv4 4615 8407 0.43% 0.022%
6 4.625 184 193 197 rBV5 9386 19755 1.02% 0.052%
7 4.684 201 203 210 rVB4 6339 9941 0.51% 0.026%
8 5.295 302 307 315 rVB 33730 51602 2.66% 0.135%
9 5.512 338 344 350 rBV2 23167 38095 1.97% 0.099%
10 6.388 486 493 502 rVW 10190 16746 0.86% 0.044%
11 7.069 601 609 611 rBVS 3142 5481 0.28% 0.014%
12 7.369 651 660 670 rBvV2 282376 544977 28.11% 1.422%
13 7.545 683 690 697 rBV 143257 250216 12.91% 0.653%
14 7.757 719 726 729 rBV 182088 341324 17.61% 0.891%
15 7.792 729 732 741 rVB 221542 359689 18.55% 0.938%
16 8.232 800 807 817 rVB 121310 209919 10.83% 0.548%
17 8.755 886 896 902 rBV 241427 606830 31.30%  1.583%
18 8.802 902 904 912 rVB 24130 35917 1.85% 0.094%
19 8.932 918 926 938 rVB 217055 394475 20.35% 1.029%
20 9.055 938 947 957 rBV 296262 533358 27.51% 1.392%
21 9.325 986 993 999 rBV 96358 172288 8.89% 0.450%
22 9.408 999 1007 1010 rVV 174212 344294 17.76% 0.898%
23 9.449 1010 1014 1023 rVB 333401 574579 29.64% 1.499%
24  9.701 1047 1057 1064 rBV 421963 705748 36.40% 1.841%
25 10.130 1123 1130 1132 rBV 156258 267150 13.78% 0.697%

26 10.160 1132 1135 1150 rVB 229419 435023 22.44%
27 10.671 1214 1222 1236 rBvV2 228271 681527 35.16%
28 10.941 1262 1268 1274 rBV2 12437 23957 1.24%
29 11.059 1280 1288 1292 rBV 170724 314080 16.20%
30 11.106 1292 1296 1303 rVV 157900 284934 14.70%

(ORI R
(W]
)]
w
R

31 11.188 1303 1310 1321 rVB 99396 197986 10.21%
32 11.746 1399 1405 1413 rVB 11067 16777 0.87%
33 12.310 1495 1501 1510 rBV 379291 658920 33.99%

OrRrooe
~N
[ty
o)
IS

34 12.551 1536 1542 1551 rBV 253158 435956 22.49% 137%
35 12.621 1553 1554 1561 rVB3 3527 4404  0.23% 011%
36 12.827 1584 1589 1594 rBV2 2883 4847 ©.25% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BGO50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc :

ALS Vvial : 37 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-BG110321.M
Title : SVOA CALIBRATION
37 12.915 1596 1604 1612 rVV 540109 914149 47.15%  2.385%
38 13.056 1621 1628 1636 rVB 186522 305907 15.78% 0.798%
39 13.291 1661 1668 1675 rBV 244898 421422 21.74% 1.100%
40 13.691 1729 1736 1743 rBV 565171 893403 46.08% 2.331%
41 13.943 1771 1779 1790 rBV 419495 699260 36.07% 1.824%
42 14.032 1790 1794 1799 rVB 10827 16021 0.83% 0.042%
43 14.249 1824 1831 1841 rBV 402909 584872 30.17% 1.526%
44 14.337 1841 1846 1854 rVB 89996 133676 6.90%  0.349%
45 14.425 1854 1861 1869 rVB 347216 519569 26.80% 1.356%
46 14.554 1876 1883 1885 rVV 469452 764350 39.43%  1.994%
47 14.584 1885 1888 1895 rVB 660908 992724 51.21%  2.590%
48 14.854 1924 1934 1940 rBV 268229 429958 22.18% 1.122%
49 14.919 1940 1945 1953 rVB 69082 108122 5.58% 0.282%
50 15.054 1959 1968 1988 rBV3 437442 957797 49.41% 2.499%
51 15.212 1988 1995 1999 rVV 416241 679002 35.02% 1.772%
52 15.254 1999 2002 2010 rVB 274603 394099 20.33% 1.028%
53 15.495 2036 2043 2050 rVB 95322 149748 7.72%  0.391%
54 15.653 2063 2070 2077 rBV 672510 940903 48.53%  2.455%
55 15.847 2095 2103 2108 rBV 550668 873558 45.06%  2.279%
56 15.900 2108 2112 2117 rVV 133468 202769 10.46% 0.529%
57 15.959 2117 2122 2135 rVB 187392 275632 14.22% 0.719%
58 16.100 2135 2146 2153 rBV 856504 1313488 67.75% 3.427%
59 16.335 2181 2186 2193 rBvV3 17750 33909 1.75% 0.088%
60 16.470 2203 2209 2213 rVB 10314 14485 0.75% 0.038%
61 16.687 2243 2246 2250 rVVv3 3548 5398 0.28% 0.014%
62 16.769 2250 2260 2264 rVV5 10632 20326 1.05% 0.053%
63 16.840 2264 2272 2277 rVV2 163656 254210 13.11% 0.663%
64 16.899 2277 2282 2288 rVB 457060 698491 36.03% 1.822%
65 17.245 2336 2341 2355 rBV2 245241 422707 21.80% 1.103%
66 17.604 2395 2402 2405 rVV 340991 559269 28.85% 1.459%
67 17.645 2405 2409 2414 rVW 620853 943008 48.64%  2.460%
68 17.698 2414 2418 2425 rVB 615651 928612 47.90%  2.423%
69 18.203 2499 2504 2509 rBV 36629 48660 2.51% 0.127%
70 18.538 2553 2561 2570 rBV 780749 1034827 53.38% 2.700%
71 18.826 2606 2610 2616 rVB3 7881 9784 0.50% 0.026%
72 19.543 2728 2732 2738 rVB4 7741 11888 0.61% 0.031%
73 19.613 2738 2744 2750 rBV 8506 12425 0.64% 0.032%
74 19.836 2776 2782 2788 rBV 79716 108692 5.61% 0.284%
75 19.883 2788 2790 2796 rVB2 4089 4874 0.25% 0.013%

76 19.977 2799 2806 2809 rBV2 744476 1266419 65.33%  3.304%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BGO50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc :

ALS Vvial : 37 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-BG110321.M
Title : SVOA CALIBRATION
77 20.189 2837 2842 2848 rBV 95805 125950 6.50% 0.329%
78 20.342 2863 2868 2872 rVV6 5449 7718 0.40% 0.020%
79 20.806 2943 2947 2950 rBV4 3494 6076 0.31% 0.016%
80 20.994 2974 2979 2984 rVB 57700 75675 3.90% 0.197%
81 21.117 2996 3000 3006 rBVS 3128 5644 0.29% 0.015%
82 21.164 3006 3008 3014 rBVe6 3920 4346 0.22% 0.011%
83 21.787 3104 3114 3122 rVB2 29787 52398 2.70% 0.137%
84 21.881 3122 3130 3141 rBV2 888719 1938634 100.00% 5.058%
85 22.063 3154 3161 3164 rVB7 3492 5491 0.28% 0.014%
86 22.245 3186 3192 3202 rVB2 44284 77818 4.01% 0.203%
87 22.457 3221 3228 3237 rBV 834691 1465302 75.58% 3.823%
88 22.645 3254 3260 3265 rBVv4 43553 76911 3.97% 0.201%
89 23.021 3316 3324 3334 rVB 484190 889655 45.89% 2.321%
90 23.421 3386 3392 3400 rBVS5 9710 22625 1.17% ©.059%
91 24.214 3516 3527 3535 rBV 425326 1093146 56.39% 2.852%
92 25.066 3660 3672 3679 rVV2 348339 1053536 54.34% 2.749%
93 25.142 3679 3685 3698 rvv2 228218 620466 32.01% 1.619%
94 25.301 3700 3712 3726 rVB2 186709 585369 30.19% 1.527%
95 26.476 3903 3912 3923 rBV3 23203 67446 3.48% 0.176%
96 27.921 4148 4158 4167 rVVe 21276 75525 3.90% 0.197%
97 29.278 4370 4389 4409 rBV2 319460 1510313 77.91%  3.940%
98 29.643 4446 4451 4452 rBVS 9412 12604 0.65% 0.033%
99 30.436 4565 4586 4605 rBv4 141906 739352 38.14% 1.929%
100 31.746 4801 4809 4810 rBV6 8878 18285 ©.94% 0.048%
Sum of corrected areas: 38328397
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG@50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG050911.D\data.ms

800000
700000

600000
12.915

500000
9.701
400000 12.310

9.449
9.055

7 792 8.723 10.160 10.671
18.05!
4.014 8 10.130 140R%

757
8232
100000 93 11188
01 38%.937 255464 °-28%12 6.388  7.069 0.9 11.746 1262

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG050911.D\data.ms
16.100 21.881 22.457

800000 18.538

300000 7.369 12551

200000

19.977

700000 14.584 15.653

1ir76888
6000007 13.691 15.847

500000 14.%54 16.899

400000 4,495 17 dba

300000, 14.8545254 17.245

200000 15.999 16.840

14,387 15.496 189
100000 14l9 19.8 Zﬂp 20.994 22 2482 645
3

14,03 A Eﬁlﬁﬂﬁs LJ 18';503 18.826 1993@\8 34220 s 215206

S e L e e - o e
Time-> 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG050911.D\data.ms

800000
700000
600000

500000 -0
24.214

400000
25.066 29.278
300000
25,142
5.301
200000 30.436
100000
23.421 26.476 27.921 29.643 31.746

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\‘\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG@50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.295 4.92 ng/ul 51602 1,4-Dichlorobenzene-d4 8.232

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
5 3-Octanol 130 C8H180 000589-98-0 36
Abundance Scan 307 (5.295 min): BG050911.D\data.ms (-302) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 \\\‘\\\\‘\\\\’\\\\‘\\\\
82.9 5.00 5.20 5.40 5.60
\\\‘\\\\‘\\\\‘\\\\“‘\‘}\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\.\\‘\\\}‘\\\\‘\ m/z 59.09 56.7900
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B L LN LR
59.0 5.00 5.20 5.40 5.60
150 010 m/z 101.00 17.69%
. 101.
31.0 ‘
\\\‘\\‘\\‘\\\‘\““\\\\“Hi\\‘\\}\‘\\\\‘\\\\8‘:\)’\.(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
AEEmEE RS
5.00 5.20 5.40 5.60
5000 59.0 m/z 58.00 14.42%
101.0
31.0 83.0
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl- EEETEEE | EETUIE n.
43.0 5.00 5.20 5.40 5.60
m/z 41.00 7.50%
5000
59.0
970 H 101.0
S S SO N 0 .. SRR R [ (O | RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG@50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 Benzene, chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.512 3.63 ng/ul 38095 1,4-Dichlorobenzene-d4 8.232

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, chloro- 112 C6H5C1 000108-90-7 95
2 Benzene, chloro- 112 C6H5C1 000108-90-7 95
3 Benzene, chloro- 112 Ce6H5C1 000108-90-7 94
4 Benzene, chloro- 112 C6H5C1 000108-90-7 94
5 Benzene, chloro- 112 C6H5C1 000108-90-7 94
Abundance Scan 344 (5.512 min): BG050911.D\data.ms (-338) (-) m/z 112.00 100.00%
112.0
77.0
5000
510 \\‘\\\\‘\\\\‘\\\\‘\\\\’
38.0 H il 5.20 5.40 5.60 5.80
el W myz 77.00 78.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7185: Benzene, chloro-
112.0
77.0
5000 LB L B R I R B |
5.20 5.40 5.60 5.80
51.0 m/z 114.00  35.13%
38.0 H
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘!1}‘\\8\\9‘9\\\‘\\\\‘ ‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
112.0
AR A maE
77.0 5.20 5.40 5.60 5.80
5000 m/z 51.00 26.01%
51.0
38.0
26.0 63.0
T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7183: Benzene, chloro-
112.0 5.20 5.40 5.60 5.80
m/z 50.00 20.68%
77.0
5000
51.0
38 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG@50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 Benzaldehyde dimethyl acetal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.701 44.94 ng/ul 705748  Naphthalene-d8 11.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 94
2 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 91
3 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 91
4 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 87
5 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 78
Abundance Scan 1057 (9.701 min): BG050911.D\data.ms (-1047) (-) m/z 121.00 100.00%
121.0
5000 77.0
—— —
51.0 ‘ 1510 9.50 10.00
e 940 L IS0 7,68 39.33%
miz-> 20 40 60 80 100 120 140
Abundance #30190: Benzaldehyde dimethyl acetal
121.0
5000 A ——
9.50 10.00
7.0 m/z 91.00  21.26%
200 °10 “ | 152.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 20 40 60 100 120 140
Abundance
121.0
— —
9.50 10.00
5000 77.0 m/z 105.00 15.40%
29.0 510
12.0 94.0 152.0
O o B A e
miz--> 20 40 60 80 100 120 140
Abundance #30192: Benzaldehyde dimethyl acetal T —
121.0 9.50 10.00
m/z 75.00 11.58%
5000
77.0
51.0
15.0
5 U S Y O | B
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\

Data File : BG@50911.D

Acqg On 9 Nov 2021 15:08

Operator : CG/JU

Sample : M4532-07

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.551 27.76 ng/ul 435956  Naphthalene-d8 11.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Isopropylquinoline 171 C12H13N 000135-79-5 38
2 Cyclopentanone, O-(trimethylsily... 171 C8H17NOSi 026208-87-7 32
3 Bicyclo[3.2.0]hept-2-ene, 4-isop... 171 C12H13N 1000217-15-6 32
4 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 28
5 Tebuthiuron 228 C9H16N40S 034014-18-1 25
Abundance Scan 1542 (12.551 min): BG050911.D\data.ms (-1536) (1 m/z 156.00 100.00%
156.0
5000 115.0
78.0
T
52.0 134.0 12.50
\\\‘\\\\‘i“\\!‘\‘}‘\\“\“}\‘\\‘\‘\‘\\‘\“\\\\.“\\\““\\}‘\‘ m/Z 115.09 49.5700
miz--> 20 40 60 80 100 120 140 160
Abundance #46454: 6-Isopropylquinoline
156.0
5000 Cos
12.50
m/z 78.00 32.54%
. 128.0
2?0 | 5]\\_0 | 7‘10 10%'0 " M |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance
75.0 156.0
T
12.50
5000 m/z 158.00 32.15%
45.0
26.0 100.0 128.0
TR s o
m/z--> 20 40 60 80 100 120 140 160
Abundance #46501: Bicyclo[3.2.0]hept-2-ene, 4-isopropylidene-6-(cy —— ‘
156.0 12.50
m/z 171.00  29.43%
5000 91.0 129.0
39.0
65.0 L
"W‘\w;‘”w‘w:“\”‘wﬂw‘g' m“‘_“m i
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG@50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.337 6.22 ng/ul 133676  Acenaphthene-di10 14.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Carene, 4-acetyl- 178 C12H180 1000156-14-1 38
2 1-(3-Ethoxyphenyl)acetone 178 C11H1402 023037-47-0 38
3 3-Methoxy-5-methylphenylacetone 178 C11H1402 1000386-47-1 27
4 (+)-2-Carene, 2-acetyl- 178 C12H180 1000151-09-7 17
5 Acetamide, N-(2-phenylethyl)- 163 C10H13NO 000877-95-2 10
Abundance Scan 1846 (14.337 min): BG050911.D\data.ms (-1841) (1 m/z 42.95 100.00%
3.0
5000
178.0
= —
77.0 1020220 Lo ‘ 14.00 14.50
bl el 20297 T, 1470 | L, 178,00 28.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52800: 3-Carene, 4-acetyl-
43.0
5000 — ——
14.00 14.50
m/z 163.00 18.18%
65.0 91.0 135.0 178.0
‘\“\‘\ \“‘\ T \ \ ‘5\\ T \M‘ T \H\ ‘1\9\9\(\)‘ T \‘\ ‘ T \]\_S\Q‘J\()\ T \“ T
miz--> 20 60 80 100 120 140 160 180
Abundance
43.0 J
‘ T \A T T ‘ T T
14.00 14.50
5000 178.0 m/z 77.00 13.19%
135.0
770 107.0
N B o
m/z--> 20 40 60 80 100 120 140 160 180 j\ /\/\
Abundance #52549: 3-Methoxy-5- methylphenylacetone A
43.0 135. 14.00 14.50
m/z 76.00 12.88%
178.0
5000 91.0
65.0
B PRI S MNES fe y8
m/z--> 20 40 100 120 140 160 180 14.00 14.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
BGO50911.D
9 Nov 2021 15:08

: CG/JU
: M4532-07

: 37 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

EPA-BG110321.M

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

Peak Number 6 4-Carbethoxy-3-chloropyrrol... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.495 6.97 ng/ul 149748  Acenaphthene-di10 14.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Carbethoxy-3-chloropyrrolidine 177 C7H12CINO2 1010255-97-9 94
2 Quinoline, 7-chloro-4-methyl- 177 C1OH8CIN 040941-53-5 94
3 6-Chloro-2-methylquinoline 177 C1OH8CIN 000092-46-6 94
4 Quinoline, 2-chloro-4-methyl- 177 C1OH8CIN 000634-47-9 91
5 2-Chloro-3-methylquinoline 177 C10HS8CIN 057876-69-4 90
Abundance Scan 2043 (15.495 min): BG050911.D\data.ms (-2036) (- | m/z 177.00 100.00%
177.0
5000
1150 1420 /\ A
T ‘
39.0 63.0 89.0 15.50
‘HH“‘HH\ \““‘M‘\M\‘\‘H‘\\““H‘\ ‘\\\\“‘\ \M\\‘\\\ m/Z 142.00 36.3400
m/z--> 20 60 80 100 120 140 160 180
Abundance #52053: 4-Carbethoxy-3-chloropyrrolidine
177.0
5000 A‘ is%d ‘A‘
1150 1420 : -
570 76.0 m/z 115.00  35.48%
‘\\\\‘\\‘H\ 1““1‘\‘\“!‘\“\‘??1‘0\\‘\ ‘\\\\“‘\ \M\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance
177.0 /\
T /\\ T ‘ T T
15.50
5000 m/z 179.00 34.16%
1150 142.0
57.0 89.0
B o B B e L
m/z--> 20 60 80 100 120 140 160 180 A
Abundance #51774: 6-Chloro-2-methylquinoline A
177.0 15.50
m/z 178.00  13.15%
5000
e 115.0 142.0
27.0 >0.0 . ‘
: ‘Nhﬂw‘m ‘WH‘MMNH‘M“m“ A A
m/z--> 20 40 60 80 100 120 140 160 180 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG@50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Atraton Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.840 9.09 ng/ul 254210  Phenanthrene-die 17.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Atraton 211 C9H17N50 001610-17-9 87
2 Atraton 211 C9H17N50 001610-17-9 70
3 Isothiazole, 5-(4,4,5,5-tetramet... 211 C9H14BNO2S 1000337-80-0 41
4 N2,N2-Dimethyl-1,3,5-triazine-2,... 211 C8H17N5Si 1000471-09-5 38
5 2(1H)-Pyrimidinone,1,5-dimethyl-... 211 C9H17N30Si 1000147-48-1 27

Abundance Scan 2272 (16.840 min): BG050911.D\data.ms (-2264) (- | m/z 196.05 100.00%
196.1

58.0
5000 169.1
90.5 139.0 T T
L psten L e e
H\‘HH“\HH"\‘\‘\‘\M‘\ \“M‘\l\ \4\.’9“1\‘\‘}‘\\\H\‘\‘\‘\\“‘\\\“‘\\H\‘ m/Z 211.10 61.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88988: Atraton
58.0 196.0

5000

“ e
16.50 17.00
m/z 58.00 58.30%

miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
58.0 211.0
P P
27.0 16.50 17.00
5000 169.0 ITI/Z 169.10 46.90%
141.0
90.0
113.0
R e o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88982: Isothiazole, 5-(4,4,5,5-tetramethyl-1,3,2-dioxabo P P
196.0 16.50 17.00
m/z 69.00 35.44%
125.0
5000
58.0
85.0
b1 Lh, o ||
SN | RS S A | SR B - — —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG@50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 Tetrachloro-m-nitroanisole Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.457 15.12 ng/ul 1465300 Chrysene-di12 21.899
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloro-m-nitroanisole 289 C7H3C14NO03 162627-34-1 59
2 2-Dimethylamino-3-methyl(phenyl)... 306 C19H18N202 134614-10-1 41
3 6-Chloro-N4-(4-methylphenyl)-2,4... 306 C14H19C1IN4Si 1000486-00-3 27
4 1H-Carbazol-1-one, 2,3,4,9-tetra... 291 C19H17NO2 299405-79-1 25
51,1':2',1'"'-Terphenyl, 4'-phenyl- 306 C24H18 001165-53-3 22

Abundance Scan 3228 (22.457 min): BG050911.D\data.ms (-3221) (- | m/z 306.15 100.00%
1

306.
58.0
263.1
5000 178.0
127.0
220. T
o Ll L b L
s I \“\h‘”‘m\‘;“‘\hh‘ . \\MM‘M‘ “HM‘M‘ A \‘H‘w . m/z 291.10  76.32%
m/z--> 50 100 150 200 250 300
Abundance #185526: Tetrachloro-m-nitroanisole
291.0
167.0
5000 L
22.50
m/z 58.00 75.12%
m/z--> 50 100 150 200 250 300
Abundance
306.0
T
22.50
5000 m/z 43.00 64.39%
45.0
77.0

120.0153.0 188.0 229.0262.0
SN KNS NI L&t T RS A VAP K A

m/z--> 50 100 150 200 250 300
Abundance #206320: 6-Chloro-N4-(4-methylphenyl)-2,4-pyrimidinedi
291.0

>

22.50
m/z 263.10 52.56%
99.0
5000
es.T 145.0 255.0
, ?9‘-0“\\\ | h‘\‘uu‘uh‘ 1 \;‘h‘ M Ly hm . ‘h‘ \\L‘ ]rg‘ll‘()‘Zl‘&‘O‘ “’ ‘\‘ L ‘\ | “‘H , P
m/z--> 50 100 150 200 250 300 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG@50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.476 2.30 ng/ul 67446  Perylene-di12 25.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 10-Methylnonadecane 282 C20H42 056862-62-5 83
3 Hexacosane 366 C26H54 000630-01-3 80
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 3912 (26.476 min): BG050911.D\data.ms (-3903) (- | m/z 57.05 100.00%
57.0
5000
207.0
13.1
L
b e m/z 43.00  64.07%
miz--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000
26.50
m/z 71.10 60.84%
Hl&O 169.0
T ‘ T }\‘ \‘L\ L‘ \h‘\“\ \J “\ ‘\ .\‘\ ‘2\2\5\'9‘ T \:\3‘0\9.\0\ \376\!5\.\()\ ‘ \4\’3\7\.;
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
4 s A
26.50
5000 ITI/Z 85.00 60.82%
154.0
267.0
T e B A E e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane A e :
57.0 26.50
m/z 55.00 27.87%
5000
13.0
| ‘L‘ | |77, 1690 2250 2950 3670 I |
I o o L e e o
m/z--> 50 100 150 200 250 300 350 400 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG@50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
27.921 2.58 ng/ul 75525  Perylene-di12 25.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 86
2 Tetracosane 338 C24H50 000646-31-1 80
3 Hexacosane 366 C26H54 000630-01-3 80
4 Pentacosane 352 C25H52 000629-99-2 72
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 4158 (27.921 min): BG050911.D\data.ms (-4148) (- | m/z 57.05 100.00%
57.0
5000
113.1 207.0
| “ | || 1850 g0 3411 28.00
co L e b SRS m/z 71.10  88.56%
m/z--> 50 100 150 200 250 300 350
Abundance #298428: Eicosane, 9-octyl-
43.0
5000 5.0 LA A e L B
28.00
- 23802810 m/z 43.05 61.33%
127. .
T \”!‘ \““\ H‘ \“‘ \“\ { ‘1\6?\‘0\ T \“\ T H‘\ ‘3\2\2\0\ 3|6\5\(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
28.00
5000 m/z 85.05 53.91%
0
141.0183.0225.0267.0  338.0
T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane L1 — .
57.0 28.00
m/z 55.10 33.95%
5000
9.0
(L1 1410183.02250267.03000 367.0
e e e e
m/z--> 50 100 150 200 250 300 350 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BGO50911.D

Acqg On : 9 Nov 2021 15:08
Operator : CG/JU

Sample : M4532-07

Misc

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.295 4.9 ng/ul 51602 1 8.232 209919 20.0
Benzene, chloro- 5.512 3.6 ng/ul 38095 1  8.232 209919 20.0
Benzaldehyde di... 9.701 44.9 ng/ul 705748 2 11.059 314080 20.0
unknown-01 12.551 27.8 ng/ul 435956 2 11.059 314080 20.0
unknown-02 14.337 6.2 ng/ul 133676 3 14.854 429958 20.0
4-Carbethoxy-3-... 15.495 7.0 ng/ul 149748 3 14.854 429958 20.0
Atraton 16.840 9.1 ng/ul 254210 4 17.604 559269 20.0
Tetrachloro-m-n... 22.457 15.1 ng/ul 1465300 5 21.899 1938630 20.0
(DEL) Alkane: S... 26.476 2.3 ng/ul 67446 6 25.301 585369 20.0
(DEL) Alkane: S... 27.921 2.6 ng/ul 75525 6 25.301 585369 20.0
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