LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49472.D

Acqg On : 26 Jul 2021 10:14
Operator : CG/JU

Sample : PB137826BL

Misc :

ALS vial : 3  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-BG0O72421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49472.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.081 3 7 18 rVB5 20305 45085 6.29% 0.611%
2 3.439 64 68 69 rBV3 4796 6265 0.87% 0.085%
3  3.521 80 82 85 rBV3 2344 2120 0.30% 0.029%
4 3.697 109 112 116 rBvV3 2595 4244  0.59% 0.057%
5 3.815 128 132 133 rBV3 1281 1160 ©0.16% 0.016%
6 3.856 136 139 150 rBV 69855 139300 19.43% 1.887%
7 4.115 181 183 187 rVB2 1417 1627 0.23% 0.022%
8 4.197 195 197 202 rVB3 1817 2217 0.31% 0.030%
9 4.490 245 247 252 rBvV2 1215 2187 0.30% 0.030%
106 4.614 265 268 269 rBV2 969 1053 0.15% 0.014%
11 5.877 480 483 485 rBv2 1025 1253 0.17% 0.017%
12 6.147 526 529 532 rBV3 1736 2020 0.28% 0.027%
13  6.523 591 593 596 rBV 1144 1626 0.23% 0.022%
14 6.887 652 655 659 rVB 1015 1185 0.17% 0.016%
15 7.063 683 685 689 rBv2 853 1185 0.17% 0.016%
16 7.204 702 709 719 rVB 120053 201453 28.09% 2.729%
17 7.369 730 737 745 rBV2 73230 130258 18.17% 1.765%
18 7.580 766 773 780 rBV 108165 197223 27.50% 2.672%
19 7.633 780 782 785 rVB2 1327 1264 0.18% 0.017%
20 7.962 835 838 840 rBV2 943 1154 0.16% 0.016%
21 8.050 846 853 861 rBv2 81027 137613 19.19% 1.864%
22 8.755 966 973 984 rvB 139668 240702 33.57% 3.261%
23 9.219 1044 1052 1060 rBv2 115930 204400 28.51% 2.769%
24 9.942 1167 1175 1186 rBV 101742 186394 25.99%  2.525%
25 10.488 1261 1268 1282 rVB2 132179 243390 33.94%  3.297%

26 10.870 1324 1333 1340 rBV 100904 189428 26.42%
27 11.005 1348 1356 1364 rBV 124151 237610 33.14%
28 12.468 1599 1605 1609 rBV3 2146 4026  0.56%
29 14.095 1876 1882 1892 rVB 266411 396278 55.26%
30 14.395 1926 1933 1941 rBV 257500 415939 58.01%
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31 14.700 1978 1985 1992 rVB 171823 256479 35.77%

32 14.888 2011 2017 2030 rBV 108733 193011 26.92% 615%
33 14.970 2030 2031 2034 rVB 2770 1829 0.26%
34 15.047 2041 2044 2045 rVB2 1142 1100 0.15% 015%
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35 15.693 2147 2154 2161 rBV 336682 521286 72.70%

36 15.805 2168 2173 2180 rBV 110925 172014 23.99%  2.330%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49472.D

Acqg On : 26 Jul 2021 10:14
Operator : CG/JU

Sample : PB137826BL

Misc :

ALS vial : 3  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-BG072421.M
Title : SVOA CALIBRATION
37 15.875 2184 2185 2190 rVB 1323 1537 0.21% 0.021%
38 15.928 2190 2194 2198 rBV3 3304 4762 ©0.66% 0.065%
39 17.238 2412 2417 2421 rVB 1430 1760 0.24% 0.023%
40 17.308 2427 2429 2434 rVB 784 1133 0.16% 0.015%
41 17.449 2445 2453 2460 rBV 209619 317612 44.29%  4.303%
42 17.549 2463 2470 2479 rVV 388493 599622 83.62% 8.123%
43 18.654 2654 2658 2660 rBV 1114 1374 0.19% 0.019%
44 18.783 2677 2680 2682 rVB2 1056 1090 0.15% 0.015%
45 19.247 2755 2759 2763 rBV2 1015 1588 0.22% 0.022%
46 19.406 2781 2786 2790 rVB3 4883 7547 1.05% 0.102%
47 19.464 2790 2796 2801 rBV2 4629 6995 0.98% ©.095%
48 19.834 2853 2859 2866 rVB 510915 717058 100.00% 9.714%
49 19.958 2877 2880 2881 rBV 1172 1234 0.17% 0.017%
50 20.022 2889 2891 2893 rVB2 1550 1149 0.16% 0.016%
51 20.052 2893 2896 2901 rBV3 813 1302 0.18% 0.018%
52 20.099 2901 2904 2907 rBV2 1653 2127 0.30% 0.029%
53 20.163 2914 2915 2918 rBV 1192 1451 0.20% 0.020%
54 20.240 2924 2928 2929 rBV2 1558 1548 0.22% 0.021%
55 20.287 2933 2936 2938 rBV3 1294 1447 0.20% ©0.020%
56 20.422 2955 2959 2961 rBV2 2552 3475 0.48% 0.047%
57 20.539 2977 2979 2983 rBV4 1269 1363 0.19% ©0.018%
58 20.680 3001 3003 3006 rBV3 1606 2031 0.28% 0.028%
59 20.757 3015 3016 3019 rBV3 2488 1652 0.23% 0.022%
60 20.945 3047 3048 3050 rBV2 1826 1655 0.23% 0.022%
61 21.027 3060 3062 3063 rBV2 1721 1454 0.20% ©.020%
62 21.221 3093 3095 3099 rBV3 1279 1965 0.27% 0.027%
63 21.326 3111 3113 3115 rVB3 1954 1601 0.22% 0.022%
64 21.514 3143 3145 3148 rVB4 1511 1328 0.19% 0.018%
65 21.726 3175 3181 3190 rVB 226517 370995 51.74% 5.026%
66 21.920 3212 3214 3217 rBV3 2014 1790 0.25% 0.024%
67 21.949 3217 3219 3221 rBV3 1646 1459 0.20% 0.020%
68 22.067 3237 3239 3241 rBV3 2237 1458 0.20% 0.020%
69 22.390 3292 3294 3295 rBV2 1902 1193 0.17% 0.016%
70 23.030 3401 3403 3405 rBV2 2236 2814 0.39% 0.038%
71 23.065 3407 3409 3410 rBV2 2498 2147 0.30% 0.029%
72 23.230 3435 3437 3444 rBV5 3378 7327 1.02% 0.099%
73 23.512 3483 3485 3486 rVB2 3120 1629 0.23% 0.022%
74 23.553 3486 3492 3494 rBV5 2881 4360 0.61% ©.059%
75 23.947 3557 3559 3560 rBV2 2502 1916 0.27% 0.026%
76 24.311 3619 3621 3622 rBV 2742 2023 0.28% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49472.D

Acqg On : 26 Jul 2021 10:14
Operator : CG/JU

Sample : PB137826BL

Misc :

ALS vial : 3  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-BG072421.M
Title : SVOA CALIBRATION
77 24.505 3652 3654 3656 rBV3 1609 1470 0.21% 0.020%
78 24.781 3690 3701 3712 rVB2 254180 703070 98.05% 9.524%
79 24.998 3729 3738 3752 rVB3 126852 379457 52.92% 5.140%
80 25.538 3828 3830 3833 rBV3 2004 1899 0.26% 0.026%
81 25.779 3869 3871 3874 rBV4 3053 3298 0.46% 0.045%
82 25.914 3891 3894 3898 rBV5 1942 3293 0.46% 0.045%
83 26.185 3932 3940 3949 rBV9 6876 21980 3.07% 0.298%
84 26.308 3959 3961 3964 rVB4 2284 1687 0.24% 0.023%
85 26.760 4036 4038 4039 rBvV2 4101 1798 0.25% 0.024%
86 27.201 4111 4113 4114 rBV2 3429 1717 0.24% 0.023%
87 27.248 4119 4121 4122 rBV2 2133 1566 0.22% 0.021%
88 27.454 4154 4156 4159 rBV3 2563 2893 0.40% 0.039%
89 27.636 4185 4187 4188 rVB2 3438 1883 0.26% 0.026%
90 27.976 4243 4245 4248 rBV2 2042 2177 0.30% 0.029%
91 28.323 4302 4304 4306 rVB3 2604 1539 0.21% 0.021%
92 28.646 4357 4359 4360 rBV2 1875 1636 0.23% 0.022%
93 28.816 4386 4388 4392 rBV5 1951 2698 0.38% 0.037%
94 29.392 4484 4486 4487 rBvV2 1890 1252 0.17% 0.017%
95 29.498 4502 4504 4508 rBV4 2126 2148 0.30% 0.029%
96 29.862 4563 4566 4567 rBV3 2044 2253 0.31% 0.031%
97 30.438 4663 4664 4665 rBV 2794 1442 0.20% 0.020%
98 30.561 4683 4685 4692 rBV6 2063 4232 0.59% 0.057%
99 30.667 4702 4703 4706 rBV3 2246 1164 0.16% 0.016%
100 32.382 4993 4995 4998 rBV3 2495 2133 0.30% 0.029%
Sum of corrected areas: 7381974
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49472.D

Acq On : 26 Jul 2021 10:14
Operator : CG/JU

Sample : PB137826BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG049472.D\data.ms
500000
400000
300000
200000
8.755
7.204, o0 9.219 10.488 11 005
100000 . 9.942 10.870
3.856 .36 8.050
081,
O/ng‘ij@s B41197.4%14 5.876.1476.5236.880 71637.962 12.468
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG049472.D\data.ms
500000 19.834
400000 17.549
15.693
300000
14.092 395
21.726
17.449
200000 14.700
4.888 15.805
100000
0 145097 733 1 181857831 9128406/ 120mee BRERPARD P61 .390
[t e e SR e S T e e e e T T T T e
Time--> 13.00 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 21.00 21.50 22.00 22.50
Abundance TIC: BG049472.D\data.ms
500000
400000
300000
24.781
200000
4.998
100000
Ozsmmm&%mmo 25. 258 @8 80826. 760 ML 637 . 9748328 11816 2239929.862 3BBEHH7 32.382
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BG072621\
Data File : BGO49472.D

Acq On : 26 Jul 2021 10:14
Operator : CG/JU

Sample : PB137826BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 1 (DEL) Alkane: Cyclic3.081 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.081 6.55 ng/ul 45085 1,4-Dichlorobenzene-d4 8.050

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclohexane 84 C6H12 000110-82-7 86
3 Cyclohexane 84 C6H12 000110-82-7 86
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 56
5 2-Acetylpiperidine 127 C7H13NO 097073-22-8 53
Abundance Scan 7 (3.081 min): BG049472.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1
84.1
5000 1.1
69.2 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
H ‘ ‘ 3.103.203.303.403.50
Ol et b e m/z 84010 75.34%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0
84.0
5000 410 [T T[T T[T T T[T TrT
69.0 3.103.203.303.403.50
m/z 41.15 41.98%
270
15.0 ‘ N L 1
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1644 Cyclohexane
56.0
840 N U R RN
41.0 3.103.203.303.403.50
5000 m/z 55.15 27.11%
27.0
69.0
w0 | U
T | RS
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane e
56.0 3.103.203.303.403.50
410 84.0 m/z 69.15  24.57%
5000
27.0
69.0
150 | ‘
X N o W O 'S B "
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.103.203.303.403.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49472.D

Acqg On : 26 Jul 2021 10:14
Operator : CG/JU

Sample : PB137826BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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... 3.081 6.5 ng/ul 45085 1 8.050 137613 20.0
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