LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48135.D

Acqg On : 18 Oct 2024 14:42
Operator : RC/JU

Sample : P4380-12DL 10X
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 M\Methods\SFAM-EPA-BM101724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48135.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.681 113 118 120 rBvV4 9734 16568 ©0.34% 0.065%
2 3.975 163 168 175 rBV 26523 44817 0.92% 0.177%
3 4.645 277 282 284 rBV5 10875 16226 ©0.33% 0.064%
4 5.416 408 413 419 rBV4 14702 27128 ©0.56% 0.107%
5 5.787 471 476 485 rVB5 14935 27817 0.57% 0.110%
6 6.463 587 591 595 rVB4 7181 11446 0.23% 0.045%
7 6.916 661 668 670 rBv4 9779 16880 ©0.35% 0.067%
8 6.957 670 675 679 rV4 18051 33280 0.68% 0.131%
9 7.104 694 700 707 rBV 70838 126134 2.58% 0.498%
10 7.310 728 735 748 rBV 90427 182304 3.73% 0.720%
11 7.416 748 753 758 rVWW2 15972 29146 0.60% 0.115%
12 7.492 761 766 772 rVB4 9238 14750 0.30% 0.058%
13 7.669 791 796 801 rVB6 10832 17908 0.37% 0.071%
14 7.769 806 813 825 rVV 738734 1251963 25.63% 4.941%
15 7.886 829 833 844 rVB5 15730 38865 ©0.80% 0.153%
16 7.998 844 852 857 rVB9 4713 11401 0.23% 0.045%
17 8.139 871 876 877 rBV3 10416 12920 0.26% 0.051%
18 8.222 884 890 897 rBV 54638 101923 2.09% 0.402%
19 8.304 898 904 918 rVB 104775 195618 4.01% 0.772%
20 8.486 928 935 940 rBV 76587 143267 2.93% 0.565%
21 8.551 940 946 954 rVB 213926 393965 8.07% 1.555%
22 8.663 961 965 973 rVB2 25531 45830 0.94% 0.181%
23 8.763 981 982 991 rvVB7 4606 7423 0.15% 0.029%
24  8.875 997 1001 1002 rVV3 5102 6975 0.14% 0.028%
25 8.928 1002 1010 1019 rVV2 79952 181649 3.72% 0.717%
26 9.010 1019 1024 1028 rVV5 10061 22408 0.46% ©0.088%
27 9.057 1028 1032 1037 rVV4 13456 26088 ©0.53% 0.103%
28 9.116 1039 1042 1048 rVV7 6877 13747 0.28% 0.054%
29 9.192 1050 1055 10859 rVV5 14808 26146 0.54% 0.103%
30 9.245 1062 1064 1068 rVB5 6956 8112 0.17% 0.032%
31 9.351 1078 1082 1086 rvB3 7754 10700 0.22% 0.042%
32 9.451 1097 1099 1105 rVB4 4714 7368 0.15% 0.029%
33 9.539 1109 1114 1121 rVB3 8360 15348 0.31% 0.061%
34 9.651 1127 1133 1140 rBV2 62548 119556  2.45% 0.472%
35 9.745 1142 1149 1152 rVV 104193 194233 3.98% 0.767%

36 9.775 1152 1154 1166 rVB 79505 130494 2.67% 0.515%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48135.D

Acqg On : 18 Oct 2024 14:42
Operator : RC/JU

Sample : P4380-12DL 10X
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 M\Methods\SFAM-EPA-BM101724.MA.M
Title : SVOA CALIBRATION

37 9.927 1174 1180 1182 rBV7 3387 5933 0.12% 0.023%
38 9.980 1182 1189 1191 rVV6 19674 38818 ©0.79% 0.153%
39 10.057 1191 1202 1219 rVB 66815 197517 4.04% 0.780%
40 10.198 1219 1226 1239 rBV2 104367 242702 4.97% 0.958%
41 10.445 1261 1268 1275 rVV6 12818 31174 0.64% 0.123%

42 10.557 1280 1287 1291 rVV 1039285 1778468 36.41% 7.019%
43 10.610 1291 1296 1306 rVV 2872758 4884261 100.00% 19.277%
44 10.722 1307 1315 1329 rVB2 119943 292644 5.99% 1.155%

45 10.933 1346 1351 1355 rBV7 4712 10539 0.22% 0.042%
46 11.127 1377 1384 1386 rBV5 4189 9195 0.19% ©0.036%
47 11.351 1417 1422 1425 rBV6 6522 12801 0.26% ©0.051%
48 11.416 1427 1433 1439 rVB7 10624 23270 0.48% 0.092%
49 11.610 1459 1466 1469 rVB8 4030 6856 0.14% 0.027%
50 11.657 1471 1474 1479 rVB6 7811 12695 0.26% 0.050%
51 11.774 1488 1494 1495 rBV5 7393 12292 0.25% 0.049%
52 11.839 1504 1505 1509 rVB4 6925 6280 0.13% 0.025%
53 12.227 1565 1571 1581 rBV 88836 176189 3.61% ©.695%
54 12.363 1586 1594 1602 rBV2 36102 85379 1.75% ©.337%
55 12.445 1602 1608 1617 rVB 68713 123974  2.54% ©.489%
56 12.810 1665 1670 1680 rVB8 6040 15880 ©.33% 0.063%
57 12.945 1690 1693 1696 rBV5 6888 9906 ©0.20% 0.039%
58 12.998 1696 1702 1708 rVB6 12256 25108 ©.51% ©.099%
59 13.186 1731 1734 1737 rVB4 5149 6511 0.13% 0.026%
60 13.251 1737 1745 1752 rBV4 20951 48403 0.99% 0.191%
61 13.586 1794 1802 1808 rBVi1e 6788 19513 0.40% 0.077%
62 13.727 1818 1826 1832 rBV5 16731 39230 0.80% 0.155%
63 13.815 1832 1841 1847 rVV 193963 295855 6.06% 1.168%
64 13.892 1852 1854 1858 rVB5 5276 5924 ©.12% 0.023%
65 13.945 1858 1863 1870 rBV6 14892 30709 0.63% 0.121%
66 14.039 1875 1879 1881 rBVS5 4336 5352 0.11% 0.021%
67 14.098 1883 1889 1892 rBvV2 239007 391783 8.02%  1.546%
68 14.404 1932 1941 1948 rBV 1471614 2200132 45.05%  8.683%
69 14.468 1948 1952 1958 rWV 56953 91046 1.86% ©0.359%
70 14.545 1960 1965 1970 rVV 23152 38180 ©.78% ©0.151%
71 14.604 1970 1975 1980 rVV6 10432 23658 0.48% 0.093%
72 14.645 1980 1982 1983 rVVv2 7776 6409 0.13% 0.025%
73 14.686 1983 1989 2000 rVB4 49432 111670 2.29% 0.441%
74 14.810 2005 2010 2017 rVB 47017 76421 1.56% ©.302%
75 15.262 2085 2087 2092 rVB5 3971 5523 0.11% 0.022%

76 15.398 2103 2110 2115 rBV 312322 476786 9.76% 1.882%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48135.D

Acqg On : 18 Oct 2024 14:42
Operator : RC/JU

Sample : P4380-12DL 10X
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 M\Methods\SFAM-EPA-BM101724.MA.M
Title : SVOA CALIBRATION

77 15.451 2115 2119 2125 rVB 65403 108620 2.22% 0.429%
78 15.527 2127 2132 2139 rBV2 55573 91489 1.87% 0.361%
79 15.762 2167 2172 2179 rBV2 14800 31682 0.65% 0.125%
80 15.868 2185 2190 2192 rBV5 5715 10354 0.21% 0.041%
81 15.968 2201 2207 2214 rVB3 13307 26279 0.54% 0.104%
82 16.133 2225 2235 2241 rBV3 25252 71279 1.46% 0.281%
83 16.245 2252 2254 2258 rBV5 6525 8702 0.18% 0.034%
84 16.368 2272 2275 2280 rVV2 12031 19839 0.41% 0.078%
85 16.421 2281 2284 2290 rVB6 12064 20825 0.43% 0.082%
86 16.556 2303 2307 2308 rBV4 4418 6180 0.13% 0.024%
87 16.780 2340 2345 2346 rBV4 12466 17113 0.35% 0.068%
88 16.939 2369 2372 2374 rBV3 8874 11588 0.24% 0.046%
89 17.145 2398 2407 2412 rBV 1684815 2455189 50.27% 9.690%
990 17.186 2412 2414 2418 rVV 88920 106257 2.18% 0.419%
91 17.245 2418 2424 2431 rVW 317511 483463 9.90% 1.908%
92 17.345 2438 2441 2446 rVB2 22714 28733 0.59% 0.113%
93 17.551 2468 2476 2485 rVB 137232 243929 4.99% 0.963%
94 17.651 2488 2493 2498 rVV2 20561 36564 ©0.75% 0.144%
95 17.721 2501 2505 2512 rVB2 22452 46833 0.96% 0.185%
96 18.039 2555 2559 2561 rBV4 16307 23395 0.48% 0.092%
97 18.150 2575 2578 2584 rBV7 18347 27094 ©.55% 0.107%
98 19.533 2808 2813 2822 rBV 431402 603614 12.36%  2.382%

99 21.368 3120 3125 3138 rVB2 1745398 2613079 53.50% 10.313%
100 24.350 3624 3632 3645 rVB 1071928 2839478 58.14% 11.207%

Sum of corrected areas: 25336967
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48135.D

Acqg On : 18 Oct 2024 14:42
Operator : RC/JU

Sample : P4380-12DL 10X
Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM048135.D\data.ms
10.610
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Abundance TIC: BM048135.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48135.D

Acqg On : 18 Oct 2024 14:42
Operator : RC/JU

Sample : P4380-12DL 10X
Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 1Indene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.304 3.12 ng/ul 195618 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 CO9H8 000095-13-6 95
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 94
4 1-Propyne, 3-phenyl- 116 CO9H8 010147-11-2 91
5 3-Methylphenylacetylene 116 CSH8 000766-82-5 91
Abundance Scan 904 (8.304 min): BM048135.D\data.ms (-898) (-) m/z 115.05 100.00%
115.1
R ARREEEEEEmnn )
630 891 8.00 8.20 8.40 8.60
et M‘mu‘uw‘u_m e otd | m/z 116.10 92.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9541: Indene
116.0
5000
8.00 8.20 8.40 8.60
m/z 89.10 13.55%
3?_0 G:TO 89‘.0 |
ITRRTENINY " n
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9543: Indene
116.0
Ry
8.00 8.20 8.40 8.60
5000 m/z 63.05 11.18%
39.0 67-0 89.0
b T | u il
T I e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9547: Benzene, 1-propynyl-
115.0 8.00 8.20 8.40 8.60
m/z 117.10 8.97%
5000
390 63.0 89.0
SR VR Al
I B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48135.D

Acqg On : 18 Oct 2024 14:42
Operator : RC/JU

Sample : P4380-12DL 10X
Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Phenol, 3,5-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.057 2.22 ng/ul 197517 Naphthalene-d8 10.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 97
2 Phenol, 2,5-dimethyl- 122 C8H1e0 000095-87-4 94
3 Phenol, 2,5-dimethyl- 122 C8H1e0 000095-87-4 94
4 Phenol, 3,5-dimethyl- 122 C8H1e0 000108-68-9 91
5 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 91
Abundance Scan 1202 (10.057 min): BM048135.D\data.ms (-1191) (- | m/z 122.10 100.00%
122.1
5000
77.0
39.0 ‘ ‘ o1 1 1000
\\\‘\\\\““‘\‘\m\“\‘i””\h\\‘\"i‘\‘}”\“}1\\“\\‘H‘\H\‘\\\\‘\\H‘H\\‘\.\ m/Z 107.10 96.3500
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11326: Phenol, 3,5-dimethyl-
107.0
5000 - /\‘J
77.0 1
m/z 121.10 35.63%
39.0
:\I-\!:_)\.‘O\‘\\\“‘\\‘m‘\“\“\\\’\\\\‘\1\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11319: Phenol, 2,5-dimethyl-
122.0
LY
10 OO
5000 m/z 77.05 31.15%
77.0
39.0
0y b d bl 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11325: Phenol, 2,5-dimethyl- T ‘
107.0 10.00
m/z 91.00 21.52%
5000
77.0
51.0 ‘ ‘
LS ) S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48135.D

Acqg On : 18 Oct 2024 14:42
Operator : RC/JU

Sample : P4380-12DL 10X
Misc

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Indene 8.304 3.1 ng/ul 195618 1 7.769 1251960 20.0
Phenol, 3,5-dim... 10.057 2.2 ng/ul 197517 2 10.557 1778470 20.0
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