LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM048020.D

Acqg On : 11 Oct 2024 21:14
Operator : RC/JU

Sample : P4239-11

Misc :

ALS Vvial : 11 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-BM092724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48020.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.240 41 43 51 rVB2 19591 25329 0.66% 0.092%
2 3.669 113 116 122 rBV2 26397 34673 0.91% 0.125%
3 3.758 128 131 135 rVB 26511 28793 0.76% 0.104%
4 3,975 166 168 176 rVB2 17116 25776 0.68% 0.093%
5 4.352 230 232 238 rVB6 7633 9291 0.24% 0.034%
6 4.534 260 263 268 rVB6 9821 12569 ©0.33% 0.045%
7 4.775 300 304 309 rBvV2 15682 25656 0.67% 0.093%
8 4.893 320 324 332 rVB3 47732 83941 2.20% 0.304%
9 6.046 515 520 526 rVB2 32031 52050 1.37% 0.188%
106 6.957 666 675 684 rBV 232267 417469 10.96% 1.510%
11  7.11@ 696 701 712 rBV 194398 307010 8.06% 1.111%
12 7.316 730 736 746 rVB 256772 415202 10.90% 1.502%
13 7.410 750 752 757 rVB5 6694 6128 0.16% 0.022%
14 7.599 781 784 789 rBV3 5762 9127 0.24% 0.033%
15 7.781 808 815 824 rBV 822876 1351057 35.46% 4.887%
16 8.151 874 878 883 rVB5 10528 17322 0.45% 0.063%
17 8.281 893 900 906 rVB9 8110 14779 0.39% 0.053%
18 8.493 929 936 945 rBV 223290 413361 10.85% 1.495%
19 8.604 950 955 962 rVB2 20886 36059 0.95% 0.130%
20 8.940 1004 1012 1023 rBV 201504 376662 9.89% 1.363%
21 9.104 1035 1040 1043 rBV6 3623 4903 0.13% 0.018%
22 9.363 1078 1084 1091 rVB6 9674 23028 0.60% 0.083%
23 9.504 1104 1108 1116 rBVv9 6325 16491 0.43% 0.060%
24  9.657 1126 1134 1144 rBV 162932 301757 7.92% 1.092%
25 10.087 1200 1207 1208 rBV6 3327 7115 0.19% 0.026%

26 10.204 1219 1227 1239 rBV 238638 468317 12.29%
27 10.575 1282 1290 1306 rBV 1129449 1909254 50.11%
28 10.710 1306 1313 1324 rBV 154613 330571  8.68%

OO R O R
=
0
o
R

29 11.098 1375 1379 1382 rBV5 3455 5527 ©.15% 020%
30 11.863 1504 1509 1514 rBV5 5102 7871 0.21% 028%
31 12.004 1531 1533 1539 rVB7 2199 4005 0.11% 0.014%
32 12.081 1542 1546 1549 rBV6 2937 4914 0.13% 0.018%
33 12.169 1555 1561 1565 rBvV6 4075 7670 0.20% 0.028%
34 12.363 1591 1594 1597 rBV4 2876 4052 0.11% 0.015%
35 12.457 1605 1610 1613 rVB6 3382 4281 ©0.11% 0.015%
36 12.869 1677 1680 1684 rVB5 3199 4032 0.11% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM048020.D

Acqg On : 11 Oct 2024 21:14
Operator : RC/JU

Sample : P4239-11

Misc :

ALS Vvial : 11 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-BM092724.MA.M
Title : SVOA CALIBRATION
37 13.028 1702 1707 1708 rBV4 2437 4699 0.12% 0.017%
38 13.386 1765 1768 1776 rVB9 4214 9270 0.24% 0.034%
39 13.745 1826 1829 1832 rVB5 3953 4127 0.11% 0.015%
40 13.828 1834 1843 1852 rVV 439240 684511 17.97% 2.476%
41 13.904 1855 1856 1860 rVB4 4504 4532 0.12% 0.016%
42 14.110 1881 1891 1904 rBV 563223 885117 23.23% 3.202%
43 14.263 1911 1917 1922 rVBS 5643 10413 0.27% 0.038%
44 14.416 1934 1943 1952 rBV 1642144 2466544 64.74%  8.922%
45 14.633 1974 1980 1996 rBV 69828 195574 5.13% 0.707%
46 14.780 2002 2005 2009 rVB6 4901 7224 0.19% 0.026%
47 14.839 2009 2015 2020 rBV7 13103 27970 0.73% 0.101%
48 15.086 2052 2057 2063 rBvVi1e 4507 8458 ©.22% 0.031%
49 15.216 2074 2079 2085 rBv7 8516 18198 0.48% 0.066%
50 15.410 2106 2112 2119 rBV 736351 1091745 28.66% 3.949%
51 15.463 2119 2121 2126 rVB4 14651 20739 0.54% 0.975%
52 15.527 2126 2132 2140 rBV 64890 105743 2.78% 0.383%
53 15.669 2152 2156 2161 rVB4 20039 30070 0.79% 0.109%
54 15.775 2168 2174 2187 rVB 190826 286561 7.52% 1.037%
55 15.904 2191 2196 2199 rBV7 2833 5171 0.14% 0.019%
56 16.145 2231 2237 2242 rBV9S 6323 16609 0.44% 0.060%
57 16.274 2253 2259 2267 rBV5 14232 29180 0.77% 0.106%
58 16.392 2273 2279 2283 rBV4 14625 26857 ©0.70% 0.097%
59 16.504 2296 2298 2302 rBV5 3922 6479 0.17% 0.023%
60 16.698 2326 2331 2336 rBV7 12700 21549 0.57% 0.078%
61 16.874 2359 2361 2363 rVB3 6829 4242 0.11% 0.015%
62 17.039 2384 2389 2392 rBV4 28653 38966 1.02% 0.141%
63 17.074 2392 2395 2400 rVB4 21767 30914 0.81% 0.112%
64 17.157 2402 2409 2414 rBV 2008115 2926375 76.81% 10.586%
65 17.198 2414 2416 2420 rVV 80875 105157 2.76% ©.380%
66 17.257 2420 2426 2436 rW 774162 1208294 31.72% 4.371%
67 17.339 2436 2440 2450 rVB8 27124 59920 1.57% 0.217%
68 17.610 2482 2486 2489 rBV6 19008 27625 0.73% 0.100%
69 17.745 2505 2509 2516 rVB2 38234 62273 1.63% 0.225%
70 17.868 2528 2530 2536 rVB7 9753 14911 0.39% 0.054%
71 18.051 2556 2561 2570 rBV2 172608 318672 8.36% 1.153%
72 18.227 2587 2591 2596 rBV6 35236 58638 1.54% 0.212%
73 19.210 2755 2758 2765 rVB 117891 154563 4.06% 0.559%
74 19.327 2775 2778 2782 rBV2 72638 108404 2.85% 0.392%
75 19.545 2810 2815 2829 rBV 1046006 1550131 40.69% 5.607%
76 21.286 3108 3111 3116 rVB 163349 196968 5.17% 0.713%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM048020.D

Acqg On : 11 Oct 2024 21:14
Operator : RC/JU

Sample : P4239-11

Misc

ALS Vvial : 11 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-BM@92724.MA.M
Title : SVOA CALIBRATION

77 21.380 3122 3127 3134 rBV2 2203754 3279379 86.08% 11.863%
78 24.162 3595 3600 3609 rVB 425821 955941 25.09%  3.458%
79 24.368 3628 3635 3649 rVB 1501453 3809821 100.00% 13.781%

Sum of corrected areas: 27644576
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48020.D

Acqg On : 11 Oct 2024 21:14
Operator : RC/JU

Sample : P4239-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM048020.D\data.ms
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Abundance TIC: BM048020.D\data.ms
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Abundance TIC: BM048020.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48020.D

Acqg On : 11 Oct 2024 21:14
Operator : RC/JU

Sample : P4239-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.775 2.32 ng/ul 286561  Acenaphthene-di10 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 96
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 49
Abundance Scan 2174 (15.775 min): BM048020.D\data.ms (-2168) (- | m/z 105.10 100.00%
105.1
182.1
5000
51.0
1550 1600
152.1
267.0 9
e e e e e e || M/z 77.85  63.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
5000
182.0 15.50 16.00
51.0 m/z 182.16  53.43%
H\‘9\\‘\\‘\\‘!\\”1“\\\\‘\‘H\’\\\\%\E\)%‘O\\H‘HHH‘HH’HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0 1550 1600
5000 ITI z 51.05 22.51%
51.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0 1550 1600
m/z 181.10 9.49%
182.0
5000
51.0
Hw"H‘H“"_‘wm‘H"“H‘,"‘“1‘5‘%‘9"w”"H_m,wwwww it oy
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48020.D

Acqg On : 11 Oct 2024 21:14
Operator : RC/JU

Sample : P4239-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.051 2.18 ng/ul 318672  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2561 (18.051 min): BM048020.D\data.ms (-2556) (- | m/z 73.05 100.00%
73.0

5000 1990
213.3 el
‘ 171 T ‘ 256.3 18.00
- ‘”‘ Al bl T 8271 L, ee.1e 85.24%

-

m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 T \
129.0 18.00
213.0 m/z 43.10 82.24%
171.0
VRN ‘\‘ S S
m/z--> 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
U

18.00
5000 256.0 m/z 55.10 71.43%
129.0
3.0 213.0
h 171.0
_ 1V R
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid —r— ‘
60.0 18.00
m/z 57.05 69.14%
5000 129.0
171.0 213.0 256.0
HHM‘ \‘Mh“‘\‘u‘\w‘\“H““\“‘\H’\HH‘HH“ e
m/z--> 50 100 150 200 250 300 350 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48020.D

Acqg On : 11 Oct 2024 21:14
Operator : RC/JU

Sample : P4239-11

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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|
Benzophenone 15.775 2.3 ng/ul 286561 3 14.416 2466540 20.0
n-Hexadecanoic ... 18.051 2.2 ng/ul 318672 4 17.157 2926380 20.0
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