LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121324\
Data File : BGO63678.D

Acqg On : 13 Dec 2024 14:45
Operator : RC/JU

Sample : P5153-21

Misc :

ALS vial : 9 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-BG121124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO63678.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.284 29 33 36 rVB6 16266 27475 0.56% 0.061%
2 3.701 98 104 114 rBV 135874 343341 6.96% 0.766%
3 3.930 141 143 148 rVB6 10641 12730 0.26% 0.028%
4 4.018 154 158 161 rBV4 21970 30511 0.62% 0.068%
5 4.377 216 219 221 rBV4 10135 14321 0.29% 0.032%
6 5.029 326 330 333 rBV6 12802 22964 0.47% 0.051%
7 5.100 337 342 343 rBV5 10661 14170 0.29% 0.032%
8 5.164 346 353 356 rBv8 12771 29721 0.60% 0.066%
9 5.423 392 397 399 rBV4 12476 19206 0.39% 0.043%
10 5.464 399 404 410 rVBlo 14886 28980 ©.59% 0.065%
11 5.828 464 466 467 rBV2 17175 15511 0.31% 0.035%
12 6.692 609 613 618 rVvB7 14579 26863 0.54% 0.060%
13 6.809 629 633 636 rVB5 15254 16854 0.34% 0.038%
14 6.956 654 658 661 rBV5 32397 51148 1.04% 0.114%
15 7.015 661 668 680 rvVv 454253 1054856 21.37% 2.354%
16 7.115 680 685 687 rVW 308374 494448 10.02% 1.104%
17 7.144 687 690 698 rVW 493323 878701 17.80% 1.961%
18 7.197 698 699 704 rVB4 20396 17187 ©0.35% 0.038%
19 7.273 709 712 715 rVB4 16135 19181 0.39% 0.043%
20 7.362 719 727 737 rBV 454111 977459 19.80% 2.182%
21 7.503 747 751 756 rVB9 18449 37493 0.76% 0.084%
22 7.814 797 804 812 rBV 768276 1379473 27.95% 3.079%
23 7.873 812 814 820 rVB7 24703 35007 0.71% 0.078%
24 7.943 820 826 828 rBV6 11476 20293 0.41% 0.045%
25 8.061 838 846 852 rBvV3 87737 179144 3.63% 0.400%
26 8.325 886 891 892 rBv4 18402 22571 0.46% 0.050%
27 8.366 896 898 902 rVB5 11039 14903 0.30% 0.033%
28 8.449 910 912 916 rBv4 11335 18036 0.37% 0.040%
29 8.543 921 928 937 rBV 470516 943947 19.12% 2.107%
30 8.601 937 938 942 rVvB4 25913 26036 ©0.53% 0.058%
31 8.901 981 989 990 rBV7 20393 33690 0.68% 0.075%
32 8.971 994 1001 1009 rBV 235096 448030 9.08% 1.000%
33  9.042 1009 1013 1015 rBV4 26340 27119 0.55% 0.061%
34 9.130 1025 1028 1035 rBV7 39289 63963 1.30% 0.143%
35 9.353 1063 1066 1068 rBV2 19810 20701 0.42% 0.046%
36 9.530 1091 1096 1101 rVB3 56996 96940 1.96% 0.216%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121324\
Data File : BGO63678.D

Acqg On : 13 Dec 2024 14:45
Operator : RC/JU

Sample : P5153-21

Misc :

ALS vial : 9 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-BG121124.MA.M
Title : SVOA CALIBRATION
37 9.659 1114 1118 1119 rBV4 13725 17691 0.36% 0.039%
38 9.688 1119 1123 1130 rVV6 39278 75732  1.53% 0.169%
39 9.788 1137 1140 1142 rBV4 13111 17708 0.36% 0.040%
40 10.076 1186 1189 1192 rVB5 15422 14940 0.30% 0.033%
41 10.252 1211 1219 1234 rBV 436587 1134836 22.99% 2.533%
42 10.458 1250 1254 1255 rBv4 14960 13292 0.27% 0.030%
43 10.534 1266 1267 1270 rVWW3 17793 16652 0.34% 0.037%
44 10.605 1270 1279 1285 rVV 1082144 1955905 39.62% 4.366%
45 10.658 1285 1288 1292 rVV 180481 287128 5.82% 0.641%
46 10.699 1292 1295 1298 rVv4 104828 177634 3.60% 0.396%
47 10.746 1298 1303 1313 rVV2 250790 590792 11.97% 1.319%
48 10.828 1316 1317 1320 rVV3 20500 17164 ©0.35% 0.038%
49 10.887 1324 1327 1333 rVBS8 17284 32410 0.66% 0.072%
50 10.969 1337 1341 1348 rBVS 18976 34657 0.70% 0.077%
51 11.134 1367 1369 1378 rVB1e 25318 56975 1.15% 0.127%
52 11.269 1389 1392 1393 rBvV3 11544 12792 0.26% 0.029%
53 11.439 1418 1421 1423 rVWV4 16196 20051 0.41% 0.045%
54 11.516 1431 1434 1438 rBV5 16372 23554 0.48% 0.053%
55 11.568 1438 1443 1445 rVV5 17466 35729 0.72% 0.080%
56 11.627 1449 1453 1462 rVBS8 41525 83957 1.70% 0.187%
57 11.727 1467 1470 1471 rBV3 14764 12827 0.26% 0.029%
58 11.850 1490 1491 1494 rBV2 17582 14651 0.30% 0.033%
59 12.027 1516 1521 1528 rVB3 62977 98778 2.00% 0.220%
60 12.156 1539 1543 1545 rBV5 16790 24153 0.49% 0.054%
61 12.197 1548 1550 1554 rVB5 12076 13238 0.27% 0.030%
62 12.268 1557 1562 1567 rVV 116672 200573 4.06% 0.448%
63 12.309 1567 1569 1572 rVB4 12474 12808 0.26% 0.029%
64 12.350 1572 1576 1580 rVB6 17767 27383 ©0.55% 0.061%
65 12.491 1596 1600 1606 rVB3 55265 81095 1.64% 0.181%
66 12.561 1609 1612 1615 rBV5 15545 25034 0.51% 0.056%
67 12.943 1673 1677 1678 rBvV4 17686 22384 0.45% 0.050%
68 12.984 1680 1684 1689 rVV8 40607 72194 1.46% 0.161%
69 13.049 1693 1695 1699 rVB5 18628 23880 0.48% 0.053%
70 13.214 1720 1723 1725 rBV4 17492 15703 0.32% 0.035%
71 13.278 1729 1734 1741 rVV3 108941 204323  4.14%  0.456%
72 13.372 1746 1750 1752 rBV5 22245 31706 0.64% 0.071%
73 13.413 1755 1757 1759 rBV3 13244 13305 0.27% 0.030%
74 13.484 1766 1769 1778 rVB9 29997 73992 1.50% 0.165%
75 13.631 1787 1794 1798 rBV6 58072 151070 3.06% 0.337%
76 13.778 1815 1819 1823 rBV3 51533 70529 1.43% 0.157%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121324\
Data File : BGO63678.D

Acqg On : 13 Dec 2024 14:45
Operator : RC/JU

Sample : P5153-21

Misc :

ALS vial : 9 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-BG121124.MA.M
Title : SVOA CALIBRATION
77 13.860 1824 1833 1839 rVV 1166073 1711208 34.67% 3.819%
78 13.936 1843 1846 1849 rBV2 56152 63446  1.29% 0.142%
79 13.972 1850 1852 1855 rBV4 13828 14840 0.30% 0.033%
80 14.054 1864 1866 1868 rBV3 23218 15810 0.32% 0.035%
81 14.148 1876 1882 1891 rVB 1331021 2169906 43.96% 4.843%
82 14.353 1914 1917 1921 rVB 114247 145133 2.94% 0.324%
83 14.453 1926 1934 1941 rBV 1706076 2650993 53.70% 5.917%
84 14.859 1999 2003 2009 rVB4 75611 132158 2.68% 0.295%
85 15.246 2066 2069 2071 rBv4 26037 30502 0.62% 0.068%
86 15.305 2076 2079 2085 rVB2 111545 146109 2.96% 0.326%
87 15.452 2098 2104 2110 rBV 1687224 2512430 50.90% 5.608%
88 15.816 2160 2166 2172 rBV 577961 850147 17.22% 1.897%
89 16.175 2223 2227 2228 rBV2 170521 195469 3.96% 0.436%
90 16.862 2341 2344 2352 rVB 184574 248621 5.04% 0.555%
91 16.962 2358 2361 2367 rBv4 131488 166322 3.37% 0.371%
92 17.209 2398 2403 2407 rBV2 1926003 2839205 57.52% 6.337%
93 17.250 2407 2410 2414 rVV 460426 613081 12.42% 1.368%
94 17.309 2414 2420 2431 rVB2 1782287 2846434 57.66% 6.353%
95 19.271 2750 2754 2760 rBV 743337 1037520 21.02% 2.316%
96 19.606 2807 2811 2814 rBV 2048942 2863668 58.01% 6.392%
97 21.122 3066 3069 3074 rVB 1088178 1386565 28.09%  3.095%
98 21.351 3105 3108 3115 rVB 1514225 2027026 41.06% 4.524%
99 21.457 3124 3126 3131 rVB2 1328636 1928450 39.07% 4.304%
100 23.613 3487 3493 3498 rBV 2558274 4936313 100.00% 11.018%

Sum of corrected areas: 44803554
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121324\
Data File : BGO63678.D

Acqg On : 13 Dec 2024 14:45
Operator : RC/JU

Sample : P5153-21

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance : ' '
6000000 TIC: BG063678.D\data.ms

5000000
4000000
3000000

2000000
10.605
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Time--> 3.50 4.00 450 5.00 550 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
Abundance . . .
6000000 TIC: BG063678.D\data.ms
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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: BG063678.D\data.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121324\
Data File : BGO63678.D

Acqg On : 13 Dec 2024 14:45
Operator : RC/JU

Sample : P5153-21

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121124.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 Benzyl alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.061 2.60 ng/ul 179144  1,4-Dichlorobenzene-d4 7.820

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 97
2 Benzyl alcohol 108 C7H80 000100-51-6 95
3 Benzyl alcohol 108 C7H80 000100-51-6 91
4 Benzyl alcohol 108 C7H80 000100-51-6 91
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 83
Abundance Scan 846 (8.061 min): BG063678.D\data.ms (-838) (-) m/z 79.05 100.00%
79.0
- JLK\/\/\_;
R ARARES S
}“ | [130.8 1966 2830 3621 430. 780 8.00 8.20 840
0 ‘H‘WWN‘WNMHF‘«u‘wfuu““‘f“u“nﬁ““ui m/z 108.05 70.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #6065: Benzyl alcohol
79.0
5000
7.80 8.00 8.20 8.40
m/z 77.05 61.29%
0\2\“\‘.‘\1“\“‘1\““““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #6066: Benzyl alcohol
79.0
R e e
7.80 8.00 8.20 8.40
5000 m/z 107.10  55.93%
0 Hu‘ul“w‘w ‘!“HH"‘H"‘m‘_m_m‘m‘_m
m/z--> 50 100 150 200 250 300 350 400
Abundance #6064: Benzyl alcohol
79.0 7.80 8.00 8.20 8.40
m/z 51.05 26.37%
- wWN/\fww
mlz--> 50 100 150 200 250 300 350 400 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121324\
Data File : BGO63678.D

Acqg On : 13 Dec 2024 14:45
Operator : RC/JU

Sample : P5153-21

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121124.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.816 6.41 ng/ul 850147  Acenaphthene-di10 14.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 87
Abundance Scan 2166 (15.816 min): BG063678.D\data.ms (-2160) (- | m/z 105.10 100.00%
105.1
5000 182.1
— L
39, 15.50 16.00
Of b ke 24823024 398.3453.1 5350 n/z 77.10  69.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
182.0
5000 B =
15.50 16.00
m/z 182.10 49.77%
0 2?0
\\\‘\‘\\\\‘\\\\[\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone
105.0
= o
182.0 15.50 16.00
5000 ' m/z 51.05 25.45%
0m‘“Hw"m‘g-ml"m"m"mww_ww_w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56922: Benzophenone
105.0 1550 1600
m/z 181.05 8.77%
5000 182.0
027.0’ Jl l\
R R R o e R RARR
mlz--> 0 50 100 150 200 250 300 350 400 450 500 1550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121324\
Data File : BGO63678.D

Acqg On : 13 Dec 2024 14:45
Operator : RC/JU

Sample : P5153-21

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121124.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 3 Oxalic acid, octadecyl prop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.122  14.38 ng/ul 1386570  Chrysene-d12 21.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 87
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 86
3 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 86
4 Nonacos-1-ene 406 C29H58 018835-35-3 78
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 72
Abundance Scan 3069 (21.122 min): BG063678.D\data.ms (-3066) (-~  m/z 57.10 100.00%
57.1
5000
2100 2150
205.1 276.3 493.4549 ' 169
ow_"WF‘M"‘w‘m"‘H"“?"5‘?““‘“?‘39?”9‘3‘”?’“‘?‘ m/z 43.10  70.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #290905: Oxalic acid, octadecyl propyl ester
43.0
5000 —— e
21.00 21.50
m/z 71.1@ 57.76%
297.0
O\H\ ‘\1\I‘J\Jl\W‘\\\\‘\\\\‘\\\\‘1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
— —
21.00 21.50
5000 m/z 55.10 55.31%
‘ 1501960 269.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234313: Oxalic acid, propyl tetradecyl ester T T
43.0 21.00 21.50
m/z 69.10 43.80%
5000
241.0
Sl o
mlz--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121324\
Data File : BGO63678.D

Acqg On : 13 Dec 2024 14:45
Operator : RC/JU

Sample : P5153-21

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121124.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|

Benzyl alcohol 8.061 2.6 ng/ul 179144 1 7.820 1379470 20.0
Benzophenone 15.816 6.4 ng/ul 850147 3 14.453 2650990 20.0
Oxalic acid, oc... 21.122 14.4 ng/ul 1386570 5 21.463 1928450 20.0
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