LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121824\
Data File : BP023507.D

Acqg On : 18 Dec 2024 21:03
Operator : RC/JU

Sample : P5235-08 10X

Misc :

ALS Vvial : 12 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_ P\Methods\SFAM-EPA-BP112624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@23507.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.093 14 18 20 rBV 54338 64117 0.92% 0.097%
2 3.128 20 24 35 rVB 339255 419112 6.04% 0.637%
3 3.428 71 75 84 rVB 28838 41126 0.59% 0.062%
4 3,517 87 90 117 rVB2 198181 475170 6.85% ©.722%
5 3.793 132 137 145 rVB2 54264 94481 1.36% 0.144%
6 3.917 155 158 162 rBV 14609 24371 0.35% 0.037%
7 4.064 179 183 189 rVB 64340 80855 1.17% ©.123%
8 4.134 193 195 199 rVB5S 7651 8727 0.13% 0.013%
9 4.240 209 213 219 rBV 97660 136210 1.96% 0.207%
10 4.311 220 225 235 rVB 61558 93141 1.34% 0.141%
11 4.681 283 288 293 rBV 147792 193901 2.79% 0.295%
12 4.728 293 296 308 rVB 33648 67534 0.97% 0.103%
13 5.164 368 370 377 rBVS8 3780 7349 0.11% 0.011%
14 5.269 384 388 396 rBv2 13019 25536 0.37% 0.039%
15 5.522 428 431 435 rBV2 9881 15260 0.22% 0.023%
16 5.634 446 450 454 rVB6 6442 9383 0.14% 0.014%
17 6.228 546 551 556 rBV9 4946 9462 0.14% 0.014%
18 6.434 581 586 593 rBV3 24340 40785 0.59% 0.062%
19 6.675 624 627 632 rVB6 4564 8077 0.12% 0.012%
20 6.752 634 640 656 rVV 184840 433502 6.25% ©.659%
21 6.881 656 662 679 rVV 723823 1236219 17.81% 1.878%
22 7.005 680 683 690 rvv4 8450 14603 0.21% 0.022%
23 7.081 690 696 716 rW 772842 1312149 18.91% 1.993%
24 7.305 730 734 739 rVW5 7843 14520 0.21% 0.022%
25 7.528 765 772 781 rBV 740400 1336411 19.26% 2.030%
26 7.593 781 783 790 rVB4 13803 26060 0.38% 0.040%
27 7.863 825 829 834 rVBS 9438 14043 0.20% 0.021%
28 8.252 888 895 911 rBV 544990 1208911 17.42% 1.836%
29 8.363 911 914 921 rVV3 22616 44593 0.64% 0.068%
30 8.434 921 926 932 rVB5 10151 20463 0.29% 0.031%
31 8.675 956 967 989 rBV 792312 1475867 21.27% @ 2.242%
32 8.828 991 993 998 rVVe 5731 7821 0.11% 0.012%
33 8.881 998 1002 1007 rVvv2 23837 37842 0.55% 0.057%
34 8.928 1007 1010 1013 rVB 11685 14360 0.21% 0.022%
35 9.105 1036 1040 1046 rVB7 9449 16546 0.24% 0.025%
36 9.246 1061 1064 1070 rVB8 7493 12158 0.18% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121824\
Data File : BP023507.D

Acqg On : 18 Dec 2024 21:03
Operator : RC/JU

Sample : P5235-08 10X

Misc :

ALS Vvial : 12 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_ P\Methods\SFAM-EPA-BP112624.MA.M
Title : SVOA CALIBRATION
37 9.381 1080 1087 1107 rBV 677333 1264554 18.22% 1.921%
38 9.934 1172 1181 1209 rBV2 1069430 2584667 37.25% 3.926%
39 10.222 1225 1230 1233 rBv2 44533 72162 1.04% 0.110%
40 10.275 1233 1239 1255 rVB 916908 1762854 25.40% 2.678%
41 10.434 1259 1266 1283 rBV 663739 1460395 21.05% 2.218%
42 10.810 1323 1330 1335 rBv2 133410 253683 3.66% 0.385%
43 10.869 1335 1340 1353 rVV 193078 387555 5.58% 0.589%
44 11.110 1375 1381 1386 rBv2 118141 165417 2.38% 0.251%
45 11.481 1440 1444 1449 rBV3 14028 21833 0.31% 0.033%
46 11.599 1460 1464 1469 rVBS8 5046 7788 0.11% 0.012%
47 11.657 1469 1474 1480 rBV7 7977 17307 0.25% 0.026%
48 11.875 1507 1511 1519 rVB3 13169 23497 0.34% 0.036%
49 11.987 1522 1530 1543 rBv2 29995 103193 1.49% 0.157%
50 12.434 1600 1606 1611 rVB1o 6818 13600 ©0.20% 0.021%
51 12.687 1639 1649 1656 rBV6 44215 99001 1.43% 0.150%
52 12.963 1686 1696 1701 rBV 33058 66744 0.96% 0.101%
53 13.028 1701 1707 1718 rVWV 88672 220585 3.18% 0.335%
54 13.146 1721 1727 1737 rVV2 43525 109873 1.58% 0.167%
55 13.246 1741 1744 1748 rVV4 14233 21176  0.31% 0.032%
56 13.281 1748 1750 1756 rVB7 7207 10054 0.14% 0.015%
57 13.398 1764 1770 1776 rVB7 9862 17548 0.25% 0.027%
58 13.510 1784 1789 1791 rBV6 5675 7988 0.12% 0.012%
59 13.557 1791 1797 1809 rVV 2351737 3042696 43.85% 4.622%
60 13.834 1830 1844 1859 rBV 1947426 3313481 47.75% 5.033%
61 13.993 1866 1871 1886 rBV 52443 113802 1.64% 0.173%
62 14.145 1889 1897 1907 rBV 1634120 2598963 37.45% 3.948%
63 14.275 1917 1919 1927 rVB8 6002 11329 0.16% 0.017%
64 14.481 1949 1954 1967 rBvV2 88011 315768 4.55% 0.480%
65 14.757 1999 2001 2006 rVB6 5357 7281 0.10% 0.011%
66 14.957 2031 2035 2039 rBV6 11463 15682 0.23% 0.024%
67 15.010 2039 2044 2050 rBV2 43216 93317 1.34% 0.142%
68 15.151 2060 2068 2083 rBV 2627994 4438487 63.96% 6.742%
69 15.316 2091 2096 2108 rBV 912266 1565140 22.55% 2.378%
70 15.540 2128 2134 2140 rBV 71318 100050 1.44% 0.152%
71 16.475 2289 2293 2301 rBV 13252 26001 0.37% 0.039%
72 16.628 2314 2319 2323 rBV8 4933 8772 0.13% 0.013%
73 16.716 2327 2334 2335 rBV7 5569 9642 0.14% 0.015%
74 16.739 2335 2338 2345 rVB2 12249 19526 0.28% 0.030%
75 16.951 2367 2374 2385 rBV2 2098512 3544063 51.07% 5.384%
76 17.057 2386 2392 2407 rVB 3888287 5316114 76.61% 8.075%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121824\
Data File : BP023507.D

Acqg On : 18 Dec 2024 21:03
Operator : RC/JU

Sample : P5235-08 10X

Misc

ALS Vvial : 12 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_ P\Methods\SFAM-EPA-BP112624.MA.M
Title : SVOA CALIBRATION

77 17.204 2414 2417 2421 rBV6 8753 13969 0.20% 0.021%
78 17.634 2485 2490 2496 rVB8 14424 30073 0.43% 0.046%
79 17.716 2501 2504 2509 rBV2 10518 16469 0.24% 0.025%
80 17.816 2518 2521 2527 rBv4 9722 17169 0.25% 0.026%
81 17.886 2528 2533 2541 rBV 247404 379224 5.46% 0.576%
82 18.286 2598 2601 2607 rBvV2 12597 19656 ©.28% 0.030%
83 18.981 2715 2719 2724 rBV3 59851 79707 1.15% 0.121%
84 19.057 2728 2732 2737 rBV 41130 67976 ©0.98% 0.103%
85 19.233 2757 2762 2774 rBV2 93313 204301 2.94% 0.310%

86 19.433 2790 2796 2809 rBV2 4423177 6939246 100.00% 10.541%
87 21.386 3122 3128 3139 rBV2 2556461 4377517 63.08% 6.650%
88 24.345 3622 3631 3648 rVB 2521372 6844877 98.64% 10.398%
89 24.563 3660 3668 3686 rVB 1646318 4567732 65.82% 6.939%

Sum of corrected areas: 65830169
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121824\
Data File : BP023507.D

Acqg On : 18 Dec 2024 21:03
Operator : RC/JU

Sample : P5235-08 10X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP023507.D\data.ms

4000000
3000000

2000000

9.934

1000000 0,275
6.88081 7528 8.675
s, . 252 9.381 434
. Joz%38 3%491 4Fs 58GETEL o, 2@811646 005,308 597863 18 %@Pﬂ?mmm 4105

Time--> 3.00 3.50 4.00 450 5.00 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 12.00 1250

Abundance TIC: BP023507.D\data.ms
19.433
4000000 17.057
3000000 21.386
15.151
13.557
16.951
2000000 13.834
14.145
1000000 15.316
17.886 ML“M\
o 958 ¥4<PA vER0 15540 204 7EE8A618.286 1B
\‘x“ﬁf‘uu‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
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: BP023507.D\data.ms
4000000
3000000 24.345
2000000 4.563
1000000
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121824\
Data File : BP023507.D

Acqg On : 18 Dec 2024 21:03
Operator : RC/JU

Sample : P5235-08 10X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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 TIsopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.681 2.90 ng/ul 193901 1,4-Dichlorobenzene-d4 7.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
4 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 64
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 56

Abundance Scan 288 (4.681 min): BP023507.D\data.ms (-283) (-) m/z 43.05 100.00%

43.0
5000

440460480500

15.0
178.9 281.8 355.3 428.7 498.6 9
owﬂl‘wHH_H‘,mwH_m‘WWWH_HW m/z 71.e0 91.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15396: Isopropyl butyrate
43.0
5000 LB R L R B I
4.40 4.60 4.80 5.00
m/z 88.95 32.23%
Lppso
O‘\\\!‘T\\\“\l\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15399: Isopropyl butyrate
43.0

4.40 4.60 4.80 5.00
5000 m/z 41.00 29.01%

b
o ——
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15554: Propanoic acid, 2-methyl-, propy! ester BB ma s S E
43.0 4.40 4.60 4.80 5.00

m/z 59.95 15.66%

5000
‘ 101.0
0 1 "

R L o o e R A R P T T R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121824\
Data File : BP023507.D

Acqg On : 18 Dec 2024 21:03
Operator : RC/JU

Sample : P5235-08 10X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.887 2.14 ng/ul 379224  Phenanthrene-d10 16.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94
Abundance Scan 2533 (17.886 min): BP023507.D\data.ms (-2528) (- m/z 73.00 100.00%
73.0
5000 WJ\\“
213.2 — B
“H L ‘ 17.50 18.00
okl H*Hflwumwm‘“285‘9‘“3‘5’5"9“439?”59‘2‘?“‘ m/z 59.95 73.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
17.50 18.00
“ 213.0 m/z 43.05 68.97%
O‘\\\ ‘ \I\MM‘\N\H‘\\\!‘\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
= —
17.50 18.00
5000 256.0 m/z 57.05 64.78%
129.0
o_“fH‘ “HMIHNW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid T —
3
43.0 256.0 17.50 18.00
m/z 55.00 57.87%
5000
129.0
o i s el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121824\
Data File : BP©23507.D

Acqg On : 18 Dec 2024 21:03
Operator : RC/JU

Sample : P5235-08 10X

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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|
Isopropyl butyrate 4.681 2.9 ng/ul 193991 1 7.528 1336410 20.0
n-Hexadecanoic ... 17.887 2.1 ng/ul 379224 4 16.951 3544060 20.0
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