LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14357.D

Acqg On : 29 Mar 2023 11:27
Operator : CG/JU

Sample : 01982-10

Misc :

ALS vial : 7 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-BP©32823.M
Title : SVOA CALIBRATION

Signal : TIC: BPO14357.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.393 30 35 41 rBV 31968 44540 1.40% 0.126%
2 3.828 106 109 128 rBV 330402 582972 18.31% 1.652%
3 4.146 160 163 172 rVB2 12166 19317 0.61% 0.055%
4 4.258 180 182 187 rVBS 3957 5573 ©.18% 0.016%
5 5.081 319 322 330 rVB 13175 20136 ©0.63% 0.057%
6 6.399 539 546 549 rBV8 3164 5111 ©.16% 0.014%
7 7.181 671 679 701 rBV 470361 865279 27.18%  2.451%
8 7.346 701 707 720 rBV 422405 682419 21.43% 1.933%
9 7.546 734 741 757 rBV 496232 856475 26.90% 2.426%
10 8.022 814 822 840 rBV 553027 931819 29.27% 2.640%
11 8.734 935 943 958 rBV 586888 1069034 33.58% 3.029%
12 9.199 1013 1022 1035 rBV 506874 887410 27.87% 2.514%
13 9.358 1047 1049 1052 rVB4 3098 3198 ©0.10% 0.009%
14 9.575 1082 1086 1092 rVB 13775 20562 ©0.65% ©.058%
15 9.922 1138 1145 1163 rBV 436130 760555 23.89%  2.155%

16 10.469 1230 1238 1258 rBV 528004 1089580 34.22%
17 10.846 1295 1302 1317 rVB 813496 1382071 43.41%
18 10.993 1319 1327 1348 rBV 480293 1036095 32.54%
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19 12.257 1537 1542 1546 rBV7 4630 8257  0.26% 023%
20 12.452 1570 1575 1584 rVB3 8505 18555 0.58% 053%
21 13.052 1669 1677 1679 rBVS8 2579 4068 0.13% 0.012%
22 13.146 1689 1693 1697 rBV7 2173 3524 0.11% 0.010%
23 13.475 1746 1749 1754 rBv4 11192 15424 0.48% 0.044%
24 13.557 1756 1763 1773 rVB4 12158 23086 0.73% ©0.065%
25 13.651 1773 1779 1785 rBV4 3179 6468 ©0.20% 0.018%
26 14.004 1834 1839 1842 rBV7 2099 3575 ©.11% 0.010%
27 14.081 1845 1852 1867 rVV 1166759 1747325 54.88%  4.950%
28 14.181 1867 1869 1875 rVB7 3747 6624 0.21% 0.019%
29 14.369 1893 1901 1915 rBV 1070688 1603380 50.36% 4.542%
30 14.551 1926 1932 1937 rVB10O 4173 7663 0.24% 0.022%
31 14.675 1946 1953 1961 rBV 1081627 1586593 49.83%  4.495%
32 14.898 1983 1991 2015 rBV2 150050 498939 15.67% 1.414%
33 15.110 2025 2027 2031 rVBS5 5533 5851 ©0.18% ©0.017%
34 15.493 2089 2092 2098 rVB8 4193 8228 0.26% 0.023%
35 15.669 2114 2122 2135 rBV 1405044 2072329 65.09% 5.871%
36 15.793 2137 2143 2158 rVV 420081 682871 21.45% 1.935%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14357.D

Acqg On : 29 Mar 2023 11:27
Operator : CG/JU

Sample : 01982-10

Misc :

ALS vial : 7 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-BP©32823.M
Title : SVOA CALIBRATION
37 15.910 2161 2163 2169 rVB6 11056 16242 ©.51% 0.046%
38 16.034 2179 2184 2190 rBvV2 20897 35132 1.10% ©.100%
39 16.240 2218 2219 2225 rVB6 2563 3585 0.11% 0.010%
40 16.310 2225 2231 2234 rBvS8 2873 5503 0.17% 0.016%
41 16.845 2316 2322 2323 rBV6 3320 4712 0.15% 0.013%
42 17.210 2379 2384 2385 rBV4 3231 4284 0.13% 0.012%
43 17.434 2415 2422 2433 rBV 1739201 2453460 77.06% 6.951%
44 17.534 2433 2439 2450 rVV 1888998 2764124 86.82% 7.831%
45 17.640 2453 2457 2466 rVB8 21985 41608 1.31% ©0.118%
46 18.075 2527 2531 2535 rBV5 11484 13695 ©0.43% 0.039%
47 18.298 2564 2569 2580 rBV 198238 356823 11.21% 1.011%
48 18.704 2635 2638 2642 rVB5 16379 18297 ©.57% 0.052%
49 19.339 2743 2746 2752 rVB3 26345 34259 1.08% 0.097%
50 19.416 2752 2759 2764 rBV2 38782 89769 2.82% 0.254%
51 19.534 2775 2779 2785 rBV3 46949 87718 2.76% 0.249%
52 19.763 2812 2818 2832 rBV 2430943 3183699 100.00% 9.020%
53 19.981 2852 2855 2861 rVB 58516 73140 2.30% 0.207%
54 20.257 2899 2902 2906 rBV2 47284 51424 1.62% 0.146%
55 20.739 2981 2984 2988 rBvV2 73736 89993 2.83% 0.255%
56 21.198 3058 3062 3076 rBV3 208001 457091 14.36%  1.295%
57 21.522 3112 3117 3128 rBV 1799671 2457937 77.20% 6.963%
58 21.645 3135 3138 3142 rVB2 82138 98216 3.08% 0.278%
59 23.880 3512 3518 3528 rVB2 1164384 2360106 74.13% 6.686%
60 24.051 3540 3547 3560 rVB2 932700 2032048 63.83% 5.757%

Sum of corrected areas: 35297771
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 29 Mar 2023 11:27
: CG/JU
. 01982-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
BP014357.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BP014357.D\data.ms

10.846

8.022 8.734 10.469
7.183/6>40 9.199 9. 922 0.993
3.828
i&b@s 5.081 6.399 J\* 3&575

o\\‘\\\\’\T\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\\ T \\\\‘\\\\‘\\\\‘\\\
Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.5 .0 950 10 00 10.50 11.00 11.50
Abundance TIC: BP014357.D\data.ms

2500000 19.763
2000000 17.534
17.434
1500000 15.669
14.081
14.3604.675
1000000
500000 15.793

14.898 UL 18.298 Lo@agid 19.980.257
12.237452  1383263335514.0048114.5 ]NL11m5 493151610842300 16.8487.2101/1.64018.075)  18.704

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance : . .

A AT TIC: BP014357.D\data.ms

21.522
2000000
23.880

1500000 4,051

1000000

500000 21.198 51 645

20.739
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14357.D

Acq On : 29 Mar 2023 11:27
Operator : CG/JU

Sample : 01982-10

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.298 2.91 ng/ul 356823 Phenanthrene-d10 17.434
Hit# of 5 Tentative ID MW MolForm CAS# 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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94
Abundance Scan 2569 (18.298 min): BP014357.D\data.ms (-2564) (- m/z 73.00 100.00%
73.0
213.2 s o
“M \ e1o 18.00 18.50
Ol A ‘J‘Mu:‘_HM‘H‘2”1“”‘355‘9‘ 4291 5858 n/z 60.00  79.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — S
129.0 18.00 18.50
m/z 43.05 73.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
=iy —
18.00 18.50
5000 129.0 m/Z 57.05 67 .80%
“ 213.0
0brrt ‘H“Mm“Hm_m“um,‘H‘,w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid Pty e
43.0 18.00 18.50
m/z 41.00 63.81%
5000 256.0
129.0
IR TR T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14357.D

Acq On : 29 Mar 2023 11:27
Operator : CG/JU

Sample : 01982-10

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.198 3.72 ng/ul 457091  Chrysene-d12 21.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 92
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 90

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87

Abundance Scan 3062 (21.198 min): BP014357.D\data.ms (-3058) (- m/z 57.05 100.00%

57.0
5000
Ty

5.1 21.00 21.50
207.0 281.0
- Hh.;\‘. e b o2 4150 4901549,y 43,05 75.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209740: 1-Docosene
57.0

5000 é‘Od é \d
125.0 308.0 L 15

m/z 71.05 68.76%

Ol’!l”h“l'“\'“'{1[1‘&‘““
m/z--> 0 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 ITI/Z 55.05 58.13%
ooz o0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161355: 1-Decanol, 2-octyl- T T
57.0 21.00 21.50
m/z 69.10 49.98%
o*’l,‘“"‘18302520,,,,,, e S
m/z--> 0 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_P\Data\BP032923\
Data File : BP@14357.D

Acqg On : 29 Mar 2023 11:27
Operator : CG/JU

Sample : 01982-10

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.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|
n-Hexadecanoic ... 18.298 2.9 ng/ul 356823 4 17.434 2453460 20.0
(DEL) Alkane: S... 21.198 3.7 ng/ul 457091 5 21.522 2457940 20.0
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