LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12482.D

Acqg On : 03 Nov 2022 09:44
Operator : CG/JU

Sample : N5321-24

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_ P\Methods\SFAM-EPA-BP102522.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12482.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.228 331 41 49 rVB 39637 56997 ©0.74% 0.078%
2 3.534 91 93 95 rBvV2 7655 8390 0.11% 0.011%
3 3.658 113 114 141 rBV 264624 468533 6.12% 0.640%
4 3.869 146 150 156 rVB 16117 27163 ©0.35% 0.037%
5 3.964 163 166 175 rVB 18339 27464 ©0.36% 0.038%
6 6.963 668 676 689 rBV 217248 422650 5.52% 0.577%
7 7.122 696 703 717 rBV 700041 1143110 14.93% 1.562%
8 7.316 729 736 747 rBV 676395 1135331 14.82% 1.551%
9 7.781 807 815 824 rBV 978014 1596618 20.85% 2.181%
10 7.852 824 827 831 rVB4 6972 10801 0.14% 0.015%
11  8.499 929 937 950 rBV 604436 1113857 14.54% 1.522%
12 8.951 1006 1014 1031 rBV 848282 1455048 19.00% 1.988%
13 9.110 1034 1041 1051 rVB 6641 21089 0.28% 0.029%
14 9.328 1073 1078 1086 rBV2 21496 35531 ©0.46% 0.049%
15 9.669 1129 1136 1149 rBV 674010 1175157 15.34% 1.605%

16 10.210 1220 1228 1246 rBV 1042961 1909342 24.93%
17 10.387 1249 1258 1274 rVB3 22281 83095 1.08%
18 10.581 1284 1291 1305 rVB 1576424 2621462 34.23%
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19 10.734 1309 1317 1342 rBV 1228540 2295397 29.97% 136%
20 11.828 1497 1503 1511 rVB6 6162 13218 0.17% 018%
21 11.998 1529 1532 1538 rVBS8 4312 9416 0.12% 0.013%
22 12.181 1558 1563 1569 rBv2 16551 29252 0.38% 0.040%
23 13.163 1724 1730 1735 rBV9 5631 10635 0.14% 0.015%
24 13.245 1739 1744 1751 rW 23464 40782 ©0.53% 0.056%
25 13.328 1753 1758 1763 rVV3 12901 22668 0.30% 0.031%
26 13.851 1839 1847 1861 rBV 2408929 3435317 44.86% 4.693%
27 13.945 1861 1863 1869 rVB6 8892 13526 ©.18% ©0.018%
28 14.128 1884 1894 1910 rBV 2548259 3868425 50.51% 5.285%
29 14.322 1923 1927 1934 rVB4 9995 15839 0.21% 0.022%
30 14.434 1939 1946 1965 rBV 2637530 3949225 51.57% 5.395%
31 14.675 1981 1987 2006 rBV 130546 398178 5.20% ©.544%
32 14.863 2014 2019 2028 rVB1o 17618 47687 0.62% 0.065%
33 15.275 2084 2089 2096 rVB4 17205 33896 0.44% 0.046%

34 15.433 2109 2116 2132 rBV 3570643 5341491 69.74% 7.297%
35 15.563 2133 2138 2152 rVV 1057096 1650598 21.55%  2.255%

36 15.675 2153 2157 2170 rVB3 24545 56661 ©.74% ©0.077%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12482.D

Acqg On : 03 Nov 2022 09:44
Operator : CG/JU

Sample : N5321-24

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_ P\Methods\SFAM-EPA-BP102522.M
Title : SVOA CALIBRATION
37 15.892 2191 2194 2199 rVB7 7518 11141 ©0.15% ©0.015%
38 16.169 2234 2241 2245 rBV5 17280 36581 ©0.48% 0.050%
39 16.216 2246 2249 2254 rVB6 10638 15235 ©0.20% 0.021%
40 16.992 2377 2381 2388 rVB4 33417 57758 0.75% 0.079%
41 17.192 2409 2415 2426 rBV 3355823 4969939 64.89% 6.790%
42 17.292 2426 2432 2446 rVV2 4232333 6400609 83.57%  8.744%
43 18.086 2562 2567 2576 rBV 511074 818041 10.68% 1.118%
44 19.180 2750 2753 2764 rBV 97495 210163 2.74% 0.287%
45 19.322 2773 2777 2788 rBV 533863 863176 11.27% 1.179%
46 19.539 2808 2814 2823 rBV 5728235 7658661 100.00% 10.463%
47 20.998 3058 3062 3071 rBvV2 439309 679639 8.87% 0.928%
48 21.292 3107 3112 3121 rBV 4254199 5346476 69.81% 7.304%
49 23.521 3484 3491 3502 rVB2 3268868 6797267 88.75% 9.286%
50 23.674 3511 3517 3531 rVB2 2383037 4790586 62.55% 6.545%

Sum of corrected areas: 73199121
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12482.D

Acq On : 03 Nov 2022 09:44
Operator : CG/JU

Sample : N5321-24

Misc

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP012482.D\data.ms
6000000

5000000
4000000
3000000

2000000
10.581

10210 0.734

781
1000000 712216 6400 595 0669
L3228, 53@@5@@4 6'96% 852 jL J\gnmzs ]\ 0387

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 7 50 8.00 850 9.00 o 50 10.00 10.50 11.00 11.50

Abundance TIC: BP012482.D\data.ms
6000000 19.539

5000000
17.292

4000000

15.433 17.192

3000000
13,gdf- 128134

2000000

15.563

1000000 18.086 19.32
19180 /|
18288881 1338838 13.9454.323%84%6315.27 @gm 16.99

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 1600 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP012482.D\data.ms
6000000

5000000 21.292

23.521
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3.674
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Time--> 20.50 21.00 2150 2200 2250 23.00 2350 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\BP110222\
Data File : BP@12482.D

Acq On : 03 Nov 2022 09:44
Operator : CG/JU

Sample : N5321-24

Misc

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.086 3.29 ng/ul 818041  Phenanthrene-di0 17.192
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2567 (18.086 min): BP012482.D\data.ms (-2562) (- m/z 73.00 100.00%
5000 L
213.2 [ — T
s,
ob AAMLERPO || 2743 357.0416247515339 59 05 g1.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — :
18.00
} 57.0 m/z 43.10 75.41%
O‘\\J! “" h‘“m““\h\{
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
T \
18.00
5000 m/z 57.10 67 .45%
129.0
0“J‘ﬂ }WHL"\}$“
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T
60.0 18.00
m/z 55.00 62.41%
5000 129.0
H 213.0
- ‘l“““\w‘\‘Hw‘w\w_m‘wwwwm_ .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path : Z:\

Data File : BPO
Acq On : 03
Operator : CG/
Sample : N53
Misc

ALS vial : 37

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP110222\
12482.D

Nov 2022 09:44

Ju

21-24

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 2 Octadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
19.322 3.23 ng/ul 863176  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 95
4 Octadecanoic acid 284 (C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2777 (19.322 min): BP012482.D\data.ms (-2773) (- m/z 73.00 100.00%
3.0

9.

%

5000
241.2
‘ H‘\ 171 ‘ 19.00 19.50
ol L] ‘u_mm‘\“32‘?‘?‘“41‘5‘1‘7‘25‘1‘?137‘4 n/z 43.10  87.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — ——
19.00 19.50
’ 1850  284.0 m/z 60.00 77.19%
O‘\\‘\HH ‘!\[l%IH\\“\\\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179091: Octadecanoic acid
43.0
— o=
19.00 19.50
5000 129.0 m/z 57.10 76.97%
284.0
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179092: Octadecanoic acid — —
43.0 19.00 19.50
m/z 55.05 67.33%
5000
129.0 284.0
oi,““HHH“H**“* — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP110222\

Data File : BP@12482.D

Acq On : 03
Operator : CG/
Sample : N53
Misc

ALS vial : 37

Quant Method :
Quant Title

TIC Library

Nov 2022 09:44
Ju
21-24

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 3 1-Heneicosyl formate Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
20.998 2.54 ng/ul 679639  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Cyclopentadecane 210 C15H3e 000295-48-7 93
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93

Abundance Scan 3062 (20.998 min): BP012482.D\data.ms (-3058) (- m/z 57.10 100.00%
57.1
1p5.1 —
} ‘ 20\7'0 281.0338.90402.0 490.1549. 2190
O A BB o SETERTE IV S RN m/z 83.05 94.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 T
21.00
125.0 m/z 55.00 86.73%
‘ \} h ‘\ L1 1\1960 29\40
O‘\\\ ’\\l\\‘1\\\‘\\\‘\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
——
21.00
5000 m/z 43.10 85.07%
125.0
o WulQS-OZM-O,?’s?",,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol —
55.0 21.00
m/z 97.05 79.58%
5000
‘ 125.0
‘ .0 266.0
ob AL a0 2080 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12482.D

Acqg On : 03 Nov 2022 09:44
Operator : CG/JU

Sample : N5321-24

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 ... 18.086 3.3 ng/ul 818041 4 17.192 4969940 20.0
Octadecanoic acid  19.322 3.2 ng/ul 863176 5 21.292 5346480 20.0
1-Heneicosyl fo... 20.998 2.5 ng/ul 679639 5 21.292 5346480 20.0
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