LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14387.D

Acqg On : 30 Mar 2023 05:23
Operator : CG/JU

Sample : 02038-02

Misc :

ALS Vvial : 38 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: BPO14387.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 31 35 44 rVB 37717 55152 ©.95% ©0.103%
2 3.828 107 109 130 rBV 158606 298015 5.15% 0.554%
3 4.046 141 146 151 rVB2 15184 23410 0.40% 0.044%
4 4.146 160 163 170 rVB2 12036 16461 0.28% 0.031%
5 4.252 178 181 187 rBv4 8053 11474 0.20% 0.021%
6 4.587 236 238 243 rVB3 5750 6280 0.11% 0.012%
7 4.687 250 255 264 rVB7 10559 18072 ©0.31% 0.034%
8 5.081 316 322 329 rBV 12983 25520 0.44% 0.047%
9 6.393 540 545 550 rBv4 7373 12717 0.22% 0.024%
106 7.111 661 667 673 rVB 33805 49800 0.86% ©.093%
11 7.181 673 679 689 rBV 181884 334059 5.77% 0.621%
12 7.340 700 706 719 rBV 678576 1085479 18.76% 2.018%
13 7.546 734 741 752 rBV 683928 1132827 19.58% 2.106%
14 8.017 814 821 830 rBV 625980 1009451 17.45% 1.876%
15 8.734 936 943 960 rBV 580696 1014962 17.54% 1.886%
16 9.193 1012 1621 1037 rBV 907672 1517456 26.23% 2.820%
17 9.569 1078 1085 1091 rBV 53337 84140 1.45% 0.156%
18 9.922 1137 1145 1158 rBV 744354 1290454 22.30% 2.398%
19 10.463 1228 1237 1258 rBV 1001993 1941235 33.55% 3.608%
20 10.752 1280 1286 1293 rBV3 6344 17209 0.30% 0.032%
21 10.840 1293 1301 1311 rVV 897821 1502668 25.97% 2.793%
22 10.987 1318 1326 1349 rBV 656996 1311944 22.68% 2.438%
23 12.069 1504 1510 1516 rVB2 22028 33594 0.58% 0.062%
24 12.246 1535 1540 1545 rVvB8 5453 9489 0.16% 0.018%
25 12.369 1555 1561 1569 rBV2 54677 112817 1.95% 0.210%
26 12.434 1569 1572 1581 rVB2 17950 34675 0.60% 0.064%
27 13.304 1715 1720 1726 rVB3 5883 9476 0.16% 0.018%
28 13.475 1743 1749 1754 rBV4 9229 14192 0.25% 0.026%
29 13.552 1758 1762 1770 rVB4 3467 6937 0.12% 0.013%
30 13.646 1773 1778 1783 rVB8 4738 6872 0.12% 0.013%
31 14.075 1843 1851 1865 rBV 2194393 3140543 54.28% 5.837%
32 14.187 1867 1870 1874 rVB6 7514 10060 0.17% 0.019%
33 14.363 1893 1900 1917 rBV 2304998 3505271 60.59% 6.515%
34 14.546 1928 1931 1936 rVB7 5479 6277 0.11% 0.012%

3.

35 14.669 1945 1952 1963 rBV 1388178 2070573 35.79%

36 14.916 1988 1994 2012 rBV2 69479 237846  4.11%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14387.D

Acqg On : 30 Mar 2023 05:23
Operator : CG/JU

Sample : 02038-02

Misc :

ALS Vvial : 38 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 15.087 2018 2023 2026 rBVv6 10356 17164 ©0.30% 0.032%
38 15.669 2115 2122 2130 rVV 3027555 4414132 76.29%  8.204%
39 15.793 2136 2143 2156 rBV 1121390 1647688 28.48% 3.062%
40 15.910 2160 2163 2170 rVB5 16267 26061 ©0.45% 0.048%
41 16.034 2178 2184 2194 rBV 131893 188031 3.25% 0.349%
42 16.828 2314 2319 2322 rBV7 12740 24664 0.43% 0.046%
43 17.434 2416 2422 2432 rBV 1868035 2631809 45.49% 4.892%
44 17.534 2433 2439 2448 rBV2 3492442 4951064 85.58% 9.202%
45 18.181 2546 2549 2554 rBvVe 18694 27547 0.48% 0.051%
46 18.298 2564 2569 2579 rBvV 447869 679726 11.75% 1.263%
47 19.339 2743 2746 2750 rVB2 45525 53781 ©.93% ©0.100%
48 19.410 2756 2758 2767 rVB 70537 92662 1.60% 0.172%
49 19.528 2774 2778 2791 rBV 291016 466903 8.07% 0.868%
50 19.763 2812 2818 2824 rBV 4410557 5785630 100.00% 10.753%
51 21.204 3059 3063 3072 rBV 327364 510824 8.83% 0.949%
52 21.522 3112 3117 3123 rBV 1980808 2674430 46.23% 4.971%
53 22.792 3329 3333 3339 rVB 236607 335623 5.80% 0.624%
54 23.880 3511 3518 3532 rVB2 2442019 4899544 84.68% 9.106%
55 24.045 3539 3546 3557 rVB2 1126782 2418288 41.80% 4.495%

Sum of corrected areas: 53802978
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14387.D

Acq On : 30 Mar 2023 05:23
Operator : CG/JU

Sample : 02038-02

Misc

ALS Vial : 38 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
Abundance TIC: BP014387.D\data.ms
4000000
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2000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14387.D

Acq On : 30 Mar 2023 05:23
Operator : CG/JU

Sample : 02038-02

Misc

ALS Vial : 38 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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.298 5.17 ng/ul 679726  Phenanthrene-di0 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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2569 (18.298 min): BP014387.D\data.ms (-2564) (- m/z 73.00 100.00%
73.0
5000 J\L
213.2 =— m—
VH 130 | \ 18.00 18.50
O A REET I Lt 1 PBLO 3550 4290 5113 /7 59.95  78.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— ——
129.0 18.00 18.50
m/z 43.05 75.95%
O‘\\\‘““ ‘ lm]’“‘h‘m"‘\}?ﬂ.b\J
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5 —
18.00 18.50
5000 129.0 m/Z 57.05 68.18%
“ 213.0
(- ‘“‘H‘w “HMm,‘uH‘_Hwwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid P T
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m/z 41.05 64.93%
5000 256.0
129.0
AR TR e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14387.D

Acq On : 30 Mar 2023 05:23
Operator : CG/JU
Sample : 02038-02

Misc
ALS vial : 38

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Octadecanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
19.528 3.49 ng/ul 466903  Chrysene-d12 21.522
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 99
4 Octadecanoic acid 284 (C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2778 (19.528 min): BP014387.D\data.ms (-2774) (-

3

m/z 73.00 100.00%

%

5000
2412
‘H 171 19.50
ol LAt “““Jwm\hm 1 3289 429.14892549. ./, 43 05  93.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — ‘
185.0 19.50
" m/z 60.00 75.97%
OIY’WIIIth\lll\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
) i
19.50
5000 ITI/Z 57.05 74.57%
H 1850  284.0
o b Lo 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid — T
43.0 19.50
m/z 55.00 70.61%
5000 129.0
284.0
AR -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14387.D

Acq On : 30 Mar 2023 05:23
Operator : CG/JU

Sample : 02038-02

Misc

ALS Vial : 38 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.204 3.82 ng/ul 510824  Chrysene-d12 21.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Cyclohexadecane 224 C16H32 000295-65-8 94
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94

Abundance Scan 3063 (21.204 min): BP014387.D\data.ms (-3059) (- m/z 57.10 100.00%
1.1
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ol bl ‘L ‘Ju}w oo b #1591 4T6.9 B494 Ty 55 00 95.42%
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m/z 69.00  88.38%
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5000 111.0
| H\ || 380 |
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14387.D

Acq On : 30 Mar 2023 05:23
Operator : CG/JU

Sample : 02038-02

Misc

ALS vial : 38

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Supraene Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
22.792 2.78 ng/ul 335623 Perylene-d12 24.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 98
2 Squalene 410 C30H50 000111-02-4 68
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
4 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
5 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 59

Abundance Scan 3333 (22.792 min): BP014387.D\data.ms (-3329) (- m/z 69.05 100.00%
69.0

#

5000
| 203.1 283.1 22.50 23.00
ob il ‘“J\u‘,‘m‘w_Hwf’f‘%%ﬁ??%f‘??&?f‘%' m/z 81.00 54.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 = e
22.50 23.00
m/z 41.10  23.49%
137.0
0 will i), 203.0 273.0 341.0 410.0
‘\\H’\ \\‘HH’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\

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

Ve

Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0 22.50 23.00

m/z 68.00 12.27%

Abundance #308260: Squalene
69.0
22.50 23.00
5000 m/z 95.05 13.72%
137.0
oh i libiily 2000 2730 800 4100

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

—— —

5000

136.0

ool 80

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14387.D

Acqg On : 30 Mar 2023 05:23
Operator : CG/JU

Sample : 02038-02

Misc

ALS vial : 38 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 5.2 ng/ul 679726 4 17.434 2631810 20.0
Octadecanoic acid  19.528 3.5 ng/ul 466903 5 21.522 2674430 20.0
(DEL) Alkane: S... 21.204 3.8 ng/ul 510824 5 21.522 2674430 20.0
Supraene 22.792 2.8 ng/ul 335623 6 24.045 2418290 20.0
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