LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011286.D

Acqg On : 05 Aug 2022 19:32
Operator : CG/JU

Sample : N4026-17

Misc :

ALS Vvial : 15 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-BP080222.M
Title : SVOA CALIBRATION

Signal : TIC: BP@11286.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.946 668 673 686 rVB 304017 475807 17.15% 2.179%
2 7.134 700 705 715 rVB2 169745 281694 10.15% 1.290%
3 7.599 778 784 792 rVB 386435 608813 21.94% 2.788%
4 8.316 902 906 915 rvB2 79392 133642 4.82% 0.612%
5 8.764 976 982 989 rVB 395029 621698 22.40% 2.847%
6 9.481 1098 1104 1116 rVB 176524 304018 10.96% 1.392%
7 10.016 1189 1195 1210 rBV 201828 363108 13.08% 1.663%
8 10.387 1252 1258 1268 rVB 478487 744405 26.82%  3.409%
9 10.540 1279 1284 1294 rBV2 52978 99488 3.59% 0.456%
10 12.875 1679 1681 1688 rVB6 4061 5635 0.20% 0.026%
11 13.099 1716 1719 1723 rVB3 5586 6969 0.25% 0.032%
12 13.175 1728 1732 1736 rBV3 5501 9542 0.34% 0.044%
13 13.693 1814 1820 1835 rBV 481105 720633 25.97%  3.300%
14 13.963 1858 1866 1881 rBV 519925 785503 28.31% 3.597%
15 14.093 1886 1888 1897 rVB6 5220 8008 ©.29% 0.037%
16 14.187 1899 1904 1909 rVBO 3601 6747 0.24% 0.031%
17 14.269 1911 1918 1932 rBV 837289 1110051 40.00% 5.083%
18 14.504 1953 1958 1970 rBV5 15021 41868 1.51% ©0.192%
19 14.710 1991 1993 1998 rVB6 4726 6455 0.23% 0.030%
20 15.087 2053 2057 2061 rBV6 4973 6143 0.22% 0.028%
21 15.275 2082 2089 2095 rBV 1053643 1321356 47.62% 6.051%
22 15.328 2095 2098 2105 rvv4 37312 69829 2.52% 0.320%
23 15.404 2105 2111 2120 rW 248781 375870 13.54% 1.721%
24 15.516 2127 2130 2136 rVB6 6566 8788 0.32% 0.040%
25 15.940 2196 2202 2204 rBV7 2872 5156 ©0.19% 0.024%
26 15.963 2204 2206 2210 rVV5 2333 3310 0.12% 0.015%
27 16.016 2210 2215 2220 rVVv8 7025 11881 0.43% 0.054%
28 16.057 2220 2222 2227 rVB4 2468 3768 0.13% 0.017%
29 16.193 2240 2245 2248 rBV6 3399 4569 0.16% 0.021%
30 16.310 2259 2265 2270 rBV5 5692 11478 0.41% 0.053%
31 16.428 2280 2285 2286 rBV5 2644 3299 0.12% 0.015%
32 16.463 2286 2291 2294 rW7 3085 4418 0.16% 0.020%
33 16.516 2297 2300 2304 rBV5 2907 4188 0.15% 0.019%
34 16.710 2329 2333 2336 rVB6 3041 4620 0.17% 0.021%
35 16.810 2348 2350 2356 rBV8 3411 5675 ©0.20% 0.026%

36 17.040 2383 2389 2396 rBV 802564 1051653 37.90% 4.816%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011286.D

Acqg On : 05 Aug 2022 19:32
Operator : CG/JU

Sample : N4026-17

Misc :

ALS Vvial : 15 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-BP080222.M
Title : SVOA CALIBRATION
37 17.098 2396 2399 2401 rVV3 32212 41672 1.50% 0.191%
38 17.140 2401 2406 2417 rVB 1562465 1793851 64.64%  8.214%
39 17.281 2427 2430 2435 rVB7 7479 10381 0.37% 0.048%
40 17.428 2450 2455 2457 rBV6 12286 19825 0.71% 0.091%
41 17.457 2457 2460 2468 rVB7 23704 44731 1.61% 0.205%
42 17.610 2481 2486 2492 rVBS 4514 10156 0.37% 0.047%
43 17.740 2504 2508 2519 rBV 70813 100072 3.61% 0.458%
44 17.957 2540 2545 2552 rBV2 74132 114429 4.12% 0.524%
45 18.275 2595 2599 2602 rVB6 5560 8308 ©0.30% 0.038%
46 18.369 2611 2615 2618 rBV6 3940 6367 ©0.23% 0.029%
47 18.416 2618 2623 2627 rBV6 6705 11635 0.42% 0.053%
48 18.639 2657 2661 2664 rBvV6 5221 6696 0.24% 0.031%
49 18.804 2686 2689 2695 rBV5 14156 22450 0.81% 0.103%
50 18.857 2695 2698 2699 rBV3 7835 8920 0.32% 0.041%
51 18.887 2699 2703 2713 rVvVv2 185367 263958 9.51% 1.209%
52 19.016 2721 2725 2733 rBv4 38675 66106 2.38% 0.303%
53 19.110 2738 2741 2745 rVB4 20930 25017 0.90% 0.115%
54 19.398 2784 2790 2800 rBV 2279673 2478204 89.30% 11.348%
55 20.898 3041 3045 3062 rBV2 369089 866787 31.23%  3.969%

56 21.163 3086 3090 3101 rBV 1585338 1962441 70.72%  8.986%
57 23.327 3452 3458 3466 rBV 1580804 2775069 100.00% 12.707%
58 23.475 3478 3483 3494 rVB 1087567 1971305 71.04% 9.027%

Sum of corrected areas: 21838405
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011286.D

Acqg On : 05 Aug 2022 19:32
Operator : CG/JU

Sample : N4e26-17

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©80222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP011286.D\data.ms
2000000
1500000
1000000
500000 6.946 7.599 8.764 10.387
7.134
8.316 9.481 10.016
0\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP011286.D\data.ms
19.398
2000000
17.140
1500000
15.275
1000000 14.269 17.0do
963
500000 13,683
. 12.8782995 jt 49047105, 816148 pid 09 8B L0 larseen
e B “‘,“ T T T L B e e e L B A
Time--> 12.00 1250 13.00 13.50 14.00 14.50 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP011286.D\data.ms
23.327
2000000 21163
23.475
1500000
1000000
20.898 SV SR, S
500000
0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 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\BP080522\
Data File : BP011286.D

Acqg On : 05 Aug 2022 19:32
Operator : CG/JU

Sample : N4e26-17

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080222.M
: SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.957 2.18 ng/ul 114429  Phenanthrene-di10 17.040
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2545 (17.957 min): BP011286.D\data.ms (-2540) (- m/z 43.00 100.00%
43.0
5000 129.1 LMM
213.2 —
18.00
o“"-" sk b sl PB2B34LO 42004920548 /) 73 09 o5.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U
18.00
H 213.0 m/z 59.95 88.22%
O\\“ \l\’l‘\ll“\“}\‘L\‘\\\‘\\\\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5
18.00
5000 256.0 m/z 41.05 81.83%
129.0
oL ML s |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T
73.0 18.00
m/z 54.95 80.60%
256.0
5000
H 157.0
0 A\WJ JH\H“‘“\, Ca
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011286.D

Acqg On : 05 Aug 2022 19:32
Operator : CG/JU

Sample : N4e26-17

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©80222.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 trans-13-Octadecenoic acid,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.887 5.02 ng/ul 263958  Phenanthrene-di10 17.040
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 99
2 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 98
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 98
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 98
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 96

Abundance Scan 2703 (18.887 min): BP011286.D\data.ms (-2699) (- m/z 55.05 100.00%
55.0

5000

.

\ 3.0 207.1, 265.3 18.50 19.00
| b 355.0 429.9489.6549. /. 41 pp  68.34%

o

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

Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0

%

5000
18.50 19.00

m/z 69.00  49.24%

g 2
d\ﬂ I Jm1ulﬂ Lol

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194437: cis-13-Octadecenoic acid, methyl ester

o

.

Abundance  #194453: 11-Octadecenoic acid, methyl ester, (Z)-
55.0 18.50 19.00

m/z 67.00  45.42%

55.0
18.50 19.00
5000 m/z 43.05 46.67%
264.0
Ay Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— ——

5000
264.0

0 Hlm 1810 | } |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011286.D

Acqg On : 05 Aug 2022 19:32
Operator : CG/JU

Sample : N4e26-17

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©80222.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 (DEL) Alkane: Cyclic20.898 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.898 8.83 ng/ul 866787  Chrysene-di12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 81
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 76
4 1-Heneicosanol 312 C21H440 015594-90-8 76
5 n-Nonadecanol-1 284 C19H400 001454-84-8 76
Abundance Scan 3045 (20.898 min): BP011286.D\data.ms (-3041) (- m/z 55.00 100.00%
55.0
5000 207.0 L
B o
‘ H‘ F5 1 281.1 20.50 21.00
obrrih H‘meMmm‘Ju_‘?’55“1“4‘1‘?1‘_?9‘2"9“‘ m/z 57.05 92.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
5000 — =
20.50 21.00
m/z 43.05 90.02%
Ul 20
O\L ‘J\\!\\T\k\‘\\\‘\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295270: Bromoacetic acid, octadecyl ester
43.0
7 o
20.50 21.00
5000 m/z 69.00 73.29%
111.0
250.0
o LU oo 2
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271371: Bromoacetic acid, hexadecy! ester == ]
43.0 20.50 21.00
m/z 83.05 73.03%
5000
111.0
196.0
ol u‘\hmm\fgo SRS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011286.D

Acqg On : 05 Aug 2022 19:32
Operator : CG/JU

Sample : N4e26-17

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©80222.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 ... 17.957 2.2 ng/ul 114429 4 17.040 1051650 20.0
trans-13-Octade... 18.887 5.0 ng/ul 263958 4 17.040 1051650 20.0
(DEL) Alkane: C... 20.898 8.8 ng/ul 866787 5 21.163 1962440 20.0
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