LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23781.D

Acqg On : 24 Jan 2023 17:36
Operator : CG/JU

Sample : 01226-15

Misc :

ALS Vvial : 35 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_ N\Methods\SFAM-EPA-BN©10523.M
Title : SVOA CALIBRATION

Signal : TIC: BN@23781.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.270 28 31 45 rVB2 41037 74839 1.55% 0.157%
2 3.693 101 103 118 rBV 354774 577320 11.94% 1.213%
3  3.928 138 143 152 rVB 20676 35809 0.74% 0.075%
4 4.028 156 160 167 rVB 15481 22081 0.46% 0.046%
5 4.405 221 224 232 rVB5 8204 13560 0.28% 0.028%
6 4.481 232 237 247 rVB2 24077 40070 0.83% 0.084%
7 4.858 298 301 308 rVB7 2701 5865 ©.12% 0.012%
8 5.364 383 387 392 rBV 7885 16871 ©0.35% 0.035%
9 6.158 518 522 530 rVB 15676 24217 0.50% 0.051%
106 6.469 570 575 579 rBvV3 4652 7350 0.15% 0.015%
11 6.722 611 618 624 rBvV8 2029 5625 ©.12% 0.012%
12 7.052 662 674 683 rBvV 236173 368959 7.63% 0.775%
13 7.216 696 702 714 rVW 526420 808587 16.73% 1.699%
14 7.322 714 720 726 rVB5 3117 7567 0.16% 0.016%
15 7.416 729 736 746 rW 559818 865505 17.91% 1.818%
16 7.499 748 750 757 rVB5 5829 8215 0.17% 0.017%
17 7.887 809 816 823 rBV 772965 1187116 24.56% 2.494%
18 7.969 824 830 836 rVB4 12745 27887 ©.58% 0.059%
19 8.234 870 875 878 rBV5 3486 5227 0.11% 0.011%
20 8.293 881 885 891 rvB7 3051 5396 ©.11% 0.011%
21 8.599 931 937 949 rBV 600884 946740 19.59%  1.989%
22 8.781 965 968 972 rBV2 7454 9350 0.19% 0.020%
23 9.058 1008 1015 1027 rBV 611995 1007164 20.84% 2.116%
24 9.169 1029 1034 1039 rw7 4730 9048 0.19% 0.019%
25 9.287 1048 1054 1062 rVB 33174 52261 1.08% ©.110%
26  9.458 1078 1083 1087 rBV 9786 14111 0.29% ©0.030%
27 9.510 1087 1092 1098 rVB 22938 36724 0.76% 0.077%
28 9.622 1109 1111 1120 rVB7 3055 5277 ©.11% 0.011%
29 9.705 1120 1125 1131 rBV4 2756 5971 0.12% 0.013%
30 9.781 1131 1138 1146 rBV 500439 806901 16.70%  1.695%

31 10.316 1222 1229 1240 rBV 771138 1228583 25.42%
32 10.634 1277 1283 1287 rBV7 3628 7106  0.15%
33 10.699 1287 1294 1302 rVV 1035123 1685976 34.88%
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34 10.840 1311 1318 1336 rBV 808928 1374241 28.43% 887%
35 11.234 1380 1385 1390 rBV7 2801 5463 0.11% 011%
36 11.481 1419 1427 1429 rBV6 4104 8650 0.18% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23781.D

Acqg On : 24 Jan 2023 17:36
Operator : CG/JU

Sample : 01226-15

Misc :

ALS Vvial : 35 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_ N\Methods\SFAM-EPA-BN©10523.M
Title : SVOA CALIBRATION
37 11.557 1437 1440 1446 rVB6 3950 5785 ©.12% 0.012%
38 11.675 1455 1460 1470 rVV 17935 30438 0.63% 0.064%
39 11.775 1473 1477 1483 rVB5 5990 9411 0.19% 0.020%
40 11.957 1503 1508 1514 rVB3 5147 9318 0.19% 0.020%
41 12.287 1557 1564 1571 rBV 14091 22038 0.46% 0.046%
42 12.416 1583 1586 1592 rBV7 2914 5791 0.12% 0.012%
43 12.810 1648 1653 1659 rBV7 8332 14914 0.31% 0.031%
44 13.063 1692 1696 1703 rBV10 4088 9260 ©0.19% 0.019%
45 13.351 1742 1745 1751 rVB5 10959 14638 ©0.30% 0.031%
46 13.422 1754 1757 1762 rBV7 3639 6725 0.14% 0.014%
47 13.551 1775 1779 1784 rVB 13835 20117 0.42% 0.042%
48 13.946 1838 1846 1859 rBV 1469454 2048190 42.38% 4.303%
49 14.063 1862 1866 1869 rBV6 8412 12114 0.25% 0.025%
50 14.134 1874 1878 1882 rVwV 14814 22320 0.46% 0.047%
51 14.181 1882 1886 1888 rVVv4 8254 12981 0.27% 0.027%
52 14.228 1888 1894 1903 rVV 1585679 2295573 47.50% 4.823%
53 14.293 1903 1905 1909 rVV5 6431 8137 0.17% 0.017%
54 14.334 1909 1912 1916 rVV5 4522 5638 ©.12% 0.012%
55 14.410 1920 1925 1929 rBv4 15396 31755 0.66% 0.067%
56 14.451 1929 1932 1939 rVV2 33799 56125 1.16% 0.118%
57 14.534 1940 1946 1955 rVB 1487658 2189965 45.31% 4.601%
58 14.740 1975 1981 1996 rBV 163739 277672 5.75% ©.583%
59 14.893 2004 2007 2011 rVB5 8614 10096 0.21% 0.021%
60 14.951 2013 2017 2021 rVB6 11413 16963 0.35% 0.036%
61 15.063 2033 2036 2037 rBvV2 5575 6300 0.13% 0.013%
62 15.369 2084 2088 2094 rVB7 12619 22232 0.46% 0.047%
63 15.528 2109 2115 2122 rBV 2110290 2969722 61.44% 6.239%
64 15.645 2130 2135 2142 rBV 676382 912587 18.88% 1.917%
65 15.893 2172 2177 2189 rVB 608400 819156 16.95% 1.721%
66 16.040 2198 2202 2205 rBV6 7474 10734 0.22% 0.023%
67 16.104 2211 2213 2217 rVB 15258 16563 ©0.34% 0.035%
68 16.457 2269 2273 2282 rVB 56987 80944 1.67% 0.170%
69 16.681 2307 2311 2319 rBv4 19633 34897 0.72% 0.073%
70 16.887 2342 2346 2350 rBV3 14379 20542 0.43% 0.043%
71 17.040 2368 2372 2375 rBV4 19559 27273 0.56% 0.057%
72 17.281 2407 2413 2422 rBV 1961248 2695652 55.77% 5.663%
73 17.381 2424 2430 2439 rBV2 2446896 3432007 71.01% 7.210%
74 17.763 2491 2495 2503 rBV 77833 134156 2.78% 0.282%
75 18.051 2541 2544 2554 rBV6 23050 41001 ©0.85% ©0.086%
76 18.181 2561 2566 2576 rBV 548410 856721 17.73% 1.800%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23781.D

Acqg On : 24 Jan 2023 17:36
Operator : CG/JU

Sample : 01226-15

Misc

ALS Vvial : 35 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_ N\Methods\SFAM-EPA-BN©10523.M
Title : SVOA CALIBRATION

77 19.239 2743 2746 2750 rBV 31799 38166 ©.79% ©0.080%
78 19.310 2755 2758 2760 rBV 43359 55216 1.14% @.116%
79 19.457 2779 2783 2796 rBV 192282 299341 6.19% 0.629%
80 19.675 2815 2820 2827 rBV 3178962 4275414 88.46% 8.982%
81 19.904 2855 2859 2864 rBV 140609 171588 3.55% 0.360%
82 21.175 3071 3075 3087 rBV 868529 1014210 20.98% 2.131%
83 21.475 3121 3126 3132 rBV 2269405 2896923 59.94% 6.086%
84 22.727 3336 3339 3346 rVB 185591 279816 5.79% 0.588%
85 23.733 3503 3510 3524 rVB2 2277123 4833154 100.00% 10.154%

86 23.898 3531 3538 3547 rVB2 1643716 3208278 66.38% 6.740%

Sum of corrected areas: 47600189
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 24 Jan 2023 17:36
: CG/JU
: 01226-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@12323\
BN©23781.D

: 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA CALIBRATION

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000
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Time-->

TIC: BN023781.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23781.D

Acq On : 24 Jan 2023 17:36
Operator : CG/JU

Sample : 01226-15

Misc

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.893 7.48 ng/ul 819156  Acenaphthene-di0 14.534
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 96
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 87
Abundance Scan 2177 (15.893 min): BN023781.D\data.ms (-2172) (- | m/z 104.95 100.00%
105.0
182.0
5000
51.0
— —
15.50 16.00
152.0
Oberrrreprabrprdbrrrephersere ot 2299 2804 mjz 77.00  73.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
182.0
5000 — e
15.50 16.00
51.0 m/z 182.00  53.27%
‘ ‘ 152.0 |
OH\‘\\H‘H\\‘\HH\H‘\H\‘H\\’H\\‘Hl”\‘H\\’HH‘HH’HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
— —
182.0 15.50 16.00
5000 m/z 51.00 29.91%
51.0
| i | 15\2'0 |
O e b e
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #56922: Benzophenone — T
105.0 15.50 16.00
m/z 50.00 10.00%
5000 182.0
51.0
ol80 | o | 1520 | f\
e e e e e e e . —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23781.D

Acq On : 24 Jan 2023 17:36
Operator : CG/JU

Sample : 01226-15

Misc

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.181 6.36 ng/ul 856721  Phenanthrene-di0 17.281
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 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2566 (18.181 min): BN023781.D\data.ms (-2561) (- m/z 73.00 100.00%

43.0 73.0
5000 129.0
213.2
25
"

=T —
‘ ‘ 1711 6.1 18.00 18.50
0 ‘MM wW‘MMHlN‘L‘A‘L‘, i “M m/z 43.05 89.21%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR T
18.00 18.50
97.0 1710 2130 256.0 m/z 60.00 85.86%
ol ‘JM Hmw¢¢ww‘\‘k j“‘» w\H “L“ —
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
T —
e e 250 / 184;(10 00 17?1.528°
5000 m/z . . 0
213.0
M 171.0
ol— \“ W ‘H‘H‘ M\‘ i HM wll] “\L ‘ ‘\‘ “‘ “\‘\ " A “ — “
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid T —
43.0 73.0 18.00 18.50

256.0
m/z 55.00 67.86%

5000
129.0
213.0
‘ 171.0 ‘
| L Al h“\ w‘ﬂ ‘\ Lultl gl ‘ ‘ ‘ wh b ‘

= _
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23781.D

Acq On : 24 Jan 2023 17:36
Operator : CG/JU

Sample : 01226-15

Misc

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 3 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.457 2.07 ng/ul 299341  Chrysene-d12 21.475
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2783 (19.457 min): BN023781.D\data.ms (-2779) (- m/z 73.00 100.00%

73.0
5000 129.0
1851 241.2 : :
‘ 28‘4.1 19.50
ol L \\ A, ‘ mu‘.‘\ \‘\HM’H‘??S" m/z 43.05 96.61%

%

73.0

m/z--> 150 200 250 300 350
Abundance #179089. Octadecanoic acid
73.0
5000 129.0 LT
19.50
m/z 59.95 83.63%
29. ‘ 185.0 54y o 284.0
OH\“ \H “‘H‘“‘H‘“”"\\\\“\\‘\\‘ H‘L"HH“
mi/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
—=

19.50

129.0
284.0 m/z 55.00 73.68%

5000
185.0 2410

ok ‘\“‘

100 150 2000 250 300 350
#179091: Octadecanoic acid

zsoﬂw
0
43.0 19.50
m/z 41.00 73.49%
5000 129.0
3.0
284.0
‘ ‘ 185.0 2410 ‘
oL “‘ w‘“‘n“ﬂh“\ ‘\M\‘h‘\ “ | L “ Wy ‘ ‘\‘\‘ ‘\ ‘\‘ , ‘\‘ P , ,

m/z--> 50 100 150 200 250 300 350 19.50

m/z-->
Abundance

%

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN©23781.D

Acq On : 24 Jan 2023 17:36

Operator : CG/JU

Sample : 01226-15

Misc

ALS Vial : 35 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M

. SVOA CALIBRATION

: 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 4 E-15-Heptadecenal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.175 7.00 ng/ul 1014210  Chrysene-d12 21.475
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3075 (21.175 min): BN023781.D\data.ms (-3071) (- | m/z 43.05 100.00%
43.
97.0
5000
2100 2150
54.2207.0 : :
m— ‘H‘w‘ﬁ‘ e 2810 3409 4160 475.  n/; 57.05  96.57%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #138490: E-15-Heptadecenal
43.0
97.0
5000 — —
21.00 21.50
m/z 55.05 95.63%
|1l )l1sa0 2520
O\\\ [!!‘1\’\\\‘}‘\\\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179253: n-Nonadecanol-1
83.0
=T —
21.00 21.50
5000 m/z 83.05 93.94%
29. 139.0
L 238.0
o A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene = e
57.0 21.00 21.50
m/z 69.05 86.61%
0 1,'\‘11‘67-0238-0292-0364-0 S | —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23781.D

Acqg On : 24 Jan 2023 17:36
Operator : CG/JU

Sample : 01226-15

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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|
Benzophenone 15.893 7.5 ng/ul 819156 3 14.534 2189970 20.0
n-Hexadecanoic ... 18.181 6.4 ng/ul 856721 4 17.281 2695650 20.0
Octadecanoic acid  19.457 2.1 ng/ul 299341 5 21.475 2896920 20.0
E-15-Heptadecenal 21.175 7.0 ng/ul 1014210 5 21.475 2896920 20.0
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