LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014285.D

Acqg On : 24 Mar 2023 11:28
Operator : CG/JU

Sample : 02037-06

Misc :

ALS vial : 6 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-BP030723.M
Title : SVOA CALIBRATION

Signal : TIC: BP@14285.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.405 33 37 45 rVB 33121 46466 0.75% 0.082%
2 3.858 112 114 126 rBV 51194 106185 1.72% 0.187%
3 4.058 143 148 157 rVB 14070 26355 0.43% 0.046%
4 4,158 162 165 170 rVB 11556 15199 0.25% 0.027%
5 4.270 180 184 189 rVvB7 9345 14126 ©0.23% 0.025%
6 5.093 320 324 330 rBV 13699 22476 0.36%  0.040%
7 6.405 542 547 556 rVB4 8067 16934 0.27% 0.030%
8 7.193 675 681 695 rBV 149785 268747 4.35% 0.473%
9 7.358 702 709 720 rBV 556172 898311 14.55% 1.582%
10 7.558 737 743 754 rBV 548345 934411 15.14% 1.645%
11 8.034 814 824 840 rBV 643407 1062057 17.20% 1.870%
12 8.746 937 945 962 rBV 514267 882270 14.29% 1.554%
13 9.205 1016 1023 1037 rBvV 726871 1244453 20.16% 2.191%
14 9.587 1083 1088 1092 rBV2 10657 13639 0.22% 0.024%
15 9.934 1137 1147 1159 rBV 644259 1096198 17.76% 1.930%
16 10.475 1230 1239 1260 rBV 875066 1681804 27.24% 2.962%
17 10.852 1296 1303 1315 rBV 987868 1643810 26.63% 2.895%

18 10.999 1321 1328 1346 rBV 390309 806952 13.07% 1.421%

19 11.663 1436 1441 1451 rVB1e 6620 15638 ©0.25% 0.028%
20 11.857 1467 1474 1477 rBV7 2839 6698 0.11% 0.012%
21 12.087 1509 1513 1518 rVB8 3970 6877 0.11% 0.012%
22 12.252 1537 1541 1545 rVB5 5173 7417 0.12% 0.013%
23 12.440 1567 1573 1581 rVB2 14578 30417 0.49% 0.054%
24 13.481 1745 1750 1754 rBV6 8053 12536 ©0.20% 0.022%
25 13.563 1758 1764 1769 rBV2 24100 37841 0.61% ©0.067%
26 14.081 1842 1852 1867 rBV 2098966 2974111 48.18% 5.237%
27 14.198 1867 1872 1876 rVB8 7483 11717 ©.19% 0.021%
28 14.257 1879 1882 1887 rVB3 5819 7718 0.13% 0.014%
29 14.316 1887 1892 1895 rBV6 8484 16890 0.27% 0.030%
30 14.375 1895 1902 1918 rVB 2193178 3281911 53.16% 5.779%
31 14.551 1929 1932 1936 rVB6 5518 6207 0.10% 0.011%
32 14.675 1946 1953 1962 rBV 1593457 2446895 39.64%  4.309%
33 14.904 1986 1992 2012 rBV2 76731 254980 4.13% 0.449%
34 15.081 2018 2022 2036 rVB2 38445 70957 1.15% ©.125%
35 15.498 2090 2093 2097 rVB5 7619 9848 0.16% 0.017%

36 15.669 2116 2122 2130 rBV 2976796 4471885 72.44%  7.875%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014285.D

Acqg On : 24 Mar 2023 11:28
Operator : CG/JU

Sample : 02037-06

Misc :

ALS vial : 6 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-BP030723.M
Title : SVOA CALIBRATION
37 15.792 2137 2143 2155 rBV 1207518 1703434 27.59%  3.000%
38 15.910 2159 2163 2168 rVB4 18706 31335 ©0.51% 0.055%
39 16.034 2178 2184 2196 rBV 682265 944760 15.30% 1.664%
40 16.245 2216 2220 2223 rBV6 5073 6497 0.11% 0.011%
41 16.369 2237 2241 2243 rBV2 20374 24408 0.40% 0.043%
42 16.604 2277 2281 2285 rBV 33580 48434 0.78% 0.085%
43 16.716 2296 2300 2301 rBV4 5990 8570 0.14% 0.015%
44 16.828 2314 2319 2324 rBV6 18227 33479 ©0.54% 0.059%
45 17.169 2373 2377 2381 rBV2 38035 57578 ©.93% 0.101%
46 17.222 2381 2386 2398 rVB3 49593 98216 1.59% 0.173%
47 17.434 2416 2422 2433 rBV 2159427 3115170 50.46% 5.486%
48 17.534 2433 2439 2448 rBV 3526300 5159090 83.57%  9.085%
49 17.710 2466 2469 2474 rVB7 14782 24214 0.39% 0.043%
50 17.904 2498 2502 25067 rBV2 48251 62806 1.02% 0.111%
51 18.186 2545 2550 2553 rBV7 21356 41421 0.67% ©0.073%
52 18.298 2564 2569 2578 rBV2 560198 927522 15.02% 1.633%
53 18.569 2612 2615 2618 rBV 51691 61150 ©0.99% 0.108%
54 19.181 2716 2719 2722 rBV 53028 58669 ©.95% 0.103%
55 19.339 2742 2746 2750 rBV2 65495 90891 1.47% 0.160%

56 19.416 2751 2759 2774 rVWW3 638662 1466139 23.75%  2.582%
57 19.528 2774 2778 2787 rVV3 198991 314222 5.09% ©.553%
58 19.763 2811 2818 2832 rBV 4679523 6173498 100.00% 10.871%
59 21.192 3058 3061 3067 rBV2 324048 383777 6.22% 0.676%
60 21.516 3111 3116 3126 rBV 2388677 3340923 54.12% 5.883%

61 23.874 3510 3517 3531 rVB2 2659008 5253155 85.09%  9.251%
62 24.039 3538 3545 3555 rVB2 1425998 2906695 47.08% 5.119%

Sum of corrected areas: 56786989
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Mar 2023 11:28
: CG/IU
: 02037-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032423\
BP014285.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP014285.D\data.ms
4000000
3000000
2000000
1000000 9.205 10. 47510 852
735858 8034 8746 9934
3.405 3.84%a%F0 5.093 6.405 719#J\ ]\ A 9.587 11.66%
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\ \\\\\‘\\\\‘\\\\‘\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 700 750 8.00 8.50 9.00 9.50 1000 10.50 11.00 11.50
Abundance TIC: BP014285.D\data.ms
19.763
4000000
17.534
3000000 15.669
14.0§f‘375 17.434
2000000
14.675
15.792
1000000
16.034 18.298 19.416
LLJ& :@1 528 .
o/12.08282140 1321863 e 5514 29081 15 49815.91061 54350 EBIER SVTIERY | 17.170904.18618.569 19
e e L B e e e e L R B B e B e e e e I B e e A T
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP014285.D\data.ms
4000000
23.874
3000000 21.516
2000000 4.039
1000000 21.192
0\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014285.D

Acqg On : 24 Mar 2023 11:28
Operator : CG/JU

Sample : 02037-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.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 1 Benzophenone

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.034 7.72 ng/ul 944760  Acenaphthene-dile 14.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91

Abundance Scan 2184 (16.034 min): BP014285.D\data.ms (-2178) (- | m/z 104.95 100.00%
105.0
5000 182.1
T \
39 16.00
Ofribedr by L2511 358.3 46985292 /7 77.00  69.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 — - :
182.0 16.00
m/z 182.05 47.91%
27‘0‘ 11 A ‘
O\\‘\1‘!\\!T\\\\[\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
T \
182.0 16.00
5000 m/z 51.00 26.44%
0 27.0 |
L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone — I
105.0 16.00
m/z 49.95 8.73%
182.0
5000
O ] —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014285.D

Acqg On : 24 Mar 2023 11:28
Operator : CG/JU

Sample : 02037-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.298 5.95 ng/ul 927522  Phenanthrene-d1e 17.434
Hit# of 5 Tentative ID MW MolForm CASH# 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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94

Abundance Scan 2569 (18.298 min): BP014285.D\data.ms (-2564) (- m/z 73.00 100.00%

9.

.

5000
2132
’ ‘Hl H 83.03 01.6460.9518.8 16.00 16.59
ob ML ww? :0341.1401.6460.95188 1/ 43,95  79.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 T ——
129.0 18.00 18.50
m/z 59.95 77 .37%
O‘\\\l" !m.h\!l‘\!“ll%$4b
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143511: n-Hexadecanoic acid
73.0
—— =
256.0 18.00 18.50
5000 ITI/Z 55.05 73.37%
“ 57.0
ol Hﬂh‘u.lh
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid T ——
60.0 18.00 18.50
m/z 57.05 70.21%
5000 129.0
“ 213.0
- ‘1"\‘“"““‘“‘mw‘H"\"H‘m“HHWH‘MWHW s —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014285.D

Acqg On : 24 Mar 2023 11:28
Operator : CG/JU

Sample : 02037-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.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 cis-Vaccenic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.416 9.41 ng/ul 1466140  Phenanthrene-d10 17.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 95
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 94
3 Oleyl alcohol, trifluoroacetate 364 C20H35F302 1000352-68-4 93
4 9-Octadecenoic acid 282 C18H3402 002027-47-6 90
5 cis-9-Octadecenoic acid, propyl ... 324 C21H4002 1000405-15-0 87
Abundance Scan 2759 (19.416 min): BP014285.D\data.ms (-2751) (- m/z 55.05 100.00%
55.0
212.2 .
Il | e
O bbb oy 282:1341.0403.2 4760 5461/, 69 19 77.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
55.0
5000 T
19.50
m/z 41.10 71.47%
H 264.0
0‘\\&“”\\“\“\“ \l\‘nh\h\‘“ . %1‘. Fl\W‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176229: trans-13-Octadecenoic acid
55.0
——
19.50
5000 m/z 83.05 59.19%
5.0 264.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273422: Oleyl alcohol, trifluoroacetate ——
55.0 19.50
m/z 43.10 47.83%
B vammﬂwwmj\bﬂvw“ﬂﬂvf
5.0
oLl Hﬁh ... 237.0 306,0°°H0
_‘H,"w‘H‘_‘H_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M‘H“ P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

SFAM-EPA-BP@30723.M Mon Mar 27 02:41:53 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014285.D

Acqg On : 24 Mar 2023 11:28
Operator : CG/JU

Sample : 02037-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.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 4 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.192 2.30 ng/ul 383777 Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 94
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 Pentacos-1-ene 350 C25H50 016980-85-1 91
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3061 (21.192 min): BP014285.D\data.ms (-3058) (- m/z 57.05 100.00%

57.0
5000

T L —
‘ Ilhs 2071 281.1 355.1 429.9 ‘ 21.00 21.50
“HJ‘\"\\" t ‘w\w\w"\”‘" ‘H\“I\H\‘\H‘\.‘\\\3\5‘5\.\\\‘\\\\.‘\4\\9\1‘.\1\54\"9\.‘ m/z 55.00 76.47%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0

5000

o

7
21.00 21.50
m/z 43.10 73.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287613: Nonadecyl trifluoroacetate
57.0

o

2£00 2£50
5000 m/z 83.10 70.31%
125.0
Ul ewo =

O+ ﬂ**J*“*“W““w**”\**H\*H*\“**M***M**W**H\*

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene 7 7
55.0 21.00 21.50

m/z 69.05 65.65%

5000
5.0
‘ ‘ 350.0

ok }“|‘19502640 |
e b e PR e b e — —

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\BP@32423\
Data File : BP014285.D

Acqg On : 24 Mar 2023 11:28
Operator : CG/JU

Sample : 02037-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@30723.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 16.034 7.7 ng/ul 944760 3 14.675 2446900 20.0
n-Hexadecanoic ... 18.298 6.0 ng/ul 927522 4 17.434 3115170 20.0
cis-Vaccenic acid 19.416 9.4 ng/ul 1466140 4 17.434 3115170 20.0
Ethanol, 2-(tet... 21.192 2.3 ng/ul 383777 5 21.516 3340920 20.0
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