LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@O13174.D

Acqg On : 20 Dec 2022 19:21
Operator : CG/JU

Sample : N6009-05

Misc :

ALS Vvial : 55 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-BP120722.M
Title : SVOA CALIBRATION

Signal : TIC: BPO13174.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.340 22 26 34 rVB 91082 131508 1.28% 0.123%
2 3.628 72 75 86 rBv 35071 56924 0.56% 0.053%
3  3.775 97 100 113 rBV 330688 511701 5.00% ©.478%
4 3.869 113 116 122 rVB 64944 90599 ©0.88% 0.085%
5 3.999 134 138 143 rVB2 53137 82556 0.81% ©0.077%
6 4.093 151 154 159 rBV 31926 41886 0.41% ©.039%
7 5.034 309 314 321 rBV3 45922 96149 0.94% 0.090%
8 5.134 328 331 335 rVB5 10917 15772 ©0.15% 0.015%
9 6.934 630 637 638 rBV6 7790 14764 0.14% 0.014%
106 7.110 660 667 681 rVB 1382168 2208657 21.57% 2.063%
11 7.281 689 696 705 rBV 1169868 1779088 17.38% 1.662%
12 7.481 722 730 740 rBV 1410037 2226721 21.75% 2.080%
13 7.569 740 745 750 rVB2 16100 22554 0.22% 0.021%
14 7.952 802 810 818 rBV 1720354 2735745 26.72%  2.555%
15 8.663 924 931 939 rBV 1612182 2562312 25.03% 2.393%
16 8.781 946 951 960 rVB 76847 135304 1.32% 0.126%
17 9.122 1001 1009 1017 rBV 1433595 2329295 22.75% 2.176%
18 9.281 1032 1036 1041 rVB7 10790 18130 ©0.18% 0.017%
19 9.522 1072 1077 1084 rVB2 28271 46943 0.46% 0.044%
20 9.846 1121 1132 1141 rBV 1232321 2041177 19.94% 1.906%
21 10.069 1167 1170 1178 rVBle 10187 19331 ©0.19% 0.018%
22 10.204 1189 1193 1199 rVB5 8550 13353 0.13% 0.012%
23 10.387 1215 1224 1234 rBV 1879974 3106220 30.34% 2.901%
24 10.546 1246 1251 1258 rVB7 21336 33964 ©0.33% 0.032%
25 10.769 1281 1289 1301 rBV 2433966 4063058 39.69% 3.795%
26 10.904 1303 1312 1329 rVV 1374985 2415894 23.60% 2.256%
27 11.298 1374 1379 1385 rBV9 16304 30324 0.30% 0.028%
28 11.551 1415 1422 1425 rBV9 13159 21197 0.21% 0.020%
29 12.181 1523 1529 1532 rVB6 10695 18186 0.18% 0.017%
30 12.257 1539 1542 1545 rBV5 8877 13287 0.13% 0.012%
31 12.345 1553 1557 1565 rVB 31719 56373 ©.55% 0.053%
32 13.410 1734 1738 1742 rVWV2 33083 45516 0.44% 0.043%
33 13.487 1744 1751 1755 rVW4 17701 28575 0.28% 0.027%
34 13.916 1820 1824 1828 rBV7 15233 22367 ©0.22% 0.021%
35 14.004 1831 1839 1848 rBV 2826422 4070465 39.76% 3.802%
36 14.287 1880 1887 1897 rBV 3673044 5445113 53.19% 5.086%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@O13174.D

Acqg On : 20 Dec 2022 19:21
Operator : CG/JU

Sample : N6009-05

Misc :

ALS Vvial : 55 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-BP120722.M
Title : SVOA CALIBRATION
37 14.481 1916 1920 1924 rVB3 15035 22884 0.22% 0.021%
38 14.598 1932 1940 1948 rBV 3550919 5451022 53.25% 5.091%
39 14.792 1967 1973 1994 rBV 1066385 1746090 17.06% 1.631%
40 14.951 1996 2000 2004 rvVve 25611 45475 0.44% 0.042%
41 15.010 2005 2010 2018 rVB3 74380 133287 1.30% 0.124%
42 15.375 2070 2072 2078 rBV6 6398 11410 0.11% 0.011%
43 15.586 2099 2108 2115 rBV 4580331 6516436 63.65% 6.086%
44 15.704 2122 2128 2139 rBV 993290 1381674 13.50% 1.290%
45 15.828 2146 2149 2155 rVB3 23197 36642 ©0.36% 0.034%
46 15.951 2165 2170 2175 rBV 145656 196265 1.92% 0.183%
47 16.298 2225 2229 2232 rBV6 8549 15882 ©0.16% 0.015%
48 16.381 2239 2243 2248 rBV8 6945 13472 ©0.13% 0.013%
49 16.739 2301 2304 2307 rVB5 11130 14139 0.14% 0.013%
50 16.886 2326 2329 2333 rVB3 17131 19173 0.19% 0.018%
51 17.233 2385 2388 2392 rBV6 18127 23598 0.23% 0.022%
52 17.351 2402 2408 2419 rBV 4203983 6018653 58.79% 5.621%
53 17.451 2419 2425 2437 rVV 4454320 6218280 60.74% 5.808%
54 17.539 2437 2440 2444 rVB4 54248 70734 0.69% 0.066%
55 17.728 2469 2472 2483 rVB4 24880 42230 0.41% 0.039%
56 18.010 2517 2520 2525 rBV7 32080 47336 0.46% 0.044%
57 18.222 2551 2556 2567 rBV 808688 1160176 11.33% 1.084%
58 18.633 2622 2626 2630 rBV 196603 222946  2.18% 0.208%
59 19.257 2729 2732 2738 rVB2 76832 101426 0.99% 0.095%
60 19.339 2739 2746 2748 rBV3 168099 358427 3.50% 0.335%
61 19.451 2762 2765 2779 rVB3 194963 301213 2.94% 0.281%
62 19.680 2799 2804 2813 rBV 6751169 8841311 86.36% 8.258%
63 21.127 3046 3050 3053 rBV 1018666 1405610 13.73% 1.313%
64 21.439 3098 3103 3107 rBV 3671540 5069142 49.52% 4.735%
65 23.757 3490 3497 3513 rVB2 4900924 10237213 100.00% 9.561%
66 23.915 3518 3524 3535 rVB2 2697076 5564813 54.36% 5.197%

67 28.503 4295 4304 4315 rVB2 2690638 9229668 90.16% 8.620%

Sum of corrected areas: 107067635
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\

: BPO13174.D

: 20 Dec 2022 19:21
: CG/JU

: N6009-05

: 55 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP013174.D\data.ms

10.769

10.387
7.952 8.663
%g 481 9.122 0.846

8348, 6W3 59344 6.93 j\ 569 781 |b.2ga.522 }Lommo 0.54 11.298.551

Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11. 50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP013174.D\data.ms
19.680

15.586

14.2874 59g

14.004

4.792 15.704 18.222 t/w
18.633 Qﬁ
12@5?‘5 1331487 13'9 6 4.4 Q_S 37 UEWJ@@M J

Time--> 12.00 1250 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP013174.D\data.ms

23.757

21.439
8.503

2
23.915
21.127

o

Time-->

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\BP121922\
Data File : BP@13174.D

Acq On : 20 Dec 2022 19:21
Operator : CG/JU

Sample : N6009-05

Misc

ALS vial : 55

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 1 n-Hexadecanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
18.222 3.86 ng/ul 1160180  Phenanthrene-d10 17.351
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 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2556 (18.222 min): BP013174.D\data.ms (-2551) (- m/z 73.00 100.00%
73.0
5000 -W«NHA\~xhwﬂwJ&A
213.2 — —
“H \ . 18.00 18.50
ob JAMAAEE0 | | 2811 356.9417.047505348 1) 4310 s3.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
“ 213.0 m/z 60.00 84.98%
O‘\\\‘H \Lh;l\“}\lLf!\]\\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0 .
—— ——
18.00 18.50
5000 m/z 55.10 70.82%
129.0
o bl st
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 57.10 69.78%
5000 256.0
129.0
AR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
BP013174.D

: 20 Dec 2022 19:21
: CG/JU
: N6009-05

: 55 Sample Multiplier: 1

hod :

le

ry

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
21.127 5.55 ng/ul 1405610  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 97
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 95
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 1-Hexacosanol 382 C26H540 000506-52-5 94

Abundance Scan 3050 (21.127 min): BP013174.D\data.ms (-3046) (- m/z 57.10 100.00%
57.1

%

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0 21.00 21.50

m/z 69.05 70.62%

5000
21.00 21.50
1 207.0 og3.0
ny}ij4}345031 m/z 43.85 90.97%
m/z--> 0 50 100150200 250300 350400450500 550600650
Abundance #227238: 9-Tricosene, (Z)-
57.0
5000 — e
21.00 21.50
m/z 55.10 85.22%
} f 0 322.0
O‘\\J\l\’J‘TJ\‘\Hx\‘]l\ﬂ\\‘\“\\9‘\\\\‘\\\\‘\\\\’\\H‘\\H‘\H\‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500550 600650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
— —
21.00 21.50
5000 ITI/Z 83.05 72.46%
L‘ .0196.0
ol
m/z--> 0 50 100150200250 300 350400450500550600650
— —

5000

0 1] %Fu. 25?° 369.0 648.1
S e e e

m/z--> 0 50 100150200 250300350400 450500550 600 650 21.00 21.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13174.D

Acq On : 20 Dec 2022 19:21
Operator : CG/JU

Sample : N6009-05

Misc

ALS Vial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 D:C-Friedo-B':A'-neogammace... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.503  33.17 ng/ul 9229670  Perylene-d12 23.915
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 58
2 9,19-Cyclolanost-25-en-3-0l1, 24-... 440 C31H520 000511-61-5 35
3 Tolcapone 273 C14H11NO5 134308-13-7 25
4 (E)-3-(Ethoxycarbonylmethylene)-... 273 C15H15NO4 1000432-63-6 25
5 8-Trifluoromethylcinchoninic acid 241 C11H6F3NO2 031009-01-5 25

Abundance Scan 4304 (28.503 min): BP013174.D\data.ms (-4295) (- m/z 241.20 100.00%

241.2
95.1
425.4
5000
63.1

28 50
; il e
0 \J ‘\L\HJM MLAPHTee7.2 || 4904549, o503 05 g7.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322351: D:C-Friedo-B":A'-neogammacer-9(11)-ene, 3-m
273.0 425.0
109.0
5000 1
28.50
89.0 m/z 95.10  68.33%
\

o

a \“M”‘ ‘“‘\\m\ J\‘ \ ‘! 1 T \“ \‘ \‘?\5‘5.\(]\ T ‘ TTT \“ LI ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322350: 9,19-Cyclolanost-25-en-3-ol, 24-methyl-, (3.bet
69.0
28 50

m/z 425.35 58.97%
5000 175.0 1070 /
300.0
ol bzsme. ) 1 Ll
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164496: Tolcapone R i
119.0 28.50
273.0 m/z 55.10 57.76%
5000
182.0
0 51@ Wil Jl
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13174.D

Acqg On : 20 Dec 2022 19:21
Operator : CG/JU

Sample : N6009-05

Misc

ALS vial : 55 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 ... 18.222 3.9 ng/ul 1160180 4 17.351 6018650 20.0
(DEL) Alkane: S... 21.127 5.5 ng/ul 1405610 5 21.439 5069140 20.0
D:C-Friedo-B':A... 28.503 33.2 ng/ul 9229670 6 23.915 5564810 20.0
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