LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP©17890.D

Acqg On : 02 Nov 2023 17:13
Operator : MA/JU

Sample : 04996-17

Misc :

ALS Vvial : 45 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-BP101823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17890.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 27 30 37 rBV 17704 31531 1.00% 0.101%
2 3.581 82 84 89 rBVe6 4496 6815 0.22% 0.022%
3 3.765 101 105 118 rBV 112606 273077 8.62% 0.871%
4 3.875 131 134 141 rVB2 9966 17411 ©.55% 0.056%
5 5.752 449 453 457 rBV7 1494 3343 0.11% 0.011%
6 6.346 551 554 557 rBV5 2494 3702 0.12% 0.012%
7 6.969 658 660 665 rVB6 2736 4662 ©0.15% 0.015%
8 7.040 665 672 684 rBV 100721 200220 6.32% 0.639%
9 7.222 695 703 715 rBV 455396 731978 23.11% 2.335%
10 7.399 726 733 746 rBV 452997 780476 24.64% 2.490%
11 7.628 770 772 776 rBV5S 2634 3298 0.10% 0.011%
12 7.875 806 814 825 rBV 479926 788187 24.88% 2.515%
13 8.022 838 839 844 rVB5S 3200 4243 0.13% 0.014%
14 8.599 930 937 949 rBV 306698 561326 17.72% 1.791%
15 8.699 952 954 958 rVB5S 3596 4450 0.14% 0.014%
16 9.081 1012 1019 1025 rBV 583909 960071 30.31% 3.063%
17 9.146 1025 1030 1037 rVB 78357 134331 4.24% 0.429%
18 9.263 1048 1050 1057 rVB6 9286 13432 0.42% 0.043%
19 9.610 1106 1109 1112 rVB5 2720 3428 0.11% 0.011%
20 9.799 1134 1141 1153 rBV 477262 840434 26.53% 2.681%
21 9.910 1155 1160 1167 rVBS8 7104 14790 0.47% 0.047%
22 10.069 1184 1187 1190 rVB5 5024 6297 0.20% 0.020%
23 10.105 1190 1193 1194 rBV3 3207 4003 0.13% 0.013%
24 10.328 1223 1231 1245 rBV 591573 1115737 35.22%  3.560%
25 10.704 1288 1295 1306 rBV 617770 1013922 32.01%  3.235%
26 10.881 1318 1325 1347 rBV 545057 1053319 33.25%  3.360%
27 11.763 1473 1475 1480 rBV5 5636 7809 0.25% 0.025%
28 12.146 1537 1540 1542 rBV4 2617 3205 0.10% 0.010%
29 12.216 1547 1552 1555 rBV7 1837 3285 0.10% 0.010%
30 12.310 1560 1568 1572 rVV5 10000 21080 0.67% 0.067%
31 12.875 1660 1664 1667 rBV6 4342 6086 ©0.19% 0.019%
32 13.134 1705 1708 1712 rVB5 8842 11142 0.35% 0.036%
33 13.251 1724 1728 1733 rVBS8 2563 3628 0.11% 0.012%
34 13.410 1750 1755 1762 rBV 24898 40066 1.26% ©0.128%
35 13.681 1795 1801 1804 rBvV8 1681 3549 0.11% 0.011%
36 13.781 1815 1818 1821 rBV4 2913 3568 0.11% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP©17890.D

Acqg On : 02 Nov 2023 17:13
Operator : MA/JU

Sample : 04996-17

Misc :

ALS Vvial : 45 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-BP101823.MA.M
Title : SVOA CALIBRATION
37 13.993 1847 1854 1866 rBV 1301832 1801492 56.87% 5.747%
38 14.198 1885 1889 1891 rvvs 2457 3844 0.12% 0.012%
39 14.269 1893 1901 1914 rVV2 1397313 2019575 63.75% 6.443%
40 14.575 1946 1953 1964 rBV 841186 1254820 39.61% 4.003%
41 14.857 1995 2001 2010 rBV2 27643 80949 2.56% 0.258%
42 15.198 2057 2059 2062 rVB3 3650 3872 0.12% 0.012%
43 15.322 2077 2080 2084 rVV 6077 7740 0.24% 0.025%
44 15.369 2084 2088 2090 rVB5 4217 5626 ©0.18% 0.018%
45 15.404 2090 2094 2100 rVB3 6379 9221 0.29% 0.029%
46 15.581 2117 2124 2132 rBV 1696148 2485121 78.45% 7.928%
47 15.728 2143 2149 2162 rBV 537870 810318 25.58%  2.585%
48 15.816 2162 2164 2169 rVV6 12371 18529 ©0.58% 0.059%
49 16.051 2203 2204 2208 rVB4 3922 4361 0.14% 0.014%
50 16.239 2232 2236 2237 rBV4 3708 3802 0.12% 0.012%
51 16.316 2244 2249 2251 rBV6 4737 7376  0.23% 0.024%
52 16.457 2270 2273 2277 rVB6 4665 7235 0.23% 0.023%
53 16.498 2277 2280 2281 rBV3 3321 3219 0.10% 0.010%
54 16.534 2284 2286 2288 rBvV3 2859 3404 0.11% 0.011%
55 16.722 2313 2318 2323 rBV9 5946 12383 0.39% 0.040%
56 16.887 2344 2346 2348 rBV3 3667 3232 0.10% 0.010%
57 17.045 2366 2373 2376 rBV9 4475 7870 0.25% 0.025%
58 17.151 2389 2391 2394 rVB4 3519 3375 0.11% 0.011%
59 17.363 2421 2427 2436 rBV 981709 1403148 44.29% 4.476%
60 17.469 2438 2445 2455 rBV 1906882 2739452 86.48% 8.740%
61 17.622 2469 2471 2475 rVB5 5462 7007 0.22% 0.022%
62 17.792 2498 2500 2505 rVB6 5866 6932 0.22% 0.022%
63 17.992 2530 2534 2537 rBV5 9243 11545 0.36% 0.037%
64 18.216 2567 2572 2581 rBV 336140 494812 15.62% 1.579%
65 18.310 2586 2588 2591 rVB2 12363 14026 0.44% 0.045%
66 18.475 2613 2616 2620 rBV6 6095 9877 0.31% 0.032%
67 18.769 2663 2666 2669 rBV4 8516 10785 0.34% 0.034%
68 19.292 2752 2755 2759 rBV2 22330 25942 0.82% 0.083%
69 19.363 2764 2767 2772 rVB 26436 37479 1.18% 0.120%
70 19.463 2780 2784 2795 rBV 97314 179762 5.67% 0.573%
71 19.598 2805 2807 2811 rVB4 12378 14793 0.47% 0.047%
72 19.728 2823 2829 2838 rBV 2518277 3167867 100.00% 10.106%
73 21.180 3072 3076 3088 rVB2 195976 369900 11.68%  1.180%
74 21.510 3127 3132 3139 rBV 1016788 1346284 42.50% 4.295%
75 23.898 3530 3538 3555 rVB2 1382350 2925153 92.34%  9.332%
76 24.068 3560 3567 3579 rVB 624779 1345115 42.46% 4.291%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP©17890.D

Acqg On : 02 Nov 2023 17:13
Operator : MA/JU

Sample : 04996-17

Misc

ALS Vvial : 45 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:
Stop Thrs : © Peak Location:

5

0.1 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Title : SVOA CALIBRATION
Sum of corrected areas: 31345144
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 02 Nov 2023 17:13
: MA/JU
: 04996-17

. 45

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
BP017890.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

0

TIC: BP017890.D\data.ms

10.328.0-70%3,

7.22399 7.875
8. 599
699 $o39.61 117

3.705
3.2643.588.875 5.752 6.346 6. Qfo 7.6288.022

Time-->

3.50 4.00

450 500 550 6.00 650 7. 00 750 800 8. 50

900 9.50 10.00 10.50 11.00 11.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BP017890.D\data.ms

19.y28

17.469
15.581

14.269
13.993

17.363
14.575

15.728

| 1222880 12, 81&3&%11@33@1Q4]jl4 ssza@w\mmmms 75229 _@%@M@@j

18.216

S8

Time-->

12.00 12.50 13.00 1350 14.00 14.50 1500 15.50 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
2500000

2000000

1500000

1000000

500000

0

TIC: BP017890.D\data.ms

23.898

21.510

4.068

21.180

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\BP110123\
Data File : BP@17890.D

Acqg On : 02 Nov 2023 17:13
Operator : MA/JU

Sample : 04996-17

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.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 Hexanoic acid, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.146 3.41 ng/ul 134331 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 50
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50

Abundance Scan 1030 (9.146 min): BP017890.D\data.ms (-1025) (-) m/z 73.05 100.00%
73.0

5000

N

’U H | 144.0207.1 29513565 429.1  535.4 8.609.909.20 9.40
e SO0 A 2228 m/z 88.05  73.29%

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

Abundance #24099: Hexanoic acid, 2-ethyl-
73.0

5000 T R
8.80 9.00 9.20 9.40

m/z 41.10  35.55%

| \‘.. I

‘\\\\‘\I\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-

88.0

-

8.80 9.00 9.20 9.40

5000 m/z 57.05 23.25%

29.
1

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

-

Abundance #24098: Hexanoic acid, 2-ethyl- R AARARARREaES
73.0 8.80 9.00 9.20 9.40
m/z 87.05 22.87%
5000
1R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
BP017890.D

Nov 2023 17:13

: MA/JU
: 04996-17

. 45

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.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 2 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.216 7.05 ng/ul 494812  Phenanthrene-d10 17.363
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2572 (18.216 min): BP017890.D\data.ms (-2567) (- m/z 73.10 100.00%

73.1
5000
213 3 S

I
m | a3 2 \ 18.00 18.50
ML Ly |y P83.1341.2 41524753 5434 10 4310 84.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 U T
18.00 18.50

m/z 60.05 80.29%

o

il

1

TTTThy H‘Hu]wr\wuu‘HH‘HH‘\H\‘HH‘HH‘HH‘\

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

Abundance #143511: n-Hexadecanoic acid
73.0
—T— —
256.0 18.00 18.50
5000 ' m/z 41.10  76.43%
“ 57.0

Ly H“M,H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid N —T
43.0 18.00 18.50

256.0
m/z 55.10  73.91%

5000 MWNMMNAKWNNNNVN
129.0
i MMMWJ\}?ﬂ# SEss =

‘\\\‘ \\‘\\\\’\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T T
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 :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
BP017890.D

Nov 2023 17:13

: MA/JU
: 04996-17

. 45

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.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 3 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.463 2.67 ng/ul 179762  Chrysene-di12 21.510
Hit# of 5 Tentative ID MW MolForm CASH# 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 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2784 (19.463 min): BP017890.D\data.ms (-2780) (-
7?

m/z 73.10 100.00%

5000

%

185.2

—
19.50
m/z 43.05 81.53%

”’MMML‘\’l ‘l 343340204621 541.7

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid

73.0

:

5000
19.50

m/z 60.00 70.11%

” } 185 0 2840
“ M il

“M | \

‘\\‘\ | H‘HH‘H\\‘H\r‘\\\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid

43.0

-

19.50
5000 129.0 m/z 41.106 67.53%

284.0

J\w “ML\M\ l‘\‘. L

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

-

Abundance #179092: Octadecanoic acid
43.0 19.50
m/z 57.10 63.69%
5000
129.0 284.0
ai} \HHHMHH th
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\BP110123\

Data File : BP017890.D

Acqg On : 02 Nov 2023 17:13

Operator : MA/JU

Sample : 04996-17

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 E-15-Heptadecenal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.180 5.50 ng/ul 369900 Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 98
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Tetracosene 336 C24H48 010192-32-2 93
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3076 (21.180 min): BP017890.D\data.ms (-3072) (- m/z 55.05 100.00%

58.0
5000

52 — —

(1] sosa 203 s 2100 2150
A 2000 ] 34324012 4754 849, g3 10 98.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138490: E-15-Heptadecenal
43.0

5000 \
21.00 21.50
m/z 69.05 93.44%

1] M 182.0 2520
‘\\\‘\1\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179255: n-Nonadecanol-1
43.0

T
21.00 21.50
5000 m/z 43.05 91.57%

111.0
L. Moo
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550

Abundance #244230: 1-Tetracosene T ——
55.0 21.00 21.50

m/z 97.10  85.52%

5000
125.0
‘ 336.0
| Ll \\\ ﬂ ‘ — I —

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\BP110123\
Data File : BP©17890.D

Acqg On : 02 Nov 2023 17:13
Operator : MA/JU

Sample : 04996-17

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.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|
Hexanoic acid, ... 9.146 3.4 ng/ul 134331 1 7.875 788187 20.0
n-Hexadecanoic ... 18.216 7.0 ng/ul 494812 4 17.363 1403150 20.0
Octadecanoic acid 19.463 2.7 ng/ul 179762 5 21.510 1346280 20.0
E-15-Heptadecenal 21.180 5.5 ng/ul 369900 5 21.510 1346280 20.0
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