LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110723\
Data File : BP@17948.D

Acqg On : 08 Nov 2023 05:02
Operator : MA/JU

Sample : PB156700BL

Misc :

ALS Vvial : 28 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-BP110623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17948.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.240 22 26 34 rBV 26094 35969 1.67% 0.147%
2 3.675 97 100 116 rBV 286130 469148 21.81% 1.920%
3 3.975 149 151 155 rVB3 3450 3270 0.15% 0.013%
4 4,140 177 179 183 rVB5 2221 2350 0.11% 0.010%
5 4.558 248 250 254 rBV4 1624 2158 0.10% 0.009%
6 4.669 267 269 273 rVB5 2049 2960 0.14% 0.012%
7 4.963 315 319 322 rVB5S 2806 4698 0.22% 0.019%
8 5.169 351 354 356 rBV3 1969 2435 0.11% 0.010%
9 6.163 521 523 526 rBv3 2448 2215 0.10% 0.009%
106 7.022 662 669 682 rBV 350387 622306 28.93%  2.547%
11  7.204 694 700 715 rVB 298422 464727 21.60% 1.902%
12 7.375 722 729 746 rBV 383979 661014 30.73% 2.705%
13 7.857 804 811 827 rVW 304617 514260 23.90% 2.105%
14  8.575 927 933 948 rBV 432425 773831 35.97% 3.167%
15 9.057 1008 1015 1031 rBV 383129 651117 30.27% 2.665%

16 9.446 1080 1081 1087 rVB6 1718 2365 0.11%
17 9.769 1129 1136 1151 rBV 337442 588667 27.36%
18 10.298 1218 1226 1248 rBV 403046 808674 37.59%
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19 10.481 1256 1257 1263 rVB6 2457 2824 0.13% 012%
20 10.604 1274 1278 1282 rBV7 1510 3604 0.17% 015%
21 10.669 1282 1289 1300 rBV 419704 704965 32.77%  2.885%
22 10.845 1312 1319 1338 rBV 376549 768600 35.73%  3.145%
23 11.522 1431 1434 1437 rVB5 1936 2628 0.12% 0.011%
24 11.563 1439 1441 1443 rBV2 1914 2428 0.11% 0.010%
25 12.287 1559 1564 1574 rBV6 4850 13259 0.62% ©0.054%
26 13.045 1688 1693 1695 rVB6 1726 2452 0.11% 0.010%
27 13.145 1704 1710 1713 rVB8 1356 2569 0.12% 0.011%
28 13.357 1742 1746 1753 rVB5 7335 11488 ©.53% 0.047%
29 13.634 1790 1793 1797 rVB5 2468 2757 0.13% 0.011%
30 13.681 1797 1801 1805 rBV7 1115 2414 0.11% 0.010%
31 13.734 1805 1810 1814 rVB8 2088 2880 0.13% 012%
32 13.875 1831 1834 1838 rBV6 1639 2267 0.11% 009%

33 13.939 1838 1845 1861 rVV 889081 1241641 57.72%
34 14.216 1886 1892 1910 rVB 956631 1382910 64.28%
35 14.516 1936 1943 1958 rBV 643744 926877 43.08%
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36 14.775 1981 1987 2009 rBV2 159137 461865 21.47% 1.890%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110723\
Data File : BP@17948.D

Acqg On : 08 Nov 2023 05:02
Operator : MA/JU

Sample : PB156700BL

Misc :

ALS Vvial : 28 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-BP110623.MA.M
Title : SVOA CALIBRATION
37 15.516 2104 2113 2123 rBV 1218993 1703149 79.17% 6.970%
38 15.669 2132 2139 2151 rBV 357372 563364 26.19% 2.306%
39 15.757 2151 2154 2161 rVB7 6857 12327 0.57% 0.050%
40 16.098 2209 2212 2217 rVB7 2244 3274 0.15% 0.013%
41 16.551 2286 2289 2294 rBV6 2436 3083 0.14% 0.013%
42 16.657 2304 2307 2308 rBv2 2096 2212 0.10% 0.009%
43 16.886 2342 2346 2349 rBV6 1637 2261 0.11% 0.009%
44 17.292 2409 2415 2423 rBV 808669 1122905 52.20%  4.595%
45 17.392 2425 2432 2444 rVV 1302323 1834557 85.28% 7.508%
46 17.627 2469 2472 2479 rVBS 2273 4825 0.22% 0.020%
47 17.722 2484 2488 2490 rBV5 2016 2980 0.14% 0.012%
48 17.933 2520 2524 2527 rBV6 1799 2748 0.13% 0.011%
49 18.139 2556 2559 2561 rBv4 3021 4163 0.19% 0.017%
50 18.316 2586 2589 2593 rBV5 5759 6327 0.29% 0.026%
51 18.398 2599 2603 2605 rBV4 3314 3738 0.17% 0.015%
52 19.145 2728 2730 2734 rBV5 5353 5442 0.25% 0.022%
53 19.216 2738 2742 2745 rVB4 13415 16768 0.78% 0.069%
54 19.280 2748 2753 2757 rVV2 111572 132174 6.14% 0.541%
55 19.516 2788 2793 2797 rBV 402569 448826 20.86% 1.837%
56 19.574 2800 2803 2806 rVB3 17838 16638 0.77% ©0.068%
57 19.639 2808 2814 2823 rBV 1606588 2146685 99.79%  8.785%
58 20.098 2889 2892 2896 rBV2 15826 20150 0.94% 0.082%
59 20.333 2928 2932 2937 rBvV3 63481 70622 3.28% 0.289%
60 20.539 2963 2967 2972 rBV 329969 344400 16.01% 1.409%
61 20.586 2972 2975 2978 rVWV 43096 46929 2.18% 0.192%
62 20.639 2981 2984 2990 rVB4 29226 33979 1.58% 0.139%
63 21.051 3051 3054 3059 rBV3 44070 59020 2.74% 0.242%
64 21.410 3110 3115 3125 rBV 872050 1206270 56.07% 4.937%
65 21.492 3126 3129 3133 rVWV 52239 60349 2.81% 0.247%
66 22.468 3292 3295 3301 rVB2 65383 83454  3.88% 0.342%
67 23.727 3500 3509 3519 rVB2 1016323 2151295 100.00%  8.804%

68 23.892 3530 3537 3545 rVB 561167 1169659 54.37% 4.787%

Sum of corrected areas: 24435165
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 08 Nov 2023 05:02
: MA/JU
. PB156700BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110723\
BP017948.D

: 28  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110623.MA.M
: SVOA CALIBRATION

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

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP017948.D\data.ms

7 0227375 8915 9057 . 1029809§%s
3.675 0220 7.857 :
8240 |\ 3.97340 4.53®H%.963169 6.163 9.446 QL8804 M3

0
Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP017948.D\data.ms
19.639

17.392
15.516

14.216
13.939
17.292

14.516

19.516
15.669

14.775 19.280 333
49574 2065'
12287  138AB%3 5 15.7576.098 16.6EH886 127298188308 199 :

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BP017948.D\data.ms

23.727

21.410

23.892

=

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\BP110723\
Data File : BP@17948.D

Acqg On : 08 Nov 2023 05:02
Operator : MA/JU

Sample : PB156700BL

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110623.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 Hexadecanoic acid, 2-methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.280 2.35 ng/ul 132174  Phenanthrene-di10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 62
2 4-(3,4-Difluorophenyl)piperidine... 239 C13H15F2NO 1000505-60-2 43
3 Tetracosanoic acid, isobutyl ester 424 C28H5602 1010405-17-3 38
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 27
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 27

Abundance Scan 2753 (19.280 min): BP017948.D\data.ms (-2748) (- m/z 57.10 100.00%
57.1

5000 239.3 A

HH “ |129 ! ‘ 355.3 19.00 19.50
_HMMM“m,w,m‘?‘9‘73”_“““1‘3‘”‘““"‘7‘5“{‘5‘4?“ m/z 56.05 78.90%

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

Abundance  #214978: Hexadecanoic acid, 2-methylpropyl ester
57.0

o

o

5000 T ‘ T T T T ‘ T
129 0
}H 312.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

239.0 19.00 19.50
m/z 41.05 54.10%
J JM\ llJ ill I | “ I
‘ LU ‘ T ‘ T ’ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
Abundance  #122024: 4-(3,4-Difluorophenyl)piperidine, N-acetyl-
57.0 j\

19.00 19.50
5000 ITI/Z 43.05 49, 64%
239.0
127.0
o_‘\l“ uwu“mu,ﬂt‘H‘wH"_‘H_MW_WH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 )\
Abundance #315357: Tetracosanoic acid, isobutyl ester —
57.0 19.00 19.50
m/z 239.35 38.32%
5000
369.0
omm“w,lgl,ozego\ — jk L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110723\
Data File : BP@17948.D

Acqg On : 08 Nov 2023 05:02
Operator : MA/JU

Sample : PB156700BL

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110623.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 2 Hexadecanoic acid, 1,1-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.516  7.44 ng/ul 448826 Chrysene-dl2 21.410

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 93
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 92

3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 92
4 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
5 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 50

Abundance Scan 2793 (19.516 min): BP017948.D\data.ms (-2788) (- m/z 56.10 100.00%
56.1

5000

—

257.4
R I
19.50
9,3
o4, ” ““"LU" PO L, 3553 4292 8408 . 5716 67.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #214978: Hexadecanoic acid, 2-methylpropyl ester
57.0
5000 : }\ — A ‘
239.0 19.50
m/z 41.05 61.23%
’ l 129.0 “
0 i1 |” JMJ | 31?'0
\\T‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester

56.0 jk

—

19.50
5000 ITI/Z 43.05 56.81%
” . 257.0
ol ‘U'umm‘1‘?‘1‘9‘&‘\””,‘WW_HWH_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 }\
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester e
56.0 19.50
m/z 55.10 43.24%
5000
257.0
OINWW\‘ AL
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\BP110723\
Data File : BP@17948.D

Acqg On : 08 Nov 2023 05:02
Operator : MA/JU

Sample : PB156700BL

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110623.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 3 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.539 5.71 ng/ul 344400 Chrysene-d12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 99
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 93
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 93
4 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 83
5 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 78

Abundance Scan 2967 (20.539 min): BP017948.D\data.ms (-2963) (- m/z 56.05 100.00%
56.0
5000 ﬁm
129.2 285.4 ‘A‘ AN
li |
okl BO72) | 3572 46125252 L., 5765  69.65%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #249007: Octadecanoic acid, butyl ester
56.0
285.0
5000 A 7 H
129.0 20.50
' m/z 41.05 59.52%
0\\"\ l\‘ ‘\‘W“JWJ“‘JJ\MI\\\ \l‘ T \]TP\?\?\ \“ TT \‘\ ‘ \3\\4\P‘\()\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #249005: Octadecanoic acid, butyl ester
56.0
—f \
20.50
m/z 43.05 58.44%
5000 2850 /
129.0
O’H.JLM.’ w"‘u‘u‘z‘zﬂ?“““u"‘H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester A — —
56.0 20.50
m/z 55.10 43.37%
5000
285.0
oMllJimnlﬁgcn _
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50

SFAM-EPA-BP110623.MA.M Wed Nov 08 15:38:32 2023 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110723\
Data File : BP©17948.D

Acqg On : 08 Nov 2023 05:02
Operator : MA/JU

Sample : PB156700BL

Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110623.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|
Hexadecanoic ac... 19.280 2.4 ng/ul 132174 4 17.292 1122910 20.0
Hexadecanoic ac... 19.516 7.4 ng/ul 448826 5 21.410 1206270 20.0
Octadecanoic ac... 20.539 5.7 ng/ul 344400 5 21.410 1206270 20.0
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