LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP017803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc :

ALS Vvial : 52 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@17803.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.252 25 28 40 rVB 36216 58222 ©.57% 0.114%
2 3.687 99 102 115 rBV 254238 446721 4.36% 0.875%
3 3.799 118 121 126 rVV3 18558 26362 0.26% 0.052%
4 3.869 128 133 143 rVB 45282 73793  0.72% 0.145%
5 3.987 150 153 158 rvB2 11120 12307 0.12% 0.024%
6 4.381 217 220 225 rVB4 11275 15010 0.15% 0.029%
7 4.922 306 312 317 rBV 64063 100250 ©.98% 0.196%
8 6.481 570 577 582 rBV3 13169 25799 0.25% 0.051%
9 7.040 666 672 683 rBvV 561273 975823 9.52% 1.912%
10 7.228 695 704 715 rBV 492864 795977 7.76% 1.559%
11 7.399 725 733 745 rBV 649458 1043487 10.17% 2.044%
12 7.499 745 750 753 rBV6 6393 11191 0.11% 0.022%
13 7.881 807 815 826 rBV 470607 769306 7.50% 1.507%
14 8.057 840 845 850 rVB9 6943 14465 0.14% 0.028%
15 8.605 930 938 955 rBV 576425 1003497 9.78% 1.966%
16 8.746 957 962 968 rVB 17307 29105 0.28% 0.057%
17 9.087 1010 1020 1034 rBV 602725 1006875 9.82% 1.973%
18 9.804 1134 1142 1154 rBV 520932 886015 8.64% 1.736%
19 10.334 1225 1232 1253 rBV 656805 1244765 12.14% 2.439%
20 10.710 1288 1296 1306 rBV 646515 1064061 10.38%  2.085%
21 10.887 1319 1326 1341 rBV 442684 845759  8.25% 1.657%
22 11.257 1386 1389 1397 rVBO 7212 13139 0.13% 0.026%
23 12.216 1548 1552 1556 rBV7 6349 11358 0.11% 0.022%
24 12.310 1561 1568 1577 rVv4 12283 24176 0.24% 0.047%
25 12.616 1613 1620 1628 rVB4 3878 10683 0.10% 0.021%

26 13.410 1745 1755 1761 rBV2 58805 102956
27 13.834 1824 1827 1833 rVB8 9014 12793  0.12%
28 13.992 1848 1854 1864 rBV 1239851 1746003 17.03%
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29 14.275 1895 1902 1911 rBV 1472179 2125711 20.73% 165%

30 14.575 1945 1953 1963 rBV 933067 1390650 13.56% 725%

31 14.834 1991 1997 2016 rBV 215495 541131 5.28% 1.060%

32 14.969 2016 2020 2025 rVW7 6319 13345 0.13% 0.026%

33 15.581 2113 2124 2132 rBV 1783892 2595227 25.31% 5.085%

34 15.639 2132 2134 2140 rW7 11270 22252  0.22% 0.044%
1.

35 15.728 2143 2149 2160 rVV 450655 676011  6.59%

36 15.816 2162 2164 2169 rVv3 13479 23845 0.23%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP017803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc :

ALS Vvial : 52 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 15.851 2169 2170 2179 rVB9 6248 12874 0.13% 0.025%
38 16.716 2315 2317 2324 rVB7 8342 11725 0.11% 0.023%
39 17.004 2362 2366 2371 rBV6 14237 26175 0.26% 0.051%
40 17.222 2398 2403 2411 rBvVS8 26275 61988 0.60% 0.121%
41 17.286 2412 2414 2420 rVB6 10140 12982 0.13% 0.025%
42 17.369 2422 2428 2439 rBV 1116658 1585570 15.46% 3.106%
43 17.469 2439 2445 2455 rBV2 1847574 2618025 25.53% 5.129%
44 18.004 2532 2536 2541 rVB8 13817 22897 0.22% 0.045%
45 18.110 2551 2554 2558 rBV5 20609 27917 ©0.27% 0.055%
46 18.169 2560 2564 2568 rBV2 66583 90420 0.88% 0.177%
47 18.222 2568 2573 2587 rBV = 629960 919662 8.97% 1.802%
48 18.480 2614 2617 2619 rBv4 12789 15400 0.15% 0.030%
49 18.533 2623 2626 2630 rVB5 38027 47809 0.47% 0.094%
50 18.769 2662 2666 2670 rBV5 34541 50437 0.49% 0.099%
51 18.880 2681 2685 2689 rBV7 37953 54144 0.53% 0.106%
52 18.933 2691 2694 2699 rVB3 39206 54630 0.53% 0.107%
53 19.333 2759 2762 2763 rBV 49563 52187 ©.51% 0.102%
54 19.369 2763 2768 2775 rVB 192628 309114 3.01% 0.606%
55 19.469 2781 2785 2799 rBV 341619 527757 5.15% 1.034%
56 19.604 2804 2808 2813 rBV 463432 513469 5.01% 1.006%
57 19.727 2824 2829 2839 rBV 2298420 3127315 30.49% 6.127%
58 20.198 2906 2909 2913 rVvB2 70959 78592 0.77%  0.154%
59 20.433 2946 2949 2953 rVB 74785 82203 0.80% 0.161%
60 20.504 2958 2961 2965 rBV2 92631 128721 1.26% 0.252%
61 20.639 2980 2984 2990 rBvV2 370731 455113 4.44% 0.892%
62 20.686 2990 2992 2995 rBV 85285 106252 1.04% 0.208%
63 21.180 3069 3076 3087 rVB5 436837 882841 8.61% 1.730%
64 21.374 3104 3109 3114 rBV 8922837 10255507 100.00% 20.092%
65 21.510 3128 3132 3141 rVB 1120933 1507282 14.70%  2.953%
66 21.604 3146 3148 3152 rVB 129210 134482 1.31% 0.263%
67 22.086 3227 3230 3235 rBV 203170 379803 3.70% 0.744%
68 22.651 3322 3326 3336 rVB 484058 727755 7.10% 1.426%
69 23.204 3416 3420 3425 rVB 297202 472258 4.60% 0.925%
70 23.298 3432 3436 3445 rVB4 245733 555775 5.42%  1.089%
71 23.898 3530 3538 3547 rVB2 1348054 2998434 29.24% 5.874%
72 24.068 3561 3567 3578 rVB 730243 1569476 15.30% 3.075%

73 24.663 3663 3668 3677 rVB2 363554 806721 7.87% 1.581%

Sum of corrected areas: 51041782
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  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
Abundance TIC: BP017803.D\data.ms
8000000
6000000
4000000
2000000
7.0205899 7.3g1 8.605 9.087 0.804 10.3340.74Qq-
5/3:252 S88bam7 4381 4.922 6.481 | | 7499 j8.057 8746 |\ 11.257
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP017803.D\data.ms
8000000
6000000
4000000
19.727
2000000 15.581 17.469
13.994-27° 17.369

14.575
728

1428612.616 13.41013.834 7}\&1@&69 15|58 16.716 .02
I

0\‘wf\ﬁ\www‘www\‘ww\T,w\ww,\ww\‘ww\w‘wwf\‘\wwwww\\‘w\\w‘\www“w’Aww\‘w\w‘w\ww‘\ww\‘ww\w‘
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP017803.D\data.ms
21.874
8000000
6000000
4000000
2000000 J1.510 23.898
639, 21.18 22.086 22651 53904 4088 663
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 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\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  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 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.922 2.61 ng/ul 100250 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, tetramethyl- 88 C4H12Si 000075-76-3 43
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 43
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 37
4 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 37
5 Silane, trimethyl(1-phenylethyl)- 178 C11H18Si 017961-78-3 28
Abundance Scan 312 (4.922 min): BP017803.D\data.ms (-306) (-) m/z 73.05 100.00%
73.0
5000 K
T T
4.60 4.80 5.00 5.20

bk 14492081 2811 355.1 4293  B43L .. 4319  30.92%

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

Abundance #2245: Silane, tetramethyl-

73.0
5000 UL L B R I B BB |
4.60 4.80 5.00 5.20
m/z 44.95 11.20%
0 l‘\.\q?\“‘"\\‘u‘\H\‘HH‘HH‘HH‘\H\“H\‘HH‘HH‘\H\|\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2246: Silane, tetramethyl-
73.0
A ARSSEaETSE L e
4.60 4.80 5.00 5.20
5000 m/z 41.05 10.46%
0 %d?“wﬂu‘u“_‘u“H‘_“W‘H‘,H‘W‘H“H‘W‘H‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2247: Silane, tetramethyl- R RRREEE
73.0 4.60 4.80 5.00 5.20
m/z 71.10 7.33%
- ”\/JL
0 ‘H‘Hl‘\\‘u‘uu‘uu‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘\ TR Y e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  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 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.222 11.60 ng/ul 919662  Phenanthrene-d1e 17.369
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 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92

Abundance Scan 2573 (18.222 min): BP017803.D\data.ms (-2568) (- m/z 73.05 100.00%

73.0
5000
213 3 —— ——
“‘ } 18.00 18.50
ol L % L, 28813552 46135231 ... 431  g7.36%
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 R
18.00 18.50
“ 213.0 m/z 60.05 84.35%
O‘\\\ ‘ \I\MM‘\N\H‘\\\!‘\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 41.05 74 .57%

129.0
RN FTPAAREER)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance i i

#143509: n-Hexadecanoic acid B —
43.0 18.00 18.50

m/z 55.10 67.64%

5000 256.0 L
129.0
TR ‘

O et e e e e e e e = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  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 3 Hexadecanoic acid, 2-methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.369 3.90 ng/ul 309114  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 53
2 N-(1,5-Dimethyl-3-o0ox0-2-phenyl-2... 331 C17H25N302Si  1000487-90-4 35
3 4-(3,4-Difluorophenyl)piperidine... 239 C13H15F2NO 1000505-60-2 35
4 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 35
5 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30 041977-39-3 30

Abundance Scan 2768 (19.369 min): BP017803.D\data.ms (-2763) (- m/z 57.10 100.00%
57.1

5000 212.3

-

Wllzgo %811 19.00 19.50
. mhw“yanwﬂm T 24124011 47535418 /7 56.05  80.50%

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

Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester
5.0

o

o

5000

‘ T
257.0 10,00 Ton
‘ H 129 0
\‘ Lhal 1990

m/z 43.10  52.99%
! 550, |

‘H‘H’\H\‘\r\w\\\\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #237808: N-(1,5-Dimethyl-3-oxo-2-phenyl-2,3-dihydro-1H
56.0

o

.

19.00 19.50
5000 m/z 41.10 47.59%

14?-0 240.0302.0

W0 O T | L
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #122024: 4-(3,4-Difluorophenyl)piperidine, N-acetyl-
57.0 19.00 19.50

m/z 212.30  45.50%

o

.

5000
239.0

127.0

—

0 1l m“‘d\“d ‘\ L

i —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP102323\

Data File : BP@17803.D

Acqg On : 25
Operator : MA/
Sample . 049
Misc

ALS vial : 52

Quant Method
Quant Title

TIC Library

Oct 2023 ©06:09
Ju
27-06

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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

Octadecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.469 7.00 ng/ul 527757  Chrysene-d12 21.516
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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2785 (19.469 min): BP017803.D\data.ms (-2781) (-

9.

5000
185.3
\ 284.4
o | Ll ) | 3431 4304 5325
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0
185.0
()li “‘IJIHHWH\MW‘

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

m/z 73.05 100.00%

-

19.50

m/z 43.10 90.73%

-

19.50

m/z 60.05 76.17%

=
19.50

m/z 41.10 71.25%

-

19.50

m/z 57.10 70.74%

mlz--> 0 50

Abundance #179089: Octadecanoic acid
73.0
5000
H 185.0 284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0
284.0
O‘H"w | “‘hw“h”ﬂ \l‘\

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\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ 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 5 Hexadecanoic acid, 1,1-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.604  6.81 ng/ul 513469 Chrysene-dl2 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 96

2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 90
4 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 55

5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 43

Abundance Scan 2808 (19.604 min): BP017803.D\data.ms (-2804) (- m/z 56.10 100.00%
56.1

5000

257.4
129.2 =, ——
19.50 20.00

92
,‘J“““ fP92 1) 32523871 47535365 ./, 57.16  61.609

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

;

o

?

56.0
5000 = -
19.50 20.00
m/z 41.10 56.11%
J 129.0 257.0
O‘\\‘\‘\\" ‘Hih\”‘l\L\\\‘\]\_\9\]_‘.9\\\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214938: Hexadecanoic acid, butyl ester
56.0
—— —
19.50 20.00
5000 m/z 43.10 53.39%
257.0
129.0 \
okl o0ly
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—r— ;

Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester
56.0 19.50 20.00

m/z 55.10  39.41%

5000
257.0

| J” x“\ bl l | ] ‘

(SEE D PN RN A — — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  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 6 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.639 6.04 ng/ul 455113  Chrysene-di12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 98
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 93
3 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
4 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 80
5 Butyl myristate 284 C18H3602 000110-36-1 58

Abundance Scan 2984 (20.639 min): BP017803.D\data.ms (-2980) (- m/z 56.10 100.00%

56.1
5000
129 2 285.5 ‘ :

“ ‘H 1002 ‘ \ 2563 20.50 21.00
o m‘lw‘\u\"mw_m‘ 063 4611 549 n/z s57.10  67.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #249007: Octadecanoic acid, butyl ester
56.0
285.0
5000 U T
20.50 21.00

129.0 m/z 43.10  55.65%

O\\"\ fl‘ “HJh\\hnnlp[gfoW \\‘\\\\‘\\3\4\P‘\0\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester
56.0

20.50 21.00

5000 m/z 41.10 50.64%
285.0
‘ 129.0 \ ‘
oLl 200 1)
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #249005: Octadecanoic acid, butyl ester —— ——
56.0 20.50 21.00

m/z 55.10 37.60%

5000 285.0
129.0

o Ll 2210 |

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  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 7 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.180 11.71 ng/ul 882841  Chrysene-di12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Octadecanol 270 C18H380 000112-92-5 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 Heptacos-1-ene 378 C27H54 015306-27-1 87

Abundance Scan 3076 (21.180 min): BP017803.D\data.ms (-3069) (- m/z 83.10 100.00%

83.1
5000
239.3

T
‘ 141.2 21.00 21.50
[k

208.3
ol ““”'Wﬂ\ m?\u“‘?7‘1‘3““2‘9‘3“‘?5“?‘5‘}9‘ m/z 55.10  94.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0

5000 = =
21.00 21.50
1P5.0 m/z 43.10 91.02%
O‘\\’\M\l"\\ \}‘l\l\‘l\‘!‘h\l\]_\g\e‘.\q\\z‘e\e\.\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
— =
21.00 21.50
5000 ITI/Z 69.10 90.02%

R aa  E  e AARARERa EE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#161350: 1-Octadecanol o
43.0 21.00 21.50

m/z 97.10  82.82%

5000 MXVWMMMNm/ARWMANWKJMN
111.0
‘h ‘ ‘ I ‘\ -1 224 O

O e e e e

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  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 8 Triacontane, 1-bromo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.086 5.04 ng/ul 379803 Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 93
2 Docosane, 5-butyl- 366 C26H54 055282-16-1 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 87
Abundance Scan 3230 (22.086 min): BP017803.D\data.ms (-3227) (- m/z 57.10 100.00%
57.1
5000 U/KJ\/
| o
0 Hx_}‘ J}WW‘M o “ oLt 38734152 4913549, . 7116 79.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338070: Triacontane, 1-bromo-
57.0
5000 — :
22.00
135.0 m/z 43.10 77.19%
421.0
0 | il ” ” HJ il 197 0 267.0 337.0 | 500.0
T ‘\11\[!1\T‘\\\\‘IT\T‘\\WW‘\\\\‘W\WW[\!\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275542: Docosane, 5-butyl-
43.0
T \
22.00
5000 m/z 85.10 56.17%
126.0
309.0
ol i, 18302400 | 3660
A A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- T
57.0 22.00
m/z 69.10 34.49%
- AN/V\NMMM/V\VNMWWWWw
127.0
ol LLLPIS 200 903669 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  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 9 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.651 9.66 ng/ul 727755  Chrysene-di12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 98
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 72
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 64
5 Hexadecanamide 255 C16H33NO 000629-54-9 53

Abundance Scan 3326 (22.651 min): BP017803.D\data.ms (-3322) (- m/z 59.10 100.00%

59.1
5000
T

Migiz2. zm2 2 | o
AL, 209:2 231.1341.2399.3 4632 547 .., 7319 78.30%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 —— =

22.50 23.00
m/z 55.10 50.44%

337.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0

T
22.50 23.00

o

5000 ITI/Z 41.10 34.79%
SR s L — wh
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245084: 13-Docosenamide, (Z)- — —
59.0 22.50 23.00
m/z 69.10 30.17%
5000
137.0
337.0
0 H‘ﬁ ‘M%WWMH‘H‘?4%9H‘M‘mw‘H‘_‘H“H‘M‘H“ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.204 6.02 ng/ul 472258  Perylene-di12 24.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Tetracosane 338 C24H50 000646-31-1 94
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
5 9-Methylheneicosane 310 C22H46 070475-51-3 91

Abundance Scan 3420 (23.204 min): BP017803.D\data.ms (-3416) (- m/z 57.10 100.00%

57.1
5000

—
|| f272 1011 26713272 4033 23.00 23.50
0 u“uu‘uﬂ“\“‘%”‘ \\‘\\\\‘\\\\‘\\4\‘\\\\‘4‘\7\6\\4‘\5\3\5\‘3\ m/z 71.10 78.42%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0

5000 — B
23.00 23.50

m/z 43.10 66.34%

ol L1 270 197.0 268.0
L \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246480: Tetracosane

57.0

T
23.00 23.50
5000 m/z 85.10 53.91%

\‘ J ' i |1|\23 \04 \1197 0 28l 0338 0
e e BT R A e R SRR RARRRRRERE
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 23.00 23.50

m/z 41.10 27.14%

o

5000

%

| 2270 2110 296.0

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

¢ 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 11 (DEL) Alkane: Cyclic23.298 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.298 7.08 ng/ul 555775  Perylene-d12 24.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 1-Tetracosene 336 C24H48 010192-32-2 94
4 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 92
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 3436 (23.298 min): BP017803.D\data.ms (-3432) (- m/z 43.10 100.00%
43.1
1.2
—— —
209.2 282.1 369.3 23.00 2350
b bR e S025, 208 3993 4618 5393 y7 57.10 99.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 U U
23.00 23.50
m/z 83.10 96.69%
1
Oz\d\.\‘\‘\\\‘\\‘\\\‘\‘I\\M"‘?\“F{ilz\z%g\(‘)l\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
—— —
23.00 23.50
5000 ITI/Z 55.10 90.67%
125.0
} ‘ 182.0 294.0
ok "‘HHumwH_ww_wmWm_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene T —
43.0 23.00 23.50
m/z 69.10 87.81%
111.0
5000
o L sso o I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP102323\

Data File : BP@17803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24.663 10.28 ng/ul 806721 Perylene-di2 24.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Hexadecane 226 C16H34 000544-76-3 94
3 Heptadecane 240 C17H36 000629-78-7 94
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Heptadecane 240 C17H36 000629-78-7 93

Abundance Scan 3668 (24.663 min): BP017803.D\data.ms (-3663) (- m/z 57.10 100.00%

57.1
5000

'W 197.2 281.1341.3402.1462.4 535.3 2450 20.00

0‘\H‘WH\‘\M$HEMW\H e R R m/z 71.18 75.58%

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

Abundance #262017: Heptadecane, 9-octyl- i
57.0

5000 e s
24.50 25.00

m/z 43.10 63.25%

239.0
O‘\\\’\\\\J.‘]-\\J\\\‘1\‘\1\[1\\T[\\\3\(‘)18\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane
57.0

24.50 25.00
5000 m/z 85.10 52.98%

0 l‘ o ‘]1‘\217\0‘ 226.0
‘\H\’\H\‘\H\‘\H\‘\H\‘\H\|\H\|HH|HH|HH|HH|\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #123958: Heptadecane T —T
57.0 24.50 25.00

m/z 55.10  23.94%

h MJ\JL/\
I

] 27.0 240.0

O e A bt e e

\ \ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP017803.D

Acqg On : 25 Oct 2023 06:09
Operator : MA/JU

Sample : 04927-06

Misc

ALS Vvial : 52  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|
unknown-01 4.922 2.6 ng/ul 100250 1 7.881 769306 20.0
n-Hexadecanoic ... 18.222 11.6 ng/ul 919662 4 17.369 1585570 20.0
Hexadecanoic ac... 19.369 3.9 ng/ul 309114 4 17.369 1585570 20.0
Octadecanoic acid 19.469 7.0 ng/ul 527757 5 21.516 1507280 20.0
Hexadecanoic ac... 19.604 6.8 ng/ul 513469 5 21.516 1507280 20.0
Octadecanoic ac... 20.639 6.0 ng/ul 455113 5 21.516 1507280 20.0
1-Heneicosanol 21.180 11.7 ng/ul 882841 5 21.516 1507280 20.0
Triacontane, 1-... 22.086 5.0 ng/ul 379803 5 21.516 1507280 20.0
13-Docosenamide... 22.651 9.7 ng/ul 727755 5 21.516 1507280 20.0
(DEL) Alkane: S... 23.204 6.0 ng/ul 472258 6 24.068 1569480 20.0
(DEL) Alkane: C... 23.298 7.1 ng/ul 555775 6 24.068 1569480 20.0
(DEL) Alkane: S... 24.663 10.3 ng/ul 806721 6 24.068 1569480 20.0
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