LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43746.D

Acqg On : @3 Jan 2024 22:57
Operator : MA/JU

Sample : 05951-06

Misc :

ALS Vvial : 14 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43746.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.369 29 31 40 rVB 46985 69975 0.34% 0.077%
2 3.805 102 105 126 rVB 302763 562532 2.76% 0.621%
3 7.140 664 672 683 rBVY 705641 1196021 5.87% 1.320%
4 7.298 693 699 711 rVB 574004 929926 4.56% 1.026%
5 7.493 725 732 740 rBV 728260 1192525 5.85% 1.316%
6 7.957 803 811 821 rBV 1117198 1828853 8.97% 2.019%
7 8.687 926 935 946 rBV 790474 1365178 6.69% 1.507%
8 9.140 1004 1012 1021 rBV 631563 1126987 5.53% 1.244%
9 9.857 1124 1134 1149 rBV 546546 982304 4.82% 1.084%
10 10.398 1218 1226 1250 rBV 680468 1461384 7.17% 1.613%
11 10.769 1281 1289 1305 rBV 1457020 2540124 12.46% 2.804%
12 10.922 1308 1315 1331 rBV 618475 1334091 6.54% 1.473%
13 12.357 1551 1559 1565 rBV7 15962 38214 0.19% 0.042%
14 13.492 1743 1752 1763 rVV 1016262 1733712 8.50% 1.914%
15 13.575 1763 1766 1771 rVB6 20818 30798 0.15% 0.034%

16 14.022 1835 1842 1854 rBV 1381371 2214869 10.86%
17 14.298 1882 1889 1903 rBV 1735527 2854286 14.00%
18 14.498 1916 1923 1930 rBV5 43757 80366 ©.39%

O WO WwWN
[
[¢]
o]
R

19 14.598 1933 1940 1951 rBV 2125624 3346365 16.41% 694%
20 14.845 1976 1982 1999 rBV 349026 777182 3.81% 858%
21 15.016 2009 2011 2017 rVB6 17385 20901 0.10% ©0.023%
22 15.204 2039 2043 2044 rBV4 17624 22329 0.11% 0.025%
23 15.233 2045 2048 2052 rVB5 36538 52592 ©.26% ©.058%
24 15.592 2103 2109 2127 rBV 2194438 3455692 16.95%  3.814%
25 15.727 2127 2132 2142 rVV 265086 445811 2.19%  ©.492%
26 16.321 2226 2233 2239 rBV3 93371 197163 0.97% 0.218%
27 16.998 2343 2348 2361 rBV 918588 1462820 7.17% 1.615%
28 17.098 2362 2365 2368 rVwV 66524 92495 0.45% 0.102%
29 17.145 2369 2373 2379 rVB3 84230 156771 ©.77% 0.173%
30 17.351 2402 2408 2419 rBV 2669512 3958804 19.41% 4.370%
31 17.451 2419 2425 2434 rVV 2346842 3573978 17.53%  3.945%
32 17.839 2488 2491 2496 rVB 101256 119892 0.59% 0.132%
33 18.021 2518 2522 2527 rBV 99596 140005 0.69% 0.155%
34 18.186 2547 2550 2554 rBV3 58888 93641 0.46% 0.103%
35 18.245 2556 2560 2571 rVV 343116 596210 2.92% ©.658%

36 18.357 2576 2579 2587 rVB 139287 235531 1.16% ©.260%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43746.D

Acqg On : @3 Jan 2024 22:57
Operator : MA/JU

Sample : 05951-06

Misc

ALS Vvial : 14 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

37 18.533 2606 2609 2614 rBV 99209 128150 ©0.63% 0.141%
38 19.192 2718 2721 2726 rVB 248449 275722 1.35% 0.304%
39 19.739 2809 2814 2821 rVB 3220048 4221258 20.70% 4.659%
40 21.239 3066 3069 3074 rBV 628054 705854  3.46% 0.779%

41 21.380 3079 3093 3094 rVV 4658950 12351903 60.57% 13.634%
42 21.427 3096 3101 3114 rVV3 7329246 20391936 100.00% 22.508%
43 21.533 3115 3119 3127 rVB 2949365 4108607 20.15%  4.535%
44 23,797 3499 3504 3511 rVB 2009996 3713873 18.21% 4.099%
45 23.956 3525 3531 3544 rVB 2053975 4411528 21.63% 4.869%

Sum of corrected areas: 90599158
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43746.D

Acqg On : 03 Jan 2024 22:57
Operator : MA/JU

Sample : 05951-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM043746.D\data.ms
8000000
7000000
6000000
5000000
4000000
3000000

2000000 10.769
7.957

1000000 7.149393 8.687 9140 0.857 10.398 10.922

3.805
2300 20 AL

0 \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 6.50 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM043746.D\data.ms

8000000
7000000
6000000
5000000
4000000 19.739
3000000

14598
2000000

13492 14035
1000000 14 845 19.192 PPN
oL 12.357 1 575 4.498 —

Time--> 12.00 1250 13.00 1350 1400 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM043746.D\data.ms
21.427

8000000

7000000

6000000 21.380

5000000
.533

4000000 2379956
3000000

1000000

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
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_M\Data\BM@10224\
Data File : BM@43746.D

Acqg On : 03 Jan 2024 22:57
Operator : MA/JU

Sample : 05951-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.492 10.36 ng/ul 1733710  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
4 Acetaminophen 151 C8HINO2 000103-90-2 53
5 Metacetamol 151 C8HO9NO2 000621-42-1 53

Abundance Scan 1752 (13.492 min): BM043746.D\data.ms (-1743) ({ | m/z 43.85 100.00%

43.0
109.1
5000 151.1
— =
13.50

oww\‘m““RW”“wuwuuW‘,"ﬁ‘?%%%l“‘?‘,m?ﬁ?%” m/z 109.05  64.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
13.50

m/z 151.05 40.88%

\\\‘\‘\‘\\“‘P\‘\“\‘H’\‘t\\”“?‘\“\‘\\H}‘\“\\\‘\“\\1\’\\‘\\]‘-\9\%‘0\\\\‘\\\\’\\\\’\\\\‘\\
miz--> 20 40 60 80 100120140160180200220240260280

Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
1350
5000 151.0 m/z 41.10 21.43%
CL 1 O —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester)
109.0 1350

430 m/z 69.05 13.10%

5000
80.0
‘ 151.0
\M‘ L

m/z--> 20 40 60 80 100120140160180200220240260280 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43746.D

Acqg On : 03 Jan 2024 22:57
Operator : MA/JU

Sample : 05951-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.245 3.01 ng/ul 596210 Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2560 (18.245 min): BM043746.D\data.ms (-2556) (- | m/z 73.10 100.00%
73.1

5000
129.1

213.2

o
\ ‘ ‘ 18.00 18.50
ol MAAAL, [ L, 2650 3410 4010 s 16 o6 51y

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

5000 129.0

7
18.00 18.50
m/z 60.00 87.03%

H 213.0
\“‘J\ “h““ M\N \‘ T ‘\ \‘ \‘\ “ \l - ?S‘V\O\ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #92069: Tridecanoic acid

73.0

=
18.00 18.50

5000 129.0 m/z 41.10 75.39%
29.
‘ ‘ 214.0
— “‘ ‘ "H‘\ I ‘HH‘ dm“\ }‘\H il “ ‘h“ L ‘ ™ “\ L s
m/z--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid 7 ‘ ‘
43.0 18.00 18.50

256.0
m/z 57.10  74.45%

5000
129.0
185.0

Frely T T T
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\

Library Search Compound Report

BM043746.D

: @3 Jan 2024 22:57
: MA/JU

: 05951-06

14

le

ry

Sample Multiplier: 1

: SVOA CALIBRATION

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.239 3.44 ng/ul 705854  Chrysene-di12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Nonadecene 266 C19H38 1000131-11-8 98
icosene, (E)- 280 C20H40 074685-30-6 97
onadecene 266 C19H38 018435-45-5 96
onadecene 266 C19H38 018435-45-5 95
etracosene 336 C24H48 010192-32-2 94

VA WNER
|—\|—\|—\u1N
—IZZrnU'l

Abundance Scan 3069 (21.239 min): BM043746.D\data.ms (-3066) (- | m/z 57.10 100.00%
57.1

21.00 21.50

. —
2071
h L. 296.3 362.2 425.9484.2 549.1

0’ p““H‘_‘H‘uu‘_‘H“H‘_‘H“H‘_‘H“H‘_ m/z 43.10

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155962: Z-5-Nonadecene
55.0

5000

5000 — —
21.00 21.50
125.0 266.0 m/z 55.10 89.24%
J'JJI“I“‘OL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
—— —
21.00 21.50
5000 ITI/Z 83.10 75.64%

J‘ | m. 196.0 280.0

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

Abundance #155961: 1-Nonadecene T —
97.0 21.00 21.50
m/z 69.10 72.63%
5000
29.0
U0 zseo ESEVAS
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_M\Data\BM@10224\
Data File : BM@43746.D

Acqg On : 03 Jan 2024 22:57
Operator : MA/JU

Sample : 05951-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 4 Sesquirosefuran Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.380 60.13 ng/ul 12351900  Chrysene-di12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 99
2 Sesquirosefuran 218 C15H220 039007-93-7 84
3 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5... 290 C20H340 021738-29-4 83
4 3-Cyclopentylpropionic acid, but... 194 C12H1802 1000292-46-4 51
5 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 46
Abundance Scan 3093 (21.380 min): BM043746.D\data.ms (-3079) (- | m/z 69.10 100.00%
69.1
5000
163.1
273.1 rr L
LT s
0 mﬂﬂh_meU'” by L, 3412 4204 402.1540. /7 95 19 88.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316504: Friedelan-3-one
69.0
5000 205.0 21‘06 él‘Sd
187.0 273.0 . .
426.0
} } m/z 55.10 76.42%
341.0
\J\ ‘\ ‘\‘\ ‘J\\\”‘ \ “J‘lll \\“\ n\h \“ JI"\J}““ \\\\\ “\\ TT \ ‘ TTTT ‘ \\\L T ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96741: Sesquirosefuran
69.0
— ——
21.00 21.50
5000 m/z 109.10 72.09%
1.0
2180
U
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #187050: (E)-3-Methyl-5-((1R,4aR,8aR)-5,5,8a-trimethyl- — —
81.0 21.00 21.50
m/z 81.10 70.51%
5000
9.0 275.0
TIPS )
m/z--> 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_M\Data\BM@10224\
Data File : BM@43746.D

Acqg On : 03 Jan 2024 22:57
Operator : MA/JU

Sample : 05951-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 5 2,3,3-Trimethyl-2-(3-methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.427 99.26 ng/ul 20391900  Chrysene-di12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 91
2 Friedelan-3-one 426 C30H500 000559-74-0 91
3 Friedelan-3-one 426 C30H500 000559-74-0 87
4 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 60
5 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 52
Abundance Scan 3101 (21.427 min): BM043746.D\data.ms (-3096) (- | m/z 69.10 100.00%
69.1
5000
163.1
—
21.50
ol J‘ ,“ ”‘ Al ‘ | “”l ““‘ ‘J ﬂ"“\ H ) “\‘ 1343 “4‘2‘?54?3‘4 3949 m/z 95.10  84.90%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316501: Friedelan-3-one
69.0
5000 R
21.50
H1 7.0 505.0 273.0 1260 m/z 109.10  77.63%
TT ‘1 ‘!‘ A’\ i \H“\H\ \JH\‘m \“\‘“‘\ “\} ‘”‘\\l‘! \hl\‘l mf T‘\\ l\ ‘\\:\34?.\1 \0\ TT ‘ \\ \\\ T ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316502: Friedelan-3-one
69.0
—
21.50
5000 m/z 123.10 71.73%
2050 273.0
‘ “‘“m “ m Il ‘\m “ JI‘ \JM‘H‘L M i ‘M “\‘ . ?‘ ‘0‘ - ‘L S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316504: Friedelan-3-one T
69.0 21.50
m/z 55.10 69.90%
5000
187.0 205.0 273.0 426.0
341.0
l ,M | \“ | ML J“‘HM “\“W \\ ‘}‘ - \} S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:59:51 2024 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43746.D

Acqg On : 03 Jan 2024 22:57
Operator : MA/JU

Sample : 05951-06

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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|
2,4,7,9-Tetrame... 13.492 10.4 ng/ul 1733710 3 14.598 3346370 20.0
n-Hexadecanoic ... 18.245 3.0 ng/ul 596210 4 17.351 3958800 20.0
(DEL) Alkane: S... 21.239 3.4 ng/ul 705854 5 21.533 4108610 20.0
Sesquirosefuran 21.380 60.1 ng/ul 12351900 5 21.533 4108610 20.0
2,3,3-Trimethyl... 21.427 99.3 ng/ul 20391900 5 21.533 4108610 20.0
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