LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc : SB-02-12.0-14.0

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ G\Methods\8270-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57770.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.033 324 331 341 rVB 137597 202054 10.04%  1.890%
2 5.497 403 410 421 rVB 541870 848801 42.16% 7.939%
3 7.083 672 680 687 rBV 525861 874242 43.42%  8.177%
4 7.924 817 823 830 rBV 117463 195893 9.73% 1.832%
5 9.081 1012 1020 1031 rBV 305551 537862 26.72% 5.031%

6 10.726 1292 1300 1309 rVB 162231 285426 14.18%
7 13.182 1710 1718 1726 rBV 694928 1105111 54.89% 10.
8 14.557 1945 1952 1961 rBvV2 248872 381224 18.94%

9 15.914 2177 2183 2189 rBV 129974 191935 9.53%
10 16.044 2198 2205 2211 rBV 632312 942103 46.79%
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11 17.301 2413 2419 2427 rVB 345028 518282 25.74%
12 18.194 2566 2571 2579 rBV 207088 325745 16.18%
13 18.458 2614 2616 2621 rVB3 89882 118490 5.89%
14 19.463 2783 2787 2798 rVB2 94209 128856 6.40%
15 19.921 2859 2865 2870 rVB 1492266 2013263 100.00% 18.

0 R R WA
=
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16 21.173 3073 3078 3081 rBV2 32170 65315 3.24%
17 21.208 3081 3084 3092 rVV2 178917 338724 16.82%
18 21.290 3093 3098 3103 rVB 241707 362286 17.99%
19 21.555 3137 3143 3149 rBV 383355 608929 30.25%
20 24.704 3671 3679 3692 rVB 239543 647184 32.15%
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Sum of corrected areas: 10691725
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc : SB-02-12.0-14.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057770.D\data.ms
1400000
1200000
1000000

800000
600000 5.497 7.083
400000

9.081

200000 5.033 7924 10.726

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057770.D\data.ms

19.p21
1400000

1200000
1000000

800000 13.182
' 16.044

600000

400000 17.301

21,290

. 18.194 27568
14.557 4

58
200000 15.9 19.463 21.173
)
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG057770.D\data.ms

1400000

1200000

1000000

800000

600000

400000 24.704

200000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc SB-02-12.0-14.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.033 20.63 ng 202054 1,4-Dichlorobenzene-d4 7.924

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 331 (5.033 min): BG057770.D\data.ms (-324) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 \\\\‘\\\\’\\\\‘\\\\’\\\
83.0 4.80 5.00 5.20 5.40
Ot petblir e e 240 m/z 59.00  62.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L I LN B
59.0 4.80 5.00 5.20 5.40
m/z 58.00 17.72%
0 27\\\ A . 830 10‘10
\\‘\\\\‘\\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A
4.80 5.00 5.20 5.40
5000 m/z 101.00 16.94%
41.0
27.0 101.0
el 730, 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9477: 3-Hexanol, 4-methyl- S AREmEE R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 10.06%
5000 41.0
oH_m_‘;‘1_‘HM:‘H‘_u‘!“M“%‘3;9‘_H“_mwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc : SB-02-12.0-14.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.914 10.07 ng 191935  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 78
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
4 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 50
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 50
Abundance Scan 2183 (15.914 min): BG057770.D\data.ms (-2177) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
=
16.00
152.0
b el b 2280 RS mjz 77.00 68.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 1
16.00
510 m/z 182.00  53.62%
B0 || 10 1820
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57937: Methanone, phenyl-2-pyridinyl-
77.0 105.0 155.0
183.0 1T
16.00
5000 m/z 51.00 29.33%
51.0
R/ I NN s B N O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester P
105.0 16.00
m/z 49.95 10.21%
77.0
5000
51.0
I A e SN Py 1
m/z--> 20 40 60 80 100 120 140 160 180 16.00

8270-BG061923.M Wed Jun 21 12:09:00 2023

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc : SB-02-12.0-14.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.194 12.57 ng 325745  Phenanthrene-d10 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2571 (18.194 min): BG057770.D\data.ms (-2566) (- | m/z 60.00 100.00%

60.0
5000
129.0

97.0 2131 T T
H 171-1 ‘ 256.1 18.00 18.50
\H L

oL—— ‘m‘”\ \u‘\ bl ““ “‘ b ‘\‘ ‘ m/z 72.95 99.93%

m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0

5000 e T
129.0 18.00 18.50
213.0 m/z 43.00 84.22%
171.0
01‘4‘0 ‘\ m‘”‘u M“ \M il ‘\\ ‘ “‘ “‘ “‘u\‘ “\ ; L‘ - “ ——
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
18.‘00 18.‘50
5000 129.0 ITI/Z 57 .00 79.63%
199.0 2420
0L— H H‘M W “HM\‘\‘ Hhu\ ;‘M‘\‘u} “‘ ‘1‘61‘9“ ‘i A “\ o
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid T T
73.0 18.00 18.50
m/z 55.00 71.88%
43.0
5000 JﬁL
129.0
1710 2140
01‘41‘0‘\‘ Ud ‘u‘n‘ uh“ HM ‘hm a1 ‘m‘ “\ ‘\ - “\ . — — —
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc : SB-02-12.0-14.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 trans-Sinapaldehyde Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.458 4.57 ng 118490  Phenanthrene-di10 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 70
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 68
3 Benzo[c]cinnoline, 4,7-dimethyl- 208 C14H12N2 020684-54-2 49
4 Pyrene, 1,2,3,6,7,8-hexahydro- 208 C16H16 001732-13-4 49
5 Coumarin, 7,8-dihydro-7-hydroxy-... 208 C10H805 1000263-13-6 43

Abundance Scan 2616 (18.458 min): BG057770.D\data.ms (-2614) (- | m/z 208.00 100.00%
208.0

5000 165.0

2

18.50
0! m/z 165.00  45.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84448: trans-Sinapaldehyde ﬁ/L
208.0
5000 165.0 T

137.0 ’ 18.50
m/z 137.00 37.32%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
e
18.50
5000 165.0 ITI/Z 65.00 33.90%
1370
39.0 650 910 H
fo) I ‘\‘u \H\ ‘\\“\\‘ ‘\;H’\ ‘M‘n‘ g “\\‘ : \w il | T R “ -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85213: Benzo[c]cinnoline, 4,7-dimethyl- —
208.0 18.50
m/z 177.00 31.58%
165.0
5000
76.0
39.0 1040 1390 ‘
Y Y o NN | N .
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50

8270-BG061923.M Wed Jun 21 12:09:02 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG@57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

SB-02-12.0-14.0

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
: ASP BNA STANDARDS FOR 5 POINT 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 5 Octadecanoic acid

Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
19.463 4.23 ng 128856  Chrysene-di12 21.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2787 (19.463 min): BG057770.D\data.ms (-2783) (-

43.0
5000
129.1
83.0 185.1
‘ ‘ 284.1
oL “JM‘ \WHM H“ L““\‘HM\ “‘ \H R
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28.0 284.0
185.0 241.0
0 M “‘\‘ “\‘\“‘ ‘\“‘ \“‘\\\‘\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid

30 256.0
5000
129.0
3.0 213.0
MEss
[o) “ \‘““‘whh“\ ‘1‘““\“” ‘\\“‘ “ “‘u\‘ Ll e e

m/z 43.00 100.00%

%

T
19.50

m/z 57.00

%

19.50

m/z 60.00

%

19.50

m/z 73.00

%

m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0 19.50
m/z 55.00 76.80%
5000 284.0
3.0 129.0
‘ 1850 2410
0l \‘\M uhH M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ “‘H‘““H“g‘?‘z‘-' e
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc : SB-02-12.0-14.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 6 Benzenepropanamide, .alpha.... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.173 2.15 ng 65315 Chrysene-di12 21.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 59
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 59
3 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 56
4 Oxirane, (cis)-2-acetoxy-2,3-dip... 254 C16H1403 135455-96-8 35
5 Ethanone, 2-(acetyloxy)-1-phenyl- 178 C10H1003 002243-35-8 27
Abundance Scan 3078 (21.173 min): BG057770.D\data.ms (-3073) (- | m/z 105.00 100.00%
105.0
5000 163.0 /JVJ\K
— —
51.0 21.00 21.50
b ) 2080 0 2810 ) 163,00 38.95%
miz--> 50 100 150 200 250
Abundance #178520: Benzenepropanamide, .alpha.-(benzoylamino)-
105.0
163.0
5000 = e
21.00 21.50
m/z 77.00 20.37%
oo 10 | L o o
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #38611: Morpholine, 4-phenyl-
105.0
== =
163.0 21.00 21.50
5000 m/z 106.00 7.45%
51.0
oh m;‘wwhJ“‘H“_”H“HH_H
miz--> 50 100 150 200 250
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate = P
105.0 21.00 21.50
m/z 51.00 7.17%
163.0
5000
o 51.0 | 2070
T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ ‘\ T T T ‘ T T T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 21.00 21.50

8270-BG061923.M Wed Jun 21 12:09:05 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc : SB-02-12.0-14.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.208 11.13 ng 338724  Chrysene-d12 21.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 91
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87

Abundance Scan 3084 (21.208 min): BG057770.D\data.ms (-3081) (- | m/z 57.00 100.00%
51

.0
7.0
5000

T 7
21.00 21.50

163.0
- 2070 2639 385. ./, 43.00  80.34%
miz--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
7.0
5000 — —

21.00 21.50
m/z 55.00 77.14%

0 | “ “ T r‘“ %\3?‘(‘)\1\8\2\0‘ 2\2\4\0\ T \2\810'\0‘ LA
m/z--> 50 100 150 200 250 300 350
Abundance #126239: Oxirane, [(dodecyloxy)methyl]-
57.0

T 7
21.00 21.50

5000 7.0 ITI/Z 83.00 66.22%
029 0 i
m/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester P =
57.0 21.00 21.50
97.0 m/z 69.00 58.08%
39.0
AERENRUES U TR AT S E—
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BG061923.M Wed Jun 21 12:09:06 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc SB-02-12.0-14.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Diethylene glycol dibenzoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.290 11.90 ng 362286 Chrysene-d12 21.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
3 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 53
4 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43
5 Phthalic acid, 2-methylbutyl pen... 306 C18H2604 1000322-81-2 38
Abundance Scan 3098 (21.290 min): BG057770.D\data.ms (-3093) (- | m/z 105.00 100.00%
105.0
149.0
5000
— —
51.0 21.00 21.50
ol L1 19202301 2820 3850 /7 149.00  77.26%
m/z--> 50 100 150 200 250 300 350
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000 — e
21.00 21.50
m/z 77.00 41.18%
51.0
0 | 192.0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0
== =
105.0 21.00 21.50
5000 m/z 51.00 12.62%
0 51"0 | 196.0 239.0
e I B e
m/z--> 50 100 150 200 250 300 350
Abundance #27263: 2-(2-Carboxyvinyl)pyridine, trans T .
104.0 149.0 21.00 21.50
m/z 150.00 8.55%
5000
51.0
OHHJH“‘H‘HH L e o ML e
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57770.D

Acqg On : 20 Jun 2023 10:45

Operator : CG/JU

Sample : 03289-05

Misc : SB-02-12.0-14.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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-Pentanone, 4-... 5.033 20.6 ng 202054 1 7.924 195893 20.0
Benzophenone 15.914 10.1 ng 191935 3 14.557 381224 20.0
n-Hexadecanoic ... 18.194 12.6 ng 325745 4 17.301 518282 20.0
trans-Sinapalde... 18.458 4.6 ng 118499 4 17.301 518282 20.0
Octadecanoic acid 19.463 4.2 ng 128856 5 21.555 608929 20.0
Benzenepropanam... 21.173 2.1 ng 65315 5 21.555 608929 20.0
3-Eicosene, (E)- 21.208 11.1 ng 338724 5 21.555 608929 20.0
Diethylene glyc... 21.290 11.9 ng 362286 5 21.555 608929 20.0
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