LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 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_F\METHODS\8270-BF041521.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123644.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 3.416 211 226 230 rBV 5006649 10954572 2.39% 0.964%
2 4.163 343 353 356 rBV 4090084 6650807 1.45% 0.586%
3 5.475 572 576 586 rVB 5786275 5554447 1.21% 0.489%
4 6.981 817 832 834 rBV 28577676 93064829 20.30% 8.193%
5 7.010 834 837 848 rVB 7253474 8005040 1.75% 0.705%
6 7.422 900 907 910 rVB 7164983 7790912 1.70% 0.686%
7 7.616 921 940 941 rBV2 1994299 6534480 1.43% 0.575%
8 8.139 988 1029 1031 rBV 12087539 72544149 15.82% 6.387%
9 8.198 1036 1039 1040 rVV2 17204476 20439647 4.46% 1.800%
10 8.216 1040 1042 1045 rVB 16386541 12460856 2.72% 1.097%
11 9.016 1173 1178 1181 rBV 5249845 4875820 1.06% 0.429%
12 9.122 1182 1196 1198 rBV 9555855 18486142 4.03% 1.628%
13 9.222 1209 1213 1215 rBV 10426631 10534207 2.30% 0.927%
14 9.710 1293 1296 1308 rBV 3734701 4847675 1.06% 0.427%
15 9.898 1319 1328 1331 rBV 6089118 5558328 1.21% ©0.489%

16 10.110 1360 1364 1366 rVV 6846335 7744418 1.69% 0.682%
17 10.463 1366 1424 1427 rVB2 37586128 458538590 100.00% 40.370%
18 10.698 1458 1464 1467 rBV2 6874012 7234391 1.58% 0.637%
19 11.221 1527 1553 1555 rBV 28421498 139713447 30.47% 12.300%
20 12.010 1669 1687 1699 rVV2 22402027 85541342 18.66% 7.531%

21 12.721 1786 1808 1812 rBV2 27214361 106260331 23.17%  9.355%
22 12.774 1812 1817 1824 rVV 17208954 22751667 4.96%  2.003%
23 12.933 1841 1844 1847 rVV 5864989 4836291 1.05% 0.426%
24 12.992 1849 1854 1857 rVB 9922896 10186821 2.22% ©.897%
25 15.198 2225 2229 2240 rVB 2956140 4732126 1.03% 0.417%

Sum of corrected areas: 1135841335
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\

BF123644.D
: 20 Apr 2021 15:44
Ju/CG
: M2081-01
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Butenal, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.416 2.35 ng 10954600 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 91
2 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 90
3 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 87
4 2-Ethylacrolein 84 C5H80 000922-63-4 80
5 2-Pentenal, (E)- 84 C5H80 001576-87-0 64
Abundance Scan 226 (3.416 min): BF123644.D\data.ms (-211) (-) m/z 54.95 100.00%

55.0
84.0
5000
39.0

‘ co.0 3.00 3.20 3.40 3.60 3.80
ety UL 890981 7 8395 75.21%

0 \
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1411: 2-Butenal, 2-methyl-
=i
53.0 84.0
29.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
1.0 3.00 3.20 3.40 3.60 3.80

m/z 39.00 36.91%

70.01
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1441: 2-Butenal, 2-methyl-, (E)-
55.0 84.0

o

29.0 3.00 3.20 3.40 3.60 3.80
5000 m/z 41.85 32.04%
41.0
o"_1‘5;9‘m‘!‘Hu:‘;‘wm}h‘:\wH‘G?;?w“mw_‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1414: 2-Butenal, 3-methyl- T AT
84.0 3.00 3.20 3.40 3.60 3.80
55.0 m/z 53.00 24.48%
41.0
5000 290
| | 69.0
0t et el L
miz--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2,2'-Isopropylidenebis(tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.122 66.52 ng 18486100  Acenaphthene-d10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-Isopropylidenebis(tetrahydr... 184 C11H2002 089686-69-1 58
2 Oxalic acid, neopentyl propyl ester 202 C10H1804 1000309-72-5 43
3 Tetrahydrofuran, 2-hexyl- 156 C10H200 003208-32-0 38
4 Hexanoic acid, 3-oxo-, ethyl ester 158 C8H1403 003249-68-1 38
5 2-Furanmethanamine, tetrahydro- 101 CS5H11NO 004795-29-3 35

Abundance Scan 1196 (9.122 min): BF123644.D\data.ms (-1182) (-) m/z 71.00 100.00%

71.0
5000

129.0 8.80 9.00 9.20 9.40

Sepl bl w1842 3260 ./, 43,05  66.38%

miz--> 50 100 150 200 250 300
Abundance #48531: 2,2'-Isopropylidenebis(tetrahydrofuran)
71.0

5000
880900920940
m/z 41.05 37.50%

27.0 1250 1840
O T \ T “\ H \‘H\ “ \H \‘\ T ‘ T T \. ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #62268: Oxalic acid, neopentyl propyl ester
43.0

880900920940

o

105.0 145.0
ol bl | 150 e
miz--> 50 100 150 200 250 300
Abundance #28288: Tetrahydrofuran, 2-hexyl- R RREEE R
71.0 8.80 9.00 9.20 9.40

m/z 96.10  28.60%

5000

o3 \L iohe 127.0

m/z--> 100 150 200 250 300 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 E-11,13-Tetradecadien-1-o0l Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.710 17.44 ng 4847680  Acenaphthene-d10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-11,13-Tetradecadien-1-o0l 210 C14H260 1000131-00-3 91
2 1-Dodecene 168 C12H24 000112-41-4 91
3 Cyclopropane, nonyl- 168 C12H24 074663-85-7 91
4 4-Dodecene, (Z)- 168 C12H24 007206-27-1 90
5 2-Tetradecene, (E)- 196 C14H28 035953-54-9 90

Abundance Scan 1296 (9.710 min): BF123644.D\data.ms (-1293) (-) m/z 55.00 100.00%

- T LL/
‘ 9.50 10,00
140.1 : .
Ol ,“":_“1WH‘,H“_‘l?‘?_l‘H‘HZ‘?‘O‘? m/z 43.10  79.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69507: E-11,13-Tetradecadien-1-o
4110
9.0
5000 = e
97.0 9.50 10.00
m/z 41.05 75.35%
26.0
O\‘\\\\‘\\\ \\’\\\1“\\‘}\‘\“\\\’\1\5\4\.‘0\\]\_\8‘1\\0\\2‘\0\8\(\)\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36734: 1-Dodecene
43.0
== e
9.50 10.00
5000 m/z 56.00 72.76%
97.0
| | /1250 1680
(R e “ “m“‘l“"H,“““‘H““““H“‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36766: Cyclopropane, nonyl- = =
5. 9.50 10.00
m/z 57.05 57.67%
83.0
50001 59 g
1.0
o |70 1400 a6
: A e e e =L 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 t-Butylhydroquinone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.110 27.87 ng 7744420  Acenaphthene-die 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 t-Butylhydroquinone 166 C10H1402 001948-33-0 96
2 2',6'-Dihydroxy-3"'-methylacetoph... 166 C9H1003 029183-78-6 46
3 Ethanone, 1-[4-(methylthio)phenyl]- 166 C9H100S 001778-09-2 46
4 Ethanone, 1-(2-hydroxy-4-methoxy... 166 C9H1003 000552-41-0 46
5 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 46
Abundance Scan 1364 (10.110 min): BF123644.D\data.ms (-1360) (-  m/z 123.00 100.00%
128.0 151.1
5000
55.0 770 — ; ‘L
m “ ‘ M 10.00 10.50
O e Ml 0% Ly L B77.12001 o 951 95 87.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34797: t-Butylhydroquinone
128.0 151.0
5000 U ‘ A
10.00 10.50
770 m/z 166.10  42.88%
27.0 55.0
O \\\‘\\\\““\\HH\“\H\\‘\M“\\’\l‘\‘l‘\)‘\m\‘\“1\\\‘\\!\‘\‘\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35729: 2',6'-Dihydroxy-3'-methylacetophenone
151.0
—— —
10.00 10.50
5000 m/z 55.00 20.80%
oltso B0 IO A0 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35804: Ethanone, 1-[4-(methylthio)phenyl]- AJ\‘ = —=
151.0 10.00 10.50
m/z 41.05 20.05%
5000
45.0
123.0
79.0 ‘
oY SRR | SPANE PRSPUN AR ' ARSI B D SANOY. ——
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Dodecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.463 1649.92 ng 458539000 Acenaphthene-d10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 68
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43
5 Butanoic acid 88 C4H802 000107-92-6 35

Abundance Scan 1424 (10.463 min): BF123644.D\data.ms (-1366) (- m/z 73.05 100.00%
73.0

5000
129.1
e
e
ST L L 21312520 34l 6pge  99.13%
50

"~

0
m/z--> 100 150 200 250 300
Abundance #61120: Dodecanoic acid
60.0
5000 129.0 10,50
m/z 55.05 62.70%
| | 1
OL\S\d\ ‘\”‘H\“h““ 1‘“\ }h\“ g \‘ T l LN B
m/z--> 50 100 150 200 250 300
Abundance #50052: Undecanoic acid
60.0
—=
10.50
5000 m/Z 41.05 60.15%
129.0
186.0
m/z--> 50 100 150 200 250 300
Abundance #39474: n-Decanoic acid e
73.0 10.50
m/z 43.10 57.86%
129.0
5000
— ““u‘“““‘ 4 L e
m/z--> 50 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.221 20.00 ng 139713000 Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Undecanoic acid 186 C11H2202 000112-37-8 76
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 1553 (11.221 min): BF123644.D\data.ms (-1527) (- m/z 73.00 100.00%
i73.0
5000 129.1
185.2
— —
228.2 11.00 11.50
0 w‘“‘ Aol Ll T 2ma 855 1y ge.ee  95.01%
mlz--> 50 100 150 200 250 300 350
Abundance #84454: Tetradecanoic acid
73.0
5000{ 29 129.0 228.0 — A —
’ 11.00 11.50
185.0 m/z 55.05 68.51%
ol m WMLM‘ ‘HW\M‘\ ‘\““‘ e —
miz--> 50 100 150 200 250 300 350
Abundance #72643: Tridecanoic acid
73.0
== =
11.00 11.50
5000 129.0 m/z 57.05 66.68%
29. 171.0
m ‘ 2140
miz--> 50 100 150 200 250 300 350
Abundance #50051: Undecanoic acid = s
60.0 11.00 11.50
m/z 43.05 65.38%
5000
129.0
s ]
otsO by 1 ) L
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.010 12.25 ng 85541300 Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 25

Abundance Scan 1687 (12 010 min): BF123644.D\data.ms (-1669) (1 m/z 73.00 100.00%

]

;

5000
129.1
213.2 T
‘ ‘ 1711 ‘ 256.3 12.00
0 1 “h“ b L Ly L 12991 3851398, 0 6p 00 95.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
5000 129.0 T

12.00

171.0213.0256.0 m/z 43.10  80.39%

HH‘ \\h”\ ‘ﬂ
100 150 200 250 300 350 400

a1
o D
é =

O' \\\1\\\\\\\‘\\\\‘\\\\‘\\\\‘\
m/z-->
Abundance #84452: Tetradecanoic acid
73.0
T T \
12.00
5000 129.0 m/z 57.05  78.44%
185.0
29.C H 298.0
b L T
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid — :
3.0 12.00
m/z 55.05 75.10%
5000 129.0
29.¢
‘ ‘ 199.0242.0
ALY Y O J L
m/z--> 50 100 150 200 250 300 350 400 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 6-Octadecenoic acid, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.721 208.62 ng 106260000 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 98
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 97
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 97
4 6-Octadecenoic acid 282 C18H3402 1000336-66-8 96
5 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 96

Abundance Scan 1808 (12.721 min): BF123644.D\data.ms (-1786) (-  m/z 55.05 100.00%

55.0
5000

whmmm Pl 22222641 3252 389,

12.50 13.00
m— i SS5S L 8252 S5 m/z 69.10  68.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129348: 6-Octadecenoic acid, (2)-
55.0

%

5000
12.50 13.00

m/z 41.05 58.45%

I
oLt \‘ \!\u‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #129347: cis-13-Octadecenoic acid
55.0

12.50 13.00
m/z 83.05 56.40%

5000
\J \W \‘M 222.0%°1
oL um“\\mw ‘u‘\“h ; ‘_L‘H‘HH‘HH_
miz--> 50 100 150 200 250 300 350 400
Abundance #129357: trans-13-Octadecenoic acid == =
55.0 12.50 13.00
m/z 97.05 43.74%
) JM
264.0
ok i H‘\ \ ‘ ‘“h‘““‘i‘ \“MHM il ‘u o ‘2‘2‘2‘0‘ ‘ - R P M
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.774 44.67 ng 22751700 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1817 (12.774 min): BF123644.D\data.ms (-1812) (-] m/z 73.00 100.00%

5000 129.0

-

185.1 241.2 1 T
‘ 284.3 12.50 13.00
L

ol by L8273 ee.ee 99.54%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid

=
-

5000 129.0 e S
12.50 13.00
185.0 241.0 284.0 ITI/Z 43.10 93.52%
(O “ “1““‘\“‘1‘\“‘\ \‘\‘\ “‘\‘\‘\ \““\\\‘L\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #95854: Pentadecanoic acid
43.0
T —T
12.50 13.00
5000 m/z 57.05 92.36%
- 129.0 242.0
) 199.0
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid : :
6 12.50 13.00
m/z 55.00 79.01%
5000 129.0

171.0 213.0 256.0

m/z--> 50 100 150 200 250 300 350 12.50 13.00

a
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzoic acid, tetradecyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.933 9.50 ng 4836290 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 76
2 Benzoic acid, hexadecyl ester 346 C23H3802 1000340-22-9 72
3 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 59
4 Benzoic acid, tridecyl ester 304 C20H3202 1000340-22-6 58
5 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 52

Abundance Scan 1844 (12.933 min): BF123644.D\data.ms (-1841) (-  m/z 123.00 100.00%

123.0
43.0
5000
284.3 iSBd
o AL 1552 202 aamass s 105 0™ 61 7
mlz--> 50 100 150 200 250 300 350 400
Abundance #159931: Benzoic acid, tetradecyl ester
123.0
5000
13.00
77.0 m/z 43.05 66.25%
O “%’Hm\“h“‘\““\““\‘ \ T ‘ T \]\.9\6‘\0\ T ’ LI \‘3J\-§\O\ ‘ L ‘ T
m/z--> 100 150 200 250 300 350 400
Abundance #181530: Benzoic acid, hexadecyl ester
128.0
—r=
13.00
5000 m/z 55.00  44.33%
77.0
o229 LUl L | 1680 2240 a0
miz-> 50 100 150 200 250 300 350 400
Abundance #171090: Benzoic acid, pentadecyl ester =
123.0 13.00
m/z 41.05 39.54%
5000
77.0
299 ||
ou\%“‘m‘hw‘m‘m‘“‘1?"?9‘2‘109‘,“““3‘3?‘?””_‘ I
mlz--> 100 150 200 250 300 350 400 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44

Operator : JU/CG

Sample : M2081-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Oxiraneoctanoic acid, 3-oct... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.198 20.00 ng 4732130 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxiraneoctanoic acid, 3-octyl-, ... 410 C26H5003 000141-38-8 58
2 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 27
3 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 27
4 Methoxyacetic acid, 2-ethylhexyl... 202 C11H2203 1000282-41-4 27
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 27

Abundance Scan 2229 (15.198 min): BF123644.D\data.ms (-2225) (- m/z 57.00 100.00%
57.0

o T M\J\\M
121
T e
15.00 15.50
W “‘“ ““‘ by H\ L DO5L 8213 3994 ., s5.00  82.09%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl est
57.0
5000 — =
15.00 15.50
m/z 71.10 62.98%
‘H | 283.0327.0
0 \‘L “‘H‘M‘\H‘\ “‘i \1‘\”‘\““\‘ = \“ \‘\ T \“\ \“\ T \‘\ LI L A
m/z--> 50 100 150 200 250 300 350 400
Abundance #19216: Heptane, 5-ethyl-2-methyl-
43.0
T e
15.00 15.50
5000 m/z 43.05 50.67%
113.0
miz--> 50 100 150 200 250 300 350 400
Abundance #83034: Decane, 5,6-dipropyl- 7 —
57.0 15.00 15.50
m/z 197.10 47.50%
5000
112.0
o L a0 e L
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123644.D

Acqg On : 20 Apr 2021 15:44
Operator : JU/CG

Sample : M2081-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Butenal, 2-me... 3.416 2.4 ng 10954600 1 6.851 93064800 20.0
2,2"'-Isopropyli... 9.122 66.5 ng 18486100 3 9.898 5558330 20.0
E-11,13-Tetrade... 9.710 17.4 ng 4847680 3 9.898 5558330 20.0
t-Butylhydroqui... 10.110 27.9 ng 7744420 3 9.898 5558330 20.0
Dodecanoic acid 10.463 1649.9 ng 458539000 3 9.898 5558330 20.0
Tetradecanoic acid 11.221 20.0 ng 139713000 4 11.392 139713000 20.0
n-Hexadecanoic ... 12.010 12.3 ng 85541300 4 11.392 139713000 20.0
6-Octadecenoic ... 12.721 208.6 ng 106260000 5 14.033 10186800 20.0
Octadecanoic acid 12.774 44.7 ng 22751700 5 14.033 10186800 20.0
Benzoic acid, t... 12.933 9.5 ng 4836290 5 14.033 10186800 20.0
Oxiraneoctanoic... 15.198 20.0 ng 4732130 6 15.515 4732130 20.0
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