LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BGO50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS Vvial : 15 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50594.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.797 385 393 408 rBV 639587 1099770 40.77% 7.015%
2 7.401 658 666 678 rBvV 651213 1167718 43.29% 7.448%
3 8.258 801 812 823 rBV 191430 332550 12.33% @ 2.121%
4 9.428 1002 1011 1019 rBV 413745 777874 28.84%  4.961%
5 10.826 1243 1249 1259 rBV 120436 223748 8.29% 1.427%

6 11.079 1285 1292 1300 rVB 243211 451245 16.73%
7 13.499 1696 1704 1711 rVB 952419 1540603 57.11%
8 14.292 1834 1839 1842 rBV2 135500 209806  7.78%
9 14.381 1849 1854 1863 rBV3 166974 314092 11.64%
10 14.616 1888 1894 1898 rBV6 112686 248030 9.19%
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11 14.698 1904 1908 1914 rVB3 214852 346736 12.85%
12 14.839 1925 1932 1933 rBV5 141685 256374  9.50%
13 14.874 1934 1938 1944 rVB2 390028 656171 24.33%
14 15.362 2017 2021 2027 rBV6 141322 351352 13.03%
15 15.656 2067 2071 2076 rVB 358722 511189 18.95%

WNPRRN
=
o]
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16 16.361 2187 2191 2195 rBV3 576067 1025874 38.03% 6.543%
17 16.584 2224 2229 2233 rBV 1791993 2697496 100.00% 17.205%
18 20.227 2846 2849 2854 rVB 1689541 2243104 83.16% 14.307%
19 21.925 3133 3138 3144 rVB2 359458 620255 22.99%  3.956%
20 25.327 3709 3717 3732 rVB2 191133 604305 22.40%  3.854%

Sum of corrected areas: 15678292
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG050594.D\data.ms
1e+07

8000000
6000000
4000000

2000000

5.797 7.401
8.258 9.428 10.866079

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG050594.D\data.ms
1le+07

8000000

6000000

4000000

2000000
13.499

D = e S5

Time--> 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: BG050594.D\data.ms
1e+07

8000000
6000000
4000000
2000000
25.327

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG101421\
Data File : BG@50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.826 9.92 ng 223748 Naphthalene-d8 11.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 72
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1249 (10.826 min): BG050594.D\data.ms (-1243) (- m/z 44.95 100.00%

45.0
5000
75.0
101.0 10 50 11 00
0 m_m‘p‘lm‘!}m ‘1“‘_“”_”“‘1‘31‘9_” m/z 57.08  92.54%
miz--> 20 40 60 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
41.0 10 50 11 00
75.0 m/z 41.00 37.74%
100.0
O \]-\5\? T “ ‘\ \“ ‘1‘\ \‘!‘HH\ \‘1“\ ‘ \“f“\ T }‘\ \1\1\6 ‘0\1\3\2 \O‘ L
miz-> 40 60 80 100 120 140
Abundance #10089. Ethylene glycol monoisobutyl ether
57.0
lO 50 11 00
5000 ITI/Z 75.00 20.06%
41.0
75.0
“1‘8“0““& Ayl 2000
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — ——
45.0 10.50 11.00
m/z 56.00 15.20%
5000
89.0
29.0
73
ool e |y 80 suag
m/z--> 20 40 60 80 100 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.293 6.39 ng 209806  Acenaphthene-die 14.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 72
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 45
3 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27
4 2,6-Dodecadiene, 2,6-dimethyl- 194 C14H26 1000164-67-6 27
5 2-Anthracenamine 193 C14H11N 000613-13-8 27
Abundance Scan 1839 (14.292 min): BG050594.D\data.ms (-1834) (-  m/z 193.10 100.00%
198.1
41.0 69.0
5000 123.1
\

°

\ H‘ | oo a4so
wHuu‘wH‘:MJ“M‘\w‘_HMm‘Huw‘swwm_m_‘ m/z 69.00 70.28%
miz--> 20 40 60 80 100120140 160180 200220240 260280

Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
193.0

o

69.0 123.0
41.0

L

5000
14.00 14.50

m/z 41.00 64.92%

°

\‘ \‘ \‘ ‘H i u“\ A ‘;L52-0

\‘\\\\i‘\H‘\“MH‘HH‘HH‘\HHHH‘\H\‘HH‘\\H‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe

o

5

Abundance #170954: Butan-2-one, 1-[3-(3,3-dimethyl-2-oxo-butylider
193.0 14.00 14.50
m/z 55.00 46.59%

123.0 193.0
41.0 m/124.0083 00 14.22 94%
5000 83.0 M * o
o 1650
m/z--> 20 40 60 80 100120140160180200220240260280

°

5000 137.0
57.0

0 \ ‘ 108.0 | 1550 | 221.0249.0278.C
R Sntad wi Al s

m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 3',5'-Dimethoxyacetophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.381 9.57 ng 314092  Acenaphthene-d10 14.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3',5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 83
2 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 64
3 Benzenethiol, 4-(1,1-dimethyleth... 180 C11H16S 015570-10-2 52
4 Ethanone, 1-(3,4-dimethoxyphenyl)- 180 C10H1203 001131-62-0 49
5 2',4'-Dimethoxyacetophenone 180 C10H1203 000829-20-9 49

Abundance Scan 1854 (14.381 min): BG050594.D\data.ms (-1849) (-  m/z 57.00 100.00%

57.0
165.0
5000
137.0
91.0 — e
‘ | ‘ ‘ ngs 2211 14.00 14.50
P — . MH‘HWu““““‘\‘1‘”‘\”“\ e MJmmwm‘w,‘ m/z 165.00  76.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54308: 3',5'-Dimethoxyacetophenone
165.0
5000 = s
137.0 14.00 14.50
430 770 1070 m/z 43.00 50.18%
150 ‘\\\ \‘m\ “ by L
O\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54688: 3-tert-Butyl-4-hydroxyanisole
165.0
137.0 _ —
14.00 14.50
5000 m/z 41.00  49.82%
91.0
53.0
o . N P PR A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54825: Benzenethiol, 4-(1,1-dimethylethyl)-2-methyl- P ——
165.0 14.00 14.50
m/z 180.10 43.46%
5000
137.0
41.0 91.0 ‘
o S T gty L ke
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl4.616 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.616 7.56 ng 248030  Acenaphthene-die 14.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 35
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 22
3 7-Pentadecyne 208 C15H28 022089-89-0 22
4 Cyclohexane, 1,1'-ethylidenebis- 194 C14H26 002319-61-1 18
5 3-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-8 18

Abundance Scan 1894 (14.616 min): BG050594.D\data.ms (-1888) (- m/z 69.00 100.00%

410|690
5000
—— ——
14.50 15.00
0! m/z 55.00 94.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31084: 6-Octenal, 3,7-dimethyl-, (R)-
41.0 69.0
5000 95.0 — —
14.50 15.00
121.0 m/z 41.00 84.83%
154.0
O:\L?\.‘O\‘}‘\\ TTTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
41.0 _— _—
14.50 15.00
5000 ITI/Z 97.00 58.75%
126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85355: 7-Pentadecyne T ——
67.0 14.50 15.00
95.0 m/z 95.00 56.47%
41.0
5000
123.0
‘ ‘ 1650 2080
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl4.698 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.698 10.57 ng 346736  Acenaphthene-d10 14.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 30
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 25
3 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-49-3 22
4 4-Hexen-3-one, 4,5-dimethyl- 126 C8H140 017325-90-5 22
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 22

Abundance Scan 1908 (14.698 min): BG050594.D\data.ms (- 1904) - m/z 69.00 100.00%
198.

41.0 69.0
97.0
5000 1231
1450 1500
152.1 :
0 u‘;““”MHM“!H‘H‘ u“””u“‘u“‘“‘1“‘_12”2‘0} m/z 193.20  98.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
69.0
5000 1
14.50 15.00
m/z 41.00 89.37%
138 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19564: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.alf
41.0
e e
67.0 95.0 14.50 15.00
5000 ITI/Z 55.00 81.07%
‘ ‘ 123.0
0 m_m“‘m‘:!m HMmw“"wwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14495: Cyclohexanemethanol, 4-methyl-, trans- — ——
55.0 14.50 15.00
m/z 97.00 79.52%
5000
97.0
29.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Dodecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.362 10.71 ng 351352  Acenaphthene-d10 14.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 60
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 58
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 52
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 46
5 Tetradecane 198 C14H30 000629-59-4 46
Abundance Scan 2021 (15.362 min): BG050594.D\data.ms (-2017) (- m/z 57.00 100.00%
57.0
- M
70 1330
— ——
| ‘17‘3-12082 15.00 15.50
- allh L L2282 mjz 71.00  84.22%
miz--> 50 100 150 200 250 300
Abundance #59048: Dodecane, 2-methyl-
57.0
5000 — ——
15.00 15.50
99.0 141.0 m/z 43.00 81.89%
01\5.\q‘\ ‘\ “ ‘\ ‘H‘ \“h\ ““ \“‘ T ‘\ !“ ‘ T }8\4\.0‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
— ——
15.00 15.50
5000 m/z 55.00 52.86%
ol i 1330 1820 2240  207.0
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester — ——
57.0 15.00 15.50
m/z 85.10 51.98%
5000
7.0
okl | a0 gm0 a0 mer N
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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-[1-(4-Chlorobenzyl)-2-oxo... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.656 1558 ng 511189  Acenaphthene-die 14.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Fluorobenzoic acid, undec-10-e... 292 C18H25F02
-Fluorobenzoic acid, 3-tridecyl... 322 C20H31F02
enzene, 1,4-dimethoxy- 138 C8H1002

-Fluorobenzoic acid, oct-3-en-2... 250 C15H19F02

uih wNnR
N DA Z

Abundance Scan 2071 (15.656 min): BG050594.D\data.ms (-2067) (-
123.1

-[1-(4-Chlorobenzyl)-2-oxoazepa... 374 C20H20C1FN202 1000481-70-9 50

1000279-02-8 47
1000280-67-9 47
000150-78-7 46
1000299-16-5 43

m/z 123.05 100.00%

28.
69.0
5000
207.2
— —
“ ‘1651 ‘ 15.50 16.00
0. g d i3t Ll m/z 69.00 51.58%
mlz--> 50 100 150 200 250 300 350
Abundance #282820: N-[1-(4-Chlorobenzyl)-2-oxoazepan-3-yl]-4-fluo
128.0
5000 — —
15.50 16.00
207.0 m/z 55.00 50.90%
410 @9 | 1660 | 2510 a0 37ac
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance  #189284: 4-Fluorobenzoic acid, undec-10-enyl ester
128.0
— —
15.50 16.00
5000 41.0 ITI/Z 41.00 46.49%
FZ
miz--> 50 100 150 200 250 300 350
Abundance #227122: 4-Fluorobenzoic acid, 3-tridecyl ester — —
123.0 15.50 16.00
m/z 81.00 44 .33%
5000| 4, W
T
ok ild Ly 1 I
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2,6,10-Trimethyltridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.584 20.00 ng 2697500  Phenanthrene-die 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Tridecane, 5-propyl- 226 Cl6H34 055045-11-9 86
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 80

Abundance Scan 2229 (16.584 min): BG050594.D\data.ms (-2224) (-  m/z 57.05 100.00%
57.0

5000 JM
P |
113.1
16.50
183.1
[ — uth‘,“mH‘!“,w‘l‘?“"“l‘H,H“%‘1?",‘1”2““‘4”2‘_”” m/z 71.85 85.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 — :
16.50
m/z 43.10 68.75%
113.0
0 2?'0 h\ \‘\ | \‘ H [L54. 01830 226.0
H‘HH‘HH‘H\\’\\H‘\H\’\H\‘\H\‘H\\’HH‘\H\’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T \
16.50
5000 ITI/Z 41.00 35.40%
D20 L1 eme o WJW
HwwHH‘H","H"m,‘H“ww‘,HH_m,wwwuw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl- —— ‘
57.0 16.50
m/z 85.10 31.19%
h b\ﬂjtw/\/\ﬂ/
NI/ B LYY L -
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BGO50594.D

Acqg On : 14 Oct 2021 19:15
Operator : CG/JU

Sample : M4193-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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|
Ethanol, 2-(2-b... 10.826 9.9 ng 223748 2 11.079 451245 20.0
1H-Indene, octa... 14.293 6.4 ng 209806 3 14.874 656171 20.0
3',5"'-Dimethoxy... 14.381 9.6 ng 314092 3 14.874 656171 20.0
unknownl14.616 14.616 7.6 ng 248030 3 14.874 656171 20.0
unknownl14.698 14.698 10.6 ng 346736 3 14.874 656171 20.0
Dodecane, 2-met... 15.362 10.7 ng 351352 3 14.874 656171 20.0
N-[1-(4-Chlorob... 15.656 15.6 ng 511189 3 14.874 656171 20.0
2,6,10-Trimethy... 16.584 20.0 ng 2697500 4 17.630 2697500 20.0
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