LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BGO49086.D

Acqg On : 24 Jun 2021 19:35
Operator : CG/JU

Sample 1 M2799-02

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-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49086.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.157 13 20 29 rBV2 127783 345480 11.65% 2.957%
2 3.239 29 34 42 rVB 67063 126576 4.27% 1.084%
3  4.767 290 294 300 rBV2 38909 60091 2.03% 0.514%
4 5.660 440 446 455 rVB 330930 548819 18.50% 4.698%
5 7.258 708 718 728 rBV 203452 366947 12.37%  3.141%
6 8.104 855 862 869 rVB2 116833 207900 7.01% 1.780%
7 9.221 1045 1052 1055 rBV3 30198 56722 1.91% 0.486%
8 9.273 1055 1061 1072 rVB 441866 829932 27.98% 7.104%
9 9.743 1136 1141 1146 rVB 31169 50374 1.70% 0.431%
10 10.172 1208 1214 1222 rVB5 16912 43019 1.45% 0.368%
11 10.319 1232 1239 1245 rBV2 45235 82679 2.79% 0.708%
12 10.924 1333 1342 1347 rBV 152424 300725 10.14% 2.574%
13 10.971 1347 1350 1357 rVV3 40907 73502 2.48% 0.629%

14 13.369 1751 1758 1766 rBV 1079940 1690411 56.99% 14.470%
15 14.743 1984 1992 1998 rBV 248916 399334 13.46%  3.418%

16 16.230 2238 2245 2257 rBV 991072 1595409 53.79% 13.657%
17 17.493 2450 2460 2468 rBV 329989 507846 17.12% 4.347%
18 18.375 2604 2610 2618 rBV 70003 112959 3.81% ©

19 19.638 2820 2825 2831 rBV2 51925 77447 2.61% 0.663%
20 20.102 2897 2904 2911 rVB 2203034 2966033 100.00% 25.390%

21 21.412 3124 3127 3135 rVB4 28707 44762 1.51% ©.383%
22 21.782 3183 3190 3196 rVB 331776 570630 19.24%  4.885%
23 25.096 3744 3754 3768 rBV 209108 624503 21.06% 5.346%

Sum of corrected areas: 11682100
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49086.D

Acqg On : 24 Jun 2021 19:35
Operator : CG/JU

Sample : M2799-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG049086.D\data.ms
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1500000
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500000 9.273
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Abundance TIC: BG049086.D\data.ms
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Abundance TIC: BG049086.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49086.D

Acqg On : 24 Jun 2021 19:35
Operator : CG/JU

Sample : M2799-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.239 12.18 ng 126576  1,4-Dichlorobenzene-d4 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 56
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 1-(2-Methoxyethoxy)-2-methyl-2-p. 162 C8H1803 1000364-24-4 9
5 1,3-Dioxolane, 2-(1- methylethyl)- 116 C6H1202 000822-83-3 9

Abundance  Scan 34 (3.239 min): BG049086.D\data.ms (-29) (-) m/z 73.05 100.00%

73.0
5000 431 /\
B e
881 134.3 3.20 3.40 3.60
Obrrprrrprrerprer il 3862l S8 1S myz 43.10 40.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L B B
55.0 320 3.40 3.60
m/z 87.15 28.83%
O H‘\\H‘\Hq“\‘\\\“‘\H\‘HH‘HH‘\1\\‘\?H’(\)\H‘HH‘HH’HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
e
41.0 320 3.40 3.60
5000 50.0 m/z 55.10  26.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #2051 1,3-Dioxolane, 2-methyl- O AR L
73.0 3.20 3.40 3.60
m/z 45.10 9.73%
5000 43.0
58.0
27.0 ‘
0 \H\ | 8$0

H‘\\H‘HH‘HH‘HH‘HH‘H\\‘HH‘\\H’HH‘HH‘HH’HH‘HH‘H T ‘ T T T ‘ L ‘ L \/

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49086.D

Acqg On : 24 Jun 2021 19:35
Operator : CG/JU

Sample : M2799-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Hexanol, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.767 5.78 ng 60091 1,4-Dichlorobenzene-d4 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 53
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 42
3 1-Cyclohexylethanol, methyl ether 142 C9H180 1000365-12-8 38
4 1-Chloro-2-ethoxyethane 108 C4HSC10 000628-34-2 38
5 Cyclooctanemethanol, .alpha.,.al... 170 C11H220 016624-06-9 38

Abundance Scan 294 (4.767 min): BG049086.D\data.ms (-290) (-) m/z 59.10 100.00%

59.1
5000
R E e
‘ 1071 5 4.40 4.60 4.80 5.00
oMbt b 2% 1y 43.10 53.59%
miz-> 50 100 150 200 250
Abundance #13725: 2-Hexanol, 2,3-dimethyl-
59.0
5000 L L BN B R AL B

4.40 4.60 4.80 5.00

‘U‘ m/z 41.20 17.59%
\‘\
l

27.0 ‘ 115.0
O T T M\‘ ‘} “\‘ \‘ T “ \“ T T ‘ T L ‘ T T ‘ L T
m/z--> 50 100 150 200 250
Abundance #4319: 3-Hydroxy-3-methyl-2-butanone
59.0 ﬂ
S RERRRE H‘mwm_

4.40 4.60 4.80 5.00

5000 m/z 107.10 11.90%
15.0
ol L a0
m/z--> 50 100 150 200 250
Abundance #20044: 1-Cyclohexylethanol, methyl ether ! Ramanw ‘ﬁ‘  Eamas ‘nu ‘ i
59.0 4.40 4.60 4.80 5.00

m/z 39.05 11.50%

5000
ol 27,0, . 98501270
T e T

m/z--> 50 100 150 200 250 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49086.D

Acqg On : 24 Jun 2021 19:35
Operator : CG/JU

Sample : M2799-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.221 5.46 ng 56722 1,4-Dichlorobenzene-d4 8.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 60
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 60
3 o-Cymene 134 C1eH14 000527-84-4 60
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 60
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 53
Abundance Scan 1052 (9.221 min): BG049086.D\data.ms (-1045) (-) m/z 119.20 100.00%
119.2
5000 91.1 j\/\
134.2
‘mwﬁmwﬂ\w”‘mwy
511 20 ‘ ‘ ‘ ‘ 8.80 9.00 9.20 9.40 9.60
oH‘HwH_m‘_w‘:h‘ﬁmW‘MHH‘,suH‘E‘Mu_‘HJW‘M,H m/z 117.20  54.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 r\‘”uu‘HH‘HH‘HH‘HN
010 134.0 8.80 9.00 9.20 9.40 9.60 .
: m/z 91.10 45.65%
65.0 ‘
O\\‘1\5\.\0‘\H‘\‘\ﬁ?"‘\ou\i‘\‘\H‘\‘i‘u‘\H“‘H\\‘H\\\‘iu‘i\‘waluu‘u‘u’u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 134.20 31.95%
91.0 134.0
39.0 65.0 ‘ ‘
O“‘1“5(‘0‘”“‘_m“mH;‘wm‘;‘:‘Hm1“"‘u,:u"‘:‘1‘1wmw_m,u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14806: 0-Cymene
119.0 8.80 9.00 9.20 9.40 9.60
m/z 115.10 23.13%
5000 91.0
134.0
39.0 65.0 ‘
2 Y OO W N 1 IO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49086.D

Acqg On : 24 Jun 2021 19:35
Operator : CG/JU

Sample : M2799-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.743 3.35 ng 50374 Naphthalene-d8 10.924

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 90
2 o-Cymene 134 C10H14 000527-84-4 90
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 90
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 90
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90

Abundance Scan 1141 (9.743 min): BG049086.D\data.ms (-1136) (-) m/z 119.20 100.00%
119.2

5000

134.2
91.1 O B4 : /‘\‘ \’”‘/\\
391 65.1 ‘ | 9.50 10.00
owwwH‘,mHpm,w‘;W‘um,!mmu,‘“J‘mew m/z 134.20  37.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
9.50 10.00
134.0 o
91.0 ‘ m/z 91.10 18.13%
0 15.0 4\1\-0 | 650 | n I \H !
\\‘H\\‘HH‘H\\’HH‘\H\’\\\\‘\H\‘H\\’\\H‘HH’HH‘HH‘HH‘H

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14812: o-Cymene
110.0 /\\A
AT

9.50 10.00
5000 m/z 117.10 13.32%
134.0
91.0
41.0 65.0
0 \\‘1\55\0‘\\m‘u\\‘,‘\\u‘Hm,m‘\\‘\u‘;“u\\,mu‘\‘1‘\\,u‘\‘\l\m‘u‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\

Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl- IR A
119.0 9.50 10.00

m/z 115.10  13.14%

5000
91.0 134.0
39.0 65.0 ‘ ‘ J\
15.0 e o, A" (AT I

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49086.D

Acqg On : 24 Jun 2021 19:35

Operator : CG/JU

Sample : M2799-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST11.L
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 Benzene, 1-methyl-4-(2-prop... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.172 2.86 ng 43019 Naphthalene-d8 10.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-4-(2-propenyl)- 132

2 3-Phenylbut-1-ene

132

3 Benzene, (1-methyl-1-propenyl)-,... 132

4 1-Phenyl-1-butene

132

5 Benzene, 1-methyl-2-(2-propenyl)- 132

C1leH12
C1leH12
C10H12
C1eH12
C1leH12

003333-13-9 87
000934-10-1 87
000768-00-3 83
000824-90-8 81
001587-04-8 80

Abundance Scan 1214 (10.172 min): BG049086.D\data.ms (-1208) (-  m/z 117.10 100.00%

117.1
5000
A\
39.1 | ‘ 386." 10 00 10 50
ob— Al 490 T 115.16  32.22%
mlz--> 50 100 150 200 250 300 350
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117.0
5000
10.00 10.50
m/z 132.05 29.89%
51.0
O\\‘\‘\““\‘M\““”\‘\"h\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #14033: 3-Phenylbut-1-ene
117.0
\‘r/\\
10.00 10.50
5000 ITI/Z 131.05 17.37%
39.0 ‘ ‘
o‘M;‘w“““mu“““m‘u_M,HH_MWH_M
miz--> 50 100 150 200 250 300 350 ﬂ
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- R Pt
117.0 10.00 10.50
m/z 91.05 14.15%
5000 J\M
51.0
m/z--> 50 100 150 200 250 300 350 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49086.D

Acqg On : 24 Jun 2021 19:35

Operator : CG/JU

Sample : M2799-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.319 5.50 ng 82679 Naphthalene-d8 10.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 87
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 81
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 72
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 72
5 Indan, 1-methyl- 132 C10H12 000767-58-8 64

Abundance Scan 1239 (10.319 min): BG049086.D\data.ms (-1232) (-  m/z 117.10 100.00%
1

11y

5000 AJ\
i —
391 771 ‘ ‘ . 10.00 10.50
bbb Ml 29901516 31.68%
miz--> 50 100 150 200 250 300
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
10.00 10.50
51.0 m/z 119.20  27.94%
01\5\0‘\ “\“ }‘H\‘\m‘\ﬁef‘\o‘\h“ ‘\ L L s Bt s e
miz--> 50 100 150 200 250 300
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-

117.0 A H\A ;’V\/\ AN Y

T [T

10.00 10.50
5000 ITI/Z 132.05 26.19%
51.0
ol bpi 880 I
miz--> 50 100 150 200 250 300
Abundance #14064: Benzene, (2-methyl-2-propenyl)- oy W —t
117.0 10.00 10.50
m/z 91.10 20.96%
5000
NI < V0 1 N "YWV P
m/z--> 50 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49086.D

Acqg On : 24 Jun 2021 19:35
Operator : CG/JU

Sample : M2799-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.375 4.45 ng 112959  Phenanthrene-die 17.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2610 (18.375 min): BG049086.D\data.ms (-2604) (- m/z 60.10 100.00%
60.1
5000 AA
‘ : : ‘/\MM‘M A‘M :
H ‘ 18.00 18.50
R m/z 43.15 87.41%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72643: Tridecanoic acid
e
43.0 730
5000 129.0 — ——
18.00 18.50
171.0 m/z 73.05 86.63%
R
Oj\-ﬁl‘()\‘}\\‘“‘\\”\“ \H\‘\‘H!\H““H‘M‘\‘\‘\\“\\}\“\\H‘\‘\H‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
it A
18.00 18.50
5000 129.0 m/Z 55.10 71.21%
1510185021&0 256.0
0 ww“:‘”
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95851: Pentadecanoic acid WMTA‘ —
43.0 ,73.0 18.00 18.50
m/z 57.10 65.85%
5000 129.0
199.0
s ) e T
015-OL L \‘ [ \\H Hu \H ‘\H mi ‘ | ‘ M/J\wa‘\/”\ - [\t

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49086.D

Acqg On : 24 Jun 2021 19:35

Operator : CG/JU

Sample : M2799-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pentadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19638 2.71ng 77447  Chrysene-di2 21.782
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C1sH3002 001002-84-2 83

2 Tetradecanoic acid
3 n-Hexadecanoic acid

228
256

C14H2802
C16H3202

4 Undecanoic acid 186 C11H2202
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S

Abundance Scan 2825 (19.638 min): BG049086.D\data.ms (-2820) (-

000544-63-8 68
000057-10-3 64
000112-37-8 55
1000309-12-7 38

m/z 73.10 100.00%

43.1 73.1
5000 129.2
241.3
185.2 284.. —— T
‘ ‘ 19.50 20.00
0! HMM\NMJNW‘JWV‘\M NM‘HH‘ w m/z 43.10 96.50%
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T LA
19.50 20.00
1990 2420 m/z 60.10 87.83%
oL— W ‘H‘M h“ \M Hhu\ M‘ u} “‘ ‘l‘eﬂ‘q“ ‘i S “\ R
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid
73.0
43.0 19.50 20.00
5000 m/z 41.10 82.68%
129.0
185.0 228.0
oL— “‘ \“J ‘u‘u‘ ‘HM“ ‘\‘H’L ;ML‘ iyl . ! “\‘ — ‘\‘ e
m/z--> 50 100 150 200 250
Abundance #107548: n-Hexadecanoic acid T —
43.0 73.0 19.50 20.00
m/z 55.10 80.78%
5000 256.0
129.0
L], 538
fo “‘ H‘M H“‘ n uh’L 1‘”“\”1 L ‘ “ “ “‘m‘ - | \‘ —— e
m/z--> 50 100 150 200 250 19.50 20.00

8270-BGO61121.M Fri Jun 25 12:48:58 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BGO49086.D

Acqg On : 24 Jun 2021 19:35
Operator : CG/JU

Sample : M2799-02

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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|
Butane, 2-metho... 3.239 12.2 ng 126576 1 8.104 207900 20.0
2-Hexanol, 2,3-... 4.767 5.8 ng 60091 1 8.104 207900 20.0
Benzene, 4-ethy... 9.221 5.5 ng 56722 1 8.104 207900 20.0
Benzene, 1-meth... 9.743 3.4 ng 50374 2 10.924 300725 20.0
Benzene, 1-meth... 10.172 2.9 ng 43019 2 10.924 300725 20.0
Benzene, 2-ethe... 10.319 5.5 ng 82679 2 10.924 300725 20.0
Tridecanoic acid 18.375 4.5 ng 112959 4 17.493 507846 20.0
Pentadecanoic acid 19.638 2.7 ng 77447 5 21.782 570630 20.0

8270-BG061121.M Fri Jun 25 12:48:58 2021
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