LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122403.D

Acqg On : 20 Nov 2020 15:05
Operator : JU/CG

Sample : L4809-03

Misc :

ALS vial : 7 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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122403.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 23 rVB 476165 654575  3.29% 1.201%
2 3.569 245 252 258 rBV 302868 485632 2.44% 0.891%
3  4.493 396 409 411 rBV 8667345 19878552 100.00% 36.464%
4 5.092 501 511 514 rBV 4035292 6514609 32.77% 11.950%
5 6.487 745 748 760 rBV 517405 523120 2.63% 0.960%

6 6.863 808 812 815 rBV 1598303 1230023 6.19%
7 7.181 862 866 870 rBV 328716 264210 1.33%
8 7.422 902 907 911 rBV 2522220 2488100 12.52%
9 8.151 1027 1031 1034 rBV 1838786 1608007 8.09%

9.228 1209 1214 1217 rBV 5471207 4799622 24.14%

oONDPON
U
o
A
R

11  9.910 1325 1330 1333 rBV 2131518 1955859  9.84%
12 11.398 1579 1583 1586 rBV 2269096 2074320 10.43%
13 11.927 1670 1673 1682 rBV3 145653 259760 1.31%
14 12.716 1803 1807 1821 rBV 310975 545997 2.75%
15 12.986 1849 1853 1857 rBV 5722813 5863415 29.50% 1@.

OrRr O WW
N
S
o
xR

16 13.904 2005 2009 2023 rVB2 351426 733117  3.69%
17 14.039 2028 2032 2036 rBV 2304286 2294384 11.54% 4.209%
18 15.521 2278 2284 2288 rBV 1877371 2341524 11.78% 4.295%

=Y
w
N
19
B

Sum of corrected areas: 54514826

8270-BF110920.M Wed Nov 25 17:37:01 2020 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Nov 2020 15:05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
BF122403.D

Ju/CaG
L4809-03

: 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF122403.D\data.ms
4.493

5.092

7.422

6.863

122 6.487

3.569 7.181

A

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF122403.D\data.ms

12.986
9.228

9.910 11.398

8.151

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

Time-->

TIC: BF122403.D\data.ms

14.039
15.521

13.90:

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122403.D

Acqg On : 20 Nov 2020 15:05
Operator : JU/CG

Sample : L4809-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.122 10.64 ng 654575 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 6 (2.122 min): BF122403.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
55.1 87.1
R R amamaREEs
‘ 2.202.302.402.50
\\\‘\\\\‘\\\\‘\\\\‘\\\\“‘}\‘\\‘\\\‘\“\\\\"\}\\’\\\\’\\\\ m/z 43.16 39.2800
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T[T T [TTITr[]
43.0 2.202.302.402.50
-~ 55.0 87.0 m/z 55.10 26.24%
29.0 ‘
\\\‘\\\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\\“\\\\"\}\\’\\\\’\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
73.0
ST
2.202.302.402.50
5000 m/z 87.10 26.22%
43.0
20 150 290 59.0 88.0
R AR o R e R
ml/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051 1,3-Dioxolane, 2-methyl- R RAREEaREREE RS
73.0 2.202.302.402.50
m/z 41.05 12.17%
5000 43.0
58.0
29.0 87‘-0
L Uy |
e e e e B ARAARENRER RS SS sy o
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.202.302.402.50

8270-BF110920.M Wed Nov 25 17:37:03 2020 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122403.D

Acqg On : 20 Nov 2020 15:05
Operator : JU/CG

Sample : L4809-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 4-Penten-2-one, 4-methyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.569 7.90 ng 485632 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 53
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 36
4 3,5-Hexadien-2-0l 98 C6H100 003280-51-1 9
5 2-Methyl-3-oxobutyronitrile 97 C5H7NO 004468-47-7 9
Abundance Scan 252 (3.569 min): BF122403.D\data.ms (-245) (-) m/z 43.00 100.00%
3.0
5000
A Rma AR
55.1 830 a1 3.20 3.40 3.60 3.80
Ll S7 67.0 - 9
R s o L R m/z 83.00 13.25%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000 L L N B L R I
3.20 3.40 3.60 3.80
m/z 39.10 10.30%
27.0 83.0
\\\‘\\\\‘\\\‘\"\\\\“‘\i\\‘5\?\.0\‘\§\7\.(‘)\\\\‘\‘\\\‘\%%le\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
e e
3.20 3.40 3.60 3.80
5000 m/z 55.10 6.50%
55.0
15.0 27.0
710 830 980
T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl- b A
43.0 3.20 3.40 3.60 3.80
m/z 41.05 4.79%
5000
27.0 55.0 98.0
L1 670 830
T e R e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122403.D

Acqg On : 20 Nov 2020 15:05
Operator : JU/CG

Sample : L4809-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.493 323.22 ng 19878600 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
Abundance Scan 409 (4.493 min): BF122403.D\data.ms (-396) (-) m/z 83.10 100.00%
55.0 83.1
5000
43.1 98.1
N EERREEEES R
4.20 4.40 4.60 4.80
\‘ Ll ‘ , 671 | 9
e e e m/z 55.05 87.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L B L B L LR BRI
430 98.0 4.20 4.40 4.60 4.80
29.0 o
m/z 98.10 37.11%
\\\‘\\\\‘\\‘\‘}‘\\\}i‘}\\\“\‘\1\‘\?\7\.‘0\\\\’\}\\’\\\\"\\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
N EERREEEES R
55.0 4.20 4.40 4.60 4.80
5000 43.0 m/z 43.10 36.61%
98.0
29.0
69.0
R R RmEa R RARES L SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404 2-Pentene, 3,4-dimethyl-, (E)- s AAARERESEE
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 27.98%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
H‘_ﬂu‘H1“‘H;U‘HH$EW‘HHM‘HpJ‘W‘HuW‘H G e -
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122403.D

Acqg On : 20 Nov 2020 15:05
Operator : JU/CG

Sample : L4809-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.092 105.93 ng 6514610 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 N,N'-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9

Abundance Scan 511 (5.092 min): BF122403.D\data.ms (-501) (-) m/z 43.05 100.00%

3.0
59.1
5000
101.1 A
| “ 831 4.80 5.00 5.20 5.40 .
e m/z 59.10 58.36%
miz-> 20 40 60 80 100 120 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B L B B
59.0 4.80 5.00 5.20 5.40
m/z 101.10  21.73%
15.0 101.0
\\\‘\‘\w‘\\“hi\\}‘\\\\8‘3\.9\\“‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
e RARRsmEEs R
4.80 5.00 5.20 5.40
5000 210 m/z 58.10 16.79%
126.0142.0
e e B imane e
miz--> 20 40 60 80 100 120 140
Abundance #3159: 5-Hexen-2-one ‘H“““‘ﬂm““‘,“u
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.42%
5000
27.0
e, 670 880 990
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122403.D

Acqg On : 20 Nov 2020 15:05
Operator : JU/CG

Sample : L4809-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

781 a3eng 264210 1,4-Dichlorobenzene-dd 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Cyclohexen-1-one, 3-methyl-
2 2-Cyclohexen-1-one, 6-(1l-hydroxy... 168
3 2-Cyclohexen-1-one, 3,5-dimethyl- 124

4 1H-Pyrazole, 1-methyl-
5 1H-Pyrazole, 3-methyl-

110

82
82

C7H100
C10H1602
C8H120
C4H6N2
C4H6N2

001193-18-6 91
087791-00-2 64
001123-09-7 64
000930-36-9 64
001453-58-3 64

Abundance Scan 866 (7.181 min): BF122403.D\data.ms (-862) (-) m/z 82.10 100.00%
82.1
5000
110.1
39.1
L 6.80 7.00 7.20 7.40 7.60
\‘\\\\‘ih\\‘u‘\]‘"\‘cp\\\H“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\7\.\()\ m/Z 110.10 37.1300
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5847: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 UL LR R R ]
540 110.0 6.80 7.00 7.20 7.40 7.60
m/z 39.10 29.25%
27.0
\‘\‘\\\‘i‘w\“\“\‘\‘\\\“‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
82.0 J
6.80 7.00 7.20 7.40 7.60
5000 43.0 110.0 m/z 54.10 28.97%
150.0
I A B B e Mmoo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10557: 2-Cyclohexen-1-one, 3,5-dimethyl-
82.0 6.80 7.00 7.20 7.40 7.60
m/z 53.10 9.26%
5000
39.0
L; 124.0 A /H
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122403.D

Acqg On : 20 Nov 2020 15:05
Operator : JU/CG

Sample : L4809-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.927 2.50 ng 259760  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1673 (11.927 min): BF122403.D\data.ms (-1670) (- m/z 73.00 100.00%

431 73.0
5000 _
. A AMy

EARRARRRLAL .
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107549: n-Hexadecanoic acid
60.0
97.0

5000 129.0 T
m ‘ 157018502130 256.0
H \\m\ \H .

m/z 59.95 82.54%

m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance
73.0
T
43.0 12.00
5000 ITI/Z 57.05 68.87%
129.0
1710 2140
150 101.0
T T T T T T T e e
m/z--> 20 40 60 80 100120 140160 180200 220 240260
Abundance #95855: Pentadecanoic acid T
43.0 73.0 12.00

m/z 55.10 68.58%

- T \mmdwankaWmm%”vvJL

e o
‘ H\ A ‘ H‘ ?H\ \‘M‘\ i ‘

m/z--> 20 40 60 80 100120140160 180200220240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122403.D

Acqg On : 20 Nov 2020 15:05
Operator : JU/CG

Sample : L4809-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.716 5.26 ng 545997  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70

Abundance Scan 1807 (12.716 min): BF122403.D\data.ms (-1803) (- m/z 43.10 100.00%
43.1 73.0

5000

m/z 73.00 93.15%

m/z--> 50 100 150 200 250
Abundance #131258: Octadecanoic acid
43.0 73.0
129.0

5000

1850 541 m/z 60.00  76.94%

284.C
: ‘\“ H‘M Il ‘M‘h} “\ o~ ‘\ ““ \‘ . “‘ o
m/z--> 50 100 150 200 250
Abundance
43.0 73.0

5000 256.0 m/z 57.10  73.53%
129.0
213.0
171.0
miz-> 50 100 150 200 250
Abundance #95855: Pentadecanoic acid —— ——
43.0 73.0 12.50 13.00

m/z 55.10 71.00%

5000 129.0
‘ HJ I

“ \\‘H“\ ;‘M‘\ il ‘\ ‘1¢;3-“0“ “‘ ‘ ‘\

m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122403.D

Acqg On : 20 Nov 2020 15:05
Operator : JU/CG

Sample : L4809-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.904 6.39 ng 733117 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 2009 (13.904 min): BF122403.D\data.ms (-2005) (- m/z 57.10 100.00%
57.1
97.1
5000
W
39.1 :
A | A JH\ W#‘ |4 1822216124822830 ./, 5519 95.35%
miz--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosano
55.0
97.0
5000 T
14.00
m/z 43.10  91.45%
39.0
]\-g\'dﬂ ‘\“ “‘ ‘\ ‘\ \‘ \‘H“ ‘H‘ \‘R;\ “} ‘h T %8\2-\0‘ \22\4\0\ ‘2\66\.0\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance
83.0
43.0
——
14.00
5000 m/z 83.10 85.91%
125.0
167.0 210.0 280.0
— e
m/z--> 50 100 150 200 250 300
Abundance #194133: Dichloroacetic acid, heptadecyl ester —
57.0 14.00
97.0 m/z 69.05 76.12%
- N\\J\\,/\_/\
39.0
‘2‘5‘1‘0“‘\“1‘\“ M | 13 . 1800 2330 2950 "
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122403.D

Acqg On : 20 Nov 2020 15:05
Operator : JU/CG

Sample : L4809-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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... 2.122 10.6 ng 654575 1 6.863 1230020 20.0
4-Penten-2-one,... 3.569 7.9 ng 485632 1 6.863 1230020 20.0
3-Penten-2-one,... 4.493 323.2 ng 19878600 1 6.863 1230020 20.0
2-Pentanone, 4-... 5.092 105.9 ng 6514610 1 6.863 1230020 20.0
2-Cyclohexen-1-... 7.181 4.3 ng 264210 1 6.863 1230020 20.0
n-Hexadecanoic ... 11.927 2.5 ng 259760 4 11.398 2074320 20.0
Octadecanoic acid 12.716 5.3 ng 545997 4 11.398 2074320 20.0
1-Heneicosanol 13.904 6.4 ng 733117 5 14.039 2294380 20.0
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