LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019835.D

Acqg On : 22 Feb 2024 21:12

Operator : MA/JU

Sample : P1521-04

Misc . CG-MW-17-CH3

ALS Vvial : 20 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_ P\Methods\8270E-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19835.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.893 284 307 312 rVW 173862 738557 1.80% 1.024%
2 5.016 316 328 345 rVB2 182292 437949 1.07% 0.607%
3 5.475 399 406 412 rBvV 725951 1342302 3.27% 1.861%
4 7.069 670 677 693 rVB2 465835 954567  2.33%  1.323%
5 7.893 810 817 825 rBV 278329 456090 1.11% 0.632%
6 8.728 941 959 963 rBV 14216348 41017200 100.00% 56.862%
7 9.075 1011 1018 1026 rBV 844583 1529293 3.73% 2.120%
8 9.263 1035 1050 1055 rBV 289461 875059  2.13%  1.213%
9 10.134 1191 1198 1207 rBV 1517787 2471392 6.03% 3.426%
10 10.693 1286 1293 1298 rBV 354630 628525 1.53% 0.871%
11 11.298 1386 1396 1403 rBV 279350 657108 1.60% 0.911%
12 12.575 1595 1613 1623 rBV 860156 2416498 5.89% 3.350%
13 13.157 1705 1712 1721 rBV 2476951 3716514 9.06% 5.152%
14 14.528 1939 1945 1953 rBV2 580019 979494  2.39%  1.358%
15 16.028 2193 2200 2210 rBV 2083047 3188814 7.77% 4.421%
16 17.286 2406 2414 2421 rBV 741183 1162781 2.83% 1.612%
17 18.192 2562 2568 2576 rBV 755768 1056188 2.57% 1.464%
18 19.316 2755 2759 2770 rVV2 199463 538593 1.31% 0.747%
19 19.422 2773 2777 2785 rVB3 305326 424572 1.04% 0.589%
20 19.857 2846 2851 2861 rVV 4158722 5119858 12.48% 7.098%

21 21.386 3106 3111 3118 rBV 913624 1218456 2.97% 1.689%
22 23.810 3517 3523 3532 rVB 573929 1204719 2.94% 1.670%

Sum of corrected areas: 72134529
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Feb 2024 21:12
: MA/JU
. P1521-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
BP019835.D

CG-MW-17-CH3

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BP019835.D\data.ms
8.728

10.134
5.475 9.075
7.069 10.693
@4%&6 7.893 L\4J\Si./2\63 11.298

Time-->

A
LB L I B B Y A B R L L L L L

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BP019835.D\data.ms

19.857

13157 16.028

12,575 14528 17.286 18.192 148792

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

Time-->

TIC: BP019835.D\data.ms

21.386 23.810

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019835.D

Acqg On : 22 Feb 2024 21:12
Operator : MA/JU

Sample : P1521-04

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

CG-MW-17-CH3

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butanoic acid, 3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.893 32.39 ng 738557 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
2 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 50
3 Formic acid hydrazide 60 CH4AN20 000624-84-0 47
4 1-Hexanamine 101 C6H15N 000111-26-2 9
5 Pentanoic acid 102 C5H1002 000109-52-4 9

Abundance Scan 307 (4.893 min): BP019835.D\data.ms (-284) (-) m/z 60.00 100.00%

60.0

>

5000
SRS N A —
“‘ 4.60 4.80 5.00 5.20
Ot} [ 1351 221.0281.0 3553 45915247 m/z 41.05 39.13%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 LU L L B B B
4.60 4.80 5.00 5.20
m/z 43.05 37.38%
O‘\\hf‘f"“1\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #11075: Butanoic acid, 4-chloro-
60.0
ST T
4.60 4.80 5.00 5.20
5000 ITI/Z 39.05 26.06%
om“‘mﬂ,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #352: Formic acid hydrazide e ARARSRE S
60.0 4.60 4.80 5.00 5.20
m/z 86.95 26.00%
o o a meSTIN A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP©19835.D

Acqg On : 22 Feb 2024 21:12

Operator : MA/JU

Sample : P1521-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

CG-MW-17-CH3

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butanoic acid, 2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

5.016 19.20 ng 437949  1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 47
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 43
3 Methyl isovalerate 116 C6H1202 000556-24-1 38
4 Dodecanoic acid, 2-methyl- 214 C13H2602 002874-74-0 32
5 3-Heptanol, 5-methyl- 130 C8H180 018720-65-5 25
Abundance Scan 328 (5.016 min): BP019835.D\data.ms (-316) (-) m/z 43.00 100.00%

43.0
5000
101.1

4.60 4.80 5.00 5.20 5.40

0 _m’,ﬂ‘ﬂ Ay 161522102873 3548 44815133 = m/z 73.95 86.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl-
74.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
4.60 4.80 5.00 5.20 5.40
m/z 59.00 69.03%
15"1“\‘
O‘\‘\\"1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4850: Butanoic acid, methyl ester
43.0
T
4.60 4.80 5.00 5.20 5.40
5000 m/z 41.05 45.74%
il
ey A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9172: Methyl isovalerate T T
74.0 4.60 4.80 5.00 5.20 5.40
m/z 57.05 40.35%
5000 J\
150 A
O e e e JNSZ W W

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019835.D

Acqg On : 22 Feb 2024 21:12

Operator : MA/JU

Sample : P1521-04

Misc CG-MW-17-CH3

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Hexanoic acid, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.263 38.37 ng 875059  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 50
3 Methyl-4-deoxy-2,3-di-O-methyl.b... 218 C9H1406 1000312-09-9 47
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 45
5 Butyl mannoside, tetramethyl ether 292 C14H2806 1000501-84-1 40

Abundance Scan 1050 (9.263 min): BP019835.D\data.ms (-1035) (-) m/z 73.00 100.00%

73.0
5000

H ‘ 9.00 9.20 9.40 9.60
| | 1B0.9 207.0268.0326.9  428.0488.1548.( 88.05  76.26%

O‘W‘,‘m‘mwm_m‘mWm‘mwm‘uu‘mw m/z
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 L L B B R L I
29. 9.00 9.20 9.40 9.60

m/z 41.10 30.43%

‘\\\MJ\J}\J\[\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9193: Acetic acid, diethyl-
88.0

o

9609‘209‘409%0
50001 27. m/z 57.05 25.05%
0 vH M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #97181: Methyl-4-deoxy-2,3-di-O-methyl.beta.|-threo-hex T T T T R R
88.0 9.00 9.20 9.40 9.60

m/z 86.95 23.22%

) /\L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019835.D

Acqg On : 22 Feb 2024 21:12

Operator : MA/JU

Sample : P1521-04

Misc . CG-MW-17-CH3

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Phenol, 4-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.134 78.64 ng 2471390  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-ethyl- 122 C8H100 000123-07-9 93
2 Phenol, 2-ethyl- 122 C8H100 000090-00-6 91
3 Phenol, 3-ethyl- 122 C8H100 000620-17-7 91
4 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 78
5 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 64

Abundance Scan 1198 (10.134 min): BP019835.D\data.ms (-1191) (- m/z 107.05 100.00%
1

10y.
5000
T

‘ —
390 10.00 10.50
et d) 2070 282.9 354.04152475.1535.1  m/z 122.05  28.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11306: Phenol, 4-ethyl-
107.0

5000 as —
10.00 10.50
m/z 77.00  22.10%

39.0
M‘“MMJ“W“H\‘H‘IH"\H“M“w“H\‘H‘\‘H‘\H“M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11293: Phenol, 2-ethyl-
107.0

= —
10.00 10.50

o

o

5000 m/z 108.05 7.67%
39.0 l
0‘HHMMJJﬁH“_“w‘H“H“_‘H“H“H“_‘H“H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11301: Phenol, 3-ethyl- —p— —
107.0 10.00 10.50

m/z 91.05 6.46%

5000
39.0
0 \lnunu‘ :

— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019835.D

Acqg On : 22 Feb 2024 21:12

Operator : MA/JU

Sample : P1521-04

Misc . CG-MW-17-CH3

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 5 Benzeneacetic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.298 20.91 ng 657108 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 83
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 59
4 3-0x0-4-phenylbutyronitrile 159 C1OH9NO 019212-27-2 53
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 53
Abundance Scan 1396 (11.298 min): BP019835.D\data.ms (-1386) (- m/z 91.05 100.00%
91.0
5000 /L‘N
— =
’ L 11.00 11.50
ol lud150:2200,0267.0325.7386.4445.1505.1  ;m/z 136.05  26.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18692: Benzeneacetic acid
91.0
5000 r—— —
11.00 11.50
m/z 92.00 19.61%
O‘?7;9?\“’\‘1"\1\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55633: Propanedioic acid, phenyl-
91.0
— =
11.00 11.50
5000 m/z 65.00 17.96%
0l280 | | 1800
et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18697: Benzoic acid, 4-methyl- = =
91.0 11.00 11.50
m/z 62.95 8.04%
5000
0‘?nﬁwh‘m‘u‘H‘w‘H‘_‘H‘H‘W‘H‘MH‘_‘H‘H‘W‘ o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019835.D

Acqg On : 22 Feb 2024 21:12

Operator : MA/JU

Sample : P1521-04

Misc . CG-MW-17-CH3

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Hydrocinnamic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.575 76.89 ng 2416500  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 CSH1e02 000501-52-0 96
2 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3 1000129-40-0 86
3 Benzeneacetic acid, 2-phenylethy... 240 C16H1602 000102-20-5 47
4 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 46
5 Benzene, (2-nitroethyl)- 151 C8H9NO2 006125-24-2 43

Abundance Scan 1613 (12.575 min): BP019835.D\data.ms (-1595) (- m/z 91.10 100.00%
91.1

>

5000
150.0
1 T
’ \ 12.50
obrb Ll 1} 20912740 3551 4381 5210 ./, 104.65 56.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28265: Hydrocinnamic acid
91.0
5000 —— ‘
150.0 12.50
m/z 150.00  29.88%
O‘\Z\.P"lwdw'h‘"\HM‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #141883: 4-Nitrosophenyl-.beta.-phenylpropionate
91.0
U T
12.50
5000 ITI/Z 76.95 19.83%
150.0

A ’\‘ J,‘\ 255.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #123811: Benzeneacetic acid, 2-phenylethyl ester —— ‘
104.0 12.50

m/z 105.05 17.69%

o

o

5000

39.0
0 b 165.0
T T T [ T T T T T T T -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019835.D

Acqg On : 22 Feb 2024 21:12

Operator : MA/JU

Sample : P1521-04

Misc . CG-MW-17-CH3

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.192 18.17 ng 1056190  Phenanthrene-d10 17.286
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2568 (18.192 min): BP019835.D\data.ms (-2562) (- m/z 73.00 100.00%

73.0
5000
213.2
.

=
‘ ‘H l ‘ ? 18.00 18.50
0l “‘MW LLL 281.0342.9401.04586 5349  n/; 43.05 72.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 e i
18.00 18.50
‘ 157.0 m/z 60.00 71.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
—— —
18.00 18.50
5000 ITI/Z 55.10 64.03%
L 228.0
Ok m'“ﬁ““ S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid T —
73.0 18.00 18.50
m/z 41.10 63.22%
5000
ollliasto ],
ol5.00 13390, | ‘ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019835.D

Acqg On : 22 Feb 2024 21:12

Operator : MA/JU

Sample : P1521-04

Misc CG-MW-17-CH3

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 6-Octadecenoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.316 9.26 ng 538593  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 70
2 Oleic Acid 282 C18H3402 000112-80-1 70
3 1-Tetradecene 196 C14H28 001120-36-1 55
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 50
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 46
Abundance Scan 2759 (19.316 min): BP019835.D\data.ms (-2755) (- m/z 43.10 100.00%
43.1
5000
1.0
— —
199.1 264.1 19.00 19.50
0l \H“‘ "ﬂh “J"‘\W‘h v 340‘ - 4292 5042 47 55.10  94.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176211: 6-Octadecenoic acid
55.0
5000 264.0 — ——
19.00 19.50
3.0 m/z 71.10  86.56%
O‘\\\\‘L‘ \lih\“‘ﬂl\l':\l-?\“ '\(m\\i\l]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid
55.0
— —
19.00 19.50
5000 m/z 69.05 79.38%
' ‘ 264.0
o‘H‘“‘L‘H‘s'!‘“m'"““{hm ke “““,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71723: 1-Tetradecene “ —
43.0 19.00 19.50
m/z 41.10 78.84%
h “J/\LJ
il M
ow‘HH‘HH_m,‘m,u‘wH_Wwwww — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP©19835.D

Acqg On : 22 Feb 2024 21:12

Operator : MA/JU

Sample : P1521-04

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

CG-MW-17-CH3

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.422 6.97 ng 424572  Chrysene-d12 21.386
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 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2777 (19.422 min): BP019835.D\data.ms (-2773) (-
73.0

m/z 73.00 100.00%

r

5000
241.2
“ 169.1 l 19.50
owwu me\m js1a.2 408947485332 4310 g0.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 —
185.0 19.50
‘} m/z 55.10 79.31%
()III \L““l\h\!‘\\\l\\‘\l\‘l\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid
73.0
——
19.50
5000 ITI/Z 60.00 71.35%

199.0

05£“M$$P\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #109279: Tetradecanoic acid
73.0 19.50
m/z 57.05 70.01%
5000
185.0
A T o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019835.D

Acqg On : 22 Feb 2024 21:12

Operator : MA/JU

Sample : P1521-04

Misc . CG-MW-17-CH3

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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|
Butanoic acid, ... 4.893 32.4 ng 738557 1 7.893 456090 20.0
Butanoic acid, ... 5.016 19.2 ng 437949 1 7.893 456090 20.0
Hexanoic acid, ... 9.263 38.4 ng 875059 1 7.893 456090 20.0
Phenol, 4-ethyl- 10.134 78.6 ng 2471390 2 10.693 628525 20.0
Benzeneacetic acid 11.298 20.9 ng 657108 2 10.693 628525 20.0
Hydrocinnamic acid 12.575 76.9 ng 2416500 2 10.693 628525 20.0
n-Hexadecanoic ... 18.192 18.2 ng 1056190 4 17.286 1162780 20.0
6-Octadecenoic ... 19.316 9.3 ng 538593 4 17.286 1162780 20.0
Octadecanoic acid 19.422 7.0 ng 424572 5 21.386 1218460 20.0
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