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LSC Report - Integrated Chrom

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39286.D

Acqg On : 03 Apr 2023 19:27
Operator : CG/JU

Sample : 02140-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
BM@39286.D

: 03 Apr 2023 19:27
: CG/JU
: 02140-06

: 15 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number

1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.005 17.12 ng 1050030 1,4-Dichlorobenzene-d4 7.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Formamide, N,N-diethyl- 101 C5H11INO 000617-84-5 9
Abundance Scan 292 (5.005 min): BM039286.D\data.ms (-285) (-) m/z 43.00 100.00%
43.0
5000 A
101.0 e
| ‘ 4.60 4.80 5.00 5.20 5.40
ol o Wl 1470 1929 2804 /7 58.95  59.61%
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O T T \‘ ‘\h ‘ \ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Do
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\H | 126.0
0 “J‘M —— P P
m/z--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate _“‘_“‘_“‘_“‘_‘
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39286.D

Acqg On : 03 Apr 2023 19:27
Operator : CG/JU

Sample : 02140-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 2 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.921 2.67 ng 267133  Acenaphthene-di1e 14.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47

Abundance Scan 2148 (15.921 min): BM039286.D\data.ms (-2141) (- | m/z 105.00 100.00%
1

05.0
77.0
5000 182.0
16.00
39.0 152.0 . :
bbb e 2200 28 m/z 76,95 67.77%
m/z--> 20 40 60 80 100120140160180200220240260280
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5000 7T
16.00
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0 270 ol I 15\20 Il
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0,‘H‘_JH“‘N\H‘qJMW‘H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30107: Benzenecarbothioic acid, S-methyl ester 7
105.0 16.00

m/z 181.00 8.69%

77.0
5000

Ottt e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 16.00

8270-BM@32923.M Tue Apr 04 12:35:03 2023

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39286.D

Acqg On : 03 Apr 2023 19:27
Operator : CG/JU

Sample : 02140-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

TIC Library : C:

\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 3 n-Hexadecanoic acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.204 4.58 ng 537900  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid 284 (C18H3602 000057-11-4 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2536 (18.204 min): BM039286.D\data.ms (-2531) (-
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Data Path : Z:\
Data File : BM@

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM040323\
39286.D

Acqg On : 03 Apr 2023 19:27
Operator : CG/JU

Sample : 02140-06

Misc :
ALS vial : 15

Quant Method :
Quant Title

TIC Library
TIC Integration

Sample Multiplier: 1

: C:\Database\NIST20.L

Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 4

R.T. EstC

21.198 3.08

Hit# of 5

5-Octadecene, (E)-

Concentration Rank 3

onc Area Relative to ISTD R.T.
"""""""" ne 39690 Chrysene-dlz  21.492

Tentative ID MW MolForm CAS# Qual
"""""""" L (E)- 252 cisMss  007206-21-5 95

1 5-Octadecene
2 1-Heptacosan
3 Dichloroacet
4 Cyclohexadec
5 Cyclopentade

Abundance Scan 30
7.0

ol 396 C27H560 002004-39-9 94
ic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
ane 224 C16H32 000295-65-8 93

cane 210 C15H30

45 (21.198 min): BM039286.D\data.ms (-3041) (-

111.1

207.0
281.0
L - 10 360 4610

100 150 200 250 300 350 400 450 500
#138523: 5-Octadecene, (E)-

111.0

\‘\ | | ” L ‘\ | .168.0 252.0

100 150 200 250 300 350 400 450 500
#299848: 1-Heptacosano

111.0

I 1‘| |167:0222.0278.0  378.0
T RS WSO -

100 150 200 250 300 350 400 450 500
5003: Dichloroacetic acid, heptadecyl ester

111.0

1‘\ | “\ ,168.0 238.0 595 9

000295-48-7 93
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-
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04— H
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ol { ]
m/z--> 50
Abundance #27
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0 I“H‘ i “\L.‘
m/z--> 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39286.D

Acqg On : 03 Apr 2023 19:27
Operator : CG/JU

Sample : 02140-06

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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|
2-Pentanone, 4-... 5.005 17.1 ng 1050030 1 7.910 1226670 20.0
Benzophenone 15.921 2.7 ng 267133 3 14.563 2001730 20.0
n-Hexadecanoic ... 18.204 4.6 ng 537900 4 17.310 2350640 20.0
5-Octadecene, (E)- 21.198 3.1 ng 396900 5 21.492 2573330 20.0
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