LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33402.D

Acqg On : 10 Dec 2021 19:50
Operator : CG/JU

Sample : M4965-31

Misc :

ALS Vvial : 13  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 M\Methods\8270-BM120821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33402.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.490 377 383 389 rBV 1228414 1797936 2.73% 1.391%
2 7.078 646 653 669 rVB 1461886 2358248 3.58% 1.824%
3 9.066 984 991 998 rBV 913628 1513631 2.30% 1.171%
4 10.701 1263 1269 1275 rVB 420764 731456 1.11% 0.566%
5 13.154 1677 1686 1698 rBV 1984758 3051862 4.63% 2.361%
6 14.530 1909 1920 1923 rBV 578482 950796 1.44% 0.736%
7 14.577 1923 1928 1949 rVB 3701739 5015687 7.62% 3.880%
8 16.013 2167 2172 2178 rVB 1068985 1535686 2.33% 1.188%
9 17.265 2380 2385 2390 rBV 728816 1153766 1.75% 0.893%

10 18.859 2647 2656 2660 rBV2 29206803 65850727 100.00% 50.942%
11 19.883 2826 2830 2836 rVB 2675421 3516316 5.34% 2.720%
12 21.336 3074 3077 3084 rVB 1577046 2070663 3.14% 1.602%

13 23.124 3377 3381 3391 rVB 2700784 4409817 6.70%  3.411%
14 25.259 3732 3744 3766 rVB 12722565 35308592 53.62% 27.315%

Sum of corrected areas: 129265183
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Dec 2021 19:50
: CG/IU
: M4965-31

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
BM@33402.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

0

TIC: BM033402.D\data.ms

5.490 7.078
9.066 10.701

Time-->

|-
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM033402.D\data.ms
18.859

19.883
14.577

14.830 16.013 17.265

13.154

0

Time--> 1200 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: BM033402.D\data.ms

25.259

21.336 23.124

Time-->

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_M\Data\BM121021\
Data File : BM@33402.D

Acqg On : 10 Dec 2021 19:50
Operator : CG/JU

Sample : M4965-31

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 1 unknownl8.860 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.860 1141.49 ng 65850700  Phenanthrene-d10 17.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Fluoro-1-methylpyridin-2(1H)-one 127 C6H6FNO 051173-06-9 43
2 butanoic acid, 2-ethyl-, 2-[(ace... 300 C17H3204 1000397-51-4 38
3 Hexanoic acid, 2-ethyl-, anhydride 270 C16H3003 036765-89-6 38
4 4-(2-Hydroxyethyl)piperazin-2-on... 172 C8H16N202 1894458-43-5 35
5 5,6-Dihydro-4H-1,3-oxazin-2-ylam... 196 C6H7F3N202 1000509-76-9 32
Abundance Scan 2656 (18.859 min): BM033402.D\data.ms (-2647) (- | m/z 57.10 100.00%
57.1
127.2
5000
213.3
M ‘ ‘ sz ‘ 18.50 19.00
ob b b A2 L 267.3 8003341 s 157 05 63.71%
miz--> 50 100 150 200 250 300
Abundance #13470: 5-Fluoro-1-methylpyridin-2(1H)-one
127.0
5000 — —
18.50 19.00
57.0 m/z 99.15 46.67%
01\5.\0‘\“‘\“ M\ ‘U‘H‘H“i L L I L L B B B
miz--> 50 100 150 200 250 300
Abundance
57.0
— ——
127.0 18.50 19.00
5000 m/z 213.25 23.39%
185.0
272.0
I T
m/iz--> 50 100 150 200 250 300
Abundance #160986: Hexanoic acid, 2-ethyl-, anhydride — —
127.0 18.50 19.00
57.0 m/z 41.10 21.73%
5000
S D S . =
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33402.D

Acqg On : 10 Dec 2021 19:50
Operator : CG/JU

Sample : M4965-31

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 2 unknown23.124 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.124 20.00 ng 4409820  Perylene-di2 23.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentyl 2-ethylhexanoate 214 C13H2602 029660-71-7 36
2 Pentane, 3,3-diethyl- 128 C9H20 001067-20-5 35
3 2,2,4,4-Tetramethyloctane 170 C12H26 062183-79-3 35
4 Heptane, 3-bromo- 178 C7H15Br 001974-05-6 25
5 2-Pentene, 5-butoxy-, (E)- 142 C9H180 054004-23-8 25
Abundance Scan 3381 (23.124 min): BM033402.D\data.ms (-3377) ({ m/z 57.10 100.00%
57.1
5000 \/L
127.1
—— —
1972 2841 3714 ‘ 23.00 23.50
0‘““‘\’1“‘440'4549' m/z 99.10  28.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92082: Pentyl 2-ethylhexanoate
570 1450
5000 = —
23.00 23.50
m/z 127.10  28.20%
O‘J’Ih}ll‘214.0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—r= =
23.00 23.50
5000 ITI/Z 43.10 14.33%
0 e T e IKN/\””/kj\“mq/\NWwf
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45515: 2,2,4,4-Tetramethyloctane —— —
57.0 23.00 23.50
m/z 55.10 14.11%
o \\/jt,\/
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33402.D

Acqg On : 10 Dec 2021 19:50
Operator : CG/JU

Sample : M4965-31

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 Vinyl 2-ethylhexanoate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.259 160.14 ng 35308600  Perylene-di12 23.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vinyl 2-ethylhexanoate 170 C10H1802 000094-04-2 50
2 4,6-Dipropyl-nonan-5-one 226 C15H300 1000190-93-3 40
3 Nonanoic acid, 2-oxo-, methyl ester 186 C10H1803 056275-54-8 35
4 Heptane, 3-bromo- 178 C7H15Br 001974-05-6 25
5 3,5-Heptanedione, 4-bromo-2,2,6,... 262 C11H19Br02 039516-78-4 23

Abundance Scan 3744 (25.259 min): BM033402.D\data.ms (-3732) (- | m/z 57.10 100.00%

57.1
5000
27.1

198.2 371.4 4975 25 00 25 50
o bbb 288 4394 w2 99.18 33.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44985: Vinyl 2-ethylhexanoate
57.0
5000 —— —
25.00 25.50

m/z 127.10  29.76%

‘ 127.0
O‘\\H\‘\\“\{\\l‘\\‘\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— —
25.00 25.50
5000 ITI z 55.10 11.09%
127.0
226.0
ot A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60450: Nonanoic acid, 2-oxo-, methyl ester
57.0 2500 2550

m/z 43.10 10.97%

5000
127.0 M/\d/\kr“
J\

O e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2500 2550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33402.D

Acqg On : 10 Dec 2021 19:50
Operator : CG/JU

Sample : M4965-31

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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|
unknown18.860 18.860 1141.5 ng 65850700 4 17.265 1153770 20.0
unknown23.124 23.124 20.0 ng 4409820 6 23.759 4409820 20.0
Vinyl 2-ethylhe... 25.259 160.1 ng 35308600 6 23.759 4409820 20.0
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