LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33272.D

Acqg On : 26 Nov 2021 19:29
Operator : CG/JU

Sample : M4815-06

Misc :

ALS vial : 9 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-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33272.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.054 287 292 298 rBV 162391 241138 2.77% 0.707%
2 5.507 363 369 387 rVB 1165931 1764624 20.28% 5.174%
3 6.125 467 474 484 rBV 58409 91738 1.05% 0.269%
4 7.095 629 639 654 rBV 673188 1145434 13.16%  3.359%
5 7.931 774 781 788 rBV 463405 762545 8.76% 2.236%

6 9.095 971 979 993 rBV 1824229 3104521 35.68% 9.103%
7 10.730 1246 1257 1267 rVB 603728 1051418 12.08%  3.083%
8 13.177 1666 1673 1686 rBV 4168686 6511513 74.84% 19.094%
9 14.554 1898 1907 1916 rBV 878798 1355036 15.57% 3.973%
10 16.036 2153 2159 2173 rBV 2978881 4438291 51.01% 13.014%

11 17.289 2366 2372 2379 rBV 1062186 1568153 18.02%
12 17.412 2388 2393 2398 rVB4 74813 109409 1.26%
13 18.177 2519 2523 2528 rBvV4 50011 92567 1.06%
14 19.900 2811 2816 2826 rVB 6931299 8700979 100.00% 2
15 21.453 3075 3080 3084 rBV 1208495 1640008 18.85%

PU OO A
N
~N
=
R

16 23.783 3471 3476 3483 rBV2 817886 1525803 17.54% 4.474%

Sum of corrected areas: 34103177
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Nov 2021 19:29
: CG/IU
: M4815-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
BM@33272.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33272.D

Acqg On : 26 Nov 2021 19:29
Operator : CG/JU

Sample : M4815-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area

Relative to ISTD R.T.

5.054 6.32 ng 241138 1,4-Dichlorobenzene-d4 7.931

Hit# of 5 Tentative ID MW MolForm

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 3-Hexanol, 4-methyl- 116 C7H160

3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202

000123-42-2 64
000615-29-2 33
001116-98-9 32
000540-88-5 28

5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 292 (5.054 min): BM033272.D\data.ms (-287) (-) m/z 43.05 100.00%
43.0
5000
1011 L L I L B I IR
‘ ‘ 4.80 5.00 5.20 5.40
bl 790 4830 1928 n/z s59.10  58.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L I L B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.97%
O \\\‘\‘\“\\“h\\\‘}“\7\:\3.\0“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R R
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.90%
31.0
87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T e
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.72%
5000
0 37\ \‘H ‘ 12\6.0
e R EEREEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33272.D

Acqg On : 26 Nov 2021 19:29
Operator : CG/JU

Sample : M4815-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown6.125

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6125 2.41ng 51738  1,4-Dichlorobenzene-d4  7.931
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 72

-Acetoxytridecane 242 C15H3002
3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202
tane, 2-methoxy-2,3,3-trimethyl- 130 C8H180

-Methyl-2,4-dimethoxybutane 132 C7H1602

C -

Abundance Scan 474 (6.125 min): BM033272.D\data.ms (-467) (-)
3.1

43. 73.0
5000
115.1
N | ‘ 207.1
0 e et et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 730
5000
115.0
150 g, L
O\\‘\‘\i\\’”\\}‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #126197: 4-Acetoxytridecane
43.0
5000
69.0 115.0
182.0
I T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0
5000
43.0
bl 1150
O Frrr el e et e
m/z--> 20 40 60 80 100 120 140 160 180 200
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060826-30-4 23
000822-83-3 22
027705-21-1 17
039836-89-0 12

m/z 73.05 100.00%

%

5.80 6.00 6.20 6.40
m/z 43.10 99.02%

-

5.80 6.00 6.20 6.40
m/z 115.10  12.34%

=

5.80 6.00 6.20 6.40
m/z 41.00 11.60%

-

5.80 6.00 6.20 6.40
m/z 45.00 7.02%

-

5.80 6.00 6.20 6.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33272.D

Acqg On : 26 Nov 2021 19:29
Operator : CG/JU

Sample : M4815-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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-... 5.054 6.3 ng 241138 1 7.931 762545 20.0
unknown6.125 6.125 2.4 ng 91738 1 7.931 762545 20.0
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