LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121520\
Data File : BF122722.D

Acqg On : 15 Dec 2020 18:41

Operator : JU/CG

Sample : L5102-05 :

Misc : LLEXSITUTV-016-001-SO

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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122722.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 15 19 30 rvB4 44585 76181 2.50% 0.453%
2 5.022 494 499 512 rBV 727727 748544 24.55% 4.450%
3 5.434 565 569 584 rBV 1355085 1206307 39.56% 7.171%
4 6.445 737 741 744 rBV 2008937 1681858 55.16%  9.998%
5 6.816 801 804 813 rBV 893848 707318 23.20%  4.205%

6 7.381 895 900 903 rBV 1785889 1642054 53.85% 9.761%
7 8.098 1019 1022 1026 rBV 944225 891845 29.25% 5.302%
8 9.175 1201 1205 1209 rBV 3282482 3049046 100.00% 18.125%
9 9.569 1269 1272 1276 rBV 67617 53200 1.74% 0.316%

9

10 .857 1316 1321 1324 rBV 1058565 955897 31.35% 5.682%
11 10.639 1451 1454 1465 rBV 625988 547729 17.96%  3.256%
12 11.339 1569 1573 1576 rBV 992111 846485 27.76% 5.032%
13 12.551 1776 1779 1784 rVB 40573 34601 1.13% ©.206%
14 12.927 1838 1843 1846 rBV 3002377 2625053 86.09% 15.605%
15 13.815 1990 1994 1997 rBV2 24313 35233 1.16% ©.209%
16 13.845 1997 1999 2002 rBV 66534 67667 2.22%  0.402%
17 13.980 2018 2022 2025 rBV 819751 738229 24.21%  4.388%
18 14.827 2162 2166 2171 rBV 41899 45457 1.49% ©.270%
19 15.009 2194 2197 2201 rBV 42788 61396 2.01% 0.365%
20 15.433 2264 2269 2278 rBV 671149 807846 26.50% 4.802%

Sum of corrected areas: 16821946
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121520\

BF122722.D
: 15 Dec 2020 18:41

Ju/CG

L5102-05 :
: LLEXSITUTV-016-001-SO
: 7 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121520\

Data File : BF122722.D

Acqg On : 15 Dec 2020 18:41

Operator Ju/caG

Sample L5102-05 :

Misc . LLEXSITUTV-016-001-SO

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: 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 Propane, 1,1-dimethoxy- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2199 2.15ng 76181  1,4-Dichlorobenzene-d4  6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- le4 csHi202 004744-10-9 78

2 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2
3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202

022483-09-6 9
000822-83-3 9

4 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Br02 005267-73-2 9
5 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 9
Abundance  Scan 19 (2.199 min): BF122722.D\data.ms (-15) (-) m/z 75.00 100.00%

75.0
5000
45.0 /\
7
“ 2.20 2.40 2.60
Obrrprrrrprrr b 280 M e m/z 73.10 75.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4784: Propane, 1,1-dimethoxy-
78.0 /\
5000 L I B B B BB A
45.0 220 240 260
31.0 m/z 45.00 35.91%
15.0
O\\\‘\\‘\\‘\\iH“‘\\\\““\\\‘\?\?"9\\\“!}}\‘\\8\81.‘9\\]\-93\.\0\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121520\

Data File : BF122722.D

Acqg On : 15 Dec 2020 18:41

Operator : JU/CG

Sample : L5102-05 :

Misc . LLEXSITUTV-016-001-SO

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.022 21.17 ng 748544  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
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 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 499 (5.022 min): BF122722.D\data.ms (-494) (-) m/z 43.00 100.00%
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Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
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e e
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Abundance #3159: 5-Hexen-2-one Raans e RARESRREE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.25%
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27.0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121520\
Data File : BF122722.D

Acqg On : 15 Dec 2020 18:41

Operator : JU/CG

Sample : L5102-05 :

Misc : LLEXSITUTV-016-001-SO

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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|
Propane, 1,1-di... 2.199 2.1 ng 76181 1 6.816 707318 20.0
2-Pentanone, 4-... 5.022 21.2 ng 748544 1 6.816 707318 20.0
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