LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123462.D

Acqg On : 25 Mar 2021 15:23
Operator : JU/CG

Sample : PB135267BL

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_F\METHODS\8270-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123462.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.281 23 33 38 rVW 105172 143441 1.77% 0.274%
2 2.387 40 51 57 rVB 289524 376021 4.63% 0.718%
3 5.146 516 520 528 rVB 261806 343166 4.23% 0.655%
4 5.528 579 585 588 rBV 6586519 6817388 83.98% 13.020%
5 6.522 748 754 757 rBV 5863799 7006376 86.31% 13.381%

6 6.898 814 818 821 rBV 1927117 1538447 18.95% 2

7 7.463 907 914 916 rBV 4102086 4600433 56.67% 8.786%

8 8.181 1031 1036 1040 rBV 2233405 2025594 24.95% 3

9 9.263 1213 1220 1223 rBV 7712414 7643134 94.15% 14.597%
9.939 1330 1335 1339 rBV 2597469 2306746 28.42%  4.405%

11 10.733 1463 1470 1473 rBV 5344216 5090945 62.71% 9.723%
12 11.428 1582 1588 1592 rBV 2533305 2337911 28.80% 4.465%
13 13.027 1853 1860 1863 rBV 8246818 8117866 100.00% 15.504%
14 14.080 2034 2039 2042 rBV 2155280 2132075 26.26% 4.072%
15 15.574 2285 2293 2298 rBV 1495723 1881103 23.17% 3

Sum of corrected areas: 52360646
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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\BF032521\

BF123462.D
: 25 Mar 2021 15:23
Ju/CG
: PB135267BL
: 9 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.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\BF@32521\
Data File : BF123462.D

Acqg On : 25 Mar 2021 15:23
Operator : JU/CG

Sample : PB135267BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Propane, 1,1-dimethoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.387 4.89 ng 376021 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 50
3 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 45
4 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 36
5 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 36
Abundance  Scan 51 (2.387 min): BF123462.D\data.ms (-40) (-) m/z 75.10 100.00%
75.1
45.1
5000
T
‘ 571 220 2.40 2.60 2.80
et S 108 s 73,10 69.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
29.0
5000 450 L L LA LA B
220 240 2.60 2.80
m/z 45.10 54.74%
“‘ \‘\ ‘ \‘ ‘ 5\7‘w0 Tnn 87.0 103.0
\\‘\\\\‘\\f![\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15029: Acetic acid, dimethoxy-, methyl ester
75.0
R
220 240 2.60 2.80
m/z 41.10 37.33%
5000 47.0 /
31.0
‘ 890 103.0
o R AT L e AR
m/fz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4987: Glycolaldehyde dimethyl acetal T T
75.0 220 240 2.60 2.80
m/z 47.10 27.77%
5000
310 450
15.0
| i m 59.0 ‘ 105.0
e T e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123462.D

Acqg On : 25 Mar 2021 15:23
Operator : JU/CG

Sample : PB135267BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : 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 2
R.T. EstConc Area Relative to ISTD R.T.
5.146 4.46 ng 343166 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
Abundance Scan 520 (5.146 min): BF123462.D\data.ms (-516) (-) m/z 43.00 100.00%
3.0
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R (L L Sy
| 6.0 10‘1'1 4.80 5.00 5.20 5.40
\\\‘\\\\““i\\‘\“\\\\“\.\\\“\\\\’\\\\’\\ m/Z 59.00 50.15%
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LA L LA LA LA BN R I
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m/z 101.05 14.75%
200 830 1010
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Abundance #8346: 2-Hexanol, 2-methyl-
59.0
T
4.80 5.00 5.20 5.40
5000 m/z 58.05 13.80%
101.0
41.0
180 ol B0
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Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A mamEEREE SR
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.44%
5000 41.0
Wl 12601420
— 7
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123462.D

Acqg On : 25 Mar 2021 15:23
Operator : JU/CG

Sample : PB135267BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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... 2.387 4.9 ng 376021 1 6.898 1538450 20.0
2-Pentanone, 4-... 5.146 4.5 ng 343166 1 6.898 1538450 20.0
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