LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131781.D

Acqg On : 22 Dec 2022 17:27
Operator : CG\JU

Sample : N6088-03

Misc :

ALS vial : 4 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-BF122022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131781.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 17 21 27 rVB 55659 69043 1.77% 0.357%
2 5.063 501 506 519 rVB 393965 470569 12.04% 2.430%
3 5.469 570 575 578 rBV 1864133 1753048 44.84% 9.053%
4 6.481 742 747 750 rBV 1455262 1238667 31.68% 6.396%
5 6.851 806 810 814 rBV 619791 481171 12.31%  2.485%

6 7.422 902 907 910 rBV 1720048 1881024 48.11% 9.714%
7 8.139 1025 1029 1033 rBV 671798 607884 15.55%  3.139%
8 9.228 1208 1214 1217 rBV 3866472 3557734 91.00% 18.372%
9 9.904 1325 1329 1332 rBV 944831 744449 19.04%  3.844%
10 10.698 1459 1464 1467 rBV 2671965 2477994 63.38% 12.796%

11 11.398 1579 1583 1586 rBV ~ 942997 818180 20.93% 4.225%
12 11.463 1591 1594 1597 rVB 98402 77435 1.98% 0.400%
13 12.992 1849 1854 1857 rBV 4400405 3909724 100.00% 20.190%
14 14.045 2029 2033 2036 rBV 845360 720607 18.43%  3.721%
15 15.533 2280 2286 2296 rBV 451477 557272 14.25% 2.878%

Sum of corrected areas: 19364801
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\

BF131781.D
: 22 Dec 2022 17:27
: CG\JU
: N6088-03
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF131781.D\data.ms

5.469

7.422

6.481

6.851
5.063

210

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF131781.D\data.ms

12.992

9.228

10.698

9.904 11.398

8.139

11.463
A L

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

8270-BF122022.M Sun Dec 25 00:50:46 2022

o — — — e e A T — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF131781.D\data.ms

14.045
15.533

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131781.D

Acqg On : 22 Dec 2022 17:27
Operator : CG\JU

Sample : N6088-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 Propane, 1,1-dimethoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.210 2.87 ng 69043 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 56
3 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 33
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
5 2,2"'-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 10
Abundance  Scan 21 (2.210 min): BF131781.D\data.ms (-17) (-) m/z 75.00 100.00%
75.0
5000 15.0
A
103.1 220 240 260
H\‘\H\‘\H\‘\H\“\“H\‘H\‘\‘\H\“\H\‘\H\’H\\‘H\.\’HH‘HH‘HH‘\ m/z 73.06 68.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5400: Propane, 1,1-dimethoxy-
78.0
5000 29'045.0 L L B B B
220 240 260
‘ m/z 45.00  38.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5623: Glycolaldehyde dimethyl acetal
75.0
A
220 240 260
5000 m/z 41.00 27.06%
31.0
4i7.0
15.0 ‘
‘ Il | .
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17234: Acetic acid, dimethoxy-, methyl ester T
75.0 220 240 2.60
m/z 47.00 21.73%
5000
47.0
15.0 31.0
103.
S T A LN T T R
P e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131781.D

Acqg On : 22 Dec 2022 17:27
Operator : CG\JU

Sample : N6088-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.063 19.56 ng 470569 1,4-Dichlorobenzene-d4 6.851

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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 506 (5.063 min): BF131781.D\data.ms (-501) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A EERRaEEESEE L
i | 83.0 4.80 5.00 5.20 5.40 .
et m/z 59.00 63.92%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R L L L L
59.0 4.80 5.00 5.20 5.40
m/z 101.00  22.35%
15.0 101.0
\\\‘\‘\W‘\\“M\\1‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Ammna s e R
4.80 5.00 5.20 5.40
5000 210 m/z 58.00 14.79%
B4l | 126.0142,0
et
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime AmaE e
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.26%
5000
101.0
15.0 ‘
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\BF122222\
Data File : BF131781.D

Acqg On : 22 Dec 2022 17:27
Operator : CG\JU

Sample : N6088-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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|
Propane, 1,1-di... 2.210 2.9 ng 69043 1 6.851 481171 20.0
2-Pentanone, 4-... 5.063 19.6 ng 470569 1 6.851 481171 20.0
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