LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133024.D

Acqg On : 25 Apr 2023 11:00
Operator : CG\JU

Sample : PB152241BL

Misc :

ALS vial : 3  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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133024.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 4 9 19 rVB 175217 213007 2.78% 0.394%
2 4.957 481 488 505 rVB 2371796 3554751 46.46% 6.579%
3 5.375 552 559 562 rBV 5630642 6789366 88.73% 12.566%
4 6.392 725 732 735 rBV 5368487 6563136 85.77% 12.148%
5 6.745 788 792 795 rBV 1815270 1427298 18.65% 2.642%

6 7.310 882 888 891 rBV 3953916 4345450 56.79% 8.043%
7 8.028 1005 1010 1013 rBV 2706223 2087563 27.28%  3.864%
8 9.110 1187 1194 1197 rBV 7517939 7301804 95.42% 13.515%
9 9.780 1304 1308 1311 rVB 3106032 2488961 32.53% 4.607%
10 10.569 1437 1442 1445 rBV 4609891 4701748 61.44% 8.702%

11 11.263 1556 1560 1563 rBV 3192240 2535042 33.13% 4.692%
12 12.857 1825 1831 1834 rBV 7303938 7652014 100.00% 14.163%

13 13.898 2003 2008 2011 rBV 2241479 2172280 28.39% 4.021%
14 15.321 2244 2250 2255 rBV 1637532 1906919 24.92%  3.529%
15 16.262 2406 2410 2414 rBV2 50935 84038 1.10% 0.156%
16 16.345 2416 2424 2425 rBV3 60758 126924 1.66%  0.235%
17 16.827 2500 2506 2512 rBV3 35895 78155 1.02% ©0.145%

Sum of corrected areas: 54028456
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 Apr 2023 11:00
¢ CG\JU
: PB152241BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042523\
BF133024.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF133024.D\data.ms

5.375

4.957

1140

6.392

4\&‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

6.745

7.310

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

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF133024.D\data.ms
9.110

10.569

8.028

L L

9.780 11.263

12.857

0
Time-->

— — — — — T
8.00 8.50 9.00 9.50 10.00 10.50 11.00

11.50 12.00

\ T
12.50 13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF133024.D\data.ms

13.898
15.321

1612645 16.827

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50

17.00 17.50

18.00

T ‘ T
18.50

8270-BF042123

.M Wed Apr 26 10:23:53 2023

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133024.D

Acqg On : 25 Apr 2023 11:00
Operator : CG\JU

Sample : PB152241BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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.
2.140 2.98 ng 213007 1,4-Dichlorobenzene-d4 6.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Propane, 3-chloro-1,1-dimethoxy- 138 C5H11C102 035502-06-8 39
3 Glycolaldehyde dimethyl acetal 106 C4H1e03 030934-97-5 36
4 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 33
5 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 28
Abundance Scan 9 (2.140 min): BF133024.D\data.ms (-4) (-) m/z 75.10 100.00%
7I:
5000 45.1 A
R AREARREEEES SRS
‘ 1051 2.202.302.402.50
Ol S m/z 73.10 74.94%
miz-> 20 40 60 80 100 120 140
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 450 L R B R B B
2.202.302.402.50
‘ m/z 45.10 47.06%
O \““\‘\ \‘\O"(\)\W} ‘ LI \]-‘0:\3.\()\ T ‘ L ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #19652: Propane, 3-chloro-1,1-dimethoxy-
75.0
R REARREEEES SR
2.202.302.402.50
5000 45.0 m/z 41.805 32.33%
107.0
27.0
0 10 e00 ‘ 910 | 137.0
“““““““““‘ R e
m/iz--> 20 60 80 100 120 140
Abundance #5623: Glycolaldehyde dimethyl acetal TR R
75.0 2.202.302.402.50
m/z 47.10 23.42%
5000
31.0
4i7.0
150 “
0 ‘ 105.0

m/z--> 60 80 100 120 140 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133024.D

Acqg On : 25 Apr 2023 11:00
Operator : CG\JU

Sample : PB152241BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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.
4.957 49.81 ng 3554750 1,4-Dichlorobenzene-d4 6.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 488 (4.957 min): BF133024.D\data.ms (-481) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1
‘ 83.0 4.60 4.80 5.00 5.20
) US| S A &t RS m/z 59.10  53.10%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L AL B LI BN B
59.0 4.60 4.80 5.00 5.20
m/z 101.10 18.60%
15.0 101.0
‘ Wl | 83.0 |
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
 RAmaa R
4.60 4.80 5.00 5.20
5000 410 m/z 58.10 15.59%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate ‘w“‘w“‘w“‘w“‘w
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.87%
5000
15.0 | 7%-0 100.0
0 |

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133024.D

Acqg On : 25 Apr 2023 11:00
Operator : CG\JU

Sample : PB152241BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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... 2.140 3.0 ng 213007 1 6.745 1427300 20.0
2-Pentanone, 4-... 4.957 49.8 ng 3554750 1 6.745 1427300 20.0
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