LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110724\
Data File : BE101525.D

Acqg On : 7 Nov 2024 11:26
Operator : RC/JU

Sample : PB164711BL

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 E\Methods\8270-BE110624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BE1@1525.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.684 12 16 28 rVB 36116 58498 1.19% ©0.280%
2 4.781 368 373 392 rBV 215965 347414 7.09% 1.663%
3 5.322 458 465 489 rBV 1078402 1835753 37.44% 8.786%
4 6.949 734 742 773 rBV 901440 1846964 37.67%  8.840%
5 7.566 839 847 855 rBV 239750 392183 8.00% 1.877%

6 8.776 1044 1053 1075 rBV 678636 1174756 23.96% 5.623%
7 10.333 1308 1318 1334 rBV 306663 551904 11.26% 2.642%
8 12.795 1729 1737 1756 rBV 1859207 2806764 57.24% 13.434%
9 14.176 1963 1972 1981 rBV 473436 732072 14.93%  3.504%
10 15.680 2221 2228 2249 rBV 1606531 2463109 50.23% 11.789%

11 16.914 2431 2438 2450 rBV 610138 893847 18.23% 4.278%
12 19.505 2873 2879 2884 rBV 3643572 4903303 100.00% 23.468%

13 21.074 3141 3146 3153 rBV 983144 1257201 25.64% 6.017%
14 23.359 3529 3535 3544 rBV2 816174 1629478 33.23% 7.799%

Sum of corrected areas: 20893246
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110724\
Data File : BE101525.D

Acqg On : 7 Nov 2024 11:26
Operator : RC/JU

Sample : PB164711BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BE101525.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110724\
Data File : BE101525.D

Acqg On : 7 Nov 2024 11:26
Operator : RC/JU

Sample : PB164711BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 unknown2.684 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

2.684 2.98 ng 58498 1,4-Dichlorobenzene-d4 7.566
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 42
2 Pentanoic acid, 2-(methoxyimino)... 231 C1@H21NO3Si 055494-02-5 9
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-(6-octynyl)- 182 C11H1802 056741-65-2 9
Abundance  Scan 16 (2.684 min): BE101525.D\data.ms (-12) (-) m/z 73.10 100.00%

73.1
5000 J\

2.702.802.903.003.10

141.1 208.9 281.8340.9 428.8 5145

Ol kol AHLL 2089 281.8310.9 4288 5145 m/z 43.16  50.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5398: Propane, 2,2-dimethoxy-
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5000 IR R R R R
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Abundance #112217: Pentanoic acid, 2-(methoxyimino)-3-methyl-, tri

73.0
R
2.702.802.903.003.10
5000 ITI/Z 41.10 8.87%
‘ 189.0
bbbl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2500: 1,3-Diaminoguanidine RERaNEAEAT e
43.0 2.702.802.903.003.10
m/z 42.10 7.50%
- J\/M\/\/\/\/\/\M
o\ﬂ, PR Aa s Raa e R
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE110724\

Data File : BE101525.D

Acqg On : 7 Nov 2024 11:26
Operator : RC/JU

Sample : PB164711BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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

Concentration Rank 1

Peak Number 2 2-Pentanone, 4-hydroxy-4-me...

R.T. EstConc Area Relative to ISTD R.T.
4.781 17.72 ng 347414  1,4-Dichlorobenzene-d4 7.566
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 373 (4.781 min): BE101525.D\data.ms (-368) (-) m/z 43.10 100.00%
43.1
5000 jk
T
JlOLO 4.40 4.60 4.80 5.00 5.20
ol d SR80 207.0266.1 3555 4281 5074 m/z 59.16  58.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T T
4.40 4.60 4.80 5.00 5.20
101.0 m/z 101.05 21.23%
O‘\\”\H\" \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
PP e
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.05 14.87%
0 J\‘ ’ 12\6.0
R R R LR N S SN E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime RRRRNEEEEEEE S e
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.21%
5000
101.0
0 JM ‘ \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

4.40 4.60 4.80 5.00 5.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110724\
Data File : BE101525.D

Acqg On : 7 Nov 2024 11:26
Operator : RC/JU

Sample : PB164711BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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|
unknown2.684 2.684 3.0 ng 58498 1 7.566 392183 20.0
2-Pentanone, 4-... 4.781 17.7 ng 347414 1 7.566 392183 20.0
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