LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138039.D

Acqg On : 28 May 2024 11:09
Operator : CG\JU

Sample : PB161134BL

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-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138039.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.116 3 5 9 rVB 5913511 5670392 100.00% 17.250%
2 2.463 54 64 70 rVB 51695 77840 1.37% 0.237%
3 4.240 358 366 373 rVB 98752 115166 2.03%  ©.350%
4 5.669 604 609 612 rBV 3384068 3451223 60.86% 10.499%
5 6.651 770 776 779 rBV 2934294 3388812 59.76% 10.309%
6 7.034 837 841 844 rBV 1003782 775867 13.68%  2.360%
7 7.598 931 937 940 rBV 2248098 2236720 39.45% 6.804%
8 8.316 1054 1059 1063 rBV 1214790 1033244 18.22% 3.143%
9 9.392 1236 1242 1245 rBV 4826385 4610448 81.31% 14.026%

10 10.080 1354 1359 1372 rBV 1499186 1241059 21.89% 3.775%

11 10.875 1489 1494 1497 rBV 3040661 2696951 47.56%  8.204%
12 11.574 1609 1613 1622 rBV 1367955 1231536 21.72% 3.746%
13 13.169 1879 1884 1887 rBV 5229827 4770517 84.13% 14.513%
14 14.227 2060 2064 2079 rBV 824039 860004 15.17%
15 15.798 2325 2331 2347 rBV 394094 711931 12.56%  2.166%

N
[9))
ity
)]
S

Sum of corrected areas: 32871710
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 May 2024 11:09
¢ CG\JU
: PB161134BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
BF138039.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138039.D

Acqg On : 28 May 2024 11:09
Operator : CG\JU

Sample : PB161134BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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, 2,2-dimethoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.116 146.17 ng 5670390 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-o0l, 1-chloro-3,5-dimet... 162 C8H15Cl0 100244-09-5 9

Abundance Scan 5 (2.116 min): BF138039.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 43.1
89.1
R ARAREREE RS
m 551 2.202.302.40 2.50 ;
O R R LA L e e A B m/z 43.10 51.19%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5398: Propane, 2,2-dimethoxy-
73.0
5000 430 T[T T T T[T T T [ TT T[T 1T
2.202.30 2.40 2.50
. m/z 89.10  35.84%
310 H 89.0 /
0 \\\‘\\\\‘\\i‘\‘[‘\\\i‘}\\‘\‘\‘\?Z;(‘)\\\\‘\‘\\\’\\\\‘\\\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #836: N-Ethylformamide
30.0 73.0
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2.202.302.40 2.50
5000 m/z 41.10 10.01%
58.0
44.0
15.0 m |
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m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2500: 1,3-Diaminoguanidine R R RRRRRAEELL
43.0 2.202.302.402.50
m/z 45.10 8.72%
320 58.0 89.0
5000 18.0
L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138039.D

Acqg On : 28 May 2024 11:09
Operator : CG\JU

Sample : PB161134BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.463 2.01 ng 77840  1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 12
Abundance  Scan 64 (2.463 min): BF138039.D\data.ms (-54) (-) m/z 73.05 100.00%
73.0
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R e
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Ol el e e m/z 43,100 34.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
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5000 | LA LA B
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' 87.0 m/z 87.10 27.07%
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M‘ I ‘\‘ ‘ J{)go ‘ | ‘
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Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 /4 S —
2.20 2.40 2.60 2.80
5000 41.0 55.0 m/z 55.10 25.18%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- A
73.0 2.20 2.40 2.60 2.80
m/z 41.05 11.87%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q[Q“VH“‘H“_‘%pﬁlq‘_“w“‘w““ R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60 2.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138039.D

Acqg On : 28 May 2024 11:09
Operator : CG\JU

Sample : PB161134BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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, 2,2-di... 2.116 146.2 ng 5670390 1 7.034 775867 20.0
Butane, 2-metho... 2.463 2.0 ng 77840 1 7.034 775867 20.0
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