LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124832.D

Acqg On : 28 Jul 2021 17:41

Operator : JU/CG

Sample : M3159-15 :
Misc : 20210556-COM-29

ALS vial : 7 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-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124832.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 8 rvB 6828 6703 4.94% 0.771%
2 5.481 573 577 580 rBvV 114010 99167 73.08% 11.410%
3 6.492 745 749 752 rBV 117147 103994 76.64% 11.965%
4 6.869 810 813 816 rBB 37907 27449 20.23%  3.158%
5 7.433 905 909 912 rBB 77997 68896 50.77% 7.927%
6 8.051 1012 1014 1018 rBB 6081 5234 3.86% 0.602%
7 8.151 1028 1031 1034 rBB 51042 37176 27.40% 4.277%
8 9.227 1210 1214 1217 rBV 161065 119240 87.87% 13.720%
9 9.910 1327 1330 1333 rBB 53986 45494 33.53% 5.234%
10 10.698 1460 1464 1467 rBV 109635 92283 68.01% 10.618%
11 11.392 1579 1582 1586 rBV 57744 51167 37.71% 5.887%
12 11.910 1669 1670 1672 rBB 4140 2671 1.97% 0.307%
13 12.980 1848 1852 1855 rBB 176170 135693 100.00% 15.613%
14 14.033 2027 2031 2034 rBV 50897 39697 29.26% 4.567%
15 14.880 2172 2175 2178 rBB 3304 3096 2.28% 0.356%
16 15.509 2277 2282 2287 rBB 27887 31159 22.96% 3.585%

Sum of corrected areas: 869119
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Data Path :
Data File :
Acqg On
Operator
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ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\

BF124832.D
: 28 Jul 2021 17:41

Ju/CaG
: M3159-15 .
. 20210556-COM-29
7 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: 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\BF072821\
Data File : BF124832.D

Acq On : 28 Jul 2021 17:41

Operator : JU/CG

Sample : M3159-15 :
Misc : 20210556-COM-29

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.116 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.116 4.88 ng 6703 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 9
2 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 5
3 Isobutylamine 73 C4AH11N 000078-81-9 5
4 1-Pentanamine 87 C5H13N 000110-58-7 4
5 2-0OXOPROPIONAMIDE 87 C3HS5NO2 000631-66-3 4
Abundance Scan 5 (2.116 min): BF124832.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
43.0
5000 55.0 87.0
R RRRRRRS LS
‘ 2.202.302.402.50
-7t m/z 43.00 57.01%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R B RN R
43.0 2.202.302.40 2.50
550 87.0 m/z 55.00 46.64%
29.0 | ‘ ‘
O\\‘\\\\‘\\\”“\\\\“}f‘\\‘\\\‘f“\\\\‘f}\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2157: 1-Butanamine, 3-methyl-
30.0
R RRRRRRS LS
2.202.302.402.50
5000 m/z 87.00 40.24%
ol 140 ‘ 44.0 55.0 79-0 87.0
TR e A B B e R
miz--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine R A e
30.0 2.202.302.402.50
m/z 41.00 25.97%
5000
73.0
o 180 | 430 550 |
LA I e I R RRRRRRS LS
m/z--> 10 20 30 40 50 60 90 2.202.302.40 2.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124832.D

Acq On : 28 Jul 2021 17:41

Operator : JU/CG

Sample : M3159-15 :
Misc : 20210556-COM-29

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown8.051 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.051 2.82 ng 5234  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, nitroso- 45 CH3NO 000865-40-7 4
2 Ethanamine, 2-methoxy- 75 C3H9NO 000109-85-3 4
3 Formamide 45 CH3NO 000075-12-7 3
4 Ethylamine 45 C2H7N 000075-04-7 3
5 Carbamic acid, (trifluoromethyl)... 185 C6H10F3NO2 063689-57-6 2
Abundance Scan 1014 (8.051 min): BF124832.D\data.ms (-1012) (-) m/z 45.10 100.00%
45.1 57.1
5000
75.0 B ARmESEE R
H 7.80 8.00 8.20 8.40
O e e e e e m/z 57.10  99.27%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #103: Methane, nitroso-
30.0
45.0
5000 L B I LN B
15.0 7.80 8.00 8.20 8.40
m/z 41.10 46.35%
O H‘HH‘H}}MH\‘HHHH} HH‘HH‘H‘H‘}H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1032: Ethanamine, 2-methoxy-
30.0
R REmEEEE
7.80 8.00 8.20 8.40
5000 m/z 75.00 21.90%
45.0
75.0
O brrprererrer e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #101: Formamide R EE e RmaR
45.0 7.80 8.00 8.20 8.40
m/z 43.00 15.58%
5000
17.0 29.0
0 e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 7.80 8.00 8.20 8.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124832.D

Acqg On : 28 Jul 2021 17:41

Operator : JU/CG

Sample : M3159-15 :
Misc : 20210556-COM-29

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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|
unknown2.116 2.116 4.9 ng 6703 1 6.869 27449 20.0
unknown8.051 8.051 2.8 ng 5234 2 8.151 37176 20.0
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