LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081021\
Data File : BF125041.D

Acqg On : 10 Aug 2021 21:05

Operator : JU/CG

Sample : M3318-02 :
Misc : 20210540-COM-13

ALS Vvial : 10 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125041.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 497 499 503 rBB 3331 3357 3.50% 0.491%
2 5.434 565 569 572 rBV 89800 82259 85.70% 12.031%
3 6.445 737 741 744 rBV 96878 87171 90.82% 12.749%
4 6.810 800 803 806 rBB 31194 21985 22.90%  3.215%
5 7.375 895 899 902 rBV 71279 56834 59.21% 8.312%
6 7.992 1002 1004 1008 rBB 10666 8492  8.85% 1.242%
7 8.092 1018 1021 1024 rBB 44429 31932 33.27% 4.670%
8 9.169 1200 1204 1207 rBB 120990 90744 94.54% 13.272%
9 9.845 1316 1319 1322 rBB 52604 39117 40.75% 5.721%
10 10.633 1450 1453 1456 rBB 88437 70391 73.33% 10.295%
11 11.333 1568 1572 1575 rBB 50378 41915 43.67% 6.130%
12 12.916 1837 1841 1844 rBV 121814 95987 100.00% 14.038%
13 13.810 1990 1993 1995 rBB 2514 2580 2.69% 0.377%
14 13.969 2017 2020 2023 rBB 36086 29005 30.22% 4.242%
15 15.421 2262 2267 2270 rBB 19373 21977 22.90%  3.214%

Sum of corrected areas: 683746
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Aug 2021 21:05
: M3318-02

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081021\
BF125041.D

Ju/CaG

20210540-COM-13

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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\BF081021\
Data File : BF125041.D

Acqg On : 10 Aug 2021 21:05

Operator : JU/CG

Sample : M3318-02 :
Misc : 20210540-COM-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown5.022 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.022 3.05 ng 3357 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diacetamide 101 C4H7NO2 000625-77-4 4
2 Guanidine 59 CH5N3 000113-00-8 4
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 4
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 4
5 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 4
Abundance Scan 499 (5.022 min): BF125041.D\data.ms (-497) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
R
4.60 4.80 5.00 5.20 5.40
-1 m/z 59.00 68.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4516: Diacetamide
43.0
5000 59.0 T T T T T T T T T T
73.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 26.73%
101.0
280 || | .
O \\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘i\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #296: Guanidine
43.0 59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 18.0
1.0
T
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime
43.0
5000
101.0
15.0 58.0
0 20 A 700 840
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081021\
Data File : BF125041.D

Acqg On : 10 Aug 2021 21:05

Operator : JU/CG

Sample : M3318-02 :
Misc : 20210540-COM-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknown7.992 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.992 5.32 ng 8492  Naphthalene-d8 8.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylbutane-2-0l 102 CeH140 000464-07-3 9
2 Aziridine, 1-(methoxymethyl)- 87 C4AHINO 001497-83-2 7
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Morpholine 87 C4H9NO 000110-91-8 4
5 Ethanamine, 2-methoxy- 75 C3H9NO 000109-85-3 4
Abundance Scan 1004 (7.992 min): BF125041.D\data.ms (-1002) (-) m/z 45.00 100.00%
45.0 57.1
5000
75.1 EERRR RS R
‘ ‘ ‘ 87"0 7.60 7.80 8.00 8.20 8.40
Olrrprrrrrrrr e el e e e e M/Z 57.180 94.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5034: 3,3-Dimethylbutane-2-ol
43.0 57.0
5000 I L LA B I
29.0 7.60 7.80 8.00 8.20 8.40
63.0 420 m/z 41.10  47.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2131: Aziridine, 1-(methoxymethyl)-
45.0
R A REAAS BEET
7.60 7.80 8.00 8.20 8.40
m/z 75.10 18.73%
5000 57.0
15.0 29.0
|
0“W‘HM‘HJ‘M‘H"M“H‘W“H“H‘_‘HW“H‘H“
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #103: Methane, nitroso- Rmaas e R R
30.0 7.60 7.80 8.00 8.20 8.40
45.0 m/z 87.00 16.09%
5000
15.0
owmw\l‘ S NN
m/z--> 10 20 30 40 50 60 70 80 90 100 7.60 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\BF081021\
Data File : BF125041.D

Acqg On : 10 Aug 2021 21:05

Operator : JU/CG

Sample : M3318-02 :
Misc : 20210540-COM-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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|
unknown5.022 5.022 3.0 ng 3357 1 6.810 21985 20.0
unknown?7.992 7.992 5.3 ng 8492 2 8.092 31932 20.0
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