LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124907.D

Acqg On : 2 Aug 2021 14:43

Operator : JU/CG

Sample : M3241-02 :

Misc : 20210592-AMENDED-COM-6

ALS Vvial : 11 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: BF124907.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 11 rBB 22186 25357 16.17% 2.621%
2 5.069 504 507 512 rBB 4614 5042 3.22% 0.521%
3 5.469 571 575 578 rBV 131115 125305 79.92% 12.950%
4 6.481 743 747 750 rBV 133189 143412 91.47% 14.821%
5 6.851 808 810 813 rBB 35604 28453 18.15%  2.940%
6 7.416 902 906 909 rBB 96710 92885 59.24% 9.599%
7 8.033 1009 1011 1016 rBB 6852 5698 3.63% 0.589%
8 8.139 1025 1029 1032 rBB 44123 39301 25.07% 4.062%
9 9.210 1207 1211 1214 rBV 203131 156789 100.00% 16.203%
10 9.892 1323 1327 1329 rBB 53634 45412 28.96% 4.693%
11 10.674 1457 1460 1463 rBB 90324 70177 44.76% 7.252%
12 10.804 1480 1482 1484 rBB 3638 2634 1.68% 0.272%
13 11.245 1555 1557 1559 rBB 3235 2259 1.44% 0.233%
14 11.374 1576 1579 1582 rBB 59779 44415 28.33% 4.590%
15 12.957 1844 1848 1851 rBV 150263 129831 82.81% 13.417%
16 14.009 2024 2027 2030 rBB 30682 26235 16.73% 2.711%
17 15.474 2272 2276 2281 rBB2 21095 24433 15.58%  2.525%

Sum of corrected areas: 967638
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Data Path :
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TIC Library

: M3241-02

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
BF124907.D

2 Aug 2021 14:43

Ju/CaG

20210592-AMENDED-COM-6

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\BF080221\

Data File : BF124907.D

Acqg On 2 Aug 2021 14:43

Operator Ju/caG

Sample : M3241-02 :

Misc . 20210592-AMENDED-COM-6
ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.128 17.82 ng 25357 1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 Isobutylamine 73 C4H11N 000078-81-9 5
3 N-Ethylformamide 73 C3H7NO 000627-45-2 5
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 4
5 2-Acetamido-N-methylacetamide 130 C5H10ON202 007606-79-3 4

Abundance Scan 7 (2.128 min): BF124907.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
43.0
5000
55.1 87.1
A REaRE R
‘ ‘ 2.202.302.402.50
O bbb m/z 43.00  51.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B I LR
43.0 250 2.202.302.402.50
87.0 m/z 55.10 30.95%
27.0 ‘
O\H’\H\‘\Hm“hu‘il\‘\\‘\‘\W“H\\"‘\l\\‘HH‘HH‘\.H\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #861: Isobutylamine
30.0
R A RARRNRS
2.202.302.402.50
5000 ITI/Z 87.10 28.40%
73.0
ol 180 430550
R e s L e o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #836: N-Ethylformamide R ARERREREERE
30.0 73.0 2.202.302.402.50
m/z 41.10 18.53%
5000
58.0
44.0
o |
O bt e e e e e e B
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124907.D

Acqg On 2 Aug 2021 14:43
Operator : JU/CG

Sample : M3241-02

Misc :

ALS vial : 11 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

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 2 unknown5.069 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.069 3.54 ng 5042 1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 9
2 Diacetamide 101 C4H7NO2 000625-77-4 7
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 5
4 Guanidine 59 CH5N3 000113-00-8 4
5 3-Heptanol, 5-methyl- 130 C8H180 018720-65-5 4
Abundance Scan 507 (5.069 min): BF124907.D\data.ms (-504) (-) m/z 43.10 100.00%
43.1
59.1
5000
100.9 e EARRaEEES S
‘ ‘ 4.80 5.00 5.20 5.40
Obrrprrrrprrrr e e e e M/20 59.18 60.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9297: Oxirane, [(1-methylethoxy)methyl]-
43.0
29.0 59.0
5000 L B L B L LR BRI
4.80 5.00 5.20 5.40
m/z 100.90 16.67%
15.0 73.0 101.0
O\\\‘\\‘\\’\\!!}\\\‘}}\\\\‘\\w‘\i\\\\’\‘\\\’\8\6‘\'\?\\\\‘\\\\1‘-\]-\5\.\(‘)\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4516: Diacetamide
43.0
e EERRaEESSS S
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 14.67%
73.0
101.0
. 280 | || g0
T A e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4528: 2,3-Butanedione, monooxime e EERRREEESS S
43.0 4.80 5.00 5.20 5.40
5000
101.0
oL 180280 | 580 .
AR e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124907.D

Acqg On 2 Aug 2021 14:43

Operator : JU/CG

Sample : M3241-02 :

Misc : 20210592-AMENDED-COM-6

ALS vial : 11 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

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 3 unknown8.033 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.033 2.90 ng 5698 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanamine, 2-methoxy- 75 C3H9NO 000109-85-3 4
2 2-Propanol, 1-amino- 75 C3H9NO 000078-96-6 3
3 2-Propanol, 1l-amino-, (R)- 75 C3H9NO 002799-16-8 3
4 Formamide 45 CH3NO 000075-12-7 3
5 1-Propanol, 3-amino- 75 C3H9NO 000156-87-6 3

Abundance Scan 1011 (8.033 min): BF124907.D\data.ms (-1009) (-) m/z 57.10 100.00%
45.1 57.1

5000
R R RRRRE
| | 75"0 7.80 8.00 8.20 8.40
O rerrrrprrrpreer e b e e e m/z0 45,180 95.90%
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
5000 \\\\‘\\\\‘\\\\‘\\A\‘\\\
7.80 8.00 8.20 8.40
45.0 m/z 41.00 54.56%
O ‘HH‘HH‘HH‘HH‘HH H\\‘HH‘HH‘HH‘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 #1027: 2-Propanol, 1-amino-
30.0
v e
7.80 8.00 8.20 8.40
5000 m/z 43.00 18.42%
45.0
0 180 800 750
P e e e S
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1039: 2-Propanol, 1-amino-, (R)- R A RRREEEE
30.0 7.80 8.00 8.20 8.40
m/z 75.00 15.45%
5000
45.0
o150 || 380 " 520600 750
e R e e e R R
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\BF080221\
Data File : BF124907.D

Acqg On : 2 Aug 2021 14:43

Operator : JU/CG

Sample : M3241-02 :

Misc : 20210592-AMENDED-COM-6

ALS Vvial : 11 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|
Butane, 2-metho... 2.128 17.8 ng 25357 1 6.851 28453 20.0
unknown5.069 5.069 3.5 ng 5042 1 6.851 28453 20.0
unknown8.033 8.033 2.9 ng 5698 2 8.139 39301 20.0
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