LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124903.D

Acqg On : 2 Aug 2021 12:33

Operator : JU/CG

Sample : M3216-06 :
Misc : 20210567-COM-40

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: BF124903.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.11e 3 4 8 rvB 10306 9329 7.10% 1.075%
2 5.469 571 575 578 rBvV 140260 125307 95.32% 14.441%
3  6.481 743 747 750 rBV 136201 131462 100.00% 15.150%
4 6.851 808 810 813 rBB 35225 25822 19.64%  2.976%
5 7.416 902 906 909 rBB 94341 82318 62.62% 9.487%
6 8.033 1009 1011 1016 rBB 16859 12674 9.64% 1.461%
7 8.133 1025 1028 1032 rBB 43596 35767 27.21% 4.122%
8 9.210 1207 1211 1214 rBV 165482 123679 94.08% 14.253%
9 9.892 1323 1327 1329 rBB 47824 40622 30.90% 4.681%
10 10.674 1457 1460 1464 rBB 80727 67460 51.32% 7.774%
11 11.374 1576 1579 1582 rBB 56370 42344 32.21%  4.880%
12 12.957 1845 1848 1851 rBV 135311 116496 88.62% 13.426%
13 14.009 2024 2027 2031 rBB 38912 32175 24.47% 3.708%
14 15.480 2273 2277 2281 rBB 19360 22266 16.94%  2.566%

Sum of corrected areas: 867721
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Data Path :
Data File :
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Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\

BF124903.D

2 Aug 2021 12:33

Ju/CG
: M3216-06 :
. 20210567-COM-40
: 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\BF080221\
Data File : BF124903.D

Acqg On 2 Aug 2021 12:33

Operator : JU/CG

Sample : M3216-06 :
Misc : 20210567-COM-40

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

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 unknown2.110 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.110 7.23 ng 9329 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azetidine, 1-methyl- 71 C4HON 004923-79-9 5
2 Azetidine, 2-methyl- 71 C4HOSN 019812-49-8 5
3 Isobutylamine 73 C4H11N 000078-81-9 4
4 1-Pentanamine 87 CS5H13N 000110-58-7 4
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 4
Abundance Scan 4 (2.110 min): BF124903.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 8r.0
N \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ ‘ 2.20 2.30 2.40 2.50
i T e i e m/z 43.00  41.45%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #700: Azetidine, 1-methyl-
28.0
42.0
5000 LN L L L I I B
56.0 71.0 2.202.30 2.40 2.50

m/z 71.00 30.80%

0**\*H‘\*H‘Mt‘wuy%‘w‘“”w*“‘h‘**w“‘\w*

miz--> 10 20 30 40 50 60 70 80 90
Abundance #699: Azetidine, 2-methyl-
28.0
T
42.0 2.202.30 2.40 2.50
5000 m/Z 87.00 27.29%
56.0 71.0
o) N N—r
miz--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine R AR EESEsEEa
30.0 2.202.302.40 2.50
m/z 55.05 23.55%
5000
73.0
o 180 | 430 550
e e e AR RSRRRERRE
m/z--> 10 20 30 40 50 60 70 80 90 2.202.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124903.D

Acqg On 2 Aug 2021 12:33

Operator : JU/CG

Sample : M3216-06 :
Misc : 20210567-COM-40

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 Ethanol, 2-[2-(2-methylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.033 7.09 ng 12674 Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 56
4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 38
5 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 33
Abundance Scan 1011 (8.033 min): BF124903.D\data.ms (-1009) (-) m/z 45.00 100.00%
45.0
5000
R R RRERE
|| 720 1011 7.80 8.00 8.20 8.40
Ol Wz 57.10  94.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
5000 L B L L LI LN B
89.0 7.80 8.00 8.20 8.40
m/z 41.10 46.10%
ol 19. ol U lisogl ||y 1190 1440
\\\‘\\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 100 120 140 160 180
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
R R RRERE
7.80 8.00 8.20 8.40
5000 m/z 56.10 15.91%
29.0
‘ 8r:0 32.0
bbbl Al 1 g070 1320
miz--> 20 40 60 80 100 120 140 160 180
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- T A RAREEEEE
45.0 7.80 8.00 8.20 8.40
m/z 43.00 14.52%
5000
89.0
0 26\?‘? \‘ 690 || | 1190 14401630
i R e R R A S R R RRRREE
m/z--> 20 40 60 80 100 120 140 160 180 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 : BF124903.D

Acqg On 2 Aug 2021 12:33

Operator : JU/CG

Sample : M3216-06 :
Misc : 20210567-COM-40

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|
unknown2.110 2.110 7.2 ng 9329 1 6.851 25822 20.0
Ethanol, 2-[2-(... 8.033 7.1 ng 12674 2 8.133 35767 20.0
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