LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124978.D

Acqg On 7 Aug 2021 17:19

Operator : JU/CG

Sample : M3279-01 :
Misc : 20210568-COM-41

ALS vial : 5 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: BF124978.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.046 498 503 508 rBB 32778 40603 30.22% 4.202%
2 5.451 568 572 575 rBB 135588 122745 91.36% 12.702%
3 5.840 636 638 641 rBB 7656 6441 4.79% 0.667%
4 6.457 739 743 746 rBV 126431 127259 94.72% 13.169%
5 6.828 803 806 809 rBB 42693 32386 24.11% 3.351%
6 7.392 898 902 905 rBB 90585 79724 59.34%  8.250%
7 8.010 1004 1007 1010 rBB 8567 5885 4.38% 0.609%
8 8.110 1020 1024 1027 rBB 60849 45558 33.91% 4.715%
9 9.186 1203 1207 1210 rBB 156516 134348 100.00% 13.903%
10 9.863 1319 1322 1325 rBB 71377 53192 39.59% 5.505%
11 10.651 1453 1456 1459 rBB 119744 90034 67.02% 9.317%
12 11.351 1571 1575 1578 rBB 65647 52905 39.38% 5.475%
13 11.869 1661 1663 1665 rBB 2796 1795 1.34% 0.186%
14 12.933 1840 1844 1847 rBB 147782 112815 83.97% 11.675%
15 13.986 2020 2023 2026 rVB 37732 29728 22.13% 3.076%
16 14.274 2068 2072 2073 rBV 1603 1588 1.18% 0.164%
17 15.445 2267 2271 2275 rBB 25985 27527 20.49%  2.849%
18 17.568 2629 2632 2635 rVB2 1367 1803 1.34% 0.187%

Sum of corrected areas: 966336
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: M3279-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
BF124978.D

7 Aug 2021 17:19

Ju/CaG

20210568-COM-41

: 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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\BF@80721\
Data File : BF124978.D

Acqg On 7 Aug 2021 17:19

Operator : JU/CG

Sample : M3279-01 :
Misc : 20210568-COM-41

ALS vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.046  25.07 ng 40603 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56

2 Diacetamide 101 C4H7NO2 000625-77-4 9

3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9

4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

5 Butane 58 C4H1e 000106-97-8 5

Abundance Scan 503 (5.046 min): BF124978.D\data.ms (-498) (-) m/z 43.00 100.00%

3.0
59.1
5000
101.0 T
4.80 5.00 5.20 5.40
0 H‘w_‘H_M‘H\m_ul‘!_m‘w_wm:ww m/z 59.18  53.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L I LN L
4.80 5.00 5.20 5.40
101.0 m/z 101.00  18.89%
0 3%0 0 ‘ 83.0
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4516: Diacetamide
43.0
R A RAEEEEET S
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 12.62%
73.0
101.0
280 || | |
Ottt e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate R RARER
43.0 4.80 5.00 5.20 5.40
m/z 41.00 10.82%
5000
58.0
15‘.0 27.0 X 72‘.0 100.0
o+ttt R ARARER
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\

Data File : BF124978.D

Acqg On 7 Aug 2021 17:19

Operator Ju/caG

Sample : M3279-01 :
Misc 20210568-COM-41

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 2 unknown5.840 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.840 3.98 ng 6441 1,4-Dichlorobenzene-d4 6.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 4
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 4
3 Guanidine, methyl- 73 C2H7N3 000471-29-4 4
4 N-Ethylformamide 73 C3H7NO 000627-45-2 3
5 1-Heptanamine 115 C7H17N 000111-68-2 3

Abundance Scan 638 (5.840 min): BF124978.D\data.ms (-636) (-) m/z 43.00 100.00%
43.0 73.1
5000
N EARLEEE
115.0 5.60 5.80 6.00 6.20
Obrrrrrrrerrer b e e m/z 73.10 89.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 LN L B L B L L B
5.60 5.80 6.00 6.20
m/z 41.10 12.77%
150 290 || 560 o 100.0 11"5'0
OH\‘HH‘H\H‘\‘\H‘H‘\\‘HH‘\H\‘\}H‘HH"\HHHH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
 EARmmEE
5.60 5.80 6.00 6.20
5000 58.0 ITI/Z 115.00 10.70%
15.0
0“W‘M‘_‘wwh‘wlw‘_‘H‘H‘w‘m‘_‘u‘u‘w‘u‘_‘u‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #823: Guanidine, methyl- R RARERREREESEL
30.0 43.0 5.60 5.80 6.00 6.20
73.0 m/z 55.00 9.75%
5000
el
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124978.D

Acqg On 7 Aug 2021 17:19

Operator : JU/CG

Sample : M3279-01 :
Misc : 20210568-COM-41

ALS vial : 5 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 3 unknown8.010 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.010 2.58 ng 5885 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanamine, 2-methoxy- 75 C3H9NO 000109-85-3 4
2 2-Propanol, 1-amino-, (R)- 75 C3H9NO 002799-16-8 3
3 2-Propanol, 1-amino- 75 C3H9NO 000078-96-6 3
4 Formamide 45 CH3NO 000075-12-7 3
5 1-Propanol, 3-amino- 75 C3H9NO 000156-87-6 3
Abundance Scan 1007 (8.010 min): BF124978.D\data.ms (-1004) (-) m/z 45.10 100.00%
45.1 57.1
5000
R R
| | 75"0 7.60 7.80 8.00 8.20 8.40
Ot e e e e e e e m/z 57.10 91.97%
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 DL B LA B W
7.60 7.80 8.00 8.20 8.40
45.0 m/z 41.00 42.37%
O ‘\H\‘HH‘HH‘HH‘HH HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1039: 2-Propanol, 1-amino-, (R)-
30.0
R R
7.60 7.80 8.00 8.20 8.40
5000 m/z 43.00 15.38%
45.0
o150 || 380 " 520600 750
[ e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1027: 2-Propanol, 1-amino- R aamana e
30.0 7.60 7.80 8.00 8.20 8.40
m/z 75.00 14.86%
5000
45.0
oo 600 759
P e e e R Eaamana
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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\BF@80721\
Data File : BF124978.D

Acqg On 7 Aug 2021 17:19
Operator : JU/CG

Sample : M3279-01

Misc

ALS vial : 5 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|
2-Pentanone, 4-... 5.046 25.1 ng 40603 1 6.828 32386 20.0
unknown5.840 5.840 4.0 ng 6441 1 6.828 32386 20.0
unknown8.010 8.010 2.6 ng 5885 2 8.110 45558 20.0
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