LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124831.D

Acqg On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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: BF124831.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 9 rvVB 8587 7066 3.58% 0.664%
2 5.087 507 510 513 rBB 2699 2784 1.41% 0.262%
3 5.481 573 577 580 rBV 110672 105217 53.33% 9.883%
4 6.492 745 749 752 rBV 117166 111310 56.41% 10.455%
5 6.869 810 813 816 rBB 39357 27368 13.87% 2.571%
6 7.433 905 909 912 rBB 88761 74798 37.91% 7.026%
7 8.051 1011 1014 1021 rBB 19229 15278 7.74%  1.435%
8 8.151 1028 1031 1034 rBB 50475 38225 19.37%  3.590%
9 9.227 1210 1214 1217 rBV 200986 153741 77.92% 14.441%
10 9.910 1326 1330 1333 rBB 54397 46362 23.50%  4.355%
11 10.698 1460 1464 1467 rBB 124263 99378 50.37% 9.335%
12 11.392 1579 1582 1585 rBV 59010 51598 26.15% 4.847%
13 11.910 1668 1670 1673 rBB 5061 3871 1.96% 0.364%
14 12.980 1848 1852 1855 rBV 211281 197307 100.00% 18.533%
15 13.545 1946 1948 1950 rBB 3411 2171 1.10% 0.204%
16 13.874 2002 2004 2006 rBv2 6074 5345 2.71% 0.502%
17 13.892 2006 2007 2015 rVB4 3978 6611 3.35% 0.621%
18 14.033 2027 2031 2034 rBV 53500 43047 21.82% 4.043%
19 14.192 2055 2058 2060 rBB 6390 4924 2.50% 0.463%
20 14.498 2107 2110 2112 rBB 5367 4427 2.24% 0.416%
21 14.786 2156 2159 2165 rBB2 19691 21479 10.89% 2.018%
22 15.145 2217 2220 2223 rBB 4347 4090 2.07% 0.384%
23 15.509 2277 2282 2288 rBB 29292 35555 18.02% 3.340%
24 15.968 2356 2360 2364 rBB2 2096 2668 1.35% 0.251%

Sum of corrected areas: 1064620
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BF124831.D

: 28 Jul 2021 17:08
Ju/CG

¢ M3165-03

: 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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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124831.D

Acq On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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 unknown2.116 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.116 5.16 ng 7066 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 2-0OXOPROPIONAMIDE 87 C3H5NO2 000631-66-3 4
4 Isobutylamine 73 C4H11N 000078-81-9 4
5 1-Pentanamine 87 C5H13N 000110-58-7 4
Abundance Scan 5 (2.116 min): BF124831.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
430 87.1
5000 55.0
NRAREREEESSSSES
‘ ‘ ‘ 2.20 2.30 2.40 2.50
ot m/z 43.00 62.48%
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
430 2.202.302.40 2.50
55 0 87.0 m/z 87.10 56.60%
29.0 “
O\\‘\\\\‘\\\\“\\\\‘\\\\‘\f\f‘\\\\[\f‘\\‘\\\\‘\\\\
miz--> 10 20 30 70 80 90
Abundance #2157: l—Butanamlne, 3-methyl-
30.0
R RRRRRRS LS
2.202.302.40 2.50
5000 m/z 55.00 42.19%
oL, 140 ‘ 440 550 700 87.0
T e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2071: 2-OXOPROPIONAMIDE I RAEEAERES s
430 870 2.202.302.40 2.50
m/z 71.00 23.34%
5000
o 28.0 | 52.0 61.0 71.0
1t e RARRRsRssRsssssEISES
m/z--> 10 20 30 40 50 60 70 80 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 : BF124831.D

Acq On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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 unknown5.087 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.087 2.03 ng 2784 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine 59 CHS5N3 000113-00-8 4
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 4
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 4
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 4
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 4
Abundance Scan 510 (5.087 min): BF124831.D\data.ms (-507) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0
A mmm e
4.80 5.00 5.20 5.40
-+ m/z 59.00 59.36%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #297: Guanidine
43.0 59.0
5000 L L L L L BN LR

4.80 5.00 5.20 5.40
m/z 101.00 29.71%

28.0
O\\‘\\\‘!“‘\\\\“\{\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4584: Morpholine, 4-methyl-
43.0
Ammm L
4.80 5.00 5.20 5.40
5000 101.0
71.0
A S S WY
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
101.0
oL 8o 73080
e e e e e e
m/z--> 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\BF072821\
Data File : BF124831.D

Acq On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.051 7.99 ng 15278 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 39
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 38
5 Tetraethylene glycol 194 C8H1805 000112-60-7 36
Abundance Scan 1014 (8.051 min): BF124831.D\data.ms (-1011) (-) m/z 45.00 100.00%
45.0
5000
751 R A RREEEEEE
‘ ‘ 101.1 7.80 8.00 8.20 8.40
0 ‘H_HMHMHl‘_m_m_‘wHH_M_ m/z 57.10  82.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B I L I LN B
29.0 7.80 8.00 8.20 8.40
m/z 41.10 43.93%
87.0
O T ‘ \‘H“\‘\“‘H‘\ T H\ \‘h\ ‘ \“\‘\ \:}'0\7\\0\ ‘ ?‘\3\2\()‘ LU ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0

7.80 8.00 8.20 8.40
5000 m/z 43.00 17.21%

89.0
L1900 | Liseg | | 190 auag
“‘_““ ‘“‘“H“““w“““u“““_
miz--> 20 40 80 100 120 140 160 180
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- R RRRRAE R
45.0 7.80 8.00 8.20 8.40
m/z 75.10 16.71%
5000
89.0
0 26\?‘? 11899 1 | 1190 14401630
e ““““‘“““‘_“““H“““‘ e
m/z--> 20 40 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124831.D

Acq On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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 4 unknownl3.874 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.874 2.48 ng 5345  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 9
2 Azetidine, 2-methyl- 71 C4HOSN 019812-49-8 5
3 Azetidine, 1-methyl- 71 CAHSN 004923-79-9 5
4 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
5 2-Propenamide 71 C3HS5NO 000079-06-1 4
Abundance Scan 2004 (13.874 min): BF124831.D\data.ms (-2002) (- m/z 57.10 100.00%
43.1 57.1
5000
85.1
i
‘ 13.50 14.00
Ot e e e e m/z 43.10 94.14%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance  #90428: Dichloroacetic acid, 4-methylpentyl ester
43.0
5000 71.0 T ——
13.50 14.00
85.0 m/z 71.80 50.63%
R T
\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #699: Azetidine, 2-methyl-
28.0
‘ ——
42.0 13.50 14.00
5000 m/z 41.00 32.68%
56.0 71.0
0 wH;H“W‘MWuwml:ww_wwwH_wwww
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #700: Azetidine, 1-methyl- e e
28.0 13.50 14.00
m/z 85.10 32.50%
42.0
5000
56.0 71.0
O“HJM‘JWM‘_mM‘HWM‘WH‘WHH‘HH_‘H_H‘_HW‘HW‘ b —
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124831.D

Acq On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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 5 unknownl3.892 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.892 3.07 ng 6611 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, butyl- 112 C8H16 013152-44-8 16
2 1-Hexene 84 C6H12 000592-41-6 9
3 Hexane, 2-chloro- 120 C6H13C1 000638-28-8 9
4 Cyclobutane, 1,2-diethyl-, cis- 112 C8H16 061141-50-2 9
5 2-Propenal 56 C3H40 000107-02-8 7
Abundance Scan 2007 (13.892 min): BF124831.D\data.ms (-2006) (- m/z 97.00 100.00%
41.0 97.0
55.9
5000
— T
83.0 13.50 14.00
Ol e e e M/Z 41,00 95.67%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #7531: Cyclobutane, butyl-
56.0
41.0
5000 e ——
2r.0 13.50 14.00
70.0 84.0 m/z 55.90 71.43%
O ‘\‘H\‘1!HHH‘!H‘Hg\S\“O\Hl\J‘-\Z\.Q‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #1640: 1-Hexene
41.0 56.0
T T
270 13.50 14.00
5000 m/z 55.00 57.79%
84.0
miz--> 0 10 20 30 40 50 60 70 80 90 100110 A
Abundance #10591: Hexane, 2-chloro- e e
41.0 13.50 14.00
27.0 56.0
) m/z 43.05 38.96%
5000
84.0
0 u\Mu\M\uM\HiuMlwHWM»‘WﬂfPM‘”H‘HH‘HH‘HH‘ - o
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124831.D

Acq On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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 6 unknownl4.192 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.192 2.29 ng 4924  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 43
2 Azetidine, 2-methyl- 71 C4HOSN 019812-49-8 5

3 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
4 2-Propenamide 71 C3H5NO 000079-06-1 4

5 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4

Abundance Scan 2058 (14.192 min): BF124831.D\data.ms (-2055) (- m/z 57.00 100.00%
0

43.0 57.
5000 1 85.1
LA
‘ 14.00 14.50
O e e e e e e m/z 43.00 90.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
5000 57.0 /1.0 850 A A
14.00 14.50
29.0 m/z 71.10 50.62%
oaso | UL sse  umo
H‘HH‘\H\‘\H\‘\H\‘H\\‘HH‘HH’HH‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #699: Azetidine, 2-methyl-
28.0
— :
42.0 14.00 14.50
5000 ITI/Z 85.10 40.32%
56.0 71.0
oH_‘H_‘;‘““H“;Hu“mu‘HHl:‘H,HH_ww_www
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1789: 5H-Tetrazol-5-amine T ‘ ‘
57.0 14.00 14.50
m/z 41.00 30.09%
5000 85.0
42.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124831.D

Acq On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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 7 unknownl4.498 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.498 2.06 ng 4427  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azetidine, 2-methyl- 71 C4HON 019812-49-8 5
2 Azetidine, 1-methyl- 71 C4HOSN 004923-79-9 5
3 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
4 2-Propen-1-amine 57 C3H7N 000107-11-9 4
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 4
Abundance Scan 2110 (14.498 min): BF124831.D\data.ms (-2107) (- m/z 57.10 100.00%
57.1
43.0
71.1
5000 85.1
|
‘ 14.50
O+ e e e m/z 43.00 71.11%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #699: Azetidine, 2-methyl-
28.0
5000 6.0 ] A ‘n
. 71.0 14.50
m/z 71.10 60.49%
OH\‘HHH\!‘!H\‘\HE H!\H\‘\H\‘\}\\‘H\\‘H\\‘\}\\‘HH‘HH‘HH‘HH‘
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #700: Azetidine, 1-methyl-
28.0
14.50
5000 m/z 85.10 45.93%
71.0
om_mwmel!HMW_HWH_HWwW_W‘Wm_m‘
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1789: 5H-Tetrazol-5-amine ! .
57.0 14.50
m/z 41.10 30.56%
5000 85.0
42.0
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124831.D

Acq On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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 8 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.786 12.08 ng 21479 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
2 Octadecanamide 283 C18H37NO 000124-26-5 42
3 Dodecanamide 199 C12H25NO 001120-16-7 42
4 Hexadecanamide 255 C16H33NO 000629-54-9 42
5 2-Octanol, 2-methyl-6-methylene- 156 C10OH200 018479-59-9 38
Abundance Scan 2159 (14.786 min): BF124831.D\data.ms (-2156) (1 m/z 59.00 100.00%
5000
—— —
“ ‘97‘0 : 14.50 15.00
ob HHHWHWH S m/z 55.00 66.71%
m/z--> 150 200 250
Abundance #174775.94Ddadecenanﬂde,(2}
59.0
5000 L ’\ ‘ — ‘M‘
14.50 15.00
m/z 72.00 60.57%
29.0 98.0
oL 2004280 1840 2380 281c
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #177478: Octadecanamide
59.0
—— —
14.50 15.00
5000 m/z 43.00 47 .87%
2% Lm0 oo sn e
— L e R
mfz--> 50 100 150 200 250 ﬁ n ﬂ
Abundance #74752: Dodecanamide " e
59.0 14.50 15.00
m/z 41.00 47.40%
5000
290
0 H‘H\‘\ | 1140 156.0 199.0 ﬂ ﬂ A
— “‘ i e T H A e e e —— e
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124831.D

Acq On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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 9 unknownl5.145 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.145 2.30 ng 4090  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 Azetidine, 1-methyl- 71 C4HSN 004923-79-9 5
3 Azetidine, 2-methyl- 71 CAHON 019812-49-8 5
4 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
5 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4

Abundance Scan 2220 (15.145 min): BF124831.D\data.ms (-2217) (-, m/z 57.10 100.00%
1

57.
43.0
71.1
5000 85.1
—— —
‘ 15.00 15.50
Ot e e e e m/z 43.00 71.14%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2052: Butane, 2,2-dimethyl-
43.0 57.0
71.0 {\
5000 A T h‘ \h \A \h ] T
29.0 15.00 15.50
m/z 71.10 53.20%
0 15.0 ‘ ‘ i . “ | | 85.0
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #700: Azetidine, 1-methyl-
28.0
—— —
42.0 15.00 15.50
5000 ITI/Z 85.10 42.58%
56.0 71.0
0 ‘w““‘u“M“Huyh"W‘uu“u‘l:“w“““
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #699: Azetidine, 2-methyl- —— —
28.0 15.00 15.50
m/z 41.10 35.12%
42.0
5000 56.0
' 71.0
0 “‘H““‘J‘J‘H‘Hyh",‘Hu““‘li‘u“““" : ﬂ | ‘ﬂ‘ : A
m/z--> 10 20 30 40 50 60 70 80 90 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124831.D

Acqg On : 28 Jul 2021 17:08
Operator : JU/CG

Sample : M3165-03

Misc :

ALS vial : 6 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 5.2 ng 7066 1 6.869 27368 20.0
unknown5.087 5.087 2.0 ng 2784 1 6.869 27368 20.0
Ethanol, 2-(2-b... 8.051 8.0 ng 15278 2 8.151 38225 20.0
unknownl13.874 13.874 2.5 ng 5345 5 14.033 43047 20.0
unknown13.892 13.892 3.1 ng 6611 5 14.033 43047 20.0
unknown14.192 14.192 2.3 ng 4924 5 14.033 43047 20.0
unknown14.498 14.498 2.1 ng 4427 5 14.033 43047 20.0
9-Octadecenamid... 14.786 12.1 ng 21479 6 15.509 35555 20.0
unknown15.145 15.145 2.3 ng 4090 6 15.509 35555 20.0

8270-BF072221.M Thu Jul 29 10:37:37 2021

Pag 12



