LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010821\
Data File : BGO47902.D

Acqg On : 9 Jan 2021 1:25
Operator : CG/JU

Sample 1 Mle44-21

Misc :

ALS Vvial : 17 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_G\METHODS\8270-BG121720.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO47902.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.508 24 29 34 rBV 55690 67985 1.33% 0.363%
2 4.707 228 233 239 rVB 92728 126461 2.46% 0.676%
3 5.177 307 313 316 rBV 56904 84208 1.64%  0.450%
4 5.747 402 410 420 rBV 810870 1417099 27.62% 7.573%
5 7.398 683 691 706 rBV 687650 1496992 29.18% 7.999%

.744 743 750 759 rBV 29904 51732 1.01% 276%

0

.161 813 821 828 rBV 174121 298256 5.81% 1
.331 1012 1020 1030 rVB 573646 1029181 20.06% 5.500%

2

2

O 00

10.987 1294 1302 1316 rVB 211852 393569 7.67%
10 13.420 1708 1716 1724 rBV 1509500 2388568 46.56% 12.

11 13.673 1754 1759 1765 rBV 110002 173259 3.38% ©
12 14.231 1848 1854 1861 rBV 120353 173274 3.38% ©
13 14.795 1942 1950 1956 rBV2 366618 593983 11.58% 3.174%
14 16.281 2197 2203 2213 rBV 1573680 2400871 46.80% 12.
15 17.533 2408 2416 2422 rBV 557875 841591 16.40% 4

16 20.124 2850 2857 2864 rBV 3884608 5130429 100.00% 27.415%
17 21.804 3136 3143 3152 rBV2 629556 1043901 20.35% 5.578%
18 25.136 3699 3710 3719 rBV2 352740 1002326 19.54% 5.356%

Sum of corrected areas: 18713685
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010821\
Data File : BG@47902.D

Acqg On : 9 Jan 2021 1:25
Operator : CG/JU

Sample : M1e44-21

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG047902.D\data.ms
3500000
3000000
2500000
2000000
1500000

1000000 5,747

7.398 0331

500000
10.987
8.508 4.707 5177 7.744 8'%"1

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG047902.D\data.ms

o

20.124
3500000

3000000
2500000
2000000
1500000] 1320 16.281

1000000

17533 21.804

500000 14.795

13.673 14.231 AJN
0 N A

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG047902.D\data.ms

3500000

3000000

2500000

2000000

1500000

1000000

500000 25.136

0‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010821\
Data File : BG@47902.D

Acqg On : 9 Jan 2021 1:25
Operator : CG/JU

Sample : M1e44-21

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 n-Propyl acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.508 4.56 ng 67985 1,4-Dichlorobenzene-d4 8.161

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Propyl acetate 102 C5H1002 000109-60-4 50
2 Acetic acid, hydrazide 74 C2H6N20 001068-57-1 9
3 Isopropyl acetate 102 C5H1002 000108-21-4 9

4 1-Pentanol, 5-chloro-, acetate 164 C7H13Cl02 020395-28-2 9

5 Isobutylamine 73 C4H11N 000078-81-9 7

Abundance  Scan 29 (3.508 min): BG047902.D\data.ms (-24) (-) 43.10 100.00%

43.1
e e e ey
‘ “98 818 340 3.60 3.80
ol b8t 1818 24 m/z 61.10 25.77%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #4250: n-Propyl acetate
43.0
5000 L AL R |
340 3.60 3.80
m/z 73.00 16.68%
O‘\\“‘\H\J“\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #778: Acetic acid, hydrazide
32.0
o
340 3.60 3.80
5000 41.10 15.72%
o_‘U!NH_m_m_mwHWHWH_M,HH_
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4255: |sopropyl acetate
43.0 340 3.60

42. 16 14 56%

5000 WJ\W/\A
ol | 1010 Ly

LA LA L L L L B L L LB I T I — L ——

m/z--> 0 50 100 150 200 250 300 350 400 450 340 360 380
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010821\
Data File : BG@47902.D

Acqg On : 9 Jan 2021 1:25
Operator : CG/JU

Sample : M1e44-21

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.707 8.48 ng 126461 1,4-Dichlorobenzene-d4 8.161
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
2 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 38
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 17

4 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 9
5 1-Pentanamine 87 C5H13N 000110-58-7 9

Abundance Scan 233 (4.707 min): BG047902.D\data.ms (-228) (-) m/z 57.10 100.00%

57.1
5000
R
87.1 4.40 4.60 4.80 5.00
ol A 2083 2670 ., 75.10  49.46%
miz-> 50 100 150 200 250
Abundance #8157: Propanoic acid, propyl ester
57.0
5000 UL L B R I B |
2o 4.40 4.60 4.80 5.00
[ 43.05  31.46%
87.0 m/z
O T T ‘N ‘\h‘ ‘ “\ \‘ T ‘\ ‘l\]_7\()\ T ‘ T T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #13468: Propanoic acid, butyl ester
57.0
A e T
4.40 4.60 4.80 5.00
5000 m/z 41.10 18.89%
m/z--> 50 100 150 200 250
Abundance #8200: Propanoic acid, 1-methylethyl ester
57.0 4.40 4.60 4.80 5.00
m/z 42.10 11.88%
5000
27,0
‘ ‘ ‘ 101.0
R
m/z--> 50 100 150 200 250 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010821\
Data File : BG@47902.D

Acqg On : 9 Jan 2021 1:25
Operator : CG/JU

Sample : M1e44-21

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Butanoic acid, pentyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.177 5.65 ng 84208 1,4-Dichlorobenzene-d4 8.161

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 59
2 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 53
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 42
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 36
5 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 33
Abundance Scan 313 (5.177 min): BG047902.D\data.ms (-307) (-) m/z 43.10 100.00%
43.1
71.1
5000
89.1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
‘ ‘ ‘ 115.0 4.80 5.00 5.20 5.40
O A T wz 71.10 83.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30218: Butanoic acid, pentyl ester
43.0 71.0
5000 89.0 T T T T T T
4.80 5.00 5.20 5.40
m/z 41.10 34.77%
0 15.0 M LIl ‘ L1y ., 1150 159.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13507: Butanoic acid, 1-methylethyl ester
43.0
710 e i S
4.80 5.00 5.20 5.40
5000 m/z 89.10 24.59%
89.0
miz--> 20 40 60 80 100 120 140 160
Abundance #13466: Butanoic acid, propyl ester T e
43.0 71.0 4.80 5.00 5.20 5.40
m/z 39.10 14.34%
5000 89.0
ol R b L umso
m/z--> 20 40 60 80 100 120 140 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010821\
Data File : BG@47902.D

Acqg On : 9 Jan 2021 1:25
Operator : CG/JU

Sample : M1e44-21

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.744 3.47 ng 51732 1,4-Dichlorobenzene-d4 8.161

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 50
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 45
4 Ethyl 2-(2-(2-ethoxyethoxy)ethox... 220 C10H2005 1000366-77-8 45
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45

Abundance Scan 750 (7.744 min): BG047902.D\data.ms (-743) (-) m/z 45.10 100.00%

45.1
5000
740760780800
104.2 : : ’ :
b u““ Nk Lolasa 2867 3920 h/z s9.e0  33.64%
mlz--> 50 100 150 200 250 300 350
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
43.0
5000 \/\"\luA\\‘\A\AH’H[\\\\‘\\M\\A‘\
7.40 7.60 7.80 8.00
m/z 72.10 28.70%
104.0
O \H\hT\“‘!h\‘\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #32643: Diethyl carbitol
45.0
“H‘W‘H‘,H‘W‘H%‘
7.40 7.60 7.80 8.00
5000 m/z 73.10 17.23%
M 103.0
T
miz--> 50 100 150 200 250 300 350
Abundance #44466: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0 7.40 7.60 7.80 8.00
m/z 43.10 16.17%
5000
‘ ‘89.0
L] as30

m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010821\
Data File : BG@47902.D

Acqg On : 9 Jan 2021 1:25

Operator : CG/JU

Sample : M1e44-21

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.672 5.83 ng 173259  Acenaphthene-die 14.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Metacetamol 151 C8HINO2 000621-42-1 58
3 Tiocarlide 400 C23H32N202S 000910-86-1 53
4 4-Pyridinemethanol, acetate (ester) 151 C8HINO2 001007-48-3 53
5 Acetaminophen 151 C8HSNO2 000103-90-2 53
Abundance Scan 1759 (13.673 min): BG047902.D\data.ms (-1754) (-  m/z 43.10 100.00%
431 1091
5000
Sty it
13.50 14.00
68.9 :
- MMH LM nyz 1e9.10 85.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 f\\ i T
13.50 14.00
m/z 151.05 52.88%
b2
O‘\\“\\\‘fd‘\ﬂ\‘u\‘l\‘”““f‘\H\A\L\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24779: Metacetamol
109.0 f\
T —
13.50 14.00
5000 m/z 41.10 27.64%
43.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #212158: Tiocarlide
109.0 13.50 14.00
m/z 85.10 23.51%
43.0
5000
221.0
Oprrthit | 140 2060 3660 1Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010821\
Data File : BGO47902.D

Acqg On : 9 Jan 2021 1:25
Operator : CG/JU

Sample 1 Mle44-21

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Propyl acetate 3.508 4.6 ng 67985 1 8.161 298256 20.0
Propanoic acid,... 4.707 8.5 ng 126461 1 8.161 298256 20.0
Butanoic acid, ... 5.177 5.7 ng 84208 1 8.161 298256 20.0
Ethanol, 2-(2-e... 7.744 3.5 ng 51732 1 8.161 298256 20.0
2,4,7,9-Tetrame... 13.672 5.8 ng 173259 3 14.789 593983 20.0
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