LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125519.D

Acqg On : 15 Sep 2021 23:17
Operator : JU/CG

Sample : M3684-13

Misc :

ALS Vvial : 14 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-BF091521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125519.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.222 14 23 28 rVB 1452932 1926901 41.58% 6.172%
2 4.481 402 407 417 rVB 88399 110617 2.39% 0.354%
3 5.099 506 512 528 rVB 1507012 2119838 45.74% 6.790%
4 5.498 576 580 583 rBV 3404595 3329741 71.85% 10.666%
5 6.504 745 751 754 rBV 3110527 3447457 74.39% 11.043%

6 6.863 809 812 816 rBV 1211913 1016074 21.93% 3

7 7.428 903 908 912 rBV 2066272 2354597 50.81% 7

8 8.051 1011 1014 1026 rBV 91930 182006 3.93% ©.583%

9 8.145 1026 1030 1034 rVV 1277091 1331812 28.74% 4
9.228 1208 1214 1217 rBV 4070473 4193299 90.49% 13.

11  9.904 1324 1329 1333 rBV 1687870 1552464 33.50%
12 10.698 1460 1464 1478 rBV 721231 750308 16.19%
13 11.398 1578 1583 1586 rBV 1796080 1635381 35.29%
14 12.986 1848 1853 1856 rBV 4917746 4634107 100.00% 14.
15 13.904 2006 2009 2012 rBV 84251 86639  1.87%

o hUuIN D
N
w
O
B

16 14.039 2028 2032 2036 rVB 1603205 1393860 30.08% 4.465%
17 15.527 2279 2285 2293 rVB 928788 1152945 24.88%  3.693%

Sum of corrected areas: 31218046
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 15 Sep 2021 23:17
: M3684-13

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091521\
BF125519.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0
Time-->
Abundance

4000000

3000000

2000000

1000000

TIC: BF125519.D\data.ms

5.498
6.504

7.428

2.222 5.099

6.863

4.481

AN
UL L L L L L L L L I L L I L L L L L A O R L B T T T T[T T Tt

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF125519.D\data.ms

12.986

9.228

9.904 11.398

8.145

10.698

0
Time-->
Abundance

4000000

3000000

2000000

1000000

— — — — — — T 7 g
10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF125519.D\data.ms

14.039

15.527

13.90

Time-->

8270-BF091521.M Thu Sep 16 07:41:38 2021

T ‘ T
13.50 14.00

T ‘ T
14.50

T ‘ T
15.00

T T ‘ T T T T T T T T T T ‘ T
15.50 16.00 16.50 17.00 17.50 18.00 18.50

Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125519.D

Acqg On : 15 Sep 2021 23:17
Operator : JU/CG

Sample : M3684-13

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.222 37.93 ng 1926900 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 23 (2.222 min): BF125519.D\data.ms (-14) (-) m/z 73.05 100.00%
73.0
5000 43.0 f\\
87'1 \‘\\\\’\\\\‘\\\
‘ 2.20 2.40 2.60
0 MW_WHMHwHw,“wwmww,wwww m/z 43.00  44.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B
2.20 2.40 2.60
43.0
87.0 m/z 55.00 33.97%
\ \‘ 90 It
O H\‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\H\‘HH‘HH’HH‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
T
220 2.40 260
5000 m/z 87.10 25.89%
55.0
27.0 41l
o220 L L4 L es0 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 220 2.40 260
87.0 m/z 41.00 13.99%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘HM‘HM‘HM‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125519.D

Acqg On : 15 Sep 2021 23:17
Operator : JU/CG

Sample : M3684-13

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 3-Penten-2-one, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.481 2.18 ng 110617 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 78
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 78
Abundance Scan 407 (4.481 min): BF125519.D\data.ms (-402) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.1
R RARRRSEEEEE
‘ 66.9 4.20 4.40 4.60 4.80
0 H“H‘w“H"H‘;m‘ﬂﬁ‘h“uﬁ‘u‘uwl‘w“uq‘u‘ m/z 83.00 88.98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L B L BN LR
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 43.00 38.53%
‘ Ll 870 ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
200 43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 30.19%
98.0
M‘\ \\‘\ 67.0 I
owwwwwm i RS
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- e BAaRaEEEEE T
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 25.70%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘H‘HH“m:;1‘”;““1“m‘“;HH,‘M,HH,HH [ENTY &Y
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125519.D

Acqg On : 15 Sep 2021 23:17
Operator : JU/CG

Sample : M3684-13

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.098 41.73 ng 2119840 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 512 (5.098 min): BF125519.D\data.ms (-506) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A RAR AR R
‘ 83.0 ‘ 4.80 5.00 5.20 5.40
Ol bl PEL 920 L m/z 59.00  62.66%
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 LA L B B A R
4.80 5.00 5.20 5.40
101.0 m/z 101.00 16.82%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“H\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R ARa e RamaaRE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.36%
41.0
29.0 101.0
O Ml 730 880
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- A EAREREERETE
59.0 4.80 5.00 5.20 5.40
m/z 40.95 8.76%
5000 41.0
29.
87.0
o 250 Ll o sso
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@91521\
Data File : BF125519.D

Acqg On : 15 Sep 2021 23:17
Operator : JU/CG

Sample : M3684-13

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.051 2.73 ng 182006 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 47

Abundance Scan 1014 (8.051 min): BF125519.D\data.ms (-1011) (-) m/z 45.00 100.00%

45.0
5000

| 1000 7.80 8.00 8.20 8.40
0Ll el LS myz s7.00 98.47%

miz--> 20 40 60 80 100 120 140
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
29.0

5000 e s
7.80 8.00 8.20 8.40

m/z 41.00  35.20%

‘ 75.0

0 \1\34\0“ \‘\“\‘ T " ‘H‘\ T ‘!‘MH\ T ‘1‘ ‘\‘ T \“1‘ \lPﬁ.\O\ T \1\312.\0‘ T

miz--> 20 40 60 80 100 120 140

Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
43.0

7.80 8.00 8.20 8.40

5000 m/z 56.00 19.46%
89.0
29.0
73
bl LT | ) 90 o
m/z--> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether B REEERaREEE SIS B
45.0 7.80 8.00 8.20 8.40

m/z 75.00 14.76%

5000 29.0
101.0
83.0
0 “m i ‘Lo‘ | 130.0

m/z--> 20 40 60 80 100 120 140 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@91521\
Data File : BF125519.D

Acqg On : 15 Sep 2021 23:17
Operator : JU/CG

Sample : M3684-13

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF@91521.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... 2.222 37.9 ng 1926900 1 6.863 1016070 20.0
3-Penten-2-one,... 4.481 2.2 ng 110617 1 6.863 1016070 20.0
2-Pentanone, 4-... 5.098 41.7 ng 2119840 1 6.863 1016070 20.0
Ethanol, 2-(2-b... 8.051 2.7 ng 182006 2 8.151 1331810 20.0
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