LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81122\
Data File : BGO54604.D

Acqg On : 11 Aug 2022 14:26
Operator : CG/JU

Sample : N3971-17

Misc :

ALS vial : 8 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-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO54604.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.088 12 17 34 rvB 217613 371488 20.88% 6.287%
2 4.404 235 241 253 rVB 59004 99330 5.58% 1.681%
3 5.051 347 351 359 rVB2 15324 24539 1.38% 0.415%
4 5.556 432 437 448 rBV 95047 170241 9.57% 2.881%
5 6.602 610 615 622 rBV2 14383 23332 1.31% 0.395%
6 7.172 707 712 723 rBV 58624 114627 6.44% 1.940%
7 7.971 840 848 853 rBV 41892 72797 4.09% 1.232%
8 8.030 854 858 866 rVB2 13600 21390 1.20% 0.362%
9 9.140 1039 1047 1059 rBV 137045 254867 14.33% 4.314%
10 10.779 1319 1326 1333 rBV 53876 100160 5.63% 1.695%
11 11.719 1481 1486 1496 rVB4 8035 20468 1.15% 0.346%

12 13.229 1736 1743 1755 rBV 448984 718829 40.41% 12.166%
13 13.464 1776 1783 1794 rBV 147475 233006 13.10%  3.944%
14 14.610 1972 1978 1985 rBV 108240 170274 9.57%  2.882%
15 16.108 2227 2233 2248 rBV 456737 731228 41.10% 12.376%

16 17.360 2439 2446 2454 rBV 167967 263908 14.83% 4.467%
17 18.012 2553 2557 2564 rVB2 16578 19654 1.10% ©.333%
18 19.969 2884 2890 2898 rBV 1390042 1779012 100.00% 30.109%
19 21.625 3166 3172 3181 rVB2 208216 357479 20.09% 6.050%
20 24.833 3708 3718 3730 rVB2 123931 361910 20.34% 6.125%

Sum of corrected areas: 5908539

8270-BGO71522.M Sat Aug 13 04:02:21 2022 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54604.D

Acqg On ¢ 11 Aug 2022 14:26
Operator : CG/JU

Sample : N3971-17

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG054604.D\data.ms
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Abundance TIC: BG054604.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54604.D

Acqg On ¢ 11 Aug 2022 14:26
Operator : CG/JU

Sample : N3971-17

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.088 102.06 ng 371488 1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 25
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 17 (3.088 min): BG054604.D\data.ms (-12) (-) m/z 73.10 100.00%

3.1
5000 43.1
87.1
T
H | 91 | 3.20 3.40
\H‘\H\‘HH‘HH‘1\H‘\‘\{‘\“HH’\}H‘\\H‘H\\‘HH’HH‘HH‘HH m/z 43.19 42.9900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI O B
43.0 3.20 3.40
' 87.0 m/z 55.10  29.44%
29.0 ‘ %
\H‘\H\‘H\w“HH“‘}\‘H‘H\?‘.\()\H"\}H‘\\H‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
87.0 e T
3.20 3.40
5000 41.0 55.0 m/z 87.10 27.79%
27.0
112.0 129.0
T e T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- T
30.0 3.20 3.40
m/z 41.10 13.24%
5000 87.0
44.0
15.0 72.0
‘ I | : ‘
e T e e e e e e S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.20 3.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081122\
BGO54604.D

: 11 Aug 2022 14:26
: CG/IU
: N3971-17

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

2 Cyclopentanone

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.404  27.29 ng 99330 1,4-Dichlorobenzene-d4 7.971
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 2-Hexene 84 C6H12 000592-43-8 72
3 2-Hexene, (E)- 84 C6H12 004050-45-7 64
4 3-Hexene, (E)- 84 C6H12 013269-52-8 59
5 2-Ethylacrolein 84 C5H80 000922-63-4 59
Abundance Scan 241 (4.404 min): BG054604.D\data.ms (-235) (-) m/z 55.10 100.00%
55.1
5000 1.1 84.0
R R R R R
“ 4.00 4.20 4.40 4.60 4.80
e et e 890 myz 84.05  46.91%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1585: Cyclopentanone
55.0
28.0
5000 840 L L R R N
410 4.00 4.20 4.40 4.60 4.80
m/z 41.10 41.77%
miz--> 10 20 30 40 50 60 70 80 90
Abundance
55.0
‘A\\\\‘\\\\’\\\\‘\\\\‘\\
4.00 4.20 4.40 4.60 4.80
42.0 m/z 56.10  34.55%
5000 84.0
29.0 69.0
15.0
TR T R A I S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1651: 2-Hexene, (E)- R
55.0 4.00 4.20 4.40 4.60 4.80
m/z 39.10 24.17%
5000 42.0
84.0
29.0 69.0
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54604.D

Acqg On ¢ 11 Aug 2022 14:26
Operator : CG/JU

Sample : N3971-17

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown5.051 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.051 6.74 ng 24539  1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 45
2 Diacetamide 101 C4H7NO2 000625-77-4 43
3 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 42
4 Oxirane-2-carboxylic acid, methy... 102 C4H603 004538-50-5 38
5 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 38
Abundance Scan 351 (5.051 min): BG054604.D\data.ms (-347) (-) m/z 43.10 100.00%
43.1
5000 59.1
73.1
‘ ‘ 101.0 4.80 5.00 5.20 5.40
e et m/z 45.05 0 81.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9534: Butane, 1-(1-methylethoxy)-
43.0
56.0
5000 \\\\‘\\\\‘\\\\‘\{'\\\’\\\/
73.0 101.0 4.80 5.00 5.20 5.40
29.0 m/z 59.10  44.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
A AREREREE R
4.80 5.00 5.20 5.40
5000 59.0 m/z 41.10 35.63%
73.0
101.0
28.0 .
R BN e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #16424: Butanoic acid, 4-methoxy-, methyl ester R R M RERRRRSE
45.0 4.80 5.00 5.20 5.40
590 m/z 73.18  30.06%
5000
74.0
270 101.0
i e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\

Data File : BGO54604.D

Acqg On ¢ 11 Aug 2022 14:26
Operator : CG/JU

Sample : N3971-17

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown6.602

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.602 6.41 ng 23332 1,4-Dichlorobenzene-d4 7.971
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 36
2 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 33
3 Morpholine 87 C4HONO 000110-91-8 17
4 Cyclopentanol 86 C5H100 000096-41-3 9
5 Borinic acid, diethyl- 86 C4H11BO 004426-31-7 9
Abundance Scan 615 (6.602 min): BG054604.D\data.ms (-610) (-) m/z 45.10 100.00%
431 57.1
5000 87.1
REaa A R o
‘ ‘ 731 6.20 6.40 6.60 6.80 7.00
\‘\\\\’\\\\“‘\‘1\\‘\\‘\1‘\\\\‘\‘\-\\‘\}1\‘\\\\‘\\\\‘\ m/z 57.19 98.1600
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5037: 3,3-Dimethylbutane-2-ol
450 570
]
5000 DL B BN U N
690 g0 6.20 6.40 6.60 6.80 7.00
29.0 m/z 41.10 57.71%
\‘\\\‘\’\\\\“‘\‘}i\‘\\‘\1‘\\\\i‘\\\\‘\\\\‘\\\]\-?}z\'(\)\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
45.0
SN B Y
6.20 6.40 6.60 6.80 7.00
5000 m/z 87.10 45.91%
56.0
31.0 73.0
87.0 1020
o A I e SR
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #2090: Morpholine R
29.0 57.0 6.20 6.40 6.60 6.80 7.00
m/z 56.10 31.57%
‘ 42.0
S PR Y - N S DR
m/z--> 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54604.D

Acqg On ¢ 11 Aug 2022 14:26
Operator : CG/JU

Sample : N3971-17

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.030 5.88 ng 21390 1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 43
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 40
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 40
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 38
Abundance Scan 858 (8.030 min): BG054604.D\data.ms (-854) (-) m/z 57.05 100.00%
57.0
5000 41.1
83.1
70.1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
| “ 081 7.80 8.00 8.20 8.40
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\“\\\\‘\1\\‘\\\}‘\\\\‘\\\\‘\ m/z 41.16 46.1900
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 41.0 IR R B B R R R
7.80 8.00 8.20 8.40
70.0 83.0 m/z 43.10 29.82%
S R peey
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\{“\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
410 570
7.80 8.00 8.20 8.40
5000 m/z 83.10 27.41%
27.0 70.0
14.0 830 980
AR EEEEE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15686: 2-Propyl-1-pentanol A RRRamEER
57.0 7.80 8.00 8.20 8.40
m/z 55.05 27.28%
5000
41.0 70.0
83.0
27.0 ‘ ‘ 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BGO54604.D

Acqg On ¢ 11 Aug 2022 14:26

Operator : CG/JU

Sample : N3971-17

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Phenol, 4-(1,1-dimethylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.464 2737 1ng 233006 Acenaphthene-d16 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dinethylpropyl)- 164 CllH160 000080-46-6 95

2 Phenol, p-tert-butyl-
3 Imidazo[1,2-c]pyrimidin-5-o0l
4 1,5,6,7-Tetrahydro-4-indolone

150 C10H140
135 C6H5N30
135 C8HONO

000098-54-4 72
055662-66-3 64
013754-86-4 59

5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 59
Abundance Scan 1783 (13.464 min): BG054604.D\data.ms (-1776) (- | m/z 135.05 100.00%
136.1
5000 107.1
A
1.1 77.1 164.1 13.50
\H‘\H\“‘\\‘\“\“\‘H\‘”‘H‘\‘\“\‘\‘\‘\‘i‘\\\“!‘\\‘\\‘\‘H m/Z 107.10 47 .40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 ide
m/z 91.10 11.36%
41.0 77.0 | | 164.0
1l [ M L ‘ !
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
135.0
i
13.50
5000 ITI/Z 77.10 11.25%
107.0
77.0
15.0 41.0 59.0
s
m/z--> 20 40 60 80 100 120 140 160 A
Abundance #17710: Imidazo[1,2-c]pyrimidin-5-ol A
135.0 13.50
m/z 95.10 10.60%
5000 107.0
. 53.0 80.0
‘H“V‘wh‘M“‘H‘w“w“ﬁ“_“l“w““‘ A TR
m/z--> 20 40 60 80 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081122\
Data File : BGO54604.D

Acqg On ¢ 11 Aug 2022 14:26
Operator : CG/JU

Sample ¢ N3971-17

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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... 3.088 102.1 ng 371488 1 7.971 72797 20.0
Cyclopentanone 4.404 27.3 ng 99330 1 7.971 72797 20.0
unknown5.051 5.051 6.7 ng 24539 1 7.971 72797 20.0
unknown6.602 6.602 6.4 ng 23332 1 7.971 72797 20.0
1-Hexanol, 2-et... 8.030 5.9 ng 21390 1 7.971 72797 20.0
Phenol, 4-(1,1-... 13.464 27.4 ng 233006 3 14.610 170274 20.0
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