LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138497.D

Acqg On : 10 Jul 2024 12:54
Operator : CG\JU

Sample : PB161493BL

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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138497.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.269 3 31 37 rVB 1060574 3842989 97.01% 14.251%
2 4,222 360 363 374 rBV 25203 59813 1.51% 0.222%
3 5.098 506 512 520 rBV 1384118 1802554 45.50% 6.684%
4 5.498 576 580 583 rBV 2318765 2131139 53.80% 7.903%
5 5.669 606 609 618 rvB2 133189 134382 3.39% 0.498%
6 6.116 682 685 688 rBV 244820 191719 4.84% 0.711%
7 6.498 745 750 753 rBV 2450820 2251640 56.84% 8.350%
8 6.863 808 812 816 rBV 816194 635375 16.04%  2.356%
9 6.963 824 829 834 rBV 50521 50305 1.27% 0.187%
106 7.016 834 838 849 rVB 240228 220491 5.57% 0.818%
11  7.428 902 908 911 rBV 2139877 2200684 55.55% 8.161%
12 7.775 963 967 973 rBV 41390 40257 1.02% 0.149%
13 8.145 1025 1030 1033 rBV 954172 859162 21.69%  3.186%
14  9.222 1207 1213 1216 rBV 4006180 3762781 94.99% 13.953%
15 9.898 1323 1328 1331 rBV 1198097 975995 24.64% 3.619%

16 10.686 1458 1462 1465 rBV 1700561 1431974 36.15% 5.310%
17 11.386 1577 1581 1584 rBV 1120496 1043704 26.35%
18 12.974 1845 1851 1854 rBV 3809244 3961375 100.00% 14.690%
19 14.021 2025 2029 2032 rBV 809403 764308 19.29%  2.834%
20 15.480 2272 2277 2287 rBV 420661 564014 14.24%  2.091%

w
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21 16.451 2436 2442 2448 rVB2 25434 42549 1.07% ©.158%

Sum of corrected areas: 26967210
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138497.D

Acqg On : 10 Jul 2024 12:54
Operator : CG\JU

Sample : PB161493BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abul{b%%z)%:‘o TIC: BF138497.D\data.ms

3500000
3000000

2500000 5498 6.498
7.428
2000000

1500000 5.098

2.269
1000000 6.863

500000

6.116 7.016

5.669
4.222 963
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ /\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ﬁ’/\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 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

Abundance TIC: BF138497.D\data.ms
4568500 9.222 12.974

3500000
3000000
2500000

2000000
10.686

1500000

0.898 11.386
1000000 8.145

500000

—r — T T — — A — — ‘
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Ab ce :

U%%%boo TIC: BF138497.D\data.ms

3500000
3000000
2500000
2000000
1500000
1000000 14.021

500000 15.480

0 16.451
T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF070924.M Thu Jul 11 ©3:16:46 2024 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138497.D

Acqg On : 10 Jul 2024 12:54
Operator : CG\JU

Sample : PB161493BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Cyclohexene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.269 120.97 ng 3842990 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 94
2 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
3 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
4 1,3-Pentadiene, 2-methyl-, (E)- 82 CeH1e 000926-54-5 38
5 Cyclopropane, (1-methylethylidene)- 82 C6H10 004741-86-0 38
Abundance  Scan 31 (2.269 min): BF138497.D\data.ms (-3) (-) m/z 67.10 100.00%
54,0 67.1
5000 39.0 82.1
M Amana i e
‘ 220 240 260
0 “_“‘,“‘w“‘dﬂi‘udh M“mHJ“‘Jﬁﬂm“,‘ m/z 54.05 87.58%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1356: Cyclohexene
67.0
54.0
5000 390 L L B ) LB B
82.0 220 240 260
27.0 m/z 39.05 43.58%
0 14.0”
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
M amana i e
220 240 260
82.0 -
5000 m/z 82.10 38.03%

0 e e e e e

N
sy
o

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1385: Cyclobutane, ethenyl- T
67.0 220 240 260
54.0 m/z 41.05 36.93%
5000
41.0 82.0
27.0 ‘
0 ‘“HH,‘H‘;_H;{mH{‘1“““th“u‘:““uu,‘ D) e
m/z--> 10 20 30 40 50 60 70 80 90 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138497.D

Acqg On : 10 Jul 2024 12:54
Operator : CG\JU

Sample : PB161493BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.098 56.74 ng 1802550 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 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 512 (5.098 min): BF138497.D\data.ms (-506) (-) m/z 43.05 100.00%
43.0
59.1
5000
R AREmEEE SN
| 61 101.1 4.80 5.00 5.20 5.40
ol S m/z 59.10  53.69%
m/z--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L B A R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 14.72%
0 27\\\ Ll | 830 1010
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
AR RARAR
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 14.52%
H ‘ 87.0
oz Wl L
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR AR
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.71%
5000 41.0
o w0y L
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138497.D

Acqg On : 10 Jul 2024 12:54

Operator : CG\JU

Sample : PB161493BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 2-Cyclohexen-1-o0l Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.669 4.23 ng 134382 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 47
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 43
4 Furan, 2,5-dihydro-2,5-dimethyl- 98 C6H100 059242-27-2 41
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 38
Abundance Scan 609 (5.669 min): BF138497.D\data.ms (-606) (-) m/z 70.10 100.00%
70.1
5000 391 55.0 83.1
97.1
e aRRaEEES R
‘ | ‘ I ‘ 5.40 5.60 5.80 6.00
Ol L L L nz 83.10  se.59%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3586: 2-Cyclohexen-1-0
70.0
5000 41.0 55.0 83.0 \u‘uu‘\/\\u‘uu,uu
5.40 5.60 5.80 6.00
98.0 m/z 55.00 49.63%
O
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
0
410 550 SWESELINV AW BTER LN
' 5.40 5.60 5.80 6.00
5000 m/z 39.10 45 .40%
21.0 83.0
15.0 ‘ 98.0
0“_Ji“mH_“WJH‘Hmww‘NN‘H‘wm‘u“u‘_“w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3634: 2-Methylene cyclopentanol T EEaRamEEas R
70.0 5.40 5.60 5.80 6.00
m/z 41.10 40.30%
41.0 550 83.0
5000 97.0
27.0
0 A“‘M“‘H“‘H‘,‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138497.D

Acqg On : 10 Jul 2024 12:54

Operator : CG\JU

Sample : PB161493BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 4 2-Cyclohexen-1-one Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.116 6.03 ng 191719 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 1,5-Cyclooctadien-4-one 122 C8H100 001460-21-5 53
3 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 42
4 1H-Pyrazole 68 C3H4N2 000288-13-1 36
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 36
Abundance Scan 685 (6.116 min): BF138497.D\data.ms (-682) (-) m/z 68.05 100.00%
68.0
5000
39.0 96.1
e mARREEESS S
‘ 551 5.80 6.00 6.20 6.40
Ol peretlll gl 81O L m/z 39.@5 30.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #3151: 2-Cyclohexen-1-one
68.0
39.0 96.0 5.80 6.00 6.20 6.40
270 m/z 96.10 27.61%
" ‘M 55.0
0\\‘\\H‘\H‘Muui‘\‘\‘\\‘H‘\“‘H\\‘\.\H‘H\‘\‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #11345: 1,5-Cyclooctadien-4-one
68.0
A
5.80 6.00 6.20 6.40
5000 39.0 m/z 40.10  24.57%
27.0
53.0
0 | \‘ H‘ H\‘u il 8\p0 94.0 107.0 122.0
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6536: 7-Oxabicyclo[2.2.1]hept-5-en-2-one R EEAARREEESS S
68.0 5.80 6.00 6.20 6.40
m/z 42.10 11.03%
5000
39.0
53.0
S A W 1 =Y. S U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40

8270-BF070924.M Thu Jul 11 ©3:16:49 2024

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138497.D

Acqg On : 10 Jul 2024 12:54
Operator : CG\JU

Sample : PB161493BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.016 6.94 ng 220491 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 81
2 Cyclohexanol, 4-chloro-, trans- 134 C6H11C10 029538-77-0 45
3 Cyclohexanol, 2-chloro-, trans- 134 C6H11Cl10 006628-80-4 43
4 3-Furanol, tetrahydro- 88 C4H802 000453-20-3 37
5 trans-2-tert-Butylcyclohexanol, ... 302 C13H19F502 1000467-24-5 25
Abundance Scan 838 (7.016 min): BF138497.D\data.ms (-834) (-) m/z 57.05 100.00%
57.0
5000 /J\
41.0 80.1 EEARREEEEE R R
H ‘ ‘ ‘ 98.0 1150 134.0 6.60 6.80 7.00 7.20 7.40
oY AN || NS R 1 w“‘u hol =2l S m/z 41.05  20.15%
miz-> 20 40 60 80 100 120 140
Abundance #17288: 2-Chlorocyclohexano
57.0
5000
80.0 6.60 6.80 7.00 7.20 7.40
41.0 m/z 80.10 17.63%
98.0 134.0
Ot ’2\6‘\9\ \‘M \“\H‘}“‘M\HH ‘\H““\ !“\ \“ T \1\1?.’0\ T T
miz--> 20 40 60 80 100 120 140
Abundance #17296: Cyclohexanol, 4-chloro-, trans-
57.0
R e
6.60 6.80 7.00 7.20 7.40
5000 m/z 70.10 17.54%
41.0 80.0 98.0
o280 L T o | 1160 1340
miz--> 20 40 60 80 100 120 140
Abundance #17295: Cyclohexanol, 2-chloro-, trans-
57.0 6.60 6.80 7.00 7.20 7.40
m/z 39.10  15.90%
5000
80.0 134.0
“o ‘ 980 1160
P 1 YIT O cccO F
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138497.D

Acqg On : 10 Jul 2024 12:54
Operator : CG\JU

Sample : PB161493BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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|
Cyclohexene 2.269 121.0 ng 3842990 1 6.863 635375 20.0
2-Pentanone, 4-... 5.098 56.7 ng 1802550 1 6.863 635375 20.0
2-Cyclohexen-1-0l 5.669 4.2 ng 134382 1 6.863 635375 20.0
2-Cyclohexen-1-one 6.116 6.0 ng 191719 1 6.863 635375 20.0
2-Chlorocyclohe... 7.016 6.9 ng 220491 1 6.863 635375 20.0
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