LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139203.D

Acqg On : 28 Aug 2024 12:09
Operator : RC/JU

Sample : PB163034BL

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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139203.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.310 7 37 44 rBV 796399 3323514 85.79% 12.870%
2 4,228 358 363 378 rBvV 23640 65079 1.68% 0.252%
3 5.122 507 515 521 rBV 939456 1499827 38.71% 5.808%
4 5.516 576 582 587 rBV 1612085 2140588 55.25%  8.289%
5 5.692 607 612 622 rVB2 84301 128338 3.31% 0.497%
6 6.140 683 688 698 rVB 148325 190657 4.92% 0.738%
7 6.516 745 752 757 rBV 1562219 2253644 58.17% 8.727%
8 6.892 810 816 820 rBV 505775 641022 16.55% 2.482%
9 6.987 827 832 836 rvVv 37638 50654 1.31% 0.196%
10 7.045 836 842 847 rVB2 141138 201905 5.21% 0.782%
11  7.451 904 911 916 rBV 1546119 2193588 56.62%  8.495%
12 7.781 963 967 975 rVB 36744 45638 1.18% 0.177%
13 8.169 1028 1033 1038 rBV 645615 834073 21.53%  3.230%
14  9.245 1209 1216 1221 rBV 2897467 3874064 100.00% 15.002%
15 9.922 1325 1331 1336 rBV 756616 955470 24.66%  3.700%

16 10.710 1459 1465 1483 rVB 1174509 1482916 38.28% 5.743%
17 11.41@ 1578 1584 1589 rBV 812413 1019237 26.31%
18 12.998 1848 1854 1859 rBV 2982281 3869464 99.88% 14.984%
19 14.045 2026 2032 2037 rBV 496630 626800 16.18% 2.427%
20 15.515 2276 2282 2287 rBV 283546 426749 11.02% 1.653%
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Sum of corrected areas: 25823227
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 28 Aug 2024 12:09
: RC/JU
: PB163034BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
BF139203.D

: 6 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BF139203.D\data.ms

5.516 6.516 7.451

5.122
2.310

6.892

6.140 7.045
4228 5.602 5 4
T ‘ TrrT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT ’ TTTT ‘ TTTT ‘ TTTT ‘ T ‘ TTTT ‘ 10 T ‘ TTTT ‘ TT 17T ‘ TTTT ‘ 11T ‘ TTTT ‘ T1 ‘ TTT ‘ TTTT ‘ rrTT ‘ TTT1

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

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF139203.D\data.ms
9.245 12.998

10.710

9.922 11.410
8.169

- ( i

e L e e e e e I A — — P — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF139203.D\data.ms

14.045
15.515

Time-->

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139203.D

Acqg On : 28 Aug 2024 12:09
Operator : RC/JU

Sample : PB163034BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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.
2.310 103.69 ng 3323510 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 94
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 90
4 2,4-Hexadiene, (E,Z)- 82 CeH1e 005194-50-3 76
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H1e 000926-54-5 76
Abundance  Scan 37 (2.310 min): BF139203.D\data.ms (-7) (-) m/z 67.10 100.00%
67.1
54.1
5000 391 821
e amm o
‘ 220 240 2.60
Ol Wbt e | M/z 54.10 72.82%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1359: Cyclohexene
67.0
54.0
5000 LI L L L A B B |
41.0 82.0 220 240 260
27.0 m/z 82.10  39.20%
O HH‘\\]\_\5‘;(\)\\‘\H\’}!H‘\H\‘\\}\‘\‘H\’HHH}!\‘HH‘HH“ ‘H‘HH‘\}\M!\M‘HH‘H\
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0 R amm o
220 240 2.60
5000 m/z 39.10 37.94%
41.0 82.0
27.0 ‘
O SO 1 D 1 .. |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1386: Ethylidenecyclobutane T R e e e
67.0 220 240 2.60
540 m/z 41.85 29.81%
82.0
5000
41.0
0 B 1 AT | A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139203.D

Acqg On : 28 Aug 2024 12:09

Operator : RC/JU

Sample : PB163034BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2 Formamide, N,N-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4.228 2.03 ng 65079 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 90
2 Glycinamide, N(2)-methyl- 88 C3H8N20 1000452-55-9 74
3 Acetonitrile-d3 44 C2D3N 002206-26-0 7
4 N-Ethylformamide 73 C3H7NO 000627-45-2 5
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 5
Abundance Scan 363 (4.228 min): BF139203.D\data.ms (-358) (-) m/z 73.10 100.00%
44.0 73.1
5000
B ARERaEEEE
58.0 4.00 4.20 4.40 4.60
| Y | m/z 44.05  88.00%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #847: Formamide, N,N-dimethyl-
44.0 73.0
5000 LI B L L I L N B
28.0 4.00 4.20 4.40 4.60
180 m/z 42.10 41.02%
NG
O\\\‘\\\\‘\\\\‘\\\\“ \\‘\\}1‘\\\\‘}\\‘\\\\‘\\\
miz--> 50 60 70 80 90
Abundance #2204. Glycmamide, N(2)-methyl-
73.0
44.0 \\\\‘\\\\’\\\\‘\\\\‘\\\
4.00 4.20 4.40 4.60
5000 m/z 43.05 11.06%
28.0 58.0
I BN N S -1
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #78: Acetonitrile-d3
44.0 4.00 4.20 4.40 4.60
m/z 72.00 8.09%
5000
0 180 300
T e e e R B ARREEEEEEY
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139203.D

Acqg On : 28 Aug 2024 12:09
Operator : RC/JU

Sample : PB163034BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.122 46.79 ng 1499830 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Acetone 58 C3H60 000067-64-1 12
Abundance Scan 515 (5.122 min): BF139203.D\data.ms (-507) (-) m/z 43.05 100.00%
3.0
59.1
5000
1011 L L B R BN IR |
831 4.80 5.00 5.20 5.40
) S| ] D &t S N —— m/z 59.18  55.62%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN B L B R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.91%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR EmERE RS
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 15.79%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime A AREaaaRE L
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.04%
5000
101.0
ol 130 600 840
e A
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\BF082824\
Data File : BF139203.D

Acqg On : 28 Aug 2024 12:09
Operator : RC/JU

Sample : PB163034BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 4 2-Cyclohexen-1-o0l Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.692 4.00 ng 128338 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 96
2 2-Methylene cyclopentanol 98 C6H100 020461-31-8 86
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 38
4 2,6-Cyclooctadien-1-o0l 124 C8H120 010017-18-2 38
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 37
Abundance Scan 612 (5.692 min): BF139203.D\data.ms (-607) (-) m/z 70.10 100.00%
70.1
5000 83.1
39.1 55.0 97.1

e ERRamEEs R

“ ‘ ‘ ‘ ‘ 5.40 5.60 5.80 6.00
om,mWm_m,‘!‘“‘1‘\”_‘&”MHH‘MWMW‘ m/z 83.10  46.83%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3579: 2-Cyclohexen-1-0

70.0
5000 39.0 83.0 T
70 1 580 97.0 5.40 5.60 5.80 6.00
m/z 55.00 37.42%
0’150’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3634: 2-Methylene cyclopentanol
70.0
REREE 1 H L D . .l
41.0 55.0 83.0 5.40 5.60 5.80 6.00
5000 ' 97.0 m/z 39.10 37.00%
27.0
0 ,, M‘JMM“W“‘W“‘W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl- ‘H““W‘/\“H“,“H
550 70.0 5.40 5.60 5.80 6.00
41.0 ’ m/z 41.10 35.83%
5000
27.0 83.0
15\0 “ “\ \\w“ L uu‘ 98‘0 /\ M\
om,mWH“HH,HHWH_W R e e
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\BF082824\
Data File : BF139203.D

Acqg On : 28 Aug 2024 12:09
Operator : RC/JU

Sample : PB163034BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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-Cyclohexen-1-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.140 5.95 ng 190657 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 42
3 But-1-ene-3-yne, 1-ethoxy- 96 C6H80 002806-41-9 39
4 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 36
5 1,5-Cyclooctadien-4-one 122 C8H1e0 001460-21-5 12
Abundance Scan 688 (6.140 min): BF139203.D\data.ms (-683) (-) m/z 68.00 100.00%
68.0
5000
39.1 96.1
R EEARNEEESS S
“ 550 ‘ 5.80 6.00 6.20 6.40
Ol el 809 L myz 39.10 26.63%
m/z--> 10 20 30 40 50 60 70 80 90 100
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  26.11%
" ‘ 55.0
0 H‘HH‘HH‘H\‘M‘!\Hi‘\‘\‘u‘\\‘\“‘\H\‘\.H\“H‘\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1472: 3-Butyn-2-amine, 2-methyl-
68.0
e A
5.80 6.00 6.20 6.40
5000 m/z 40.10 19.10%
42.0
o 150 280 | 530 | g0
R R R L e R BARaawa
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3170: But-1-ene-3-yne, 1-ethoxy- o REEEmaEEEE
40.0 68.0 96.0 5.80 6.00 6.20 6.40
m/z 42.10 8.98%
29.0
5000
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139203.D

Acqg On : 28 Aug 2024 12:09
Operator : RC/JU

Sample : PB163034BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 6 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.045 6.30 ng 201905 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 93
2 Cyclohexanol, 2-chloro-, trans- 134 C6H11C10 006628-80-4 38
3 3-Furanol, tetrahydro- 88 C4H802 000453-20-3 38
4 (S)-(+)-3-Hydroxytetrahydrofuran 88 C4H802 086087-23-2 32
5 4-Chlorocyclohexanol 134 C6H11C1O0 030485-71-3 23
Abundance Scan 842 (7.045 min): BF139203.D\data.ms (-836) (-) m/z 56.95 100.00%
57.0
5000
411 80.1 SNV S,
H\‘ ‘ “ 1 1160 1340 6.80 7.00 7.20 7.40
o‘m_Hug‘”u‘“‘w”“w ,‘ m/z 80.10 26.13%
m/z--> 20 100 120 140
Abundance #17288.2-Chmrocydohexano
57.0
5000 LA L L I IR L
80.0 6.80 7.00 7.20 7.40
41.0 m/z 41.10 22.93%
98.0 134.0
[ —— ““Q“‘m \H‘\‘\‘\\‘m\w\‘ !\“““‘1‘1}6.’0”‘\;“
miz--> 20 60 80 100 120 140
Abundance #17295.Cyd0hexan0L2—cmon},Uans
57.0
e A A
6.80 7.00 7.20 7.40
5000 m/z 81.10 18.69%
80.0 134.0
41.0 980 o
P S Y PO e
miz--> 20 40 60 80 100 120 140
Abundance #2297: 3-Furanol, tetrahydro- e e
57.0 6.80 7.00 7.20 7.40
m/z 39.10  18.28%
5000 31.0
880
SIS L Yo i o N | I
m/z--> 20 40 60 80 100 120 140 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\BF082824\
Data File : BF139203.D

Acqg On : 28 Aug 2024 12:09
Operator : RC/JU

Sample : PB163034BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.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 2.310 103.7 ng 3323510 1 6.892 641022 20.0
Formamide, N,N-... 4.228 2.0 ng 65079 1 6.892 641022 20.0
2-Pentanone, 4-... 5.122 46.8 ng 1499830 1 6.892 641022 20.0
2-Cyclohexen-1-0l 5.692 4.0 ng 128338 1 6.892 641022 20.0
2-Cyclohexen-1-one 6.140 6.0 ng 190657 1 6.892 641022 20.0
2-Chlorocyclohe... 7.045 6.3 ng 201905 1 6.892 641022 20.0
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