LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103023\
Data File : BM@42500.D

Acqg On : 30 Oct 2023 18:49
Operator : MA/JU

Sample : PB156526BL

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 M\Methods\8270-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42500.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.228 174 177 186 rBV 20680 41376 1.03% 0.196%
2 5.022 306 312 325 rBV 1058970 1439002 35.68% 6.834%
3 5.469 381 388 402 rBV 1412328 2083378 51.66% 9.894%
4 5.816 442 447 453 rBV2 52475 87427  2.17%  0.415%
5 6.587 572 578 584 rBV 64325 120753 2.99% 0.573%

6 7.093 658 664 683 rBV 1310707 2097882 52.02% 9
7 7.928 800 806 815 rBV 359004 554699 13.76% 2
8 8.269 855 864 874 rvVB2 86015 174305 4.32% ©.828%
9 9.128 1002 1010 1022 rBV 1151250 1891303 46.90% 8
10 10.745 1279 1285 1296 rBV 389752 670859 16.64% 3

11 13.198 1695 1702 1717 rBV 2563929 3630633 90.03% 17.242%
12 14.575 1930 1936 1949 rBV 512525 756408 18.76%  3.592%
13 16.069 2184 2190 2206 rBV 1137101 1573109 39.01% 7.471%
14 17.327 2398 2404 2417 rBV 510719 752716 18.67%  3.575%
15 19.939 2843 2848 2863 rBV 3276761 4032519 100.00% 19.150%

16 21.509 3111 3115 3122 rBV 396356 556718 13.81% 2.644%
17 23.927 3521 3526 3538 rVB 281931 594309 14.74%  2.822%

Sum of corrected areas: 21057396
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103023\
BM042500.D

: 30 Oct 2023 18:49
: MA/JU
: PB156526BL

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

5.469

5.022

4.228 5.816

6.587

TIC: BM042500.D\data.ms

7.093

7.928

9.128

8.269

10.745
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Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.198

14.575

TIC: BM042500.D\data.ms

16.069

17.327

19.939

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

21.509 23.927

TIC: BM042500.D\data.ms

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103023\
Data File : BM@42500.D

Acqg On : 30 Oct 2023 18:49

Operator : MA/JU

Sample : PB156526BL

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
: 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.022 51.88 ng 1439000 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 312 (5.022 min): BM042500.D\data.ms (-306) (-) m/z 43.05 100.00%
3.0
5000
1011 [Trrr T [rrrrrorrr[rit
‘ ‘ 4.60 4.80 5.00 5.20 5.40
O 090 ) 1829 2000 n/z 59,16 54.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T T T T T T T T
4.60 4.80 5.00 5.20 5.40
m/z 101.10  18.38%
101.0
\\\‘\“\H\\"H{\\‘\‘\7\.\0\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 13.50%
37.0 126.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.22%
5000
150 72.0 100.0
| 111 |
-ttt A
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103023\
Data File : BM@42500.D

Acqg On : 30 Oct 2023 18:49
Operator : MA/JU

Sample : PB156526BL

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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-Cyclohexen-1-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.816 3.15 ng 87427 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 95
2 2-Methylene cyclopentanol 98 C6H100 020461-31-8 58
3 1-butoxycyclohexene 154 C10H180 024159-57-7 40
4 1-propoxycyclohexene 140 C9H160 061382-76-1 40
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 38
Abundance Scan 447 (5.816 min): BM042500.D\data.ms (-442) (-) m/z 70.10 100.00%
70.1
5000
39.0
T .50 550 5.0 6.0 6.
209.0 ¢ : : : : :
“\‘”‘M‘\““H\\\\‘\\\\‘]_\\3%.‘8\\\\‘\\\\‘\\\\‘H‘H‘HH‘HH‘\%?“()\'\ m/Z 83.19 41.6900
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3585: 2-Cyclohexen-1-ol

70.0

5000{ g9 L S
98.0 5.40 5.60 5.80 6.00 6.20

m/z 39.00 33.77%

‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

70.0

41.0 5.40 5.60 5.80 6.00 6.20
5000 m/z 69.10 32.86%

98.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #31003: 1-butoxycyclohexene R R
70.0 98.0 5.40 5.60 5.80 6.00 6.20

m/z 55.00  32.33%

41.0

5000
154.0

‘\H \h” \M\ ‘1260

. L "
AR R RN R R RN RN RN RN RN A RN R R R

m/z--> 20 40 60 80 100120140160180200220240260280 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103023\
Data File : BM@42500.D

Acqg On : 30 Oct 2023 18:49
Operator : MA/JU

Sample : PB156526BL

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.587 4.35 ng 120753 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 93
2 1,5-Cyclooctadien-4-one 122 C8H100 001460-21-5 53
3 2H-Pyran-2-one, 5,6-dihydro- 98 C5H602 003393-45-1 53
4 5,6-Dihydro-2(1H)-pyridinone 97 C5H7NO 006052-73-9 45
5 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 45
Abundance Scan 578 (6.587 min): BM042500.D\data.ms (-572) (-) m/z 68.00 100.00%
68.0
5000
s ERR
34.0 6.20 6.40 6.60 6.80 7.00
L — “\H i‘” \”H\ L B B B B ]‘.9‘1‘0 LA e 2\8\1$ m/Z 39.05 31. 1600
miz-> 50 100 150 200 250
Abundance #3150: 2-Cyclohexen-1-one
68.0
5000 | B B NN B I
39.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10  27.16%
T T “‘\ i‘” T * ‘\ T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
68.0
Rma e R
6.20 6.40 6.60 6.80 7.00
soo0] 320 m/z 40.00  20.13%
122.0
i T — —
miz--> 50 100 150 200 250
Abundance #3501: 2H-Pyran-2-one, 5,6-dihydro- T T
68.0 6.20 6.40 6.60 6.80 7.00
m/z 42.00 9.65%
5000 39.0
98.0
A P — — — R RRRRGREEEEE SRS
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103023\
Data File : BM@42500.D

Acqg On : 30 Oct 2023 18:49
Operator : MA/JU

Sample : PB156526BL

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
Quant Title : 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 4 2-Chlorocyclohexanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.269 6.28 ng 174305 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 93
2 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 22

3 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 22
4 Oxalic acid, heptyl propyl ester 230 C12H2204 1000309-26-0 22
5 Butanoic acid, 2-hydroxy-3,3-dim... 132 C6H1203 004026-20-4 17

Abundance Scan 864 (8.269 min): BM042500.D\data.ms (-855) (-) m/z 57.05 100.00%
5

1.0

5000

Ts.o 8.00 8.20 8.40 8.60
I mHhm

‘ 134.1 208.0 281.( 5
’\H\“i”!\m\u‘\‘HH‘“‘\!‘H“HH‘H\‘\‘HH‘\\H‘HH‘\H\‘HH‘\H\‘HH‘\\ m/z 89.16 25.160

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #17287: 2-Chlorocyclohexanol
57.0
5000 UL L B I LA LN
8.00 8.20 8.40 8.60
m/z 41.05 21.43%
29-°H Ts.o
’\w\\‘i”\\‘\‘H\“\‘\m{\“\1‘\\“\\\\‘]\-\3\?;(\)\\\‘\H\‘HH‘\\H‘HH‘\\H‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
e e aaea R S
8.00 8.20 8.40 8.60
5000 m/z 44.05 19.10%
29.0

98.0 143.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #94094: Heptyl isobutyl carbonate A RARE S R
57.0 8.00 8.20 8.40 8.60
m/z 39.00 17.37%
5000
29.0‘
98.0
m/z--> 20 40 60 80 100120140160180200220240260280 8.00 8.20 8.40 8.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103023\
Data File : BM@42500.D

Acqg On : 30 Oct 2023 18:49
Operator : MA/JU

Sample : PB156526BL

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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|
2-Pentanone, 4-... 5.022 51.9 ng 1439000 1 7.928 554699 20.0
2-Cyclohexen-1-0l 5.816 3.1 ng 87427 1 7.928 554699 20.0
2-Cyclohexen-1-one  6.587 4.3 ng 120753 1  7.928 554699 20.0
2-Chlorocyclohe... 8.269 6.3 ng 174305 1 7.928 554699 20.0
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