LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134436.D

Acqg On : 24 Jul 2023 18:49
Operator : CG\JU

Sample : PB154085BL

Misc :

ALS Vvial : 12 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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134436.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 12 19 26 rVB 439798 1042231 37.40% 6.797%
2 5.093 506 511 527 rBV 31477 56770 2.04% 0.370%
3 5.481 572 577 580 rBV 2013920 1967235 70.59% 12.830%
4 6.481 742 747 766 rBV 1984751 2040980 73.23% 13.311%
5 6.834 804 807 814 rBV 283602 229990 8.25% 1.500%

6 6.987 830 833 840 rBV 33598 34681 1.24% ©

7 7.398 899 903 906 rBV 1332372 1293801 46.42% 8

8 8.110 1021 1024 1037 rBV 347460 303714 10.90%  1.981%

9 9.192 1204 1208 1211 rBV 2997678 2425072 87.01% 15.
9.869 1320 1323 1335 rVB 422980 340086 12.20% 2

11 10.669 1454 1459 1462 rBV 1793070 1639741 58.83% 10.694%
12 11.363 1574 1577 1596 rVB 403643 367345 13.18%  2.396%
13 12.968 1845 1850 1853 rBV 2813367 2787028 100.00% 18.176%
14 14.027 2026 2030 2039 rBV 376512 355166 12.74%  2.316%
15 15.533 2281 2286 2295 rVB 239355 323794 11.62%  2.112%

16 17.474 2608 2616 2633 rVB4 27449 125601 4.51% 0.819%

Sum of corrected areas: 15333235
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Jul 2023 18:49
¢ CG\JU
: PB154085BL

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
BF134436.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134436.D

Acqg On : 24 Jul 2023 18:49
Operator : CG\JU

Sample : PB154085BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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.
2.199 90.63 ng 1042230 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 90
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
3 2,4-Hexadiene, (E,E)- 82 C6H1e 005194-51-4 42
4 C2H5CH=CHCH=CH2 82 C6H1e 000592-48-3 42
5 trans-1,4-Hexadiene 82 C6H1e0 007319-00-8 42
Abundance  Scan 19 (2.199 min): BF134436.D\data.ms (-12) (-) m/z 67.10 100.00%
1.1
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5000 39.0 82.1
e
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Oberr ettt L w2 sales  83.82%
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Abundance #1357: Cyclohexene
67.0
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270 m/z 39.05 42.98%
O\\\‘\\\\‘\\}‘}“\\\\‘}}\\\“}‘\‘\\‘\\”1‘\\\‘}"‘\‘\\\‘\
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Abundance #1385: Cyclobutane, ethenyl-
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41.0 82.0
27.0 ‘
St RO 1| O O | S
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Abundance #1391: 2,4-Hexadiene, (E,E)- e R B e o
67.0 2.20 2.40 2.60
m/z 41.10 31.24%
5000 39.0 82.0
21.0 53.0
B0 NI
Y S PR R RSO SN S —
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134436.D

Acqg On : 24 Jul 2023 18:49
Operator : CG\JU

Sample : PB154085BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknown5.093 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.093 4.94 ng 56770 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 43
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 511 (5.093 min): BF134436.D\data.ms (-506) (-) m/z 43.00 100.00%

43.0
59.0
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101.0 S T
4.80 5.00 5.20 5.40
LI | 83.0 9
-+t m/z 59.00 52.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 \\\‘\\\\‘\\\\‘\\\\’\4\\
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150 1010 m/z 101.00 22.97%
O \\\‘\f‘f.f‘\\I‘SIMTI\.\O\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
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Abundance #4529: 2,3-Butanedione, monooxime
43.0
e EERRamEEs R
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.08%
101.0
15.0 58.0
0 2l 700 840
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- “““H“p¥W““,H“
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.73%
41.0
5000
86.0
O rrrrrprrer bt 20, L2000y Dyl
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\BF072423\
Data File : BF134436.D

Acqg On : 24 Jul 2023 18:49
Operator : CG\JU

Sample : PB154085BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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-Chlorocyclohexanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.987 3.02 ng 34681 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 91
2 Cyclohexanol, 4-chloro-, trans- 134 C6H11Cl10 029538-77-0 12
3 4-Chlorocyclohexanol 134 C6H11Cl0 030485-71-3 10
4 Hexane, 3-ethyl-2,5-dimethyl- 142 C1eH22 052897-04-8 10
5 2-Hepten-1-o0l, (E)- 114 C7H140 033467-76-4 10
Abundance Scan 833 (6.987 min): BF134436.D\data.ms (-830) (-) m/z 57.00 100.00%
57.0
5000
T i
98.0 .60 6.80 7.00 7.20 7.
0l W bl 0 u““u L a ‘1‘1:6"0‘ 1341‘ m/z 80.00  26.37%
miz-> 20 40 60 80 100 120 140
Abundance #17288: 2-Chlorocyclohexano
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5000 \ ‘\\\\‘A\\\\‘\\\\‘\\\\‘\\
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41.0 m/z 41.10 22.10%
‘ ‘ ‘ 98.0 116.0 134.0
O ‘2\6‘.\9\ \‘i”\ \“\H‘}“‘\“\HH ‘\H“ o !“\ \“ T }.‘ T \‘1 T
miz-> 20 40 60 80 100 120 140
Abundance #17298: Cyclohexanol, 4-chloro-, trans-
57.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 81.00 17 .46%
41.0
‘ ‘ 80.0 98.0
oAl L 1160 1340
miz--> 20 40 60 80 100 120 140
Abundance #17284: 4-Chlorocyclohexanol L “H““H&‘H“‘H“‘
57.0 6.60 6.80 7.00 7.20 7.40
m/z 44.00 16.38%
5000
39.0 80.0
‘ 98.0
sl W I
O 7Y Y ROV B
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134436.D

Acqg On : 24 Jul 2023 18:49
Operator : CG\JU

Sample : PB154085BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.474 7.76 ng 125601 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 90
2 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20ON2 004733-39-5 50
3 Pentacyclo[18.4.1.1(2,7).1(8,13)... 360 C28H24 101077-60-5 47
4 N,N'-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 47

5 Silane, dimethyl(4-bromophenoxy)... 358 C16H27Br02Si  1000347-11-2 42

Abundance Scan 2616 (17.474 min): BF134436.D\data.ms (-2608) (-] ' m/z 360.20 100.00%
360.2
5000
152.0
254.1 1750
7?9 115 } ‘ | 19 | 17.50
oL— J‘ il i uH I N N by T m/z 152.00 32.29%
miz--> 50 100 150 200 250 300 350
Abundance #270190: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.(
5000 T ‘ WWA A\A T
17.50
m/z 361.15 30.57%
152.0 5790 /
39.0 770 1150 | 189.02280 , |
\\\‘\\\\‘\\ \\\‘\\\\\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #270187: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl
360.(
h |
17.50
5000 m/Z 359.10 27.26%
180.0
39.0 /80 12090 7 240.0 284.0321.0 |
s e T T R e
m/z--> 50 100 150 200 250 300 350
Abundance #270208: Pentacyclo[18.4.1.1(2,7).1(8,13).1(14,19)]octac — f\
360.( 17.50
m/z 254.10 13.52%
5000
2020
51.0 | ‘ ‘ ‘ ‘ 303.0
oL ‘\ T — ‘\\‘ \‘\ L il “‘\ J ‘M‘H‘H“‘ hh H\‘\u‘ u ‘\h ) e Al
m/z--> 50 100 150 200 250 300 350 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134436.D

Acqg On : 24 Jul 2023 18:49
Operator : CG\JU

Sample : PB154085BL

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 2.199 90.6 ng 1042230 1 6.834 229990 20.0
unknown5.093 5.093 4.9 ng 56770 1 6.834 229990 20.0
2-Chlorocyclohe... 6.987 3.0 ng 34681 1 6.834 229990 20.0
(1,1'-Biphenyl)... 17.474 7.8 ng 125601 6 15.533 323794 20.0
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