LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128777.D

Acqg On : 13 Jun 2022 11:03
Operator : CG\JU

Sample : PB145464BL

Misc :

ALS vial : 3  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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128777.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.057 467 471 483 rVB 41720 64610 1.88% ©.332%
2 5.457 536 539 552 rBV 2641332 2514828 73.32% 12.905%
3 6.463 706 710 726 rBV 2318297 2530869 73.78% 12.987%
4 6.804 764 768 771 rBV 638610 510182 14.87% 2.618%
5 7.375 858 865 868 rBV 1482622 1758081 51.25% 9.022%

.087 981 986 990 rBV 669141 665393 19.40% 3
.169 1163 1170 1173 rBV 3551530 3322411 96.86% 17.
.845 1279 1285 1289 rBV 918241 772223 22.51% 3.963%
9
4

O O 0

10.645 1414 1421 1424 rBV 2015235 1920193 55.98%
10 11.333 1533 1538 1542 rBV 876042 792846 23.11%

11 12.927 1804 1809 1812 rBV 3316671 3430112 100.00% 17.602%

12 13.980 1984 1988 1992 rBV 723960 638973 18.63%  3.279%
13 14.074 1998 2004 2012 rBV 50314 66739 1.95% 0.342%
14 15.451 2232 2238 2243 rBV 390687 499988 14.58%  2.566%

Sum of corrected areas: 19487448
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128777.D

Acqg On : 13 Jun 2022 11:03
Operator : CG\JU

Sample : PB145464BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128777.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128777.D

Acqg On : 13 Jun 2022 11:03
Operator : CG\JU

Sample : PB145464BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.057 2.53 ng 64610 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 471 (5.057 min): BF128777.D\data.ms (-467) (-) m/z 43.05 100.00%
59.1
5000
101.1 NSRS S W
4.80 5.00 5.20 5.40
Ll 83.0 9
o m/z 59.10 63.97%
miz-> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 \\\\‘\\\\‘\\\\’\\\\‘\/\\\
4.80 5.00 5.20 5.40
101.0 m/z 101.10 22.74%
270 ‘ 83.0
O\\\\‘\‘\“\\“‘\\\w“\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
43.0

4.80 5.00 5.20 5.40

5000 ITI/Z 58.00 15.48%
101.0
Oyl 800 840 |
miz--> 20 40 60 80 100 120 140
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128777.D

Acqg On : 13 Jun 2022 11:03

Operator : CG\JU

Sample : PB145464BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 2 Triphenylphosphine oxide Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.074 2.09 ng 66739  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 83
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 43
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 43
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 39

Abundance Scan 2004 (14.074 min): BF128777.D\data.ms (-1998) (-} | m/z 277.05 100.00%
277.1
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77.1 199.1 — :
39.9 ‘ 11510 ‘ H 239.1 355 1400
. . A
0 "‘fi“uu“u‘uuwhﬂw”‘k“‘uq““ R m/z 278.10  32.53%
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Abundance #171172: Triphenylphosphine oxide
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Abundance
277.0
14.00
5000 ITI/Z 201.10 22.29%
7.0 183.0
oL 390 128.0 228.0
e e T
m/z--> 50 100 150 200 250 300 350
Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclg
277.0 14.00
m/z 77.10 22.26%
5000
195.0
510 910 1420 ‘ K
0Lt bl didh 2820, 4wl
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128777.D

Acqg On : 13 Jun 2022 11:03
Operator : CG\JU

Sample : PB145464BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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-... 5.057 2.5 ng 64610 1 6.804 510182 20.0
Triphenylphosph... 14.074 2.1 ng 66739 5 13.980 638973 20.0
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