LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
Data File : BF136139.D

Acqg On : 04 Nov 2023 10:33
Operator : CG\JU

Sample : PB156876BL

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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136140.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.069 502 507 513 rBV 70339 93307 2.52% 0.436%
2 5.457 567 573 576 rBV 2702256 2777023 75.02% 12.965%
3 6.457 736 743 745 rBV 2385516 2773488 74.92% 12.948%
4 6.816 801 804 807 rBV 771809 580468 15.68% 2.710%
5 7.381 894 900 903 rBV 1843512 1869168 50.49% 8.726%

8.098 1018 1022 1025 rBV 995549 761432 20.57%  3.555%
9.181 1201 1206 1209 rBV 4191446 3507555 94.75% 16.375%
9.857 1317 1321 1324 rBV 1152594 898750 24.28%  4.196%
10.269 1383 1391 1392 rBV 84393 91405 2.47%  0.427%
10 10.651 1451 1456 1459 rBV 2422752 2223613 60.07% 10.381%

11 11.345 1571 1574 1578 rBV 1043891 932592 25.19%
12 12.951 1843 1847 1850 rBV 3697496 3701887 100.00% 17.283%
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13 13.498 1935 1940 1949 rBV 72991 76557  2.07% ©.357%
14 14.004 2022 2026 2035 rBV 723618 620850 16.77%  2.899%
15 15.492 2273 2279 2288 rBV 413827 511537 13.82% 2.388%

Sum of corrected areas: 21419632
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\

BF136139.D
: 04 Nov 2023 10:33
: CG\JU
: PB156876BL
: 3  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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\BF110423\
Data File : BF136139.D

Acqg On : 04 Nov 2023 10:33
Operator : CG\JU

Sample : PB156876BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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.
5.069 3.21 ng 93307 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 1,8-Nonanediol, 8-methyl- 174 C1eH2202 054725-73-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 507 (5.069 min): BF136139.D\data.ms (-502) (-) m/z 43.05 100.00%
3.0
5000
101.1 R LI oL
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bl 2988 sz 59010 57.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\\‘\\\\‘\\\\‘\\\\’\}\\\\
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m/z 101.10 21.71%
‘L 101.0
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Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A R R
4.80 5.00 5.20 5.40
5000 m/z 58.00 17.75%
31.0
‘ 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime AR
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.28%
5000
101.0
15.0 69.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
Data File : BF136139.D

Acqg On : 04 Nov 2023 10:33
Operator : CG\JU

Sample : PB156876BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Hexanedioic acid, bis(2-eth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.498 2.47 ng 76557  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 93
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 90
3 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 72
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 59
5 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 53
Abundance Scan 1940 (13.498 min): BF136139.D\data.ms (-1935) (- m/z 129.00 100.00%
129.0
57.1
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| s
241.2 :
ol w‘whh | ‘h‘ H“ e EBLL  mjz 57.10  52.78%
m/z--> 100 150 200 250 300 350
Abundance #279378. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0
5000 LN
13.50
m/z 55.10 35.49%
o L “\ ‘ 199.0 2410 3130 370,
\\\‘\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
; ‘AN‘\ VYRV Y
57.0 13.50
5000 m/z 71.10 32.76%
241.0
o Laeo®0
m/z--> 5 100 150 200 250 300 350
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester — L
129.0 13.50
m/z 70.10 30.31%
5000
241.0
57.0
NI Y S ST N I
m/z--> 50 100 150 200 250 300 350 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
Data File : BF136139.D

Acqg On : 04 Nov 2023 10:33
Operator : CG\JU

Sample : PB156876BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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-... 5.069 3.2 ng 93307 1 6.816 580468 20.0
Hexanedioic aci... 13.498 2.5 ng 76557 5 14.004 620850 20.0
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