LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BGO59900.D

Acqg On : 27 Nov 2023 13:32
Operator : MA/JU

Sample : 05425-06

Misc :

ALS vial : 5 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 G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@59900.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.344 327 333 338 rVB3 30214 48508 1.57% 0.468%
2 5.803 403 411 421 rBV 275216 477113 15.45% 4.603%
3 7.430 682 688 695 rVB 172729 293589 9.51% 2.833%
4 8.306 829 837 846 rBV2 116599 202006 6.54%  1.949%
5 9.510 1035 1042 1048 rBV 413540 736720 23.86% 7.108%

6 11.155 1316 1322 1330 rVB 141362 265567 8.60%  2.562%
7 13.558 1724 1731 1740 rVB 1120138 1767947 57.26% 17.058%
8 14.939 1959 1966 1972 rBV2 239420 370868 12.01% 3.578%
9 16.426 2211 2219 2226 rBV2 987441 1519196 49.20% 14.658%
10 17.689 2428 2434 2439 rBV2 314657 478507 15.50% 4.617%

11 18.500 2568 2572 2578 rBV8 21486 44109 1.43% 0.426%
12 20.268 2867 2873 2879 rBV 2506292 3087622 100.00% 29.790%
13 21.531 3084 3088 3093 rVB8 22031 43235 1.40% 0.417%
14 22.007 3163 3169 3180 rVV 271766 467761 15.15% 4.513%
15 22.119 3182 3188 3193 rVB9 30402 55032 1.78% ©0.531%
16 22.765 3294 3298 3304 rVB9 24698 45389 1.47% 0.438%
17 23.523 3423 3427 3433 rVB8 18319 35421 1.15% ©.342%

18 25.574 3764 3776 3784 rBV2 139617 426019 13.80% 4.110%

Sum of corrected areas: 10364609
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
BGO59900.D

: 27 Nov 2023 13:32

: MA/JU

: 05425-06

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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TIC: BG059900.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59900.D

Acqg On : 27 Nov 2023 13:32
Operator : MA/JU

Sample : 05425-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 wunknown5.344 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.344 4.80 ng 48508 1,4-Dichlorobenzene-d4 8.312

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanedioic acid, dimethyl ester 132 C5H804 000108-59-8 38
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
3 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 23
4 2,4,6,8,9-Pentathiatricyclo[3.3.... 598 C16H22S12 057274-52-9 23
5 Succinic acid, 2-heptyl tridecyl... 398 C24H4604 1000349-47-4 8
Abundance Scan 333 (5.344 min): BG059900.D\data.ms (-327) (-) m/z 43.10 100.00%
3.1
101.1
5000
1890 2848 3591 4104 4g7 5.00 5.20 5.40 5.60
0 ‘HMW MMMEHW\‘NNﬂmu‘wuuh‘m“MH‘JH\I‘_“M( m/z 59.10 87.33%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16338: Propanedioic acid, dimethyl ester
59.0
5000 A\‘HA\W‘HH‘HN‘HH‘\
5.00 5.20 5.40 5.60
m/z 101.10 71.59%
O M ‘ \13\2.0
\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5.00 5.20 5.40 5.60
5000 m/z 58.00 24 .68%
101.0
0 bt e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #34652: 2-Octanol, 2,6-dimethyl-
59.0 5.00 5.20 5.40 5.60
m/z 39.20 15.30%
5000
0 HH“" L\‘w\\]"\4\3"9\\\‘HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59900.D

Acqg On : 27 Nov 2023 13:32
Operator : MA/JU

Sample : 05425-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 wunknown22.119 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

2119 2350 sse32  Chrysene-di2 22.007
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Diethyl-1,1,3,3-tetrabutoxyd... 422 C20H4605Si2 094048-03-0 38
2

Nonacosane, 3-methyl- 422 C30H62 014167-67-0 33
3 1,3-Propanediol, docosyl ethyl e... 412 C27H5602 1000406-35-6 25
4 2H-Isoindole-5-carboxamide, 2-(2... 394 C21H18N206 294892-21-0 25
5 Isopropyl octacosyl ether 452 C31H640 1010406-34-7 25
Abundance Scan 3188 (22.119 min): BG059900.D\data.ms (-3182) (- | m/z 57.10 100.00%
57.1
5000
155.3 M
306.1 T U
onr il m/z 71.18  90.27%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance  #314019: 1,3-Diethyl-1,1,3,3-tetrabutoxydisiloxane
57.0
e [
5000 T T T T T T T I T
2470 22.00 22.50
’11101690 m/z 43.05  83.93%
37 0
O T \\“ T ‘m\‘m ‘\}\M‘\u‘\ ‘ \\‘\ \“\ ‘\\ \h“\\‘\“ \‘\ \h\ ‘ TTT \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT 11
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #314338: Nonacosane, 3-methyl-
57.0
I
22.00 22.50
5000 ITI/Z 55.20 54.25%
393.0
ol ‘ J 111[1“ i \16902250 295.0 ]
R T L R B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #309423: 1,3-Propanediol, docosyl ethyl ether —— T
57.0 22.00 22.50
m/z 85.00 52.28%
5000
r 309.0
169.0
AT L M
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BGO59900.D

Acqg On : 27 Nov 2023 13:32
Operator : MA/JU

Sample : 05425-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
unknown5. 344 5.344 4.8 ng 48508 1 8.312 202006 20.0
unknown22.119 22.119 2.4 ng 55032 5 22.007 467761 20.0
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