LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59875.D

Acqg On : 25 Nov 2023 2:27

Operator : MA/JU

Sample : 05408-09

Misc : 710-RHINE-BLVD

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

Signal : TIC: BGO59875.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.811 406 412 422 rVB 360685 575985 18.85% 4.786%
2 7.438 682 689 698 rBv2 337165 590277 19.32% 4.904%
3 8.320 832 839 846 rBvV3 101597 185800 6.08%  1.544%
4 9.518 1035 1043 1050 rBV 293625 544232 17.81% 4.522%
5 11.163 1316 1323 1331 rVB 204796 375327 12.28%  3.119%

6 13.566 1726 1732 1741 rVB 867818 1347065 44.08% 11.192%
7 14.947 1958 1967 1973 rBV 468391 727506 23.81%  6.045%
8 16.434 2214 2220 2229 rBV 1085320 1689574 55.29% 14.038%
9 17.697 2429 2435 2441 rBV 567753 883070 28.90% 7.337%
10 18.514 2569 2574 2579 rBV2 91202 135229 4.43% 1.124%

11 19.730 2777 2781 2785 rBV2 60577 85853 2.81% ©.713%
12 20.094 2839 2843 2848 rVB2 37512 53580 1.75% 0.445%
13 20.276 2867 2874 2879 rBV 2329506 3055703 100.00% 25.389%
14 21.551 3088 3091 3097 rVB8 55532 91688 3.00% 0.762%
15 22.021 3164 3171 3176 rBV2 407862 729545 23.87% 6.062%
16 22.515 3253 3255 3257 rBV3 28041 31163 1.02% 0.259%
17 23.408 3402 3407 3411 rBV8 39106 62411 2.04% 0.519%
18 25.588 3769 3778 3788 rVB2 222843 715949 23.43%  5.949%
19 25.776 3806 3810 3813 rBV5 27328 47094 1.54% 0.391%
20 27.403 4081 4087 4090 rBV8 46553 108389 3.55% 0.901%

Sum of corrected areas: 12035440
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59875.D

Acqg On : 25 Nov 2023 2:27

Operator : MA/JU

Sample : 05408-09

Misc 710-RHINE-BLVD

ALS vial : 14 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

Abundance TIC: BG059875.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59875.D

Acqg On : 25 Nov 2023 2:27

Operator : MA/JU

Sample : 05408-09

Misc 710-RHINE-BLVD

ALS vial : 14 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 unknownl8.514 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.514 3.06 ng 135229  Phenanthrene-di10 17.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sebacic acid, ethyl 2-methylbuty... 300 C17H3204 1000354-33-4 43
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 41
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 Sebacic acid, ethyl 2-octyl ester 342 C20H3804 1000354-16-6 38
5 Sebacic acid, ethyl octyl ester 342 C20H3804 1000354-23-0 38
Abundance Scan 2574 (18.514 min): BG059875.D\data.ms (-2569) (- | m/z 73.10 100.00%
31 213.2
5000
758 3225 42284845 18.50
0! m/z 55.05 90.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #199500: Sebacic acid, ethyl 2-methylbutyl ester
2138.0
5000
18.50
7 . 0,
139.0 m/z 213.20 86.64%
0’\\‘11”“{”\‘”\“\\h\”\“\\‘\H\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid
43.0
18.50
5000 256.0 m/z 41.05 75.71%
129.0
YOO
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92070: Tridecanoic acid
73.0 18.50
m/z 60.00 70.31%
5000
171.0
0,15'&’ .H,In.\.u.\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59875.D

Acqg On : 25 Nov 2023 2:27

Operator : MA/JU

Sample : 05408-09

Misc : 710-RHINE-BLVD

ALS vial : 14 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 unknown21.551 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.551 2.51 ng 91688  Chrysene-d12 22.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4,5,5,5-Pentafluoro-3-(pentafl... 516 C13H8F1603 1000461-20-6 37
2 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 36
3 2-n-Propylthiane, S,S-dioxide 176 C8H1602S 072385-41-2 23
4 4-Bromo-1-heptafluoropropyl-6-me... 534 C11H3BrF160 1000110-82-4 9
5 Hexanoic acid, 6,6'-diselenodi- 390 C12H2204Se2 022676-35-3 9

Abundance Scan 3091 (21.551 min): BG059875.D\data.ms (-3088) (- | m/z 69.10 100.00%
69.1

5000

3

T \
21.50

147.9 2228 2851340.9397.2455.2 1 4
(o} m/z 43.10 73.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #340275: 4,4,5,5,5-Pentafluoro-3-(pentafluoroethyl)-2-(2,
69.0
5000 T

21.50
m/z 71.10 70.86%

163.0 241.0 341.0
L T T 0705160
0 \H’J\ ‘\‘\“\‘H\“H‘r‘r‘\r”r‘\“\‘rr\\‘r‘ru’f\uy\u\“H‘H‘\‘\H‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #181690: Hexadecanoic acid, 2-hydroxy-, methyl ester
55.0
T T
21.50
5000 m/z 97.20 65.65%
1.0
ol AN, 27T0260
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #51371: 2-n-Propylthiane, S,S-dioxide = ‘
69.0 21.50
m/z 55.05 52.35%
5000
134.0
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59875.D

Acqg On : 25 Nov 2023 2:27

Operator : MA/JU

Sample : 05408-09

Misc : 710-RHINE-BLVD

ALS vial : 14 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 3 unknown27.403 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.463  3.030ng 108389 Perylene-d12 25.588
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 CLAHA2055i6  00107-52-8 38
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 32

3 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 16
4 3-Amino-1-(4-chlorophenyl)-1H-be... 332 C20H13C1N20 130944-12-6 14

5 5-Chloro-2-(trifluoromethyl)-3H-... 221 C7H3C1F3N3 040851-96-5 14
Abundance Scan 4087 (27.403 min): BG059875.D\data.ms (-4081) (- | m/z 221.10 100.00%
147.1 221.1
73.0 '
5000 429.0
355.0
—
fi ikt "
0l Ml m/z 147.10  84.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
7“.0 147.0 221.0
5000 355.0 27:50
443.0 m/z 73.05 77 .51%
O \\\‘\J“\\\\‘\\\‘\‘\\\\h‘ﬁ\ \\i“!\\‘\\“\&‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150200 250 300 350400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
—
73.0 27.50
5000 147.0 m/z 429.00  46.24%
341.0
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl-
73.0 429.0 27.50
m/z 207.05 35.94%
147.0
5000 2210  355.0 WMMW
R A PR oy 3830 851 .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59875.D

Acqg On : 25 Nov 2023 2:27

Operator : MA/JU

Sample : 05408-09

Misc : 710-RHINE-BLVD

ALS Vvial : 14 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|
unknownl18.514 18.514 3.1 ng 135229 4 17.697 883070 20.0
unknown21.551 21.551 2.5 ng 91688 5 22.021 729545 20.0
unknown27.403 27.403 3.0 ng 108389 6 25.588 715949 20.0
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