LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134726.D

Acqg On ¢ 11 Aug 2023 11:26
Operator : CG\JU

Sample : 03954-04

Misc :

ALS vial : 8 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134726.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 14 16 31 rVvB5 29913 58060 2.04% 0.268%
2 5.034 497 501 510 rVB 62333 84203 2.95% 0.388%
3 5.434 564 569 572 rBV 3171065 2850207 100.00% 13.148%
4 6.434 734 739 742 rBV 2888958 2784305 97.69% 12.844%
5 6.634 769 773 780 rBV 52123 61697 2.16% 0.285%

6 6.798 798 801 805 rVB 1362741 1084636 38.05%
7 7.357 891 896 899 rBV 1930943 1743803 61.18%
8 8.075 1014 1018 1022 rBV 1517810 1340850 47.04%
9 9.151 1197 1201 1214 rBV 2975822 2843168 99.75% 13.

9.275 1218 1222 1231 rVB 67615 76143 2.67%
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11 9.834 1313 1317 1326 rBV 1463562 1266189 44.42%
12 10.622 1447 1451 1465 rBV 1708572 1533275 53.80%
13 11.322 1566 1570 1573 rBV 1351298 1088697 38.20%
14 11.857 1655 1661 1670 rBV2 165012 183014 6.42%
15 12.645 1790 1795 1802 rBV3 49060 67130 2.36%
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16 12.916 1837 1841 1844 rBV 2699089 2255933 79.15% 1@.
17 13.827 1992 1996 2007 rBV 105434 140897  4.94%
18 13.969 2016 2020 2033 rBV 1094919 1039267 36.46%
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19 14.069 2033 2037 2043 rVV3 25274 45314  1.59% 209%
20 14.457 2099 2103 2109 rBV2 66509 88073 3.09% 406%
21 14.745 2148 2152 2154 rBV 54046 66523 2.33% ©0.307%
22 14.839 2165 2168 2176 rVB2 69714 95333 3.34% 0.440%
23 15.280 2239 2243 2249 rBV2 50109 83204 2.92% 0.384%
24 15.439 2265 2270 2277 rBV 579814 797898 27.99%  3.681%

Sum of corrected areas: 21677819
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Aug 2023 11:26
¢ CG\JU
: 03954-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81123\
BF134726.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: 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\BF081123\
Data File : BF134726.D

Acqg On : 11 Aug 2023 11:26
Operator : CG\JU

Sample : 03954-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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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Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.857 3.36 ng 183014  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1661 (11.857 min): BF134726.D\data.ms (-1655) (- m/z 73.00 100.00%
43.1 (73.0

N

213.2

-
157.1185.1 2561 | 1150 12.00

m/z 43.10  95.79%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 e e
129.0 11.50 12.00
213.0 m/z 60.00 95.07%
‘ H (ﬂ 157.0185.0 ‘
]\-ﬁ‘o\\\\ HH\H \Mi‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
— Fspey
11.50 12.00
5000 129.0 m/z 57.05 76.84%
171.0
214.0
150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid = T
43.0 73.0 11.50 12.00
m/z 55.05 69.75%
5000 129.0
199.0
s ) s T
;ﬁgkﬂwﬁwJM&MHNHW‘MHM‘JMA‘JHW‘HWH‘WHH“ = T
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134726.D

Acqg On : 11 Aug 2023 11:26

Operator : CG\JU

Sample : 03954-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 2 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.827 2.71ng 140897 Chrysene-di2 13.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 93
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90

Abundance Scan 1996 (13.827 min): BF134726.D\data.ms (-1992) (. m/z 57.85 100.00%
57.0

5000

S

— ——
% 1 248.2 393 13.50 14.00
_HuhmwumMchwwﬂm‘ﬁuu‘uu‘uu‘uuw‘uw‘uwu‘_‘ m/z 43.05 77.68%
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ——
13.50 14.00
m/z 83.05 61.84%
| &ZF,O 2520 5699 648.1

‘HH‘HH‘HH‘H‘H‘HH‘HH‘H\'\‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #173730: 9-Eicosene, (E)-

57.0

-

— —
13.50 14.00
5000 m/z 55.05 61.43%

LU LF;Ql%.o 280.0

e e e

m/z--> 0 50 100150200 250300 350400450500 550 600 650

-

Abundance #215083: 1-Heneicosanol “ T

55.0 13.50 14.00

m/z 69.10 54.84%
5000
5.0
\h\ | ‘ | L n 19602660
et e s e e e e — —

m/z--> 0 50 100150200250 300 350400 450500550600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134726.D

Acqg On : 11 Aug 2023 11:26
Operator : CG\JU

Sample : 03954-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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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Peak Number 3 Cyclononasiloxane, octadeca... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.839 2.39 ng 95333  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 50
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 38
3 3,4-Bis-(methylthio)-quinoline 221 C11H11NS2 074579-34-3 30
4 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 27
5 2-Methyl-thieno[2',3":3,4]benzo[... 221 C1@H7NOS2 294668-48-7 18
Abundance Scan 2168 (14.839 min): BF134726.D\data.ms (-2165) (| m/z 73.85 100.00%
73.0
1471 221.1
5000
355.1
429.1 T L
’ ‘ L 503.0 14.50 15.00
Wﬂw‘“l'wu‘uh VPIPLY PSR A1 RN B S—— m/z 69.10 88.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl-
73.0 429.0
147.0
5000 2210 3350 — —
14.50 15.00
m/z 221.10  77.15%
b L] 0
HH‘HH‘HFWH\T‘\H‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
— —
73.0 14.50 15.00
5000 147.0 ITI/Z 147 .05 70.86%
341.0
s Jol \L ilw ‘l ‘l \} t 42?.0 517'0
e e A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #99935: 3,4-Bis-(methylthio)-quinoline — —
221.0 14.50 15.00
m/z 81.05 57.17%
5000
149. T
T - —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134726.D

Acqg On : 11 Aug 2023 11:26
Operator : CG\JU

Sample : 03954-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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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Peak Number 4 Hexasiloxane, tetradecamethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.280 2.09 ng 83204  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 83
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25
4 1,2-Dibenzoyl-3-phenylcyclopropane 326 C23H1802 029128-64-1 18
51,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H6008519 002652-13-3 16

Abundance Scan 2243 (15.280 min): BF134726.D\data.ms (-2239) (- m/z 73.00 100.00%
17 14712211
5000 355.1
429.1 —— ——
| Lol H] ‘ \ 5031 15.00 15.50 ;
bbbt ol bl s Lk SOV m/z 221,10 82.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 T ‘ T T ‘ T
15.00 15.50
m/z 147.05 79.97%
\\\\‘\\‘\\‘\\\\‘\\\\‘\\\‘\‘\\\“\\\\“‘\\\\“\‘\\‘\‘\‘\‘\‘\\\\‘\\\\‘\9?’%‘\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
—r —
15.00 15.50
m/z 355.10 40.68%
5000 355.0
443.0
SO R NV U § Y N S—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide P —
147.0 15.00 15.50
m/z 281.05 38.74%
h 7 MM
77P
ST N S S e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134726.D

Acqg On ¢ 11 Aug 2023 11:26
Operator : CG\JU

Sample : 03954-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
n-Hexadecanoic ... 11.857 3.4 ng 183014 4 11.322 1088700 20.0
Pentadecafluoro... 13.827 2.7 ng 140897 5 13.969 1039270 20.0
Cyclononasiloxa... 14.839 2.4 ng 95333 6 15.439 797898 20.0
Hexasiloxane, t... 15.280 2.1 ng 83204 6 15.439 797898 20.0
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