LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082420\
Data File : BF121392.D

Aca On 24 Aug 2020 11:05

Operator : JU/CG

Sample : PB131098BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF081920.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.922 478 482 490 rBV 46665 66723 1.54% 0.228%
2 5.322 545 550 553 rBY 3132094 3240150 74.99% 11.075%
3 6.345 719 724 727 rBVY 2922274 3252116 75.26% 11.116%
4 6.698 780 784 795 rBVY 1069624 922754 21.36% 3.154%
5 7.263 875 880 884 rBVY 2011775 2416206 55.92% 8.259%

7.981 997 1002 1020 rBV 1326784 1254033 29.02% 4._.286%
9.057 1179 1185 1188 rBV 3785457 4145157 95.93% 14.168%
9.733 1294 1300 1303 rBV 1495173 1441415 33.36% 4.927%
10.522 1428 1434 1455 rBV 2248226 2563545 59.33% 8.762%
11.216 1546 1552 1555 rBVY 1750127 1510039 34.95% 5.161%

=
QO ~NO®

11 12.804 1816 1822 1826 rBV 3669726 4320958 100.00% 14.769%
12 13.851 1996 2000 2004 rBV 1468891 1422726 32.93% 4._.863%
13 15.086 2207 2210 2216 rVB 38894 49442 1.14% 0.169%
14 15.268 2236 2241 2248 rBV 1131148 1388658 32.14% 4.746%
15 15.539 2282 2287 2294 rBV 62904 109420 2.53% 0.374%

16 15.686 2309 2312 2317 rVB2 36572 48015 1.11% 0.164%
17 16.068 2372 2377 2385 rVB2 83913 162099 3.75% 0.554%
18 16.151 2387 2391 2395 rVB 33297 52569 1.22% 0.180%

19 16.709 2478 2486 2497 rBv3 102809 273576 6.33% 0.935%
20 17.492 2611 2619 2632 rVB4 95474 300260 6.95% 1.026%
21 18.456 2774 2783 2795 rBV5 84071 316859 7.33% 1.083%

Sum of corrected areas: 29256720
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082420\
Data File : BF121392.D

Aca On 24 Aug 2020 11:05

Operator : JU/CG

Sample : PB131098BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF121392.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082420\
Data File : BF121392.D

Aca On 24 Aug 2020 11:05

Operator : JU/CG

Sample : PB131098BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Hexasiloxane, tetradecamethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.07 2.33 ng 162099 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 80
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 52
3 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 50
4 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 37
5 Piperidine, 1-(6-trifluoromethyl... 295 C15H16F3N3 1000268-74-7 35

Abundance Scan 2377 (16.068 min): BF121392.D (-2372) (-) m/z 221.05 100.00%
73 21
147
5000 281 35 \_Nv“,ww,w_u.j\Lxﬂm_~_ww_“hﬂw
1 | o 15,80 15,00 16,30 1640
108 503 : : :
Ol SR b o g 289 ) ) .!..}.-.l.,....,....,....,....,.. m/z 73.00 88.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
7B 147 221 429
355
5000 281 L e ELLELELE m i e
mmmmmmmm
m/z 147 .05 79.95%
. . 1T 651
m/z--> 56 160 150 200 250 300 350 400 450 560 550 660 eéo
Abundance
221
73 15.80 16.00 16,20 16.40
5000 147 m/z 355.00 49 _.57%
281 341
o 109 189 397429 517
m/z--> 56 160 1éo 200 250 300 350 400 4éo 560 séo 660 eéo
Abundance #228692: Hexasiloxane, tetradecamethyl-
78 221 15.80 16.00 16.20 16.40
147
m/z 281.00 48 .26%
5000 281 oo
443
o 36 189, ‘ .
m/z--> 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 5&'30 6(|)O eéo 15. 80 16. oo 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082420\
Data File : BF121392.D

Aca On 24 Aug 2020 11:05

Operator : JU/CG

Sample : PB131098BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Heptasiloxane, hexadecamethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.49 4.32 ng 300260 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 72
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si16 000107-52-8 59
3 Piperidine., 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 53
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
5 2,6-Dimethyl-3,4-bis(trimethylsi... 311 C15H29N0O2Si2 1000079-52-1 32
Abundance Scan 2619 (17.492 min): BF121392.D (-2611) (-) m/z 221.05 100.00%
73 221
147
5000 281 355
\ t 49 17,20 17.40 17.60 17.80
327 401 503 . . . .
O = O 9 T O W W W 1 e Tm/z 73.00  84.44%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73
5000 147 LI ISR B SULLL B
281 o 17,20 17.40 17.60 17.80
051 m/z 147.00 71.98%
ol 45 117, 1%1. | 1| blll L E71397 429 517
m/z--> 50 100 1éo 200 250 300 350 400 450 500
Abundance
B 147 221
17,20 17.40 17.60 17.80
5000 281 m/z 355.05 49.69%
355
443
o 45 117 191 251 323
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H... T e
107 147 17.20 17.40 17.60 17.80
m/z 281.00 45_86%
175 228 2%
5000 201
Ouill.luulujuunkjl .25.3.I..|....|....|....|....|... R AR e
m/z--> 50 100 150 200 250 300 350 400 450 500 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082420\
Data File : BF121392.D

Aca On 24 Aug 2020 11:05

Operator : JU/CG

Sample : PB131098BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Cyclononasiloxane, octadeca... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.46 4.56 ng 316859 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 91
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 49
3 Hexasiloxane. tetradecamethvl- 458 C14H4205Si16 000107-52-8 46
4 2-Amino-2-oxo-acetic acid. N-T3.... 221 C12H15N03 024451-17-0 37
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
Abundance Scan 2784 (18.462 min): BF121392.D (-2774) (-) m/z 221.00 100.00%
221
73 147
5000 281 o
| l " b 18120 18,40 16,60 1860
184 503 : : : :
Ol bR bt L by il 2 Tm/z 147.00 63.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
7B 147 221 429
355
5000 281 R e EEEmmnmme
1820 18.40 18,60 18.80
m/z 73.05 63.11%
o || 47? 651
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 eéo
Abundance
221
73 18:20 18.40 18.60 18.80
5000 147 m/z 281.00 45 _47%
28l
o 109 189 397429 517
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl- L  RRRRs Bam s
7B 221 18.20 18.40 18.60 18.80
147
m/z 355.05 38.37%
5000 281 oo
443
o 36 189, ‘ .
m/z--> 5'0 100 1&'30 200 250 300 350 400 450 500 550 600 650 1820 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082420\
Data File : BF121392.D

Acq On 24 Aug 2020 11:05

Operator : JU/CG

Sample : PB131098BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081920_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexasiloxane, tet... 16.07 2.3 ng 162099 6 15.27 1388660 20.0
Heptasiloxane, he... 17.49 4.3 ng 300260 6 15.27 1388660 20.0
Cyclononasiloxane... 18.46 4.6 ng 316859 6 15.27 1388660 20.0
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