LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42436.D

Acqg On : 25 Oct 2023 14:09

Operator : MA/JU

Sample : 04919-03 :
Misc : LSS-B5-COMP-101723

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 M\Methods\8270-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@42436.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.069 316 320 327 rVB 249340 337815 5.40% 0.742%
2 5.522 390 397 407 rBV 2301917 3402643 54.36% 7.476%
3 7.145 664 673 686 rBV 2239303 3563234 56.93% 7.829%
4 7.992 810 817 828 rBV 525366 842509 13.46% 1.851%
5 9.187 1010 1020 1036 rBV 1399630 2319264 37.05% 5.096%
6 10.810 1287 1296 1310 rVB 671113 1112520 17.77% 2.444%
7 13.257 1705 1712 1722 rBV 3246143 4495155 71.82% 9.876%
8 13.480 1744 1750 1756 rVB 38152 67636 1.08% 0.149%
9 14.633 1940 1946 1955 rVB 969260 1354870 21.65% 2.977%
10 15.010 2004 2010 2017 rBV 47343 80780 1.29% 0.177%

11 16.127 2193 2200 2210 rBV 2657966 3743396 59.81%
12 17.386 2408 2414 2428 rBV 1164489 1622124 25.92%
13 18.233 2548 2558 2583 rBV 2231595 4058241 64.84%
14 19.368 2747 2751 2752 rBV 85802 96069
15 19.392 2752 2755 2757 rVV2 102719 126554  2.02%
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16 19.509 2769 2775 2796 rVV 3488222 5325951 85.09% 11.701%
17 19.651 2797 2799 2803 rVB 81128 80027 1.28% ©.176%
18 19.998 2853 2858 2868 rVB 5265251 6259093 100.00% 13.752%
19 20.592 2954 2959 2965 rVB2 135255 283126 4.52% 0.622%
20 20.715 2977 2980 2983 rVB 155512 160266 2.56% ©.352%

21 21.227 3062 3067 3078 rBV 373855 624871  9.98%
22 21.374 3089 3092 3096 rVB 95743 106683 1.70%
23 21.562 3120 3124 3130 rVB 1365430 1789697 28.59%
24 21.921 3181 3185 3191 rBV 171978 233579 3.73%
25 22.497 3280 3283 3289 rVB 275071 382257 6.11%
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26 23.144 3389 3393 3404 rVB2 318642 647373 10.34%  1.422%
27 23.886 3515 3519 3527 rVB 328622 667390 10.66%
28 24.027 3537 3543 3550 rVB 849066 1732079 27.67%  3.805%
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Sum of corrected areas: 45515202
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
BM042436.D

: 25 Oct 2023 14:09

: MA/JU

. 04919-03

LSS-B5-COMP-101723

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42436.D

Acqg On : 25 Oct 2023 14:09

Operator : MA/JU

Sample : 04919-03 :
Misc LSS-B5-COMP-101723

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.069 8.02 ng 337815 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 320 (5.069 min): BM042436.D\data.ms (-316) (-) m/z 43.10 100.00%

43.1
5000
1011 (L R R B R B
‘ ‘ 4.80 5.00 5.20 5.40
O b 670 20T nyz 59.10 54.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L I B LR R

4.80 5.00 5.20 5.40
m/z 101.05 18.39%

15.0 ‘ 101.0
O\\\\‘\‘M\\“hi\\}‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
A RAR
4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 13.70%
15.0 72.0 100.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4576: Morpholine, 4-methyl- T
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.02%
5000
101.0
15.0 71.0
oHuwu‘:‘mw‘lH1_u“WH‘;mwW_MW_MW =
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42436.D

Acqg On : 25 Oct 2023 14:09

Operator : MA/JU

Sample : 04919-03 :
Misc : LSS-B5-COMP-101723

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.233 50.04 ng 4058240  Phenanthrene-di10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60

Abundance Scan 2558 (18.233 min): BM042436.D\data.ms (-2548) (- | m/z 73.10 100.00%

73.1
5000
129.1

213.2 T T
171.1 ‘ 256.3 18.00 18.50
Ll

0 wh\“ 1 O S S - )y P E YT S VO T

mi/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 =71 1
18.00 18.50

m/z 60.05 87.14%

171.0 213.0 256.0
0! » \\h“‘\ ;‘H‘\‘n} ‘\ ‘ “ “ “‘ \‘ ““ - “\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance
73.0

—— ——
18.00 18.50

5000 m/z 41.10 75.17%
129.0
29.0 185.0 228.0
O B e B A e LA e
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid — =
73.0 18.00 18.50

m/z 55.10 72.07%

5000 1290
29. 171.0
‘ 214.0
0 L dm“\ ;\\H‘ h} “ ‘n‘ L ‘ ‘\

‘ T
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42436.D

Acqg On : 25 Oct 2023 14:09

Operator : MA/JU

Sample : 04919-03 :
Misc : LSS-B5-COMP-101723

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.509 59.52 ng 5325950  Chrysene-d12 21.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2775 (19.509 min): BM042436.D\data.ms (-2769) (- | m/z 43.10 100.00%
43.1
5000
129.1 L
1 185.2
241.3 T ‘
2 o
ol ALY “W b b L 8411 40 93 10 94.32%
miz--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 1290 —_— ‘
19.50
T 185.0 241 02840 m/z 60.10  82.34%
ol ‘\“ H‘ ‘M\ i ‘\‘\‘ | “‘ | m“ ST
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
T T
19.50
5000 129.0 m/z 57.10 77.20%
29.0
199.0242.0
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid T ‘
60.0 19.50
m/z 55.10 71.43%
5000 129.0
H 171.0213.0256.0
ol b T T J\
m/z--> 50 100 150 200 250 300 350 400 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
BM042436.D

: 25 Oct 2023 14:09

: MA/JU

. 04919-03

LSS-B5-COMP-101723

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 4 Tritetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.592 3.16 ng 283126  Chrysene-di2 21.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
3 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 87
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 2959 (20.592 min): BM042436.D\data.ms (-2954) (- | m/z 57.10 100.00%
57.1
5000 NWJNM~M///\\NL\,MwMW
20.50 |
7.2 207.1 :
0ok ‘\JHW b 20203851 4TS m/z 71.10  80.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 —— ‘
20.50
m/z 43.10 65.48%
0 ‘ ‘ 127.0197.0 267.0337.0  463.0 533.0 604.
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43.0
U \
20.50
5000 m/z 85.10 53.97%
. 1130 1630 295.0
T e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170576: Sulfurous acid, 2-propyl undecyl ester —— ‘
43.0 20.50
m/z 55.10 30.19%
o %/J\j\\\w
ob L, J‘J |, 15502190
A e e e e e P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42436.D

Acqg On : 25 Oct 2023 14:09

Operator : MA/JU

Sample : 04919-03 :
Misc : LSS-B5-COMP-101723

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 5 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.227 6.98 ng 624871  Chrysene-di12 21.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Heptacos-1-ene 378 C27H54 015306-27-1 96
3 1-Octadecanol 270 C18H380 000112-92-5 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3067 (21.227 min): BM042436.D\data.ms (-3062) (- | m/z 55.10 100.00%
1

55.
5000

1P5.1

207.1 2811 )
o MLLLLL 272 2811 sssomer amoosas. e 10 Pod o
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — —
21.00 21.50

m/z 43.10  95.85%

5.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

5000 ITI/Z 83.10 90.49%
125.0
o 182.0 378.0
T T T T T T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161350: 1-Octadecanol — ——
43.0 21.00 21.50
m/z 69.10  83.42%
5000
111.0
WL, 2220
L e —— — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42436.D

Acqg On : 25 Oct 2023 14:09

Operator : MA/JU

Sample : 04919-03 :
Misc : LSS-B5-COMP-101723

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 6 Cyclononasiloxane, octadeca... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.921 2.61 ng 233579  Chrysene-di12 21.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 90
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
3 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile ©18772-36-6 58
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 55
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30

Abundance Scan 3185 (21.921 min): BM042436.D\data.ms (-3181) (- | m/z 73.10 100.00%

73.1
221.1
5000

355.1
——
l | L .| s0s1 22.00
O R L B R EE R m/z 147.00  60.14%
miz--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0
5000 T
22.00
\ m/z 221.10  58.18%

34110
\\‘ AN 651.0
O\\\\‘\\\\‘\\\‘\I\\\‘\\\\‘\\\\‘\\‘\\‘\\
m/z--> 100 200 300 400 500 600 700
Abundance
73.0 221.0

22.00
m/z 281.10 36.75%
5000 355.0
443.0
o el ol
m/z--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl- e

73.0 22.00

281.0 m/z 355.10  31.26%

503.0
5000
415.0
149.0

o) TR NN NN BOE Y B ‘L‘l‘.t ﬂ mx“x \hm‘h‘h‘ 637.0 725;(

T I S B e B e EELL I B e
[ I [ | I I

T
m/z--> 100 200 300 400 500 600 700 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42436.D

Acqg On : 25 Oct 2023 14:09

Operator : MA/JU

Sample : 04919-03 :
Misc : LSS-B5-COMP-101723

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 7 1,1,1,5,7,7,7-Heptamethyl-3... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.497 4.27 ng 382257 Chrysene-d12 21.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
21,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 50
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 49
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 35
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30

Abundance Scan 3283 (22.497 min): BM042436.D\data.ms (-3280) (- | m/z 73.10 100.00%
3.1
147.0 221.1 ﬁL
5000
355.1
429.1 7550
bl T a
0 ke e et kb m/z 147.00 60.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 R
22.50
m/z 221.10 60.33%
O\\\\‘\\‘\\‘\\\\‘\\\\‘\\\‘\‘\\‘\“\\I\\‘“\\\\“\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\95\“]-\.:
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73.0
P
147.0 22.50
267.0 m/z 281.10 32.64%
5000 355.0 4290 MMJLWW
USRS S A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, ——
147.0 221.0 22.50
m/z 355.10 26.25%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42436.D

Acqg On : 25 Oct 2023 14:09

Operator : MA/JU

Sample : 04919-03 :
Misc : LSS-B5-COMP-101723

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 8 Hexasiloxane, tetradecamethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.144 7.8 ng 647373 Perylene-di2 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14HA2055i6  00167-52-8 74

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 37
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30

Abundance Scan 3393 (23.144 min): BM042436.D\data.ms (-3389) (- | m/z 73.10 100.00%

73.1
147.0221.1
5000

355.1
429.2 2300 2350
l ‘ | 503.1 : :
0m“mw‘Hmmr“HH‘“L‘uu‘ww‘“‘H‘*mH‘HH“‘HH‘HH‘HH‘H m/z 147.00 72.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
5000 — —
355.0 23.00 23.50

m/z 221.10  71.15%

\ ‘ 443.0
H\\“‘HH‘H\‘\‘HHh“\\\H“L\I\H‘HL\MHH‘HH\‘HH‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance

73.0 429.0

T
23.00 23.50

o

147.0
5000 221.0  355.0 m/z 281.10  37.82%
o 563.0 651.( /WW\AJ\MN*MV
R R R o IR
m/z--> 50 100 150200 250 300 350 400 450500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, P ——
147.0 221.0 23.00 23.50

m/z 355.10  34.60%

73.0
5000
294.0

o‘uu_‘uwuh‘uuﬂ‘H‘H?wm‘wH‘W‘HW‘HW‘H‘_H‘_‘HM‘ — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42436.D

Acqg On : 25 Oct 2023 14:09

Operator : MA/JU

Sample : 04919-03 :
Misc : LSS-B5-COMP-101723

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 9 unknown23.886 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.886 7.71ng 667390 Perylene-di2 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 87

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 83
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005S5i6 038147-00-1 50
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 47
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38

Abundance Scan 3519 (23.886 min): BM042436.D\data.ms (-3515) (- | m/z 73.10 100.00%
147.1 221.1 JL
5000
355.1
429.1 T T
Al L 503.1 23.50 24.00
O v e pered e bbb b bt ke e m/z 147,050 80.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 J4702210
5000 — —
355.0 23.50 24.00
443.0 m/z 221.10 77.02%
O\H\“‘HH‘\H‘\‘HHh“{\\H“‘\I\\\‘H‘\‘\‘LH\‘HHl‘\\H‘\H\‘HH‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73.0 147.0221.0 429.0
P P
355.0 23.50 24.00
5000 m/z 281.10  43.03%
RS U Y O R B s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #323442:1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilo — ——
73.0 23.50 24.00
m/z 355.10 35.96%
147.0
267.0
5000 355.0429.0
A ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42436.D

Acqg On : 25 Oct 2023 14:09
Operator : MA/JU

Sample : 04919-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
Resp Conc|

RT

.992
.386
.562
.562
.562
.562
.562
.027

842509
1622120
1789700
1789700
1789700
1789700
1789700
1732080

20.
20.
20.
20.
20.
20.
20.
20.

LSS-B5-COMP-101723

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 5.069 8.0 ng 337815 1
n-Hexadecanoic ... 18.233 50.0 ng 4058240 4
Octadecanoic acid 19.509 59.5 ng 5325950 5
Tritetracontane 20.592 3.2 ng 283126 5
5-Eicosene, (E)- 21.227 7.0 ng 624871 5
Cyclononasiloxa... 21.921 2.6 ng 233579 5
1,1,1,5,7,7,7-H... 22.497 4.3 ng 382257 5
Hexasiloxane, t... 23.144 7.5 ng 647373 6
unknown23.886 23.886 7.7 ng 667390 6

8270-BM102123.M Thu Oct 26 03:03:07 2023
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1732080
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