LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03
Operator : CG\JU

Sample : PB157670BL

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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136492.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.463 394 404 407 rBV 3460354 6012576 100.00% 14.427%
2 4.704 440 445 456 rVB 78725 87482 1.45% 0.210%
3 5.069 497 507 510 rBV 2170073 3811919 63.40% 9.147%
4 5.457 567 573 576 rBV 3663704 3791096 63.05% 9.097%
5 5.828 632 636 639 rBV 390157 330500 5.50% 0.793%

6 6.446 733 741 744 rBV 3239259 3953340 65.75%
7 6.793 797 800 804 rVB 1023107 793273 13.19%
8 7.357 890 896 899 rBV 2127481 2451020 40.76%
9 8.069 1012 1017 1021 rBV 1230652 1109305 18.45%

9.151 1195 1201 1204 rBV 4967048 5004008 83.23% 12.

NN VTR O
(o]
(o]
iy
R

11 9.828 1310 1316 1319 rBV 1597896 1319256 21.94%
12 10.622 1445 1451 1455 rBV 3031038 3220281 53.56%
13 11.322 1565 1570 1573 rBV 1648190 1435518 23.88%
14 12.922 1837 1842 1845 rBV 5387093 5475956 91.08% 13.

N WWN W
N
IS
U
xR

15 13.969 2016 2020 2024 rBV 1092900 1061374 17.65% 547%
16 14.839 2164 2168 2177 rBV2 62701 82635 1.37% 0.198%
17 15.110 2210 2214 2217 rBV 56862 74409 1.24% 0.179%
18 15.274 2237 2242 2255 rVB2 77077 126809 2.11% 0.304%
19 15.451 2266 2272 2277 rBV 650521 797727 13.27% 1.914%
20 15.498 2277 2280 2288 rVB 68874 92937 1.55% 0.223%
21 15.786 2323 2329 2338 rBvV2 68041 129972 2.16% 0.312%
22 15.951 2352 2357 2362 rVB 51983 76984 1.28% 0.185%
23 16.398 2426 2433 2440 rBV4 53285 130004 2.16% 0.312%
24 16.480 2442 2447 2453 rVB 44093 82851 1.38% 0.199%
25 17.021 2525 2539 2540 rBV 22579 69969 1.16% 0.168%
26 17.145 2557 2560 2569 rVB4 36133 78507 1.31% 0.188%
27 18.068 2708 2717 2726 rBVe6 22983 75189 1.25% 0.180%
Sum of corrected areas: 41674897
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Dec 2023 16:03
: CG\JU
: PB157670BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
BF136492.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF136492.D\data.ms

5.457
4.463
6.446

5.069 7.357

6.793

5.828

4.704

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF136492.D\data.ms

9.151 12.922

10.622

9.828 11.322

8.069

L L

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF136492.D\data.ms

13.969
15.451

14.83915.116.2745,498 15.786.951 16189880 17.021145

18.068
T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03

Operator : CG\JU

Sample : PB157670BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 3-Penten-2-one, 4-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.463 151.59 ng 6012580 1,4-Dichlorobenzene-d4 6.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
Abundance Scan 404 (4.463 min): BF136492.D\data.ms (-394) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
A AEEEaEEE S
4.20 4.40 4.60 4.80
| Il ‘ | 67.0 | 9
ot e m/z 55.10 86.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L B R B L L R
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 98.10 34.96%
L H‘ | 67.0 | .
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
83.0 e RRaEEE R
290 43.0 4.20 4.40 4.60 4.80
5000 m/z 43.05 31.18%
98.0
15.0
67.0
T, L SRR N M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- o AREEEEEEE SR
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 23.86%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘H‘HH“m:;1‘”;‘;‘:1“m‘“;Hu,ulu,um,uu SR S ——
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03
Operator : CG\JU

Sample : PB157670BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.704 2.21 ng 87482  1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 91
2 Arsenous acid, tris(trimethylsil... 342 C9H27As03Si3  ©55429-29-3 78
3 2-Ethylacridine 207 C15H13N 055751-83-2 45
4 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 39
5 4-tert-Octylphenol, TMS derivative 278 C17H300Si 078721-87-6 38
Abundance Scan 445 (4.704 min): BF136492.D\data.ms (-440) (-) m/z 207.00 100.00%
207.0
5000
T
96.0 133.0 h 4.40 4.60 4.80 5.00
o380 L m/z 208.00 21.03%
miz-> 50 100 150 200 250 300
Abundance #102259: Cyclotrisiloxane, hexamethyl-
207.0
5000 L B R B R

4.40 4.60 4.80 5.00
m/z 209.10 13.83%

96.0
Iso 610 1330 h

O\\\\‘\\\\‘\\\‘\‘\\‘\\“’\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance
207.0
N R R
4.40 4.60 4.80 5.00
5000 m/z 191.00 10.31%
73.0 133.0
0 31.0 167.0 241.0 327.(
B 1A s sy S I A
miz—-> 50 100 150 200 250 300
Abundance #84007: 2-Ethylacridine R AR R
207.0 4.40 4.60 4.80 5.00
m/z 96.00 9.84%
5000
620 %00 1660 | |
Lo MY PSSP Y N S |
m/z--> 50 100 150 200 250 300 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03
Operator : CG\JU

Sample : PB157670BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.069 96.11 ng 3811920 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 507 (5.069 min): BF136492.D\data.ms (-497) (-) m/z 43.10 100.00%

3.1
59.1
5000
101.1 \\\‘\\\\‘\\\\‘\\\\’\\\\
| 83.1 4.80 5.00 5.20 5.40 .
O v sl TR e m/z 59.10 66.86%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I LA A BN
59.0 4.80 5.00 5.20 5.40
m/z 101.10  24.49%
15.0 ‘ 101.0
O\\\‘\‘\w‘\\“hi\\}‘\\\\8‘3\.0\\\“‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
A R
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 17.51%
0 126.0142.0
e N B ammaea o SR
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate ‘H“‘H“‘H“‘H,Am‘
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.78%
5000
15.0 | 7%-0 100.0
or—tr———r——t—— AR e R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03
Operator : CG\JU

Sample : PB157670BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.828 8.33 ng 330500 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Borane, dimethoxy- 74 C2H7B02 004542-61-4 38
3 1,3-Dioxolane, 2-(3-iodopropyl)- 242 C6H11I02 058135-25-4 28
4 3-Hexanol, acetate 144 C8H1602 040780-64-1 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 636 (5.828 min): BF136492.D\data.ms (-632) (-) m/z 73.05 100.00%
431 730
5000
B AREEamaREEEEE
11‘5'1 5.60 5.80 6.00 6.20
bbb 2000 m/z 43.10 85.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 730
5000 L B I L I LN B

5.60 5.80 6.00 6.20
m/z 115.10 14.73%

115.0
0 \]\_\5\.‘()\‘\‘\\““”\\u‘\\\‘\’\\\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
R R RRRREE
43.0 5.60 5.80 6.00 6.20
5000, 20 m/z 41.10  9.17%
o
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126504: 1,3-Dioxolane, 2-(3-iodopropyl)- R AREEERARREREEAE
73.0 5.60 5.80 6.00 6.20
m/z 100.10 6.34%
5000
45.0
115.0
0 160“ U ‘ _ 1550 197.0 2410
R Raa AR e e EARaRaERta R e R RRRREE
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03
Operator : CG\JU

Sample : PB157670BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Hexasiloxane, tetradecamethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.839 2.07 ng 82635  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

exasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 83
1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 42
clononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 40
6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H30025i4 004342-25-0 38
Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 38

uhwNneR
Zw ORI
e < -

Abundance Scan 2168 (14.839 min): BF136492.D\data.ms (-2164) (| m/z 73.05 100.00%
147.0221'1
5000 355.1
429.1 I T
} ‘ t 503.2 14.50 15.00
o‘Hmm_wHH"h“H_“m"H“H\‘mewH‘m_www m/z 221.05 81.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 J4702210 JL
5000 etpemlt) o
355.0 14.50 15.00
443.0 m/z 147.00 75.28%
O\\\\“‘\\\\‘\\\‘\‘\\\\h“{\\\\“‘\I\\\‘\\‘\‘\‘L\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73.0
Ly -
147.0 14.50 15.00
267.0 m/z 355.10 42.88%
5000 355.0 420.0
[ SR NSNS A S N A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl- e
73.0 147.0221.0 429.0 14.50 15.00
m/z 281.00 39.13%
355.0
5000
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\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03
Operator : CG\JU

Sample : PB157670BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 6
R.T. EstConc Area Relative to ISTD R.T.
15.274 3.18 ng 126809  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 87
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 40

4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 40
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 38

Abundance Scan 2242 (15.274 min): BF136492.D\data.ms (-2237) (- m/z 73.00 100.00%

73.0
147.0 2211
5000 355.1

4291 T T T T T T
i ‘ l t 503.2 15.00 15.50
0ml“mm‘u‘w“HH‘H\HM\\‘\‘H“‘\LM‘u"mwmwnhWm‘mwu m/z 221.05 86.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 J4702210
5000 i T
355.0 15.00 15.50

m/z 147.00  80.30%

443.0
\H\“‘HH‘\H‘\‘HHh“{\\H“‘\IH\‘H‘\‘\‘LH\‘HH}l‘\\H‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73.0 147.0221.0 429.0

T
15.00 15.50

o

355.0
5000 m/z 355.10 40.23%
651.1
RS U Y O R B s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- el o T
221.0 15.00 15.50

m/z 281.00  39.04%

73.0
5000 147.0
341.0
L9 simo

Ot prertp e e e e e — —
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03

Operator : CG\JU

Sample : PB157670BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: 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 Heptasiloxane, hexadecamethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.78  3.26ng 129972 Perylene-diz 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Cyclononasiloxane, octadecamethyl- 666 C18HS54095i9  0@@556-71-8 72

2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 59
4 1,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 38
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37

Abundance Scan 2329 (15.786 min): BF136492.D\data.ms (-2323) (- m/z 73.10 100.00%
73.1 147 0221.1
5000 355.1
429.1 o -
‘ | 503.1 15.50 16.00
0 gt bbb L m/z 221.85  89.70%
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
1550 1&00
m/z 147.00 85.36%
O\\\\‘\\‘\\‘\\\\‘\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\\‘\‘\\‘\\\\‘\\\\‘\?5\‘]_\\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
0 14702210
e "
15.50 16.00
m/z 355.10 44 ,33%
5000 355.0
443.0
0] SEUSSUS NSOV SRS WA SNPATSS SR S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0 15.50 16.00
m/z 281.00 43.92%
73.0
5000 147.0
341.0
0 M 429.0 5170
H‘WH‘W‘HW‘H‘_“_‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘ —— —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03

Operator : CG\JU

Sample : PB157670BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 unknownl6.398 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.398  3.26ng 130004 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  0@0167-52-8 58

2 Cyclononasiloxane, octadecamethyl- 666

C18H5409Si9

000556-71-8 42

31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H5407Si8  ©00556-69-4 25
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 22
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 22
Abundance Scan 2433 (16.398 min): BF136492.D\data.ms (-2426) (- m/z 73.05 100.00%
73.0 221.0
147.0
355.1
5000
429.1 T [ -
16.00 16.50
| N \ 503.1 g
[(ERRE'E NI B H_wwm_H‘JmH_WWWWHW m/z 221.00  99.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 J4702210
AV MAA
5000 el Vo,
355.0 16.00 16.50
443.0 m/z 147.00 75.28%
O\H\“‘HH‘\H‘\‘HHh“t\\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
355.0 16.00 16.50
5000 m/z 355.10 56.92%
0 651.1
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #346774:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,15-0cta
221.0 16.00 16.50
m/z 281.10 42.88%
73.0
5000 147.0 295.0
369.0
o ul H\L 503.0 591.0
H‘WH‘W‘HW‘H‘_“_‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘ — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03
Operator : CG\JU

Sample : PB157670BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.480 2.08 ng 82851  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2447 (16.480 min): BF136492.D\data.ms (-2442) (- m/z 57.10 100.00%
57.1
—
| ‘ J]H PP 169.0 2252 16.50
ol ik ‘M“‘M‘m‘wm_m_m_m_w m/z 71.85 71.76%
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 T f
16.50
m/z 85.05 51.46%
T 1690 2050 2610 3370 422
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
16.50
5000 m/z 43.05 48.26%
113.0
0 169.0 225.0 281.0 337.0 394.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane 7
57.0 16.50
m/z 55.10 23.42%
B MMW
0 ‘ ‘ h\ h ul \\ | 169 0 225.0 296.0
““‘H““““““H“““w““‘w“““ —
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136492.D

Acqg On : 11 Dec 2023 16:03
Operator : CG\JU

Sample : PB157670BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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|
3-Penten-2-one,... 4.463 151.6 ng 6012580 1 6.793 793273 20.0
Cyclotrisiloxan... 4.704 2.2 ng 87482 1 6.793 793273 20.0
2-Pentanone, 4-... 5.069 96.1 ng 3811920 1 6.793 793273 20.0
2-Pentanone, 4-... 5.828 8.3 ng 330500 1 6.793 793273 20.0
Hexasiloxane, t... 14.839 2.1 ng 82635 6 15.451 797727 20.0
Cyclononasiloxa... 15.274 3.2 ng 126809 6 15.451 797727 20.0
Heptasiloxane, ... 15.786 3.3 ng 129972 6 15.451 797727 20.0
unknown16.398 16.398 3.3 ng 130004 6 15.451 797727 20.0
Triacontane 16.480 2.1 ng 82851 6 15.451 797727 20.0
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