LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22
Operator : CG\JU

Sample : 05624-01

Misc :

ALS Vvial : 13  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: BF136551.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 16 21 30 rvB2 21663 33018 1.42% 0.165%
2 5.034 497 501 509 rVB 164012 196220 8.42% 0.983%
3 5.440 565 570 573 rBV 2258137 1998837 85.81% 10.009%
4 6.439 735 740 743 rBV 1961734 1962430 84.25%  9.826%
5 6.792 797 800 804 rBV 672720 532863 22.88% 2.668%

6 7.357 890 896 899 rBV 1422349 1263746 54.25% 6.328%
7 8.069 1013 1017 1021 rBV 851862 682418 29.30%  3.417%
8 9.151 1196 1201 1204 rBV 2768851 2329329 100.00% 11.664%
9 9.827 1312 1316 1319 rBV 889680 696668 29.91%  3.488%
10 10.616 1447 1450 1460 rBV 1255830 1181611 50.73% 5.917%

11 11.316 1566 1569 1573 rBV 726997 602869 25.88%  3.019%

12 11.851 1657 1660 1670 rBV2 58470 65635 2.82% 0.329%

13 12.916 1837 1841 1844 rBV 2094236 1767445 75.88%  8.850%

14 13.639 1960 1964 1968 rVB 68927 65322 2.80% ©.327%
2.

15 13.968 2016 2020 2028 rBV 583325 523084 22.46%

16 14.057 2031 2035 2044 rVB2 254127 277877 11.93%
17 14.410 2088 2095 2096 rBV5 20314 34138 1.47%
18 14.451 2097 2102 2110 rVB 506951 581105 24.95%

OwWnNO R
\o]
fary
)
R

19 14.839 2163 2168 2175 rBV 539270 729762 31.33% 654%
20 15.109 2211 2214 2218 rVB2 26527 30861 1.32% 155%
21 15.274 2236 2242 2265 rVB 540093 903446 38.79% 4.524%
22 15.451 2267 2272 2277 rVW 448861 556564 23.89% 2.787%
23 15.498 2277 2280 2290 rVB4 25769 45678 1.96% 0.229%
24 15.786 2322 2329 2343 rBV2 415142 810785 34.81% 4.060%
25 15.945 2353 2356 2367 rVB6 19362 35880 1.54% ©.180%
26 16.398 2425 2433 2443 rBV2 319318 725633 31.15% 3.633%
27 17.139 2547 2559 2576 rBV2 236470 711902 30.56%  3.565%

28 18.062 2704 2716 2731 rBV3 178857 625849 26.87%  3.134%

Sum of corrected areas: 19970975
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22
Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  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

Abundance TIC: BF136551.D\data.ms

2500000
5.440

2000000 6.439

1500000 7.357

1000000
6.792

500000

5.034
210 A\
0 /‘\\ TTT ‘ TTTT ’ TTTT "T TT TT T ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ rrTT ‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T ‘ TTTT ‘ L ‘ TT 10 ‘ TTTT ‘ TT 1
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Abundance TIC: BF136551.D\data.ms
9.151

2500000

12.916
2000000

1500000
10.616

1000000 8.069 9.827

11.316

500000

L 11.851
0 \ T

— — ‘ ‘ ‘ ‘ — T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF136551.D\data.ms

2500000
2000000
1500000

1000000

13.968 14.451 14.839 15.21%

500000 451 15786

.057
13.639 . 5.945
0 T ‘ \/\ T T T ‘ T T T T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00
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T ‘ T T ‘ T T ‘ T
17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22
Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.034 7.36 ng 196220 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 501 (5.034 min): BF136551.D\data.ms (-497) (-) m/z 43.10 100.00%
43.1
59.1
5000
101'1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
| 83.0 ‘ 4.80 5.00 5.20 5.40 )
ob v m/z 59.10 67.88%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L L L I
59.0 4.80 5.00 5.20 5.40
m/z 101.10  25.31%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e RRRAREEAEE
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 18.25%
126.0
ol Al L 12803459
m/iz--> 20 40 60 80 100 120 140
Abundance #5057: Propane, 1-ethoxy-2-methyl- e RRRRREEE
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.98%
5000
41.0
H 102.0
ol 28 W Al eme Tl ey
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\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22
Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.851 2.18 ng 65635  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Isopropyl palmitate 298 C19H3802 000142-91-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1660 (11.851 min): BF136551.D\data.ms (-1657) (- m/z 73.00 100.00%
73.0
41.0
5000
129.1
171. 21‘3'1 256.1 11.50 12.00
— A L m/z 43.85 76.59%
miz-> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0
129.0 11.50 12.00
83.0 213.0 m/z 60.00 75.60%
Ll M | 1710
ok ““ H‘\M H!‘ ‘ “M‘H \H‘\ u ‘m‘ : “ ‘\‘u T ‘\‘ H“
miz-> 50 100 15 200 250 300
Abundance #126202: Pentadecanoic acid
43.0
— 2
11.50 12.00
5000 m/z 55.10 65.66%
30 129.0 242.0
‘ ‘ ‘ 199.0
oLl Lu\‘ HUuM‘ \m ‘ 40, L
miz--> 50 150 200 250 300
Abundance #197283: Isopropyl palmitate
43.0 11.50 12.00
102.0 m/z 57.00 64.07%
5000 256.0
185.0 ‘
43.
ol— h“ \“ . \;‘H‘\ F‘ ﬂ‘ ‘ e \2190‘ - ‘2‘98"(
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22

Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  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 3 Hexasiloxane, tetradecamethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.639 2.50 ng 65322  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 81
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 53
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 27
5 Pentasiloxane, dodecamethyl- 384 C12H3604S1i5 000141-63-9 27

Abundance Scan 1964 (13.639 min): BF136551.D\data.ms (-1960) (- m/z 73.10 100.00%
3.1
147.0221.1
5000 355.1
e =
| J W 429-15030 13.50 14.00
o‘Hwu‘wmw‘HHmwu‘uu‘HmMHMWH‘wwwww m/z 147.00  67.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 e A —
355.0 13.50 14.00
443.0 m/z 221.05 66.25%
0\H‘\J“HH‘\H‘\‘HHh‘d\\Hk“\l\\\‘H‘\‘\‘LH\‘HHHHH‘\H\‘HH‘\H\‘H
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 Jk
oot =
355.0 13.50 14.00
5000 m/z 281.00 41.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide e R
147.0 13.50 14.00
m/z 355.05 39.21%
5000 281.0
s 1
0 et b e e Ao o o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\

Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22
Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclononasiloxane, octadeca...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.057 10.62 ng 277877  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 80
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H5407Si8 000556-69-4 50
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 38
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37

Abundance Scan 2035 (14.057 min): BF136551.D\data.ms (-2031) (- m/z 73.10 100.00%
3.1
14719511
5000
355.1 _ﬂ
429.1 ‘ LN \
{ | L 504.1 14.00
Oberrprber bbb bk 298 mz 147,05 67.90%
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 i — = :
14.00
m/z 221.10 64.43%
OHH‘H‘H‘HHHH‘\H‘\‘H\“H“H“‘HH“\‘\\‘\‘\‘\‘\‘HH‘HH‘\?S\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
73.0
147.0221.0 A
: —
14.00
m/z 355.05 37.15%
5000 355.0
443.0
Y NPTIS NS CRY S | AN U S
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 JL = ‘
221.0 14.00
m/z 281.05 34.30%
73.0
5000 147.0 295.0
369.0
bt e L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\

Library Search Compound Report

Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22
Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 wunknownl4.451 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14451 22.22ng ss1105  Chryseme-diz 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  0@0167-52-8 62

000556-71-8 50
004342-25-0 43
000541-01-5 41
015089-22-2 30

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO

Abundance Scan 2102 (14.451 min): BF136551.D\data.ms (-2097) (- m/z 73.05 100.00%
73.0 221.1
147.1
355.1
5000
429.1
=
Ll oo 6
O bttt eb b b A b e m/z 2210100 87.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 L
355.0 14.50
443.0 m/z 147.05 78.94%
0\\\‘\J“\\\\‘\\\‘\‘\\\\h‘d\\\\k“\l\\\‘\\‘\‘\‘L\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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 14.50
5000 ITI/Z 355.05 53.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 VﬁAﬁ
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, s —=
147.0 221.0 14.50
m/z 281.10 47.10%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22
Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  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 unknownl4.839 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.839 26.22ng 720762 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 81

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
3 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 37
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37

5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 25
Abundance Scan 2168 (14.839 min): BF136551.D\data.ms (-2163) (- m/z 73.10 100.00%
73.1 221.1
147.0
355.1
5000
429.1 — —
l ‘ ‘ l 503.1 14.50 15.00
0 _m_Wwwm{H_M‘e&wu‘wL‘,w‘uluwww‘ m/z 221.10  93.75%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
7“.0 147.0221-0
5000 = —
355.0 14.50 15.00
443.0 m/z 147.00 83.56%
O ‘\\\‘\J‘J\\\\‘\\\‘\‘\\\\h‘ﬁ\\\\‘“\!\h‘\\“\&‘l\\\\‘\\\\l’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
= -
355.0 14.50 15.00
5000 m/z 355.18  52.30%
il .\‘ “ 1y 651.
(RSB AN S RSB SR A
m/z--> 0 50 100150200250300350400450500550600650
Abundance #119062: Mercaptoacetic acid, 2TMS derivative == ==
73.0 14.50 15.00
147.0 m/z 281.05  47.44%
5000
221.0
S = =
m/z--> 0 50 100150200250300350400450500550600650 14.50 15.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\

: BF136551.D

: 13 Dec 2023 22:22
: CG\JU

: 05624-01

: 13 Sample Multiplier:

1

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

: 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 unknownl5.274

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.274  32.47 ng 903446  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 64
2 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C1@H3002Si4 004342-25-0 43
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 43
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 32
5 3,4-Dihydroxyphenylglycol, 4TMS ... 458 C20H4204Si4 056114-62-6 25

Abundance Scan 2242 (15.274 min): BF136551.D\data.ms (-2236) (-} | m/z 73.85 100.00%

73.0 1471 221.1
5000 281.1 3551 }
429'1 T ‘ T T ‘ T T
| Al }\ 503.1 T
0t e A b T myz 2210100 98.17
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
30 470 2210
5000 281.0 T ™
355.0 15.00 15.50
443.0 m/z 147.05 87.72%
0\\\‘\\\\‘\\\\i‘\\\\h‘d\\\“J\H\\\\‘\\\f‘\\\\\‘\\\\I‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,
147.0 221.0
e ==
73.0 15.00 15.50
5000 ITI/Z 355.10 50.087
‘ 279.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342011: Heptasiloxane, hexadecamethyl- = =
73.0 221.0 15.00 15.50
m/z 281.10 47 .02
5000 147.0
29503550
\ \\‘ ‘ 429.0 51?0
o‘H‘w_HwH‘w_MHH‘_mew_m == =
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22
Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  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 8 unknownl5.786 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.786 29.14 ng 810785  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666
2 Hexasiloxane, tetradecamethyl- 458
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444
4 Mercaptoacetic acid, 2TMS deriva... 236

C18H5409S1i9
C14H4205Si6
C13H4005Si6
C8H2002S5Si2

000556-71-8 80
000107-52-8 74
038147-00-1 40
006398-62-5 27

5 Pentasiloxane, dodecamethyl- 384 C12H3604S1i5 000141-63-9 25
Abundance Scan 2329 (15.786 min): BF136551.D\data.ms (-2322) (- m/z 221.05 100.00%
73.0 1471 221.1
5000 355.1
429.1 —— —
{ U ll\ L 503.1 15.50 16.00 :
O e e m/z 73.05 97.19%
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 = s
15.50 16.00
m/z 147.05 86.26%
O\H\‘H‘H‘\H\HH‘\H‘\‘H\“H“H“‘\H\“\‘\\‘\‘\‘\‘\‘\H\‘HH‘\?S\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
G P
15.50 16.00
m/z 355.10 47.84%
5000 355.0
443.0
) SIS I SN EVH § N NN 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 15.50 16.00
m/z 281.05 45.45%
147.0
267.0
5000 355.0429.0
R S -
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\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22
Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  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 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 9 unknownl6.398 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.398 26.08 ng 725633 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Cyclononasiloxane, octadecamethyl- 666 C18HS54095i9  0@@556-71-8 86

2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 38
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 32
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 25
Abundance Scan 2433 (16.398 min): BF136551.D\data.ms (-2425) (- m/z 221.10 100.00%
73.0 221.1
147.0
5000 355.1
429.1 — S
16.00 16.50
| L H\\ .| 5081 9
O brrrprtrr etk et bbb b e m/z 73,05 88.30%
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 = =
16.00 16.50
m/z 147.00 81.56%
O\H\‘H‘H‘\H\HH‘\H‘\‘H\“H“H“‘\H\“\‘\\‘\‘\‘\‘\‘\H\‘HH‘\?S\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
P T
16.00 16.50
m/z 355.10 47.70%
5000 355.0
443.0
) SIS I SN EVH § N NN S ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342011: Heptasiloxane, hexadecamethyl- == —
73.0 221.0 16.00 16.50
m/z 281.05 46.54%
5000 147.0
295.0
\ ‘ \lL L} 429.0 Slrc
Ot e A e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16.00 16.50

8270-BF120523.M Thu Dec 14 10:39:45 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22

Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  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 10 Heptasiloxane, hexadecamethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.139  25.58 ng 711902  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7
4 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4

000556-71-8 86
000107-52-8 72
000541-01-5 58
000556-70-7 49
004342-25-0 37

Abundance Scan 2559 (17.139 min): BF136551.D\data.ms (-2547) (- m/z 221.05 100.00%

221.1
73.1 147.0
5000 355.1
429.1

T T
17.00 17.50

‘ t 503.2
ow_wmwwH_Mml“luwumuH‘lwwwuw m/z 73.10  81.70%
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 s s
17.00 17.50

m/z 147.00  79.66%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210

T =
17.00 17.50

m/z 355.05 46.54%
5000 355.0
‘ 443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- P =
221.0 17.00 17.50

m/z 281.10  46.51%

73.0
5000 147.0
341.0
L9 simo

Ot prertp e e e e e ‘ T
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 17.00 17.50

8270-BF120523.M Thu Dec 14 10:39:46 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22

Operator : CG\JU

Sample : 05624-01

Misc

ALS vial : 13  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 11 unknownl8.062 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.062  22.49 ng 625849  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 81
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 50
3 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 32
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 28

Abundance Scan 2716 (18.062 min): BF136551.D\data.ms (-2704) (|  m/z 221.10 100.00%
221.1
73.1 147.0
5000 355.1
429.1 . ‘
‘ i 503.1 18.00
o‘wwwu‘mp‘L‘_MH*WLHMWHH‘u]wwww m/z 147.80  75.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 = :
355.0 18.00
443.0 m/z 73.10 74.60%
O\H‘\J“HH‘\H‘\‘HHh‘d\\\\k“\l\\\‘H‘\‘\‘LH\‘H\\HHH‘HH‘HH‘\H\‘H
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
R \
355.0 18.00
5000 m/z 281.05 42.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #100134: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphe —— ‘
221.0 18.00
m/z 355.10 42.97%
5000 147.0
77.0
O\HWMQHHW‘HHM\\Muw\uwu\wuuw\uwu\wuw\uwu T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 18.00

8270-BF120523.M Thu Dec 14 10:39:47 2023
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136551.D

Acqg On : 13 Dec 2023 22:22
Operator : CG\JU

Sample : 05624-01

Misc

ALS Vvial : 13  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|
2-Pentanone, 4-... 5.034 7.4 ng 196220 1 6.792 532863 20.0
n-Hexadecanoic ... 11.851 2.2 ng 65635 4 11.316 602869 20.0
Hexasiloxane, t... 13.639 2.5 ng 65322 5 13.968 523084 20.0
Cyclononasiloxa... 14.057 10.6 ng 277877 5 13.968 523084 20.0
unknownl14.451 14.451 22.2 ng 581105 5 13.968 523084 20.0
unknown14.839 14.839 26.2 ng 729762 6 15.451 556564 20.0
unknown15.274 15.274 32.5 ng 903446 6 15.451 556564 20.0
unknown15.786 15.786 29.1 ng 810785 6 15.451 556564 20.0
unknown16.398 16.398 26.1 ng 725633 6 15.451 556564 20.0
Heptasiloxane, ... 17.139 25.6 ng 711902 6 15.451 556564 20.0
unknown18.062 18.062 22.5 ng 625849 6 15.451 556564 20.0

8270-BF120523.M Thu Dec 14 10:39:47 2023 Pag 14



