LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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: BF136546.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 496 499 506 rVB 55424 60517 1.16% 0.130%
2 5.434 565 569 580 rBv 1739040 1525742 29.22% 3.288%
3 6.434 735 739 746 rBV 1101361 932731 17.86% 2.010%
4 6.792 797 800 806 rVB 760992 609989 11.68%  1.314%
5 7.357 891 896 899 rBV 1714590 1494318 28.62% 3.220%

8.069 1013 1017 1021 rBV 903469 791134 15.15%
9.151 1196 1201 1204 rBV 3629895 2905728 55.65%
9.828 1312 1316 1319 rBV 1023995 809831 15.51%
10.210 1377 1381 1384 rBV 358802 287378 5.50%
10 10.622 1447 1451 1454 rBV 1738862 1529701 29.30%

WoOROR
N
N
U
R

11 11.316 1566 1569 1573 rBV 814675 724555 13.88%
12 11.857 1657 1661 1671 rBV 329008 334648 6.41%
13 12.645 1791 1795 1802 rBV 109196 130880 2.51%
14 12.916 1836 1841 1844 rBV 2842942 2416866 46.29%
15 13.198 1885 1889 1894 rVB 55298 52744 1.01%

OV K
N
00
N
R

16 13.639 1960 1964 1970 rVB 270056 276266 5.29%
17 13.880 2001 2005 2016 rBV4 51497 134417 2.57%
18 13.968 2016 2020 2024 rBV 599512 594867 11.39%
19 14.057 2031 2035 2042 rBV2 917099 1093721 20.95%
20 14.451 2097 2102 2110 rBV 1786652 2071602 39.67%

ANPRPRPOO®
N
00
N
R

21 14.839 2162 2168 2184 rBV 2281654 3163113 60.58% 6
22 15.280 2236 2243 2266 rBV 2289507 4124515 78.99% 8
23 15.451 2267 2272 2277 rVWW 462389 588064 11.26% 1.267%
24 15.498 2277 2280 2288 rVB 47103 67784 1.30% ©
25 15.792 2321 2330 2352 rBV 2181429 4774894 91.45% 1e.

26 15.945 2354 2356 2363 rVB 46303 68004 1.30% 0.147%
27 16.404 2423 2434 2468 rBV 1859415 5221496 100.00% 11.252%

28 17.151 2548 2561 2585 rBV 1479216 4954738 94.89% 10.677%
29 18.074 2703 2718 2746 rBV 1119938 4666314 89.37% 10.055%

Sum of corrected areas: 46406557
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

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

BF136546.D
: 13 Dec 2023 19:45
: CG\JU
: 05551-05
Sample Multiplier: 1

: 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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 Diethyltoluamide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.210 7.10 ng 287378  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 96
2 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 76
3 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 76
4 N-[1-(Dimethylamino)-2,2,2-trich... 308 C12H15C13N20 300814-41-9 53
5 Benzamide, 3-methyl-N-methyl-N-(... 247 C16H25NO 1000421-46-7 50
Abundance Scan 1381 (10.210 min): BF136546.D\data.ms (-1377) (| m/z 119.00 100.00%
119.0
5000 910 1901
—— —
65.0 10.00 10.50
39.0 162.1
o220 L) 1800 2 | /2 190.10  4e.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 e —r—
91.0 10.00 10.50
65.0 m/z 91.05 36.45%
0 390 I Iy ‘ 16\20 | |
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65722: Benzamide, 3-methyl-N-butyl-
119.0
— —r—
10.00 10.50
5000 m/z 191.10 14.13%
91.0
65.0 148.0 191.0
39\\0 \‘ I ‘ L H
O o 0 e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65723: Benzamide, 4-methyl-N-butyl- —— e
119.0 10.00 10.50
m/z 65.05 11.77%
5000
o0 148.0
65.0 w 191.0
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.857 9.24 ng 334648 Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1661 (11.857 min): BF136546.D\data.ms (-1657) (- m/z 73.05 100.00%

73.0
43.0
5000 129.0
213.2 — S
‘ ‘ 11 ‘ 256.1 11.50 12.00
oMW‘MHJl‘mww”ﬂuu‘w‘whuwu“‘,"L‘,“m“mmWl‘w,u m/z 60.00  84.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N AL
11.50 12.00
1710 2130 2560 m/z 57.05 71.36%
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid
43.0 73.0
- e
11.50 12.00
5000 129.0 ITI/Z 43.05 70.78%
‘ 199.0 2420
ok b LA 158
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid - —
73.0 11.50 12.00

m/z 55.05 65.87%

5000

185.0 228.0

-

e —7
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.645 4.40 ng 130880 Chrysene-di2 13.969
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

Abundance Scan 1795 (12.645 min): BF136546.D\data.ms (-1791) (. m/z 73.00 100.00%
0

73
129.0
5000
185.1 2412

7
12.50 13.00

429.

0! m/z 60.10 88.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000/ 2g. 284.0 cp g o =
185.0 12.50 13.00

m/z 43.05 82.51%

, ‘\“‘ \‘\“‘\M‘ ‘ J u‘w‘ ‘ L ‘\ NE “ il ‘\“ ‘\ ‘\‘ . “‘ R
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
.0

o

w

12.‘50 13.‘00

5000 129.0 ITI/Z 57.05 82.39%
199.0
27.0
0 HL‘H‘ ‘\1 “““ “;“L ‘\‘2‘4:}\4"9‘H‘HH‘HH‘HH V\N\kfw
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid —— ——
73.0 12.50 13.00

m/z 55.05 74.10%

5000 129.0
228.0
27.
“H\ T ‘;‘\sll.o |

‘ [l
T T

7 ‘
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00

o

8270-BF120523.M Thu Dec 14 10:36:32 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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 Hexasiloxane, tetradecamethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.639 9.29 ng 276266  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 68
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
3 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 ©18772-36-6 38
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27
5 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 27

Abundance Scan 1964 (13.639 min): BF136546.D\data.ms (-1960) (- m/z 73.05 100.00%
73.0
2211
5000 355.1 J&
‘/L T T ‘ T T T ‘ T
F‘ 0 13.50 14.00
ob bkl B9 8350 147,00 63.53%
miz--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
730 221.0
L
5000 =1
355.0 13.50 14.00
443.0 m/z 221.05 61.73%
O“JJ‘“““h‘i"i‘l“‘L‘l““““““““““
m/z--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0 j\
e
13.50 14 00
5000 m/z 355.05 37.88%
341 0
0 il ‘ I 651.0
ce b ey “““““““““““““
miz-> 100 200 300 400 500 600 700 l
Abundance #349711: Cyclodecasiloxane, eicosamethyl- —
73.0 13.50 14 00
281.0 m/z 281.00  36.41%
503.0
5000
415.0
149.0 J\
IR e 1 0 O O O OO -2 = YA PR
m/z--> 100 200 300 400 500 600 700 13.50 14 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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 n-Tetracosanol-1 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.880 4.52 ng 134417  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 91
Abundance Scan 2005 (13.880 min): BF136546.D\data.ms (-2001) (- m/z 83.05 100.00%
43.1 83.0
5000 25.1 AWWMWMvmwﬂf\Wﬂﬁw¢WWMﬂm
— ——
[N \H\‘H}‘\‘mwu‘u”‘hhh | ‘\H‘ L1, \w M‘\‘ L ‘3‘4‘0-’9‘ _— m/z 55.00 97.46%
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 — e
13.50 14.00
m/z 57.05 95.82%
0 \‘\ \‘\ i ‘ \H\ JF \‘\ I \\8‘1 0222. 0264.0 308.0
\\\\‘\\\‘\\\\‘\\\‘\\\\\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
— ——
13.50 14.00
5000 ITI/Z 43.10 91.85%
9.0
01‘5.‘4\ A “‘ ‘]k ! ““1‘82‘0‘2‘2‘49‘2(‘56‘9‘ T N\m
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol “ T
57.0 97.0 13.50 14.00
m/z 97.05 90.60%
5000
39.0
o LA L L 1810222.0260.0306.0 378«
e e e S S e e e — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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 8
R.T. EstConc Area Relative to ISTD R.T.

14.657 36.77ng 1693720 Chrysene-d12 13.969
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 74
3 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 ©18772-36-6 38
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 27
5 Oxazepam, 2TMS derivative 430 C21H27CIN202Si2 ©55319-93-2 25
Abundance Scan 2035 (14.057 min): BF136546.D\data.ms (-2031) (- m/z 73.10 100.00%
73.1
2211
5000 355.1
l = 14.00 |
431.1 :
ol HML MWAEH??“"?’W‘m_‘ m/z 221.05 68.66%
miz--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0
5000 i —— AL :
14.00
m/z 147.05 68.63%
34140 ‘
O\\\\‘\\\\‘\\‘f“\l\‘\\[‘\\\“\“\\\\‘\65\‘]}.\0‘\\
m/z--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
730 221.0 J\
‘ —
14.00
m/z 355.10 41.66%
5000 355.0
443.0
[(ERNIRE SNTS B U § SN S
m/z--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl- ¥A‘ — ‘
73.0 14.00
281.0 m/z 281.05  35.47%
503.0
5000
415.0 ﬁ
149.0 {
ol ekt L L ssro s L
m/z--> 100 200 300 400 500 600 700 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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 7 unknownl4.451 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.451 69.65 ng 2071600 Chrysene-di2 13.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 68
3 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 0©18772-36-6 47
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 46
51,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40055i6 038147-00-1 40

Abundance Scan 2102 (14.451 min): BF136546.D\data.ms (-2097) (- m/z 73.05 100.00%
73.0
221.1
5000 355.1 ‘A
h 1450
431.1 .
ol rd et M‘ dliplo 880 s 010 77.72%
miz--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0 jk
5000 J T
14.50
m/z 147.00 75.31%
34140 ‘
O\\\\‘\\\\‘\\‘f“\I\‘\\[‘\\\“\“\\\\‘\65\‘]}.\0‘\\
m/z--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
730 221.0
‘ P
14.50
m/z 355.10 48.79%
5000 355.0
443.0
o) T S A § T O —
m/z--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl- : o
73.0 14.50
281.0 m/z 281.05 43.50%
503.0
5000
415.0 ‘A
149.0 {
ool AL ULl esroese L
m/z--> 100 200 300 400 500 600 700 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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 8 unknownl4.839 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.839 107.58 ng 3163110 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6  000107-52-8 74

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 55
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 45
5 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Si10 018772-36-6 42

Abundance Scan 2168 (14.839 min): BF136546.D\data.ms (-2162) (- 73.10 100.00%
73.1 221.1

m/z
" 147.0
355.1
5000
429.1
‘ =

‘ ;
14.50 15.00

|| L lh \JL 508.1 9

O brrrprter e ek b M e m/z 2210100 89.42%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210 JL
5000 — —
355.0 14.50 15.00

m/z 147.00  82.30%

443.0
O\\\‘\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

T T
355.0 14.50 15.00
5000 m/z 355.10 52.62%
R O O 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 14.50 15.00

m/z 281.00  49.17%

iR |

RN

I I
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\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45

Operator : CG\JU

Sample : 05551-05

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier:

1

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

: C:\Database\NIST20.
LSCINT.

L
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 unknownl5.280 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.280 140.27 ng 4124520  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 46
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 43
5 Pentasiloxane, dodecamethyl- 384 C12H3604S1i5 000141-63-9 25

Abundance Scan 2243 (15.280 min): BF136546.D\data.ms (-2236) (- 73.10 100.00%
73.1 14702211
355.1
5000
429.1
—
l 503.1 15 oo 15.50
) S B H_H‘Hm_L"\hH_WWWWHW m/z 221.05 97.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 ‘ —
355.0 15.00 15.50
443.0 m/z 147.00 86.45%
O\\\‘\J“\\\\‘\\\‘\‘\\\\h‘d\\\\T\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
T T
355.0 15 00 15.50
5000 ITI/Z 355.10 58.82%
m/z--> 50 100150200250300350400450500550600650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, ‘ ——
147.0 221.0 1500 15.50
m/z 281.10 50.09%
73.0
5000
O‘Hu_HH_yL‘Hm“uwu‘W1HW‘H‘_H‘_‘HM‘H‘HH‘H‘WH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 1500 1550

8270-BF120523.M Thu Dec 14 10:36:39 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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 10 unknownl5.792 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.792 162.39 ng 4774890  Perylene-di12 15.451
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
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 46
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 43
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 32
Abundance Scan 2330 (15.792 min): BF136546.D\data.ms (-2321) (- m/z 221.10 100.00%
73.1 147.1221.1
355.1
5000
429.1
—— =
[ [{ 503.1 15.50 1600
O‘Hw‘uw‘mq‘uu"W‘Hw‘mw‘uw“W‘Hwhuw‘uw‘uw“ m/z 73.10 6.99%
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 1600
m/z 147.05 6.96%
OHH‘HH‘HHHH\H‘\‘H\“HH“‘HH‘\‘\\\‘\‘H‘HH‘HH‘\?S\‘]_H'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
1550 1600
m/z 355.05 7.70%
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 #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,
147.0 221.0 1550 1600
m/z 281.05 50.30%
73.0
5000
0 L I l l L 294'0 k\
e e e e e e e e e e e ;
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.50 16.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF121323\

Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: 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 11 Nonadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.945 2.31 ng 68004  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 92
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 64
3 Hentriacontane 437 C31H64 000630-04-6 64
4 Octadecane 254 C18H38 000593-45-3 59
5 Tridecane 184 C13H28 000629-50-5 53

Abundance Scan 2356 (15.945 min): BF136546.D\data.ms (-2354) (- m/z 57.10 100.00%
57.1
20 J\wwwmwwj\uﬂWMwmx¢
——
‘ | ‘1271 207.0 570 A1 16.00
ol AWML T P00 4800 g de 67.31%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane
57.0
5000 R
16.00
m/z 43.05 44.76%
1
O H‘\“\:H‘\“\‘l\\‘%??\9???\9???\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
——
16.00
5000 ITI/Z 85.05 44 .,45%
oLl “\‘ A | |16?9‘2‘2‘5 0 2950 3510 449
L A B e LB ma el o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320591: Hentriacontane T
57.0 16.00
m/z 55.05 27.32%
5000
0 uhl \\]1 h‘ L \g 10 i 2?? 0 309.0 365.0 437.0
R e o L B e e = —
m/z--> 50 100 150 200 250 300 350 400 450 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45

Operator : CG\JU

Sample : 05551-05

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 12 unknownl6.404 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.404 177.58 ng 5221500  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9
2 Hexasiloxane, tetradecamethyl-
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2

5 Pentasiloxa

ne, dodecamethyl-

458 C14H4205Si6

384 C12H3604S1i5

000556-71-8 86
000107-52-8 74
004342-25-0 49
006398-62-5 32
000141-63-9 22

Abundance Scan 2434 (16.404 min): BF136546.D\data.ms (-2423) (-] | m/z 221.05 100.00%
73.0 14712211
355.1
5000
429.1 =
bl s 50 s
0 bbb b M L S m/z 73.85  85.75%
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 T
16.50
m/z 147.05 83.87%
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
—r=
16.50
m/z 355.05 52.15%
5000 355.0
443.0
Y S S Y § T N S
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 16.50
m/z 281.05 50.00%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16.50

8270-BF120523.M Thu Dec 14 10:36:42 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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 13 unknownl7.151 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.151 168.51 ng 4954740 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 68
3 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 43
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 37
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 32
Abundance Scan 2561 (17.151 min): BF136546.D\data.ms (-2548) (- m/z 221.10 100.00%
73.0 147,022}
5000 355.1
429'1 T ‘ T T ‘ T
| L HL 503.1 17.00 17.500
Ot e b o e m/z 73,05 83.65%
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 — —
17.00 17.50
m/z 147.00 82.37%
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
— =
17.00 17.50
m/z 355.05 50.53%
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 #100134: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphe — "
221.0 17.00 17.50
m/z 281.05 48.467%
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 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45

Operator : CG\JU

Sample : 05551-05

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 14 unknownl8.074 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.074 158.70 ng 4666310 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 59
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 53
4 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Sil0 000556-70-7 38

5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 37

Abundance Scan 2718 (18.074 min): BF136546.D\data.ms (-2703) (- m/z 221.05 100.00%
221.1
73.1 147.1
5000 355.1
429.1 — ‘
RIEITENE 7 o ;
0 bbb e b m/z 147.05  76.00%
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 — :
18.00
m/z 73.10 75.33%
0\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\?5\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
T \
18.00
m/z 355.05 50.14%
5000 355.0
443.0
o) SR SN UV S 1 NN S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- —
221.0 18.00
m/z 281.05 45.62%
73.0
5000 147.0
341.0
‘ H 429.0 5170
o‘H“mw«u_m‘uHWMJ‘HL\‘MHwm_WHWWWW —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 18.00

8270-BF120523.M Thu Dec 14 10:36:45 2023
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136546.D

Acqg On : 13 Dec 2023 19:45
Operator : CG\JU

Sample : 05551-05

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|
Diethyltoluamide 10.210 7.1 ng 287378 3 9.828 809831 20.0
n-Hexadecanoic ... 11.857 9.2 ng 334648 4 11.316 724555 20.0
Octadecanoic acid 12.645 4.4 ng 130880 5 13.969 594867 20.0
Hexasiloxane, t... 13.639 9.3 ng 276266 5 13.969 594867 20.0
n-Tetracosanol-1 13.880 4.5 ng 134417 5 13.969 594867 20.0
Cyclononasiloxa... 14.057 36.8 ng 1093720 5 13.969 594867 20.0
unknown14.451 14.451 69.7 ng 2071600 5 13.969 594867 20.0
unknown14.839 14.839 107.6 ng 3163116 6 15.451 588064 20.0
unknown15.280 15.280 140.3 ng 4124520 6 15.451 588064 20.0
unknown15.792 15.792 162.4 ng 4774890 6 15.451 588064 20.0
Nonadecane 15.945 2.3 ng 68004 6 15.451 588064 20.0
unknown16.404 16.404 177.6 ng 5221500 6 15.451 588064 20.0
unknown17.151 17.151 168.5 ng 4954740 6 15.451 588064 20.0
unknownl18.074 18.074 158.7 ng 4666310 6 15.451 588064 20.0
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