LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136458.D

Acqg On : 07 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS Vvial : 18 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: BF136458.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 15 19 26 rVB 30790 45693 1.86% ©0.293%
2 3.346 213 214 222 rBV2 15973 29876 1.22% 0.192%
3 5.040 498 502 508 rVB 57189 64627 2.63% 0.414%
4 5.446 566 571 574 rBV 2130663 2073270 84.49% 13.297%
5 6.445 736 741 744 rBV 2225349 2010653 81.93% 12.895%
6 6.798 797 801 804 rBV 838986 617689 25.17%  3.962%
7 7.357 891 896 899 rBV 1380540 1324781 53.98% 8.497%
8 7.616 936 940 943 rBV 36374 32824 1.34% 0.211%
9 8.075 1014 1018 1021 rBV 971953 765417 31.19% 4.909%
10 8.392 1069 1072 1084 rBV 45740 76612 3.12% 0.491%
11 9.151 1197 1201 1205 rBV 2722491 2453986 100.00% 15.739%
12 9.833 1313 1317 1320 rBV 821536 687513 28.02% 4.409%
13 9.933 1329 1334 1338 rBV 48280 60267 2.46% 0.387%
14 10.622 1447 1451 1461 rBV 1143763 992481 40.44% 6.365%
15 11.322 1567 1570 1574 rBV 681875 536054 21.84%  3.438%
16 11.857 1656 1661 1665 rBvV2 68271 70529  2.87% 0.452%
17 12.921 1837 1842 1845 rBV 2113964 1890750 77.05% 12.126%
18 13.833 1990 1997 1999 rBV7 22518 36150 1.47% 0.232%
19 13.880 2001 2005 2013 rVV5 38269 83906 3.42% 0.538%
20 13.974 2017 2021 2025 rBV 685322 601036 24.49% 3.855%
21 14.074 2033 2038 2048 rVB5 115033 254813 10.38% 1.634%
22 14.457 2099 2103 2107 rBV 84412 99913 4.07% 0.641%
23 14.845 2165 2169 2172 rBV 87549 99945 4.07% 0.641%
24 15.286 2240 2244 2251 rVB2 57367 96433 3.93% 0.618%
25 15.457 2268 2273 2278 rBV 396301 497579 20.28% 3.191%
26 15.798 2327 2331 2338 rVB7 48896 89249 3.64% 0.572%

Sum of corrected areas: 15592046
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS vial : 18 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: BF136458.D\data.ms

2500000

6.445
5.446

2000000

1500000 7.357
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Abundance TIC: BF136458.D\data.ms
9.151

o

2500000

12.921
2000000
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1000000 9.833
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Abundance TIC: BF136458.D\data.ms

500000

2500000

2000000

1500000

1000000

13.974

500000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS vial : 18 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 8
R.T. EstConc Area Relative to ISTD R.T.
5.040 2.09 ng 64627 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 3-Hexanol 102 C6H140 000623-37-0 28
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 502 (5.040 min): BF136458.D\data.ms (-498) (-) m/z 42.95 100.00%
3.0
5000
101.0
R RN AR v
‘ 4.80 5.00 5.20 5.40
Ot 87O 2079 h/z s9.00  68.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e A e A T
4.80 5.00 5.20 5.40
m/z 101.00  29.80%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
 EAREmEEE
4.80 5.00 5.20 5.40
5000 m/z 58.10 18.90%
31.0 ‘ 101.0
o‘Hu_m‘“i‘u‘u‘l‘;HMW‘HHWHWH_H‘,HH,HH,HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4970: 3-Hexanol R AR ma
59.0 4.80 5.00 5.20 5.40
m/z 41.10 11.03%
5000 31.0
T S
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_F\Data\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS vial : 18 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 1-Phenoxypropan-2-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.392 2.00 ng 76612  Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 59
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Benzene, (4-chlorobutoxy)- 184 C10H13ClO0 002651-46-9 53
Abundance Scan 1072 (8.392 min): BF136458.D\data.ms (-1069) (-) m/z 94.10 100.00%
94.1
5000
152.0 e
‘5"1‘0 h 1190 ‘ o7 | 300820840 8.60 880
0bor il 90270 s 77,00 25.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: l-Phenoxypropan -2-0
94.0
5000 A“M,A”
8.00 8.20 8.40 8.60 8.80
152.0 m/z 152.00  20.42%
45.0
019.01190ff
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
T e
8.00 8.20 8.40 8.60 8.80
5000 m/z 78.10 17.72%
45.0 152.0
ol Ll erol | lsato
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19881: Ethanol, 2-phenoxy- _H“H“]‘\m,uuw
94.0 8.00 8.20 8.40 8.60 8.80
m/z 108.00  15.79%
5000
138.0
0 510
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc LKWD-BACKFILL-08

ALS vial : 18 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.857 2.63 ng 70529  Phenanthrene-d1e 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Trehalose 342 C12H22011 000099-20-7 35
5 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 18
Abundance Scan 1661 (11.857 min): BF136458.D\data.ms (-1656) (- m/z 73.00 100.00%
73.0
43.0
5000 1290
1712 2131 NVV\M‘/’\A‘N\‘ . I ‘
‘ ‘ H‘ cﬂ | : ‘ 2561  11.50 12.00
Y — N N“MWM:ww‘m‘_m‘“uwu\uHu_hw‘m‘_ m/z 60.00  84.84%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
A A
5000 129.0 T T
11.50 12.00
167.01g5 02130  256.0 m/z 43.05 77 .75%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— ——
43.0 11.50 12.00
5000 129.0 m/Z 57.05 69.49%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 55.10 68.80%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ - —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS vial : 18 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 1-Heptadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.880 2.79 ng 83906  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 90
2 n-Pentadecanol 228 C15H320 000629-76-5 80
3 1-Octadecene 252 C18H36 000112-88-9 64
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 58
5 1-Docosene 308 C22H44 001599-67-3 53
Abundance Scan 2005 (13.880 min): BF136458.D\data.ms (-2001) (- m/z 83.10 100.00%
83.1
43.1
5000
25 1 ‘ T T ‘ T
0! Hu‘hh\”\h b ] ‘\“ ‘\‘ — ‘\‘ L m/z 55.05 92.75%
miz-> 50 100 150 200 250
Abundance #121340: 1-Heptadecene
57.0
97.0
5000 — ——
13.50 14.00
m/z 57.10 91.56%
27,0 ‘
.0
O T T ‘\ ‘i“ ‘JM\ H\‘ \‘ T “‘ ‘1“ \"]\- 1 L T ‘1\-8\2 0 \ \2\3§.(‘) T T T T
miz-> 50 100 150 200 250
Abundance #109471: n-Pentadecanol
83.0
— ——
43.0 13.50 14.00
5000 m/z 97.10 85.78%
25.0
LT, e
AR SN B P i —
miz--> 50 100 150 200 250
Abundance #138521: 1-Octadecene “ T
57.0 13.50 14.00
97.0 m/z 69.10 73.12%
- W\/MWW
oA HF PO asz0 | 2920 B
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS vial : 18 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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.074 8.48 ng 254813  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 benzenamine, N,N-dimethyl-4-(1-m... 277 C18H19N3 1000397-11-0 47
3 2-Propenoic acid, 2-cyano-3-(3-p... 277 C18H15NO2 1000080-00-3 47
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 47
5 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 42
Abundance Scan 2038 (14.074 min): BF136458.D\data.ms (-2033) (- m/z 277.10 100.00%
277.1
5000 k‘
77.0 199.0
14 00
3550 5155
ool 2 Ll | sss0 a0 sms S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171172: TnpheanhospmneOXMe
277.
5000 e :
14.00
77.0 199.0 m/z 199.00  20.80%
O]’-%\(\)\[‘\\‘\\‘]\-\s\?’\?\\‘l\u\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169898: benzenamine, N,N-dimethyl-4-(1-methyl-3-phe
277.0
14.00
5000 m/z 76.95 18.14%
138.0
77.0 | 218.0
e Aeaa
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169885: 2-Propenoic acid, 2-cyano-3-(3-phenylphenyl)-] by — Awﬁﬂvwf
277.0 14.00
m/z 57.10 17.83%
5000
165.0
29.0 88.0 ‘ \
O,H‘W‘mﬂﬂm‘ﬂkwu‘u‘q_‘H,‘H‘_“w‘H“H‘W“H ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS vial : 18 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 unknownl4.457 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.457 3.32 ng 99913  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25
2 1H-Benzimidazol-2-yl 3-nitrobenz... 357 C17H19N302SSi 1000486-73-3 25
3 2,5-Dihydroxybenzoic acid, 3TMS ... 370 C16H3004Si3 003618-20-0 25
4 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 12
5 Indole, 3-benzoyl- 221 C15H11NO 015224-25-6 10

Abundance Scan 2103 (14.457 min): BF136458.D\data.ms (-2099) (-] ' m/z 73.00 100.00%

73.0 221.1
147.0
355.1
5000 281.0
429.1
—
14.50
11 Y L ;
0 b b oo A L b L TEE m/z 221,18 90.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide
147.0
5000 281.0 T
14.50
91.0 m/z 147.00 80.35%

i), 2190, |

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #266528: 1H-Benzimidazol-2-yl 3-nitrobenzyl sulfide, 1TN
73.0 221.0

o

W

357.0 14.50
5000 m/z 57.10 61.46%

36.0

§

\“wnﬂ Ly W,y \ J} \J\ | \29? |O\ }

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #278593: 2,5-Dihydroxybenzoic acid, 3TMS derivative ——
73.0 14.50

o

355.0 m/z 355.10 55.47%
5000
1470 267.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS vial : 18 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 Hexasiloxane, tetradecamethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.845 4.02 ng 99945  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 64
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25
4 1,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 25
5 Pentasiloxane, dodecamethyl- 384 C12H3604S1i5 000141-63-9 22

Abundance Scan 2169 (14.845 min): BF136458.D\data.ms (-2165) (- m/z 73.00 100.00%

73.0 14712211
355.1
5000
429.1

- —
14.50 15.00

LMt \u‘ix\ 5031
Omwwu‘u“"J“M““Mw"“‘“u"u‘mw‘uM‘"“mH_m_m‘mwuwu m/z 147.05  88.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
30 147.0 221.0
5000 i A
355.0 14.50 15.00
443.0 m/z 221.05 86.81%
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
= ke
355.0 14.50 15.00
5000 ITI/Z 69.10 62.42%
m/z--> 50 100 150200 250 300 350 400 450 500550 600 650
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide P ——
147.0 14.50 15.00
m/z 355.05 54.76%
5000 281.0
77P |
0 ol | A ‘MW‘ AR

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\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS vial : 18 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 Cyclononasiloxane, octadeca... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.286 3.88 ng 96433  Perylene-di12 15.457
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
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 40
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 27

5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 16

Abundance Scan 2244 (15.286 min): BF136458.D\data.ms (-2240) (-] ' m/z 73.10 100.00%
73.1 147.1221.1
355.1
5000
429.1
—— —
0 HuJMWJw‘mp!‘ w‘hiu'ﬂ‘w“H\‘\Mm T m/z 221.85 98.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl-
73.0 429.0
147.0
5000 2210 3550 e T
15.00 15.50
m/z 147.05 88.63%
0 | L L \ l\ ‘L‘ ﬂ 5630 65:}(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\T‘\\\\“\\ \‘T\\T‘\\f\‘\\\\‘\\\\‘\\
m/z--> 50 100 150200 250 300 350400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
730 147.0221.0
— —
15.00 15. 50
m/z 355.05 05%
5000 355.0
\ ‘ 443.0
0‘mﬁmH_‘mwuhhHyluwhhuu‘uﬂwuwu‘wuuwuw‘
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 J
Abundance #323442:1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilo
73.0 15 00 15 50
m/z 281.10 54.72%
147.0
267.0
5000 355.0429.0
R U
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS vial : 18 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 unknownl5.798 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.798 3.59 ng 89249  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 25
2 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 22
3 Piperidine, 1-(5-trifluoromethyl... 295 C15H16F3N3 1000268-74-7 18
4 2,5-Dihydroxybenzoic acid, 3TMS ... 370 C16H3004Si3 003618-20-0 15
51,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H54075i8 000556-69-4 14

Abundance Scan 2331 (15.798 min): BF136458.D\data.ms (-2327) (-] ' m/z 221.10 100.00%
73.0 221.1
147.1
281.0 355.1
5000
429.7
—r— —
’ ‘ ‘ 15.50 16.00
fo th“‘\‘ \“H\m‘ “HM Ly "I‘wl\“\h‘w“m‘uh I h I\‘M \““\\‘\‘ A ‘h h\ b \\\ A ‘ . m/z 73.00 95.84%
miz--> 50 100 150 200 250 300 350 400
Abundance #290225: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trin
73.0 147.0
281.0
5000 — —
15.50 16.00
2070 369.0 m/z 147.05 75.54%
7.9 j h |
O\\\“\\‘\\‘\\\\"\\\\‘\\\\“\‘\\\‘\\\\‘\1‘\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide
147.0
— —
15.50 16.00
5000 281.0 m/z 355.10 54.57%
91.0
e R <14 E—
m/z--> 50 100 150 200 250 300 350 400
Abundance #192497: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H P — ¥
944 147.0 15.50 16.00
' m/z 281.00 52.53%
295.0
5000 228.0
oL ‘Tl ’ “““““““ o — —
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136458.D

Acqg On : @7 Dec 2023 21:09

Operator : CG\JU

Sample : 05599-15 :
Misc : LKWD-BACKFILL-08

ALS Vvial : 18 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-... 5.040 2.1 ng 64627 1 6.798 617689 20.0
1-Phenoxypropan... 8.392 2.0 ng 76612 2 8.075 765417 20.0
n-Hexadecanoic ... 11.857 2.6 ng 70529 4 11.322 536054 20.0
1-Heptadecene 13.880 2.8 ng 83906 5 13.974 601036 20.0
Triphenylphosph... 14.074 8.5 ng 254813 5 13.974 601036 20.0
unknown14.457 14.457 3.3 ng 99913 5 13.974 601036 20.0
Hexasiloxane, t... 14.845 4.0 ng 99945 6 15.457 497579 20.0
Cyclononasiloxa... 15.286 3.9 ng 96433 6 15.457 497579 20.0
unknown15.798 15.798 3.6 ng 89249 6 15.457 497579 20.0
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