LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134225.D

Acqg On : 11 Jul 2023 21:55
Operator : CG\JU

Sample : 03509-11

Misc :

ALS Vvial : 10 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134225.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 5 11 24 rVB 1265182 1635359 89.09% 9.657%
2 5.087 507 510 517 rBV 39102 48296 2.63% 0.285%
3 5.475 572 576 593 rBV 1857291 1789293 97.48% 10.566%
4 6.475 742 746 766 rBV 1850109 1835630 100.00% 10.839%
5 6.840 805 808 824 rBV 746466 669163 36.45% 3.951%

6 7.404 900 904 907 rBV 1370003 1111872 60.57% 6.565%
7 8.122 1022 1026 1047 rBV 1085952 897706 48.90% 5.301%
8 9.198 1205 1209 1212 rBV 2211742 1718800 93.64% 10.149%
9 9.880 1321 1325 1341 rBV 1228119 1015448 55.32% 5.996%
10 10.257 1386 1389 1395 rBV 102260 84566 4.61% 0.499%

11 10.598 1443 1447 1456 rBV 257813 221974 12.09%
12 10.675 1456 1460 1469 rBV 1544595 1403523 76.46%
13 11.375 1575 1579 1587 rBV 1234257 1087628 59.25%
14 11.480 1594 1597 1600 rBV 33256 26898 1.47%
15 11.904 1666 1669 1674 rBV 210942 214999 11.71%
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16 12.698 1801 1804 1810 rBV3 23456 36606 1.99%
17 12.969 1846 1850 1854 rBV 1897800 1662043 90.54%
18 13.939 2008 2015 2028 rBV5 48650 205974 11.22%
19 14.033 2028 2031 2041 rVB 691996 679582 37.02%
20 15.539 2282 2287 2297 rBV 429917 589862 32.13%
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Sum of corrected areas: 16935222
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134225.D

Acqg On : 11 Jul 2023 21:55
Operator : CG\JU

Sample : 03509-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134225.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134225.D

Acqg On : 11 Jul 2023 21:55
Operator : CG\JU

Sample : 03509-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.152 48.88 ng 1635360 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 11 (2.152 min): BF134225.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
‘ 2.202.302.402.502.60
Oberrrreeprerrper e P Moo e m/z 43.00 43.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T T[T T T[T TTT TT
43.0 2.202.302.402.502.60
87.0 m/z 55.00 30.69%
0 \‘ 90 I
O\H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH’HH‘\H\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
87.0 T
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.33%
27.0
0 112.0 129.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- R RRRRAREEEE
73.0 2.202.302.402.502.60
m/z 41.00 14.23%
5000
55.0
27.0 41)0
oo [ esomso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134225.D

Acqg On : 11 Jul 2023 21:55
Operator : CG\JU

Sample : 03509-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.598 4.37 ng 221974  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1447 (10.598 min): BF134225.D\data.ms (-1443) (-] ' m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
— —
10.50 11.00
152.1
b b 2288 LT myz 77.00 65.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 ——h —
10.50 11.00
510 m/z 182.10  53.63%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
— —
77.0 10.50 11.00
5000 m/z 51.00 28.26%
51.0
0 27.0 152.0
L AL o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide — —
105.0 10.50 11.00
m/z 181.10 9.11%
77.0
5000
51.0
ol 280 | ) | 1340 1650 ,
e R B s B B e o A b ‘
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134225.D

Acqg On : 11 Jul 2023 21:55
Operator : CG\JU

Sample : 03509-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.904 3.95 ng 214999  Phenanthrene-di10 11.374
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78
Abundance Scan 1669 (11.904 min): BF134225.D\data.ms (-1666) (- m/z 43.05 100.00%
43.0 73.0
5000 1291
213.2 e
P O
R u“‘w‘m num‘m“_“w“ e ke m/z 72,95 99.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 157018502130 256.0 m/z 60.00 86.18%
O \H‘HH“}‘HH\H \H‘H‘H\‘H‘}h“‘\\”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
==
12.00
5000 129.0 m/z 41.05 79.35%
199.0
101.0 157.0 242.0
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid —
73.0 12.00
43.0 m/z 54.95 74.64%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134225.D

Acqg On : 11 Jul 2023 21:55
Operator : CG\JU

Sample : 03509-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Trichloroacetic acid, tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.039  6.06ng 205974 Chrysene-di2 14.033

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 95

3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
4 1-Docosene 308 C22H44 001599-67-3 94
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 94
Abundance Scan 2015 (13.939 min): BF134225.D\data.ms (-2008) (- m/z 43.00 100.00%
43.0
83.0
5000
14.00
176.9 :
0. 208.0 2810 /7 s55.10  97.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #267412: Trichloroacetic acid, tetradecyl ester
5000 T
14.00
m/z 57.00 96.56%
0 241.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
83.0 —r
14.00
5000 ITI/Z 83.05 80.14%
111.0
o 139.0 18202100
A K T L S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #292190: Trichloroacetic acid, hexadecyl ester —
14.00
m/z 69.10 72.80%
5000
o 139.0167.0196.0224.0
—r
m/z--> 20 40 60 80 100120140160180200220240260280 14.00

8270-BF062623.M Wed Jul 12 ©5:31:51 2023 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134225.D

Acqg On : 11 Jul 2023 21:55
Operator : CG\JU

Sample : 03509-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Butane, 2-metho... 2.152 48.9 ng 1635360 1 6.840 669163 20.0
Benzophenone 10.598 4.4 ng 221974 3 9.880 1015450 20.0
n-Hexadecanoic ... 11.904 4.0 ng 214999 4 11.374 1087630 20.0
Trichloroacetic... 13.939 6.1 ng 205974 5 14.033 679582 20.0
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