LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110124\

Data File : BF140208.D

Acq On : 01 Nov 2024 14:00

Operator : RC/JU

Sample : P4663-08 :

Misc RES-BUILDING-PAD-NO-2

ALS Vial : 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF140208.D\data.ms
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vial

: 01 Nov 2024 14:00
: RC/JU
: P4663-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF110124\
BF140208.D

RES-BUILDING-PAD-NO-2

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M

Quant Title

TIC Library

: 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\BF110124\
Data File : BF140208.D

Acqg On : 01 Nov 2024 14:00

Operator : RC/JU

Sample : P4663-08 :

Misc : RES-BUILDING-PAD-NO-2

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 59.49 ng 1980640 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance  Scan 15 (2.181 min): BF140208.D\data.ms (-8) (-) m/z 73.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110124\
Data File : BF140208.D

Acqg On : 01 Nov 2024 14:00

Operator : RC/JU

Sample : P4663-08 :

Misc : RES-BUILDING-PAD-NO-2

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.645 11.69 ng 614128 Acenaphthene-di10 9.927
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1454 (10.645 min): BF140208.D\data.ms (-1446) (- m/z 105.10 100.00%
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5000
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— : :
| | 152.1 | 10.50 11.00D
or-—ttr-_r m/z 77.05 66.41%
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\\‘\\‘}“\\“\\\\\\\\‘\\\\\\\\\\ /\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110124\
Data File : BF140208.D

Acqg On : 01 Nov 2024 14:00

Operator : RC/JU

Sample : P4663-08 :

Misc : RES-BUILDING-PAD-NO-2

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.957 24.45 ng 1330670  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 1677 (11.957 min): BF140208.D\data.ms (-1667) (- m/z 43.05 100.00%
43.0 |73.1
5000
129.1
213.2 T
‘ 157.2185.2 12.00
Olrreprrretl m/z 60.00  98.40%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #143510: n-Hexadecanoic acid
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12.00
0y
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Abundance
43.0 73.0
T ‘ T
12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110124\

Data File : BF140208.D

Acqg On : 01 Nov 2024 14:00

Operator : RC/JU

Sample : P4663-08 :

Misc . RES-BUILDING-PAD-NO-2

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.739 5.63 ng 306460 Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Octadecanoic acid

2 Octadecanoic acid, 2-(2-hydroxye...

3 n-Decanoic acid
4 Tetradecanoic acid

5 Sulfurous acid, octadecyl 2-prop...

284 C18H3602
372 C22H4404
172 C10H2002
228 (C14H2802
376 C21H4403S

000057-11-4 99
000106-11-6 87
000334-48-5 86
000544-63-8 68
1000309-12-7 25

Abundance Scan 1810 (12.739 min): BF140208.D\data.ms (-1804) (- m/z 43.10 100.00%
43.1
5000
129.1
3.1
185.2 2413 IR IR
‘ ‘ ‘ 284.3 12.50 13.00
0 w‘h“‘ Mok v LI njz 73.05  85.95%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50008.0 284.0 —— =
1850 241.0 12.50 13.00
‘ m/z 57.05 84.65%
0 uh\w‘u‘\ il ‘\‘\‘ ‘L A \‘ ] 1 1 SN
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
T ‘ T T ‘ T
12.50 13.00
5000 m/z 60.00 82.89%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\
m/z-->
Abundance #46966: n-Decanoic acid ‘ ‘
m/z 55.10 73.49%
T 17T T T T T T T 1T \J\L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110124\
Data File : BF140208.D

Acqg On : 01 Nov 2024 14:00

Operator : RC/JU

Sample : P4663-08 :

Misc : RES-BUILDING-PAD-NO-2

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 5 Heptadecyl trifluoroacetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.915 14.29 ng 521147 Chrysene-di2 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Heptadecyl trifluoroacetate

2 Heptafluorobutyric acid, hexadec...
3 Heptadecyl heptafluorobutyrate

4 Heptafluorobutyric acid, n-octad...

352 C19H35F302
438 C20H33F702
452 C21H35F702
466 C22H37F702
402 C20H35F502

1010351-87-0 94
006385-15-5 94
959085-66-6 94
000400-57-7 91
959218-78-1 91

5 Pentafluoropropionic acid, hepta...

Abundance Scan 2010 (13.915 min): BF140208.D\data.ms (-2005) (- m/z 57.10 100.00%
57.1
- J;J\\JL
111
—
L
oL dhili) 1682 23012804 4365 gs.3a%
miz--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate
57.0
5000 LN
11.0 14.00
m/z 55.05 80.79%
0 \‘ 1 “\ \“ “\ \}‘ i 15680 ‘23\8028:30 334.0
e A e A A R
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
T ‘ T
14.00
5000 m/z 83.10 62.01%
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #326112: Heptadecyl heptafluorobutyrate ‘
m/z 69.10 56.18%
L‘ b J‘ L | WL
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110124\
Data File : BF140208.D

Acqg On : 01 Nov 2024 14:00

Operator : RC/JU

Sample : P4663-08 :

Misc : RES-BUILDING-PAD-NO-2

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.545 3.56 ng 129957  Chrysene-di12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 53
2 Decane 142 C10H22 000124-18-5 52
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 52
4 Nonane 128 C9H20 000111-84-2 49
5 Tetratetracontane 619 C44H90 007098-22-8 49

Abundance Scan 2117 (14.545 min): BF140208.D\data.ms (-2112) (- m/z 57.10 100.00%

57.1
5000 1291
‘ 1450 |
ol 4 ‘h v‘“w“‘;‘- L A8, eeii m/z 43.10  68.23%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ‘
14.50
m/z 71.10  53.92%
9.0
ol | || 141.0183.0225.0 281.0 337.0 394.
I e B e o e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T ‘ T
14.50
5000 m/z 129.05 48.27%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #284588: Sulfurous acid, butyl heptadecyl ester ‘ i
Moo
J ‘M [ vy
=TT ‘ T T

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110124\
Data File : BF140208.D

Acq On : 01 Nov 2024 14:00

Operator : RC/JU

Sample : P4663-08 :

Misc : RES-BUILDING-PAD-NO-2

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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... 2.181 59.5 ng 1980640 1 6.881 665895 20.0
Benzophenone 10.645 11.7 ng 614128 3 9.927 1051010 20.0
n-Hexadecanoic ... 11.957 24.4 ng 1330670 4 11.422 1088320 20.0
Octadecanoic acid 12.739 5.6 ng 306460 4 11.422 1088320 20.0
Heptadecyl trif... 13.915 14.3 ng 521147 5 14.074 729298 20.0
Octacosane 14.545 3.6 ng 129957 5 14.074 729298 20.0
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