LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135018.D

Acqg On : 30 Aug 2023 22:39

Operator : CG\JU

Sample : 04197-22 :

Misc : OR-309-OK-370-COMP-23

ALS vial : 6 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135018.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 8 14 21 rVB2 30475 43445 1.26% ©0.183%
2 5.016 487 498 506 rVB 70860 107563 3.11% 0.454%
3 5.404 559 564 568 rBV 2992384 3112350 90.10% 13.136%
4 6.410 730 735 738 rBV 2968633 3105233 89.89% 13.106%
5 6.604 764 768 782 rBV 74645 74321 2.15% 0.314%

6 6.769 793 796 800 rBV 1147442 909008 26.31% 3

7 7.333 887 892 895 rBV 2068080 1991563 57.65%  8.406%

8 8.051 1009 1014 1017 rBV 1307505 1236606 35.80% 5

9 9
9

219%

.133 1192 1198 1201 rBV 3419409 3454502 100.00% 14.580%

10 .251 1214 1218 1221 rBV 69473 63576 1.84% 0.268%
11  9.810 1307 1313 1316 rBV 1545400 1335885 38.67% 638%

12 10.598 1443 1447 1451 rBV 2053327 2049777 59.34%
13 11.298 1562 1566 1570 rBV 1423347 1226868 35.52%
14 11.839 1651 1658 1669 rBV 446456 482318 13.96%
15 12.627 1787 1792 1800 rBV 123580 142227  4.12%
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16 12.898 1834 1838 1841 rBV 2800695 2567633 74.33% 1.
17 13.810 1989 1993 2005 rBV 141519 184378 5.34%
18 13.957 2013 2018 2021 rBV 764377 728745 21.10%
19 14.439 2097 2100 2108 rBVS5 23833 35272 1.02%
20 15.421 2262 2267 2272 rBV 671494 841722 24.37%

wWoOwoo
(]
N
(o))
R

Sum of corrected areas: 23692992
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\

BF135018.D
: 30 Aug 2023 22:39
: CG\JU
: 04197-22 .
(OR-309-OK-370-COMP-23
6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135018.D

Acqg On : 30 Aug 2023 22:39

Operator : CG\JU

Sample : 04197-22 :

Misc OR-309-OK-370-COMP-23

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.016 2.37 ng 107563 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9
5 5-Oxohexanenitrile 111 C6HSONO 010412-98-3 9

Abundance Scan 498 (5.016 min): BF135018.D\data.ms (-487) (-) m/z 43.00 100.00%

43.0
5000 59.0
101.0 EEARREERREEREEE RREEE RN
82.9 ‘ 4.60 4.80 5.00 5.20 5.40
0 et e - m/z 59.00 51.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00  18.29%
0\\\’\\\\‘\\1‘?‘"“\'?\\“”{\\‘\\}\‘\\\\‘\\\\8‘9\-\0\’\\\1\0‘1\.\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0
e e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.14%
58.0
15.0 27.0 ! 72.0 100.0
ottt
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.86%
5000
101.0
oL 150 310 | °80 700 6.0
R e RALEREAs SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40

8270-BF083023.M Thu Aug 31 13:57:07 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135018.D

Acqg On : 30 Aug 2023 22:39

Operator : CG\JU

Sample : 04197-22 :

Misc : OR-309-OK-370-COMP-23

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 7.86 ng 482318  Phenanthrene-d10 11.298
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 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 68

Abundance Scan 1658 (11.839 min): BF135018.D\data.ms (-1651) (- m/z 73.00 100.00%

43.0 73.0
5000 129.1 J

213.2
‘ “ 157.1185.1 ‘ 256.1 11. 50 12 00
0 Ww“:‘w‘W ”“W‘Ww‘l mmm“_“m_‘m\waw‘_ m/z 43.00  96.42%

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
11. 50 12 OO

m/z 60.00 92.50%

157-0185.0213'0 256.0
0,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
11. 50 12 OO
5000 129.0 m/z 57.05 80.58%
199.0
s ) e T
TN 010 O P
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid
2
43.0 73.0 11. 50 12 OO
m/z 55.05 74.58%
5000 129.0
171.0
214.0
0150 m H \\‘ HM‘ ?H\ {1 ‘ ‘ ‘
‘HM‘HM‘H“H“H_‘HM‘HM‘HM‘HM‘HM‘HM‘HM‘H‘

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 11. 50 12 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\

Data File : BF135018.D

Acqg On : 30 Aug 2023 22:39

Operator : CG\JU

Sample 1 04197-22 :

Misc . OR-309-OK-370-COMP-23

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.627 2.32 ng 142227  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid
2 Pentadecanoic acid
3 Tetradecanoic acid

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

5 n-Decanoic acid

284 C18H3602
242 C15H3002
228 C14H2802
372 C22H4404
172 C1eH2002

000057-11-4 99
001002-84-2 87
000544-63-8 80
000106-11-6 80
000334-48-5 70

Abundance Scan 1792 (12.627 min): BF135018.D\data.ms (-1787) (- m/z 43.00 100.00%
43.0 730
5000 129.1
185.2 241.2 L T T
‘ ‘ 284.1 12.50 13.00
o] M M‘ “H\H\‘h “J““‘H‘“‘l u“ o Lo \‘ Lol REE— m/z 72.95 86.13%
m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
5000 e P
126.0 12.50 13.00
' 284.( m/z 59.95 82.14%
M ‘ 185.0 2410
01‘2-(‘)‘\‘ ‘{“‘H‘w M Jl n‘h‘h ‘M\‘w} A I ‘\ u \‘ — “ P A
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
gy g
12.50 13.00
5000 129.0 ITI/Z 57.00 77 .33%
‘ 199.0 2420
0 : ‘\‘ W‘H‘M h!\ M \\hu\ ;‘M‘\‘ u} “‘ \1“67“0*“ ‘i S — “\ ———
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid T T
73.0 12.50 13.00
43.0 m/z 55.00 71.30%
5000 129.0
185.0
|
0 ““ H‘“H‘w‘ h!‘ all \\h\‘\‘ ;M‘\‘h; “ : \‘\“ A S e
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135018.D

Acqg On : 30 Aug 2023 22:39

Operator : CG\JU

Sample : 04197-22 :

Misc : OR-309-OK-370-COMP-23

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.8%0 5.6 ng 184378 Chrysene-di2 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91

Abundance Scan 1993 (13.810 min): BF135018.D\data.ms (-1989) (- m/z 57.05 100.00%

57.0
5000
g 1350 1400
A 2482 : :
o“Huuuﬁufum«wm;qu‘WHH‘HH‘HH‘HH_‘H_‘H_H‘_‘ m/z 43.00 79.82%

m/z--> 0 50 100 150200250 300 350400450500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

=

5000 T ‘ ‘
13.50 14.00

m/z 55.00 72.57%

| IFﬁOA 2520 3690 6481

Il n L h
‘\\\\‘\\\\‘\\VT"\Tf\‘f\f\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150200250300 350400450500550600650
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0

o

-

o ‘ ‘
13.50 14.00
5000 m/z 97.05 65.72%

169.0
J I ‘ l ]‘ i “ 2520 4480

‘\H\‘HH“HH‘HH‘HlH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘H

m/z--> 0 50 100 150200250 300 350400450500 550 600 650

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester = : ;
57.0 13.50 14.00

m/z 83.05 60.66%

o

N

5000

‘ l 169.0

0 \JM i l..‘x 1 255.0 406.0
e e e e e e e e

= : :
m/z--> 0 50 100 150200250 300 350400450500 550600 650 13.50 14.00

N
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135018.D

Acqg On : 30 Aug 2023 22:39

Operator : CG\JU

Sample : 04197-22 :

Misc : OR-309-OK-370-COMP-23

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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-... 5.016 2.4 ng 107563 1 6.769 909008 20.0
n-Hexadecanoic ... 11.839 7.9 ng 482318 4 11.298 1226870 20.0
Octadecanoic acid 12.627 2.3 ng 142227 4 11.298 1226870 20.0
Pentadecafluoro... 13.810 5.1 ng 184378 5 13.957 728745 20.0
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