LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141765.D

Acqg On : 25 Feb 2025 15:35

Operator : RC/JU

Sample : Q1421-09 :
Misc : P001-CLAY-CF02-01

ALS Vvial : 12 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-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141765.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.987 488 492 508 rVB 39125 71829 3.43% 0©.557%
2 5.404 558 563 586 rBv 1169611 1714865 81.81% 13.302%
3 6.422 731 736 766 rBV 1197309 1736778 82.86% 13.472%
4 6.781 792 797 805 rBV 320221 409394 19.53% 3.176%
5 7.345 887 893 921 rBV 794136 1135733 54.18% 8.810%

6 7.634 935 942 960 rBV3 11180 35256 1.68% 0.273%
7 8.063 1010 1015 1040 rBV 379410 549249 26.20% 4.261%
8 9.134 1192 1197 1209 rBV 1598723 2096123 100.00% 16.260%
9 9.816 1307 1313 1330 rBV 425209 601858 28.71% 4.669%

10 10.528 1429 1434 1442 rBV 100126 135182 6.45% 1.049%

11 10.604 1442 1447 1462 rVV 685493 970814 46.31% 7.531%

12 10.839 1483 1487 1496 rVB 14844 21217 1.01% 0.165%

13 11.298 1560 1565 1581 rVB 376460 556798 26.56% 4.319%

14 11.833 1651 1656 1668 rBV3 26617 71748 3.42% ©.557%
3.

15 12.880 1829 1834 1852 rBV 1315931 1720467 82.08% 1

16 13.786 1983 1988 2005 rBV3 29164 113601 5.42%

17 13.939 2009 2014 2025 rVB 281564 404524 19.30% 138%
18 14.692 2137 2142 2149 rBV2 24270 44819  2.14%
19 14.774 2151 2156 2161 rVB 39617 57775 2.76% 448%
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20 15.386 2254 2260 2271 rBV 253185 443457 21.16%

Sum of corrected areas: 12891487
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 25 Feb 2025 15:35
: RC/JU
: Q1l421-09

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
BF141765.D

P001-CLAY-CF02-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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\BF@22525\
Data File : BF141765.D

Acqg On : 25 Feb 2025 15:35

Operator : RC/JU

Sample : Q1421-09 :
Misc : P001-CLAY-CF02-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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.
4.987 3.51 ng 71829 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Octanol 130 C8H180 000589-98-0 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
Abundance Scan 492 (4.987 min): BF141765.D\data.ms (-488) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 [T T[T rrropit
4.60 4.80 5.00 5.20 5.40
I | 83.0 9
Ol e m/z 59.05 59.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL L R R B
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.17%
31\'0 il | 83.0 |
O\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol
59.0
R ERAmA mRRT
4.60 4.80 5.00 5.20 5.40
5000 83.0 m/z 58.10  16.80%
41.0
29.0 101.0
o‘“1‘5:9_”‘“‘HM1‘1‘”,”1‘1;‘”7&:9”_:‘ww_w;w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R A aRET S
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.42%
5000 41.0
29.0
‘ ‘ 87.0
obaso Lol dome L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141765.D

Acqg On : 25 Feb 2025 15:35

Operator : RC/JU

Sample : Q1421-09 :
Misc P001-CLAY-CF02-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.528 4.49 ng 135182  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 49
4 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1434 (10.528 min): BF141765.D\data.ms (-1429) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
N T
10.50
152.0
bl 2280 T m/z 77.00 63.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — :
10.50
51.0 m/z 182.10  53.77%
270 | A | 1260 1520 |
O‘\\\\"\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\

miz—> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-

770 105.0
— I
10.50
5000 182.0 m/z 51.00 27.90%
51.0
0 150.0
Ot e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24907: Benzenepropanenitrile, .beta.-oxo- — ‘
105.0 10.50
m/z 181.10 8.96%
77.0
5000
51.0
‘ ‘ 145.0
O e e e e e e -
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141765.D

Acqg On : 25 Feb 2025 15:35

Operator : RC/JU

Sample : Q1421-09 :
Misc P001-CLAY-CF02-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.833 2.58 ng 71748  Phenanthrene-d1e 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1656 (11.833 min): BF141765.D\data.ms (-1651) (- m/z 43.05 100.00%

43.0 |73.0
5000 129.1
213.2

‘ ‘ w 157.1185.1 256.1 1150 12.00
— ‘Mm\‘ﬂwHH_HM”_‘HW‘MJMW‘_ m/z 73.00 99.03%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

o

5000 129.0
1150 1200
. 151018502130 256.0 m/z 60.00 97.72%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
— LALL
1150 12.00
5000 129.0 ITI z 41.10 86.23%
199.0
s ) e T
0%§RM“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0 1150 1200

m/z 57.10  82.59%

43.0
5000
129.0
185.0 228.0
0 “ ‘\ i u‘ H“ HM‘ ?H M‘\ mi ‘15\7 9\ ‘ L ‘ (AN ﬁ/\/\/\/\ fW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1150 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141765.D

Acqg On : 25 Feb 2025 15:35

Operator : RC/JU

Sample : Q1421-09 :
Misc : P001-CLAY-CF02-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Pentafluoropropionic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.786 5.62 ng 113601  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
5 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 91
Abundance Scan 1988 (13.786 min): BF141765.D\data.ms (-1983) (- m/z 57.05 100.00%
57.0
111
—— —
| N 2080 2809 13.50 14.00
ow‘m‘ b, 2088 2 s m/z 43.10  87.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
5000 11.0 e —
13.50 14.00
m/z 55.05 85.54%
oL L Mh |1680 25205980 3980
\\\‘ \\‘f\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
—— —
13.50 14.00
5000 11.0 m/z 83.10 70.09%
169.0 2520
0 ‘ il PPOm0  ase
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #303470: Pentafluoropropionic acid, heptadecy! ester T —
57.0 13.50 14.00
m/z 69.05 56.68%
5000 11.0 WWJLA
oLLLA ‘ M\ )168.0 23802840  384.0
el “‘ R I P e
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
BF141765.D

: 25 Feb 2025 15:35
: RC/JU
: Q1l421-09

: 12 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 9-Octadecenamide, (Z)-

Concentration Rank 6

000301-02-0 93
003322-62-1 53
000124-26-5 52
000090-77-7 50

R.T. EstConc Area Relative to ISTD
14.692 2.02 ng 44819  Perylene-di12
Hit# of 5 Tentative ID MW MolForm CASH#
1 9-Octadecenamide, (Z)- 281 C18H35NO
2 9-Octadecenamide 281 C18H35NO
3 Octadecanamide 283 C18H37NO
4 d-Glucosamine 179 C6H13NO5
5 4-Pentenoic acid, methyl ester 114 C6H1002

000818-57-5 49

Abundance Scan 2142 (14.692 min): BF141765.D\data.ms (-2137) (- m/z 59.00 100.00%
59.0
5000
98.0 128.1 163.0 20‘7'0 267.0 14.50 15.00
0 A e L m/z 72.10  65.16%
miz--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 e ——
14.50 15.00
m/z 55.00 55.60%
29.0 98.0 /
oL L“ H ‘\H‘ ‘H}“\J\‘h‘ ‘HW \;\\}‘?‘%9 ‘\‘ ‘18‘4"0‘ . ‘2‘38‘? . 2‘8":]"(
miz--> 50 100 150 200 250
Abundance #174772: 9-Octadecenamide
59.0
—— ;
14.50 15.00
5000 m/Z 57.05 52.04%
29.0 97.0
En \‘M Iy )y 12801660 2200 281(
oL———+hh N‘{‘WNWM‘Vum‘ww“‘1““‘”‘9‘
m/z-> 50 100 150 200 250
Abundance #177476: Octadecanamide —— —
59.0 14.50 15.00
m/z 43.10 41.23%
5000
0| | 0 im0 a0 am
ol b e b —r —
miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141765.D

Acqg On : 25 Feb 2025 15:35

Operator : RC/JU

Sample : Q1421-09 :
Misc : P001-CLAY-CF02-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.774 2.61 ng 57775  Perylene-d12 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 74
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 58

Abundance Scan 2156 (14.774 min): BF141765.D\data.ms (-2151) (- m/z 69.10 100.00%

69.1
5000

I
121 14.50 15.00
“WNNHMMN“ﬂ‘175}?%??"?g%?““““““ m/z 81.05 52.78%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

5000 — ——
14.50 15.00

m/z 41.05 25.87%

137.0
0270, L4, y [, 1910 273.0 341.0 410.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69.0

o

P e
14.50 15.00
5000 ITI/Z 95.10 13.26%
27. ‘ 123.0
oL e
m/z--> 50 100 150 200 250 300 350 400
Abundance #66993: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- —— ——
69.0 14.50 15.00
m/z 68.10 12.18%
5000
7 137.0
LT T S N | B
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141765.D

Acqg On : 25 Feb 2025 15:35

Operator : RC/JU

Sample : Ql421-09 :
Misc : P001-CLAY-CF02-01

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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-... 4.987 3.5 ng 71829 1 6.781 409394 20.0
Benzophenone 10.528 4.5 ng 135182 3 9.816 601858 20.0
n-Hexadecanoic ... 11.833 2.6 ng 71748 4 11.298 556798 20.0
Pentafluoroprop... 13.786 5.6 ng 113601 5 13.939 404524 20.0
9-Octadecenamid... 14.692 2.0 ng 44819 6 15.386 443457 20.0
Supraene 14.774 2.6 ng 57775 6 15.386 443457 20.0
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