LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql1421-01 :
Misc : P001-CLAY-CF01-01

ALS vial : 8 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: BF141761.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.987 488 492 510 rVB 38197 66431 3.15% 0.407%
2 5.404 558 563 588 rBvV 1176006 1716581 81.35% 10.524%
3 6.422 731 736 765 rBV 1204425 1783529 84.52% 10.934%
4 6.781 792 797 805 rBV 339285 424257 20.10% 2.601%
5 7.345 887 893 904 rBV 819392 1114602 52.82% 6.833%

6 7.604 933 937 951 rBV 21244 46123 2.19% 0.283%
7 8.063 1009 1015 1034 rBV 407651 565496 26.80% 3.467%
8 9.133 1192 1197 1209 rBV 1623877 2110220 100.00% 12.937%
9 9.816 1307 1313 1326 rBV 463314 627750 29.75%  3.848%
10 10.527 1429 1434 1442 rVB 217247 279253 13.23% 1.712%

11 10.604 1442 1447 1461 rBV 792838 1074751 50.93%
12 11.298 1560 1565 1580 rBV 430185 596483 28.27%
13 11.833 1648 1656 1680 rBV 650947 1253018 59.38%
14 12.074 1694 1697 1704 rVB4 16003 21888  1.04%
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15 12.345 1733 1743 1756 rVB3 34516 129227 6.12% 792%
16 12.539 1769 1776 1782 rBV5 28081 71466 3.39% 0.438%
17 12.615 1783 1789 1801 rVV 228286 457712 21.69%  2.806%
18 12.810 1813 1822 1829 rBV 120576 313863 14.87% 1.924%

19 12.880 1829 1834 1840 rVB 1342775 1747980 82.83% 10.716%
20 13.239 1887 1895 1903 rBV 55282 119248 5.65%

(]
~N
w
=
R

21 13.798 1983 1990 1998 rBv4 32235 109912 5.21%
22 13.880 1998 2004 2009 rVV 77211 154879  7.34%
23 13.939 2009 2014 2028 rVB 319717 464226 22.00%
24 14.092 2036 2040 2046 rBV 24779 38059 1.80%
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25 14.404 2087 2093 2106 rBV 97028 194181 9.20% 190%

26 14.692 2137 2142 2149 rBV3 58107 110028 5.21% 0.675%

27 14.892 2171 2176 2182 rBV 50321 101942 4.83% 0.625%

28 15.027 2194 2199 2208 rVB 39880 64722 3.07% 0.397%

29 15.386 2254 2260 2266 rBV 294021 507231 24.04% 3.110%

30 15.815 2329 2333 2341 rVB 25614 46575 2.21% 0.286%
Sum of corrected areas: 16311633
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\

BF141761.D
: 25 Feb 2025 13:37
: RC/JU
¢ Ql421-01 .
P001-CLAY-CF01-01
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

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF141761.D\data.ms

5.404 6.422

7.345

4.987 7.604
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ nE

Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF141761.D\data.ms
9.133

12.880

10.604
11.833

8.063 9.816 11.298

12.615
12.8

1|
13.23¢

1207412425

0
Time-->

— — —— —— — e
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0=

TIC: BF141761.D\data.ms

13.939 15.386

14.404
13768104 092 14.6924.82027 15.815

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc : P001-CLAY-CF01-01

ALS vial : 8 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 12
R.T. EstConc Area Relative to ISTD R.T.
4.987 3.13 ng 66431 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 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
4 Acetone 58 C3H60 000067-64-1 10
5 Silane, trimethyl- 74 C3H1esi 000993-07-7 9
Abundance Scan 492 (4.987 min): BF141761.D\data.ms (-488) (-) m/z 43.05 100.00%
43.0
59.0
5000
101.0 e e
‘ 83.0 4.60 4.80 5.00 5.20 5.40
0ol et e M/Z 59.05 57.30%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L R B
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 21.39%
0 29'\0 L m‘ 83\'0
\\‘\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R Raama aE e
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 58.00 16.40%
o =Y 1260 1420
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- R R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.46%
41.0
5000
86.0
Obeprrreprrr bttt b0 A S N 1 S B
m/z--> 20 30 40 50 60 70 80 90 100110120130140 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 : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc : P001-CLAY-CF01-01

ALS vial : 8 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 4
R.T. EstConc Area Relative to ISTD R.T.
10.527 8.90 ng 279253  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 52
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 50
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 50
5 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 50
Abundance Scan 1434 (10.527 min): BF141761.D\data.ms (-1429) (-} ' m/z 105.00 100.00%
105.0
77.1
182.1
5000
51.0
17
10.50
152.1
bl 2280 R miz 77.10 62.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — :
10.50
510 m/z 182.10  55.08%
o270 ||| 1260 1520
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32009: Acetophenone, 2-chloro-
105.0
1T
77.0 10.50 o
5000 m/z 51.00 27 .80%
51.0
27\.0 il \‘ Ll Lyl ‘ 15\4.0
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl- —t ‘
105.0 10.50
m/z 50.00 9.08%
5000 77.0
51.0
27.0
S 1330 1680
B o A —+4
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 : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc P001-CLAY-CF01-01

ALS vial : 8 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 1
R.T. EstConc Area Relative to ISTD R.T.
11.833 42.01 ng 1253020  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# 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 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1656 (11.833 min): BF141761.D\data.ms (-1648) (- m/z 43.10 100.00%
43.1 |73.0
5000 129.0
213.2 — —
‘ Hl 1.1 157.1185.2 ‘ 256.3 11.50 12.00
oww““mh A, ”MHM el Ll L L nyz 7300 97.00%
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 N T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 95.30%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— =
11.50 12.00
5000 129.0 m/z 57.05 78.85%
171.0
214.0
0150?
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 76.96%
5000 129.0
199.0
s ) e T
ERI 1 o T N O S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
BF141761.D

: 25 Feb 2025 13:37

: RC/JU

¢ Ql421-01

: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

P001-CLAY-CF01-01

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

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 Hentriacontane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.345 4.33 ng 129227  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 91
2 Pentacosane 352 (C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 1743 (12.345 min): BF141761.D\data.ms (-1733) (-] | m/z 57.05 100.00%
57.0
— ——
‘ | 12.00 12.50
0 H‘Huwm‘ AN ‘_u‘u‘““_““““‘H“““‘ m/z 43.05 63.01%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 — —
12.00 12.50
m/z 71.05 55.21%
3.0
O uh\ H\:}‘ h I‘ \ 16\9 P I 2\2\5 o 309 0 365 0 437 !
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\1\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0
— ——
12.00 12.50
5000 m/z 85.10 40.49%
13.0
0 L \h\ \h\ ]M H‘ I‘ || 1\8’\3’ P 239 0 295 o 352 o
e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane — —
57.0 12.00 12.50
m/z 55.10 22.50%
h k\w\VL/A\Uﬁ/\“v/\
oLl a0 0 2050 meo o)
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc P001-CLAY-CF01-01

ALS vial : 8 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 5 13-Octadecenal, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.539 2.40 ng 71466  Phenanthrene-d1e 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenal, (Z)- 266 C18H340 058594-45-9 64
2 cis-9-Hexadecenal 238 C16H300 056219-04-6 62
3 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 50
4 8-Oxabicyclo[5.1.0]octane 112 C7H120 000286-45-3 50
5 13-Tetradecenal 210 C14H260 085896-31-7 49
Abundance Scan 1776 (12.539 min): BF141761.D\data.ms (-1769) (- m/z 55.00 100.00%
55.0
111.1 — :
H ‘ H | 1650 2132 12.50
om,w;“u“u A L w/z a.es 79.37%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #155919: 13-Octadecenal, (2)-
55.0
5000 — :
0 12.50
11.0 m/z 43.10 73.43%
L2 \\ I, 1490 18102000 248.0
\H’HH’\H ‘HH \ HH’\H\‘H\\‘HH‘\\H‘HH‘HH’H\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #121285: cis-9-Hexadecenal
55.0
T \
12.50
5000 83.0 m/z 69.05 69.49%
11.0
o T pesorr 2200
e e EEaas B paae e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #175498: Acetic acid, trifluoro-, dodecyl ester — ‘
55.0 12.50
83.0 m/z 57.00 54.31%
5000
111.0
140.0168.0
213.0
NI s Y. =
m/z--> 20 40 60 80 100120140160180200220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc P001-CLAY-CF01-01

ALS vial : 8 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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.616 15.35 ng 457712  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 n-Decanoic acid 172 C10H2002 000334-48-5 78
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 1789 (12.615 min): BF141761.D\data.ms (-1783) (- m/z 43.05 100.00%
43.0 73.0
1851 2412 ) — —
‘ ‘ ‘ 284.: 12,50 13.00
0b—— H ”m M‘W‘u‘m " \‘M“H e ﬂ‘ m/z 73.00 88.64%
m/z--> 150 200 250
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 = —
12.50 13.00
284.C o
185.0 241.0 ‘ m/z 57.05 85.45%
ob— “‘ “ \H‘ H‘H\ \\‘Hh‘\\‘\ \‘ ‘ L, r \‘r “ - \‘ “\ ‘\‘ . ‘\‘
m/z--> 150 200 250
Abundance #143508 n-Hexadecanoic acid
43.0 73.0 256.0
—— —
12.50 13.00
5000 m/z 60.00 83.24%
129.0
213.0
0 i \HM‘ HhH\ HM‘\H\ ol . “ “‘u\‘ “\ - e
miz--> 150 200 250
Abundance #126203: Pentadecanoic acid =T T
43.0 73.0 12.50 13.00
m/z 55.05 74.63%
5000 129.0
199.0 2420
oL Hd‘u‘u \\hH\ ‘\‘\\‘\‘H‘\ ) $3-‘0;“‘ N | R — —
m/z--> 50 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc : P001-CLAY-CF01-01

ALS vial : 8 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 7 1,4-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.816 13.520ng 313863 Chrysene-di2 13.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 74
»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
erephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 53
erephthalic acid, monochloride,... 296 C16H21C1l03 1000324-22-9 43
romoacetic acid, 2-ethylhexyl e... 250 C10H19Bro02 068144-73-0 35

uhwN R
W H AR R

Abundance Scan 1822 (12.810 min): BF141761.D\data.ms (-1813) (- m/z 70.05 100.00%

70.0
149.0
261.1
5000

L L e
om_ ‘ww,mm}mH,Hm_“MHH_HW n/z 149.00  67.86%
miz--> 100 150 200 250 300 350
Abundance #295785 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000
12. 50 13 00
m/z 261.15 54.62%
ol h‘ ‘ ‘ |, | l189.0 | 1304.0 3610
\\\‘\\\’\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 100 150 200 250 300 350
Abundance #295780. 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 12. 50 13 00
5000 261.0 m/z 112.10 45 .,45%
67.0
29.
0 (# : i | ‘ 2070 | (30403470
m/z--> 50 100 150 200 250 300 350
AN

Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester e b
261.0 12.50 13.00
m/z 57.10 40.30%

5000 70.0
149.0
219.0
N \ i

13 ST PO S A
miz--> 50 100 150 200 250 300 350 12:50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc P001-CLAY-CF01-01

ALS vial : 8 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 8 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.239 5.14 ng 119248  Chrysene-di2 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 1895 (13.239 min): BF141761.D\data.ms (-1887) (- m/z 57.05 100.00%

57.0
5000

9.1
d‘h \‘\‘ ‘H‘
el

41.1183.1 :
0 “‘JV‘W Hhiiesioss 2811 0 4310 62.86%

m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0

5000

9.0 )
15.0 ‘L‘ | )] 141018302250267.0300.0 3804
L ‘ T ‘ T T T ‘ L ‘ T T ‘ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

o

5000 m/z 85.10 44 .75%
9.0
A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T —
57.0 13.00 13.50

5000
“ 9.0
\‘\

0 Ly, 141.0183.0225.0267.0  338.0
el

T ‘
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc P001-CLAY-CF01-01

ALS vial : 8 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 9 Trichloroacetic acid, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.798 4.74 ng 109912  Chrysene-di2 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 1-Hexacosene 364 C26H52 018835-33-1 93
Abundance Scan 1990 (13.798 min): BF141761.D\data.ms (-1983) (- m/z 57.05 100.00%
57.0
1350 1400
39.0 193.1 : :
0 HuwﬂW‘ Ay TrA 2810 m/z 43.10  86.86%
miz--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 — ——
13.50 14.00
‘ ﬁzso m/z 55.05 81.61%
0 \\“‘\‘M”i‘\\\“\“h‘ ‘H‘h } “\\:\Lg\?.(\)\\\’\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
— —
97.0 13.50 14.00
5000 m/z 83.05 72.90%
o140 JH PPlwo w80
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol T T
57.0 97.0 13.50 14.00
m/z 97.10 66.88%
5000
9.0
oLl 2 71810222.0264.03060 378
o “‘ [t e e e T — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc P001-CLAY-CF01-01

ALS vial : 8 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 10 Hexadecane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.880 6.67 ng 154879  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2004 (13.880 min): BF141761.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1
20 A¥/A,J\/\VVAK/V\J
1350 1400
41.1 : :
ol ‘L “M ) “ML (Jlesaaes 0670 m/z 43.10 63.51%
miz--> 50 100 150 200 250 300 350
Abundance #261135: Hexadecane, 1-iodo-
57.0
5000 — e
13.50 14.00
225.0 m/Z 71.10 61.53%
141.0
O \“\ “ \‘\\T“‘\JW8\3\O‘\\‘\\‘\\\\‘\\\3\5‘2\()\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
13.50 14.00
5000 m/z 85.05 44 .42%
9.0
oLl L1 ;141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T T
57.0 13.50 14.00
m/z 41.10 21.17%
5000
9.0
e ““““““““““‘“““““‘ — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\

Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc P001-CLAY-CF01-01

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Heptadecane, 9-octyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.404 8.37 ng 194181  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2093 (14.404 min): BF141761.D\data.ms (-2087) (- m/z 57.05 100.00%
57.0
- uM
1450
ol “‘ mh‘ w““”‘ J“ Whliss2aesazero m/z 43.10  62.22%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T
14.50
m/z 71.05 61.75%
ol \\ 114101830 2370281 03230
\\‘\\\\‘\\\\‘\\\\[T\\\\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
e
14.50
5000 ITI/Z 85.05 43.96%
oLy | H\\ H | 1410183.0225.0267.0309.0 3650
ol “““““““““““““‘,““‘
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T
57.0 14.50
m/z 55.10 20.93%
o \ANJ\VAVXJ\vaJAW\xf
9.0
0 \‘ \‘\ A \H\ h\ h‘ H‘ 141 0]\.83 0225 0267 o 338 o
A e A e e e e —r
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc : P001-CLAY-CF01-01

ALS vial : 8 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 12 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.692 4.34 ng 110028 Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 50
2 Hexacosane 366 C26H54 000630-01-3 46
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 46
4 Tritetracontane 605 C43H88 007098-21-7 46
5 Tetratetracontane 619 C44H99 007098-22-8 46

Abundance Scan 2142 (14.692 min): BF141761.D\data.ms (-2137) (- m/z 57.10 100.00%

57.1
5000

—

14.50 15.00
155.1  210.1249.0

) — m/z 43.10  78.32%

m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0

5000 T —
14.50 15.00
m/z 59.00 57.69%
9.0
0 T L\ M “ ‘\ “H‘ \‘“‘\ H“ \“‘ \]“-\4}‘1.9\ ][8\:‘3\.(‘)‘ \2‘2\‘5\.(\) ‘ \2\8\‘2\.()‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0 ,\J\
PPy T
14.50 15.00
5000 ITI/Z 71.05 54.95%
9.0
0 ‘ [ uh\ \h\ “\‘ h‘ %4%9 17830 225.0 267.0 309.0 367.(
T T e A i e
m/z--> 50 100 150 200 250 300 350
Abundance #184136: Octadecane, 1-chloro- T 7
57.0 14.50 15.00

m/z 55.10 50.68%

e i

0 l‘sd‘ iy L) \“ ‘\N | m]\"u"\Y'O 189.0231.0 288.0

T 7
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\

BF141761.D
: 25 Feb 2025 13:37
: RC/JU
¢ Ql421-01
: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

P001-CLAY-CF01-01

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

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 13 Triacontane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.892 4.02 ng 101942  Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91

Abundance Scan 2176 (14.892 min): BF141761.D\data.ms (-2171) (- m/z 57.05 100.00%
57.0
14‘56 EI.S‘Od
169.1 . .
om‘u ‘lm‘"“HH2?‘1‘9?‘?7”1‘_‘”_MWH m/z 71.10  60.89%
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 T T
14.50 15.00
m/z 43.10 58.74%
0 | H\ lh \ n‘ “‘ | \6\90 2250 281.0 337.0 4220
\\\‘ T\\\‘\\\\‘\\\T‘\\\\‘\\\\‘\\1\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
— —
14.50 15.00
5000 m/z 85.10 44.75%
13.
oL L |} JM 1690 225.0 2810 337.0 394.0
ety ““ R e e e e AR R
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane “ T
57.0 14.50 15.00
m/z 55.00  22.58%
o M\]\j\w
oLl | h‘ 12 1600 250 3000 3650 43861
e H““““H““““H RN — ——
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc P001-CLAY-CF01-01

ALS vial : 8 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 14 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.027 2.55 ng 64722  Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
Abundance Scan 2199 (15.027 min): BF141761.D\data.ms (-2194) (- m/z 57.10 100.00%
57.1
5000 m
15.00 |
41.0 211.1 253.0
0 “‘W“WA‘H“”M“““u“w“““““‘ e m/z 43.10 68.36%
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 —— :
15.00
m/z 71.05 63.30%
9.0
ol ‘L‘ ‘\‘ |11 1410183022502670 3380
\\\\‘ \\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T
15.00
5000 m/z 85.10 47 .42%
‘ 9.0
41.0
50 || 111 1401302250 2900
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane 7 ‘
57.0 15.00
m/z 41.10 26.55%
ol L 7l M | 1410183.0225.0 267.0309.0 367
i — A T T T ——
m/z--> 50 100 150 200 250 300 350 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141761.D

Acqg On : 25 Feb 2025 13:37

Operator : RC/JU

Sample : Ql421-01 :
Misc : P001-CLAY-CF01-01

ALS vial : 8 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 3.1 ng 66431 1 6.781 424257 20.0
Benzophenone 10.527 8.9 ng 279253 3 9.816 627750 20.0
n-Hexadecanoic ... 11.833 42.0 ng 1253020 4 11.298 596483 20.0
Hentriacontane 12.345 4.3 ng 129227 4 11.298 596483 20.0
13-Octadecenal,... 12.539 2.4 ng 71466 4 11.298 596483 20.0
Octadecanoic acid 12.616 15.4 ng 457712 4 11.298 1596483 20.0
1,4-Benzenedica... 12.810 13.5 ng 313863 5 13.939 464226 20.0
Heptacosane 13.239 5.1 ng 119248 5 13.939 464226 20.0
Trichloroacetic... 13.798 4.7 ng 109912 5 13.939 464226 20.0
Hexadecane, 1-i... 13.880 6.7 ng 154879 5 13.939 464226 20.0
Heptadecane, 9-... 14.404 8.4 ng 194181 5 13.939 464226 20.0
Eicosane 14.692 4.3 ng 110028 6 15.386 507231 20.0
Triacontane 14.892 4.0 ng 101942 6 15.386 507231 20.0
Tetracosane 15.027 2.5 ng 64722 6 15.386 507231 20.0
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