LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43
Operator : RC/JU

Sample : Q2100-04

Misc :

ALS vial : 5 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142530.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.122 488 498 507 rBV 188631 310514 9.62% 1.358%
2 5.516 558 565 570 rBvV 1848935 2561546 79.33% 11.202%
3 6.516 729 735 741 rBV 1772247 2667509 82.61% 11.666%
4 6.898 794 800 805 rBV 529254 678983 21.03%  2.969%
5 7.457 888 895 900 rBV 1259761 1706016 52.83% 7.461%

6 7.710 933 938 944 rVB 41642 53036 1.64% 0.232%
7 8.181 1012 1018 1030 rBV 692063 904430 28.01%  3.955%
8 9.257 1194 1201 1206 rBV 2427273 3229078 100.00% 14.121%
9 9.933 1311 1316 1321 rBV 836131 1027413 31.82% 4.493%

10 10.651 1432 1438 1443 rBV 311394 382499 11.85% 1.673%
11 10.728 1445 1451 1456 rBV 1689108 2225719 68.93% 9.734%
12 11.422 1564 1569 1576 rBV 806493 1029277 31.88% 4.501%
13 11.874 1638 1646 1652 rBV 21860 53758 1.66% ©.235%
14 11.945 1652 1658 1672 rVV 447532 699327 21.66%  3.058%
15 12.645 1771 1777 1785 rBV3 16111 42549 1.32% ©.186%

16 12.733 1786 1792 1804 rVV 120829 209221 6.48%
17 12.886 1811 1818 1833 rVB3 40291 102443 3.17% ©0.448%
18 13.010 1833 1839 1844 rBV 2155410 2827096 87.55% 12.363%

(]
o}
=
U1
IS

19 13.586 1929 1937 1944 rVB2 51417 101199 3.13% 0.443%
20 13.904 1986 1991 2005 rBV 128244 246533 7.63% 1.078%
21 14.063 2011 2018 2027 rVB 522471 671213 20.79% 2.935%
22 14.163 2029 2035 2041 rVV 45016 72744 2.25% 0.318%
23 14.227 2041 2046 2056 rVB 26418 40671 1.26% 0.178%
24 14.527 2093 2097 2104 rBV 31112 49961 1.55% 0.218%
25 14.645 2112 2117 2123 rBV 34496 61471 1.90% 0.269%
26 14.845 2146 2151 2156 rBV 27142 38834 1.20% 0.170%
27 15.157 2200 2204 2207 rBV 22688 40052 1.24% 0.175%
28 15.192 2208 2210 2220 rVB2 26598 51833 1.61% 0.227%
29 15.557 2266 2272 2286 rVB 391982 631958 19.57% 2.764%
30 15.733 2297 2302 2309 rVB 21238 38980 1.21% 0.170%
31 16.827 2482 2488 2508 rVB 31644 110663 3.43% 0.484%
Sum of corrected areas: 22866526
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43
Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142530.D\data.ms

2000000 5516 6516

1500000
7.457

1000000

6.898
500000

5.122
7.711

0 L L L L L I L L L L L L B B B B B M A

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF142530.D\data.ms
9.257

13.010
2000000
10.728

1500000

1000000
9.933 11.422
8.181

500000 11.945
10.65/1

0 i /\ o oElen

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF142530.D\data.ms

2000000
1500000

1000000

14.063
500000 15.557

13.904
13.586 4837 14.528454.845 1861592 15.733 16.827

0+ T T LI R B B \%Af\ﬁu\\ [ — —\/\\—\‘/V\\T_\’T—"\%\—/\\\ T T 1 T [ [
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43
Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.122 9.15 ng 310514 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 498 (5.122 min): BF142530.D\data.ms (-488) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1 T T T T
4.80 5.00 5.20 5.40
1 | 83.0 9
e m/z 59.10 57.94%
m/z--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T
59.0 4.80 5.00 5.20 5.40
m/z 101.10  18.22%
15.0 101.0
\\\‘\‘\W‘\\“M\\}‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e EEERRREEas ST
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.70%
I 126.0142,0
et
m/z--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate e EEERRREEas
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.06%
5000
15.0 | 720 1000
| N |
-t r—ty——t— R R R
mlz--> 20 40 60 80 100 120 140 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@52325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43
Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 3
R.T. EstConc Area Relative to ISTD R.T.
10.651 7.45 ng 382499  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
3 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1438 (10.651 min): BF142530.D\data.ms (-1432) (- m/z 105.10 100.00%
105.1
771 182.1
5000
51.1
— —
10.50 11.00
11260 92 7710 62.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
.0 182.0
5000 — P
10.50 11.00
510 m/z 182.10  57.26%
27.0 A | 126.0 1520
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
— —
77.0 10.50 11.00
5000 m/z 51.10 26.96%
51.0
28.0 | N | 134.0 165.0
e e e e e e
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #73796: Benzoic acid, phenyl ester T e
105.0 10.50 11.00
m/z 181.10 9.04%
5000 77.0
51.0
270 | 4 | 1410 198.0
e e e e e — ——
mlz--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43
Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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.
11.945 13.59 ng 699327  Phenanthrene-di10 11.422
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 93
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 60
Abundance Scan 1658 (11.945 min): BF142530.D\data.ms (-1652) (- m/z 73.05 100.00%
43.0 |73.0
5000 129.1 Jk
213.2 =
H 157.1185.2 ‘ 256.4 1200
Hw‘uﬂﬂmd‘m HMJVW:nw‘muﬁ_ﬂ‘ﬂuw_uu_m‘_ul_ m/z 43.05 99.38%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 .
12.00
H 157018502130 256.0 m/z 59.95 95.84%
\H‘HH“}‘HH!H\‘M\‘H\L\wh““\\‘”‘h\“\‘\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
1
43.0 730
==
12.00
5000 129.0 m/z 57.05 80.53%
171.0
214.0
sl LIS L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 55.05 78.91%
5000 129.0
e e T
1§RMHMHM‘WkWMWHWMMM‘HH_‘NMMHMH‘MHW‘HW‘ F
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\BF@52325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43
Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.733 4.07 ng 209221  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 1792 (12.733 min): BF142530.D\data.ms (-1786) (- m/z 43.05 100.00%

43.0 730
5000 lm 129.0

185.2 241.2 ) . ——
284.% 12.50 13.00

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
430 73.0

5000 129.0 52‘56 53‘05

m/z 57.10 84.65%

185.0 2410 284.C
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0

43.0 7 —

12.50 13.00
5000 m/z 60.00 83.65%
129.0
185.0 228.0
: H‘ ”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid T 7

60.0 12.50 13.00

m/z 55.05 77.02%

5000 129.0
or.0 171 0 2130 256.0
M M‘u il “ Mh”w ‘u‘\ i ‘ ‘

‘ —
m/z--> 20 40 60 80100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43
Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.886 3.05 ng 102443  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1818 (12.886 min): BF142530.D\data.ms (-1811) (- m/z 57.05 100.00%
57.0
91 — —
‘ ‘ 1411 2020 12.50 13.00
TT \H“\ “‘ “H h “‘ “‘\ \‘ “\ — “ \.‘\ L I B m/Z 43.10 58.0800
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 — —
12.50 13.00
m/z 71.10 56.71%
Ly h‘ “\ 141:0183.0225.0267.0309.0 366.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
— —
12.50 13.00
5000 m/z 85.05 42.49%
9.0
1410
Ll 140 183022502670 3090 3520
miz-> 50 100 150 200 250 300 350 L
Abundance #287977: Heptacosane “fﬁﬂ‘ e
57.0 12.50 13.00
m/z 55.05 22.32%
h NJ\JD%
il F | 141.0183.0225.0267.0 3230 380,
““‘ ; e T e e — ——
m/z--> 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@52325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43
Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.586 3.02 ng 101199  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan1937(13586nﬂn)BF142530[ndamlns(1929)( m/z 57.05 100.00%
57.0
T \
‘ \ 9\1 2183.1 281.1 13:50
"‘N“WW‘MNW‘JM‘\““‘H““I“““““ m/z 43.10 61.81%
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 —
13.50
m/z 71.05 61.30%
q L\ uh\ u\w “ h ’]4d (‘)1‘8‘3 0225 0267 0309.0 3BQO
\\\\‘\\\‘\1\ 1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T \
13.50
5000 m/z 85.05 41.82%
9.0
q ‘ “\ h\ h‘ u 14\\1 91\83 02250 296.0
““‘ A
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane R e
57.0 13.50
m/z 55.05 25.94%
5000 /\$/\j\ﬂv~ﬁ\V¥
il H | 141 0183.0225.0 281.0 337.0 394.
A A A A e e T
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43
Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.904 7.35 ng 246533  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 1991 (13.904 min): BF142530.D\data.ms (-1986) (- m/z 57.05 100.00%

57.0
5000
1111
e
’ } 14.00
\\\‘\\\\‘H‘}\Jh\‘}‘m\‘\\\\\\\‘\2\8\1\."1\\\\‘\\\\‘\\\\‘\\\\‘ m/Z 43.05 89.4800
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #261457: Heptadecy! trifluoroacetate
57.0
5000 T
1.0 14.00
m/z 55.05 71.12%
| ‘\ ‘\ ,, . 210.0 283.03350

m/z--> 0 50 100 150 200 250 300 350 400 450

}

Abundance #215083: 1-Heneicosano
55.0
14.00
5000 111.0 m/z 83.05 55.38%
AL Lo 2seo
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene T
43.0 14.00
m/z 69.05 51.17%
- I wﬂq/\vqyjj\\,“/b\\,v
jJﬂ530210026703210 490.(
A e T e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43

Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 8 Tetratetracontane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.163 2.17 ng 72744  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2035 (14.163 min): BF142530.D\data.ms (-2029) (- m/z 57.05 100.00%

57.0
5000

J W%7'1 2111277 1 14.00 14.50
‘\H\‘\\\‘\“\\‘“H‘“‘\‘H‘\’H.H‘\\H.‘\H\‘HH‘HH‘HH‘HH‘HH‘H\ m/Z 71.05 57.0900

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0

5000 — S
14.00 14.50

m/z 43.05 55.87%

J‘JJ13191970267033704070 491.0 562.0
‘HH‘HH‘H\T‘HH W\H‘HH‘W\H‘ \\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0

14.00 14.50

5000 m/z 85.05 40.60%
‘d 11127.0197.0 281.0  394.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane e —
57.0 14.00 14.50

5000 V\ﬁ/\\ﬁj\A\/WMNA\ﬁ
J‘JJP?ﬂ?jgiozslo 351.0 436.0

l !
AR N N R R RN R RN N RN RN RN I

: —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43

Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 unknownl6.827 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.827 3.5 ng 110663 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Propanamide, 3-phenyl-N-undecyl- 363 C20H33NO 1000407-15-8 10

2 3,5-Bis(trifluoromethyl)nitroben... 259 C8H3F6NO2
3 Benzofuran, 7-(2,4-dinitrophenox... 388 C19H20ON207
4 Sebacic acid, 2,5-dichlorobenzyl... 388 C19H26C1204

000328-75-6 10
062059-48-7 9
1000380-61-0 9

5 5.alpha.-Stigmast-9(11)-en-3.bet... 414 C29H500 077794-81-1 7

Abundance Scan 2488 (16.827 min): BF142530.D\data.ms (-2482) (- m/z 43.10 100.00%
43.1
213.2
105.1
5000 63.1 303.3
414.
P P
L LT e, e
“‘~p‘h ! m“w““ {1 N m/z 57.10  88.87%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #203397: Propanamide, 3-phenyl-N-undecyl-
91.0
303.0
163.0
5000 — —
44.0 16.50 17.00
m/z 213.20 67.95%
“ ‘ ‘ 18.0
: u‘ HH“H‘M‘N‘ i ‘\“H‘H}\‘HHL ) N“ “ “‘ - “‘ R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #147286: 3,5-Bis(trifluoromethyl)nitrobenzene
218.0 ﬂ M
P et
163.0 16.50 17.00
5000 50 . m/z 41.10  66.11%
75.0 ’
‘ﬂ]%b‘\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #293735: Benzofuran, 7-(2,4-dinitrophenoxy)-2,3-dihydro — —
43.0 16.50 17.00
m/z 55.10 64.94%
5000
133.0
% ‘ 303.0
‘\‘ “\ \H‘H\HH\ \“\ﬂ‘“\\mwhh\‘ J ‘Hn‘ - ‘2‘4‘3‘(‘)‘ e ‘:‘3‘8‘8 ‘O‘ , — —r
m/z--> 0 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142530.D

Acqg On : 23 May 2025 12:43
Operator : RC/JU

Sample : Q2100-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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-... 5.122 9.2 ng 310514 1 6.898 678983 20.0
Benzophenone 10.651 7.5 ng 382499 3 9.933 1027410 20.0
n-Hexadecanoic ... 11.945 13.6 ng 699327 4 11.422 1029280 20.0
Octadecanoic acid 12.733 4.1 ng 209221 4 11.422 1029280 20.0
Hexacosane 12.886 3.0 ng 102443 5 14.063 671213 20.0
Heptacosane 13.586 3.0 ng 101199 5 14.063 671213 20.0
Heptadecyl trif... 13.904 7.3 ng 246533 5 14.063 671213 20.0
Tetratetracontane 14.163 2.2 ng 72744 5 14.063 671213 20.0
unknownl16.827 16.827 3.5 ng 110663 6 15.557 631958 20.0
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