LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141841.D

Acqg On : 05 Mar 2025 13:53
Operator : RC/JU

Sample : Q1488-11

Misc :

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-BF022725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141841.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 6 13 29 rVB 1013467 1614472 38.09% 4.853%
2 5.110 499 513 519 rBv2 31332 59491 1.40% 0.179%
3 5.498 573 579 584 rBV 2941856 3867796 91.26% 11.627%
4 6.498 743 749 763 rBV 2904662 3994341 94.25% 12.008%
5 6.886 809 815 820 rBV 976155 1204423 28.42% 3.621%

6 7.439 903 909 914 rBV 1911461 2489839 58.75% 7

7 7.692 948 952 960 rVB 82867 105069 2.48% ©

8 8.163 1026 1032 1040 rBV 1219125 1563229 36.89% 4.699%

9 8.375 1063 1068 1076 rvVB2 32007 45994 1.09% ©
9.239 1209 1215 1220 rBV 3403635 4238028 100.00% 12.

11  9.916 1325 1330 1336 rBV 1318802 1673935 39.50%
12 10.627 1446 1451 1458 rBV 293649 366543 8.65%
13 10.704 1458 1464 1469 rBV 2153680 2702677 63.77%
14 11.404 1578 1583 1590 rBV 1251628 1585655 37.41%
15 11.798 1645 1650 1655 rVB 31939 45050 1.06%
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16 11.927 1666 1672 1684 rBV 407307 636086 15.
17 12.486 1762 1767 1778 rVB3 91635 186634 4
18 12.615 1782 1789 1798 rBV 65147 137548 3.25%
19 12.710 1801 1805 1817 rBV 77774 130929 3
20 12.839 1824 1827 1833 rBV 42855 60177 1

OO0 0O0Rr
»
Uy
w
R

21 12.986 1847 1852 1860 rBV 2477050 3126522 73.77%
22 13.886 2001 2005 2015 rVB 105691 181518 4.28%
23 14.039 2025 2031 2044 rVB 980625 1390727 32.82%
24 14.898 2173 2177 2197 rVB2 65023 124676 2.94%
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25 15.080 2204 2208 2216 rVB 68123 141643 3.34% 426%
26 15.380 2256 2259 2265 rVB 45719 67624 1.60% 0.203%
27 15.445 2267 2270 2275 rW 44581 64179 1.51% 0.193%

28 15.509 2275 2281 2295 rVB 897339 1460023 34.45% 4.389%

Sum of corrected areas: 33264828
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030525\

BF141841.D
: @05 Mar 2025 13:53
: RC/JU
: Q1488-11
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
: 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\BF@30525\
Data File : BF141841.D

Acqg On : @05 Mar 2025 13:53
Operator : RC/JU

Sample : Q1488-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.169 26.81 ng 1614470 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# 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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 13 (2.169 min): BF141841.D\data.ms (-6) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
91 2.202.302.402.502.60
Obrrrrrrerr bbb 22 m/z 43.05  38.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T[T T [TTTT 7T
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.05 27.67%
29.0
OH\‘\H\‘H\\“HH[‘HH‘H\\9‘\0\H“\}H‘\\H‘\H\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R RAERREEEAN L
410 87.0 2.202.302.402.502.60
5000 | m/z 87.10 25.59%
1 sso Il | L
A H‘_‘H“‘W‘H““““ A RaamamsaEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9527: 3-Pentanol, 2,4-dimethyl- R RAaRaEEEA
73.0 2.202.302.402.502.60
m/z 41.05 12.79%
5000
55.0
27.0 41,
o140 [ | 98.0 1150
H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w“ R RARRNEREAREEEEESANseEy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141841.D

Acqg On : @05 Mar 2025 13:53
Operator : RC/JU

Sample : Q1488-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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.
10.627 4.38 ng 366543  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 1451 (10.627 min): BF141841.D\data.ms (-1446) (-] | m/z 105.10 100.00%
105.1
77.1
5000 182.1
51.0 — —
10.50 11.00
152.0
Ol it e e 2280 RS m/z 77.10 66.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 182.10  51.17%
o270 || 1960 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.05 25.39%
51.0
0 27.0 ul | 1520
R  ma
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- — =
105.0 10.50 11.00
m/z 181.10 8.10%
77.0
5000
51.0
0 270 | 0l | | 125.0 154'0 I
R B e — —5—
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141841.D

Acqg On : @05 Mar 2025 13:53
Operator : RC/JU

Sample : Q1488-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.927 8.02 ng 636086 Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60
Abundance Scan 1672 (11.927 min): BF141841.D\data.ms (-1666) (-} | m/z 73.05 100.00%
43.1 73.0
5000
129.1
213.2 =
0 vl
O e AL ”m”w‘w‘: numH‘_m_‘m\mmww‘w m/z 43.10  88.70%
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 T
12.00
167.01g5 02130  256.0 m/z 60.00 86.76%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
—=
43.0 12.00
5000 m/z 57.05 73.41%
129.0
185.0 228.0
: S I N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.10 71.56%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWUWMmwJMHWW‘HMHM_MHMHW‘HWHHM‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141841.D

Acqg On : @05 Mar 2025 13:53
Operator : RC/JU

Sample : Q1488-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.486 2.35 ng 186634  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 96
4 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 94
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 93

Abundance Scan 1767 (12.486 min): BF141841.D\data.ms (-1762) (- m/z 67.10 100.00%
67.1
5000 thvwﬂ/rm/\vf\prVL/
36.1 12
1641 5031 263.1 294.1 12.50
0! m/z 81.05 85.98%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 T
12.50
m/z 55.10 76.05%
0 TT “\‘\ \‘\“L \‘ h\ W‘
m/z--> 40 60 80 100120140160180200220240260280
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
—r
12.50
5000 ITI/Z 41.10 62.29%
96.0
294.C
oo 1900780 2200 2630 7
m/z--> 40 60 80 100120140160180200220240260280
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) e
67.0 12.50
m/z 95.10 59.80%
5000
96.0
35.0
oLl bl | B0 2620 z0ac o
m/z--> 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141841.D

Acqg On : @05 Mar 2025 13:53

Operator : RC/JU

Sample : Q1488-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 5 Octacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.886 2.61 ng 181518 Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
4 Butyl docosyl ether 382 C26H540 1000406-40-8 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91

Abundance Scan 2005 (13.886 min): BF141841.D\data.ms (-2001) (- m/z 57.10 100.00%
57.1
111
— ——
13.50 14.00
168.1 230.0
0 LNM' b 28LA820L 0 m/z 43.10 82.32%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #308225: Octacosanol
57.0
5000 — —
13.50 14.00
m/z 55.05 80.51%
oLl \‘ h 113670 2220 2920 392,
\\\‘ \\‘!\1‘\\T\‘\\\\’\\\\\f\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275085: Octadecy! trifluoroacetate
57.0
— ——
13.50 14.00
5000 11.0 m/z 83.05 74 .15%
0 \‘ l‘u ‘ ‘\ ! 16.80 224.0 297'0 348.0 th—'—
A ‘ B e AR EmE
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #330472: Heptafluorobutyric acid, n-octadecy! ester — —
57.0 13.50 14.00
m/z 69.10 65.47%
oL LA ‘ ¥ I R I 7.1 S
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141841.D

Acqg On : 05 Mar 2025 13:53
Operator : RC/JU

Sample : Q1488-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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... 2.169 26.8 ng 1614470 1 6.886 1204420 20.0
Benzophenone 10.627 4.4 ng 366543 3 9.916 1673940 20.0
n-Hexadecanoic ... 11.927 8.0 ng 636086 4 11.404 1585660 20.0
9,12-Octadecadi... 12.486 2.4 ng 186634 4 11.404 1585660 20.0
Octacosanol 13.886 2.6 ng 181518 5 14.039 1390730 20.0
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