LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141840.D

Acqg On : 05 Mar 2025 13:24
Operator : RC/JU

Sample : Q1489-13

Misc :

ALS vial : 7 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: BF141840.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 5 12 19 rBV 946880 1500390 42.83% 5.295%
2 3.981 309 321 334 rBV 104151 176719 5.04% 0.624%
3 5.099 503 511 516 rBV2 21844 40982 1.17% 0.145%
4 5.493 572 578 584 rBV 2239027 2988290 85.31% 10.546%
5 6.498 743 749 760 rBV 2334886 3079788 87.92% 10.869%
6 6.881 809 814 820 rBV 886886 1137555 32.47% 4.014%
7 7.063 839 845 853 rVB 24532 37344 1.07% 0.132%
8 7.4406 903 909 914 rBV 1530298 1935938 55.27% 6.832%
9 7.693 948 952 957 rVB 65540 80029 2.28% 0.282%
10 8.163 1027 1032 1041 rBV 1161852 1468169 41.91% 5.181%
11 8.375 1064 1068 1074 rBV 26582 35091 1.00% 0.124%
12 9.234 1209 1214 1220 rBV 2681406 3502882 100.00% 12.362%
13 9.916 1325 1330 1340 rVB 1237410 1560994 44.56% 5.509%
14 10.334 1395 1401 1407 rVB 46855 64604 1.84% 0.228%
15 10.628 1446 1451 1458 rVB 217497 271245 7.74% 0.957%

16 10.704 1458 1464 1475 rBV 1575050 2039034 58.21%

7.
17 11.404 1577 1583 1590 rBV 1141871 1448328 41.35% 5.111%
18 11.628 1616 1621 1630 rBV 33428 61722 1.76% ©.218%
19 11.922 1663 1671 1685 rBV2 304860 537059 15.33% 1.895%
20 12.180 1710 1715 1725 rVB 37105 57131 1.63% 0.202%
21 12.616 1784 1789 1798 rBV 21169 41865 1.20% ©.148%
22 12.710 1799 1805 1818 rBV 67574 124288 3.55% 0.439%
23 12.839 1823 1827 1832 rVB 23304 35150 1.00% 0.124%
24 12.986 1846 1852 1857 rBV 2185255 2699774 77.07%  9.527%
25 13.886 1999 2005 2020 rBV2 156603 379295 10.83% 1.339%
26 14.039 2024 2031 2043 rVV 913397 1303762 37.22% 4.601%
27 14.133 2044 2047 2053 rVB 38494 56630 1.62% ©.200%
28 14.204 2056 2059 2064 rBV 27842 38521 1.10% ©.136%
29 14.516 2108 2112 2119 rBV2 49547 88470 2.53% 0.312%
30 14.821 2161 2164 2169 rVB 33422 44914 1.28% 0.159%
31 14.898 2173 2177 2182 rW 57358 78099 2.23% 0.276%
32 15.163 2219 2222 2231 rVB 48733 79611 2.27% 0.281%

33 15.510 2275 2281 2293 rBV 840501 1343082 38.34% 4.740%

Sum of corrected areas: 28336755
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @05 Mar 2025 13:24
: RC/JU
¢ Q1489-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
BF141840.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141840.D

Acqg On : @05 Mar 2025 13:24
Operator : RC/JU

Sample : Q1489-13

Misc

ALS vial : 7 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.
2.163 26.38 ng 1500390 1,4-Dichlorobenzene-d4 6.887

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance  Scan 12 (2.163 min): BF141840.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
‘ 01 2.202.302.402.502.60
Ob el 22 L m/z 43.e5  38.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T[T T[T T[T TTT 71
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.05 27.68%
29.0 ‘
O \‘H\\“HH“f\f\‘\f\fg‘\o\\\“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 PR
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.40%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- ERARAEARE e
73.0 2.202.302.402.502.60
m/z 41.10 12.63%
5000 43.0
58.0
29.0 ‘ 87.0
0“HWWHH‘H‘WH‘WH‘W‘MW‘HM‘H‘_H‘_H‘_‘HM‘H N ARENRARERERREERanasnay
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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 : BF141840.D

Acqg On : @05 Mar 2025 13:24
Operator : RC/JU

Sample : Q1489-13

Misc

ALS vial : 7 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.628 3.48 ng 271245  Acenaphthene-di10 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 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1451 (10.628 min): BF141840.D\data.ms (-1446) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 . —
10.50 11.00
152.1
Ol e ke 2220 T m/z 77.05  67.13%
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  51.16%
Jozro || 1560 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\
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 25.64%
51.0
0 270 ul | 1520
R  ma
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- —p= 1
105.0 10.50 11.00
m/z 50.00 8.53%
77.0
5000
51.0
0 27'0 L \‘ Inl Lyl ‘ ‘ 125'0 154'0 /\
R B e e ——
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 : BF141840.D

Acqg On : @05 Mar 2025 13:24
Operator : RC/JU

Sample : Q1489-13

Misc

ALS vial : 7 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 7.42 ng 537059  Phenanthrene-d10 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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49
Abundance Scan 1671 (11.922 min): BF141840.D\data.ms (-1663) (- m/z 73.10 100.00%
43.0 73.1
5000
129.1 JLA
213.2 =
157.1185.1 256.1 12.00
A — m/z 43.05 91.93%
m/z--> 20 40 60 80 100120140160 180200 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 88.16%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 —r=
12.00
5000 129.0 m/z 57.10  75.47%
185.0
|
0%?Rwuwumy”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid —=
43.0 73.0 12.00
m/z 55.05 70.83%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141840.D

Acqg On : @05 Mar 2025 13:24
Operator : RC/JU

Sample : Q1489-13

Misc

ALS vial : 7 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 5 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 5.82 ng 379295 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 Cyclohexadecane 224 C16H32 000295-65-8 93
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
Abundance Scan 2005 (13.886 min): BF141840.D\data.ms (-1999) (- m/z 57.10 100.00%
57.1
302.1 - e
kz 1 2300 13.50 14.00
O e MR e 5 m/z 43.10 77.58%
m/z--> 0 50 100150200 250 300 350400450 500550600650
Abundance #209740: 1-Docosene
57.0
5000 — —
308.0 13.50 14.00
‘ m/z 55.10 64.57%
O ‘\H ‘HHJ ITJ\ALfl‘%T H}\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300350400450 500550 600 650
Abundance #104594: Cyclohexadecane
55.0
— ——
13.50 14.00
5000 m/z 83.10 56.19%
.0
‘ L ﬁ 2210
O At b e
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T T
57.0 13.50 14.00
m/z 71.10 55.36%
h J\JL\JL
o] FF, )220 3600 648
e e e e e e e — —
m/z--> 0 50 100150200 250 300 350400450 500550600 650 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 : BF141840.D

Acqg On : @5 Mar 2025 13:24
Operator : RC/JU

Sample : Q1489-13

Misc

ALS vial : 7 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... 2.163 26.4 ng 1500390 1 6.887 1137560 20.0
Benzophenone 10.628 3.5 ng 271245 3 9.916 1560990 20.0
n-Hexadecanoic ... 11.922 7.4 ng 537059 4 11.404 1448330 20.0
1-Docosene 13.886 5.8 ng 379295 5 14.039 1303760 20.0
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