LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141842.D

Acqg On : 05 Mar 2025 14:23
Operator : RC/JU

Sample : Q1488-05

Misc :

ALS vial : 9 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: BF141842.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 26 rVB 997941 1608503 36.45% 4.938%
2 5.110 503 513 521 rVB2 26998 54959 1.25% 0.169%
3 5.498 573 579 584 rBV 2969812 3884369 88.03% 11.926%
4 6.498 743 749 763 rBV 2871789 3961732 89.78% 12.163%
5 6.886 809 815 820 rBV 965760 1192292 27.02% 3.661%

6 7.439 903 909 915 rBV 1912680 2498340 56.62%

7 7.692 948 952 963 rVB 68017 88362 2.00%

8 8.163 1027 1032 1050 rBV 1229529 1535441 34.80%

9 9.239 1209 1215 1220 rBV 3492974 4412466 100.00% 1
9.916 1325 1330 1335 rBV 1307569 1618597 36.68%

P wWhoNV
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=
i
R

11 10.627 1446 1451 1458 rVB 267259 325279  7.37%
12 10.704 1458 1464 1478 rBV 1908285 2462027 55.80%
13 11.404 1578 1583 1591 rBV 1166991 1578264 35.77%
14 11.921 1664 1671 1683 rBv2 199353 343031 7.77%
15 12.610 1784 1788 1794 rBV 123512 164463 3.73%

Or AN
0
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o)
R

16 12.839 1821 1827 1833 rVB 109792 157769  3.58%
17 12.986 1846 1852 1857 rBV 2679728 3370918 76.40% 1
18 13.880 2000 2004 2022 rVB 116441 225008 5.10%
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I

19 14.033 2024 2030 2044 rVV 912900 1362213 30.87% 182%
20 15.080 2203 2208 2217 rVB 61865 140485 3.18% 431%
21 15.380 2256 2259 2265 rVB 31810 46883 1.06% ©.144%
22 15.445 2266 2270 2274 rVWV 47890 75281 1.71% 0.231%

23 15.509 2275 2281 2294 rVB 910258 1464418 33.19% 4.496%

Sum of corrected areas: 32571100
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\

BF141842.D
: 05 Mar 2025 14:23
: RC/JU
: Q1488-05
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

Abundance
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2500000
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1500000
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Time-->
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TIC: BF141842.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30525\
Data File : BF141842.D

Acqg On : 05 Mar 2025 14:23

Operator : RC/JU

Sample : Q1488-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.163 26.98 ng 1608500 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 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 12 (2.163 min): BF141842.D\data.ms (-5) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
‘ 91 2.202.302.402.502.60
Okt 22 L m/z 43.e5  38.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T[T T T [TTTr 771
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10 27.27%
29.
30\‘\“ %90 ‘\
OH\‘HH‘HH‘HH‘HH‘H\‘\“HH’HH‘HH‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 o Ha s A TS
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.43%
27.0
O grreredre oo b 1220, 1290,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- R RmA A R
30.0 2.202.302.402.502.60
m/z 41.05 12.64%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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 : BF141842.D

Acqg On : 05 Mar 2025 14:23
Operator : RC/JU

Sample : Q1488-05

Misc

ALS vial : 9 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 4.02 ng 325279  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 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
5 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 47
Abundance Scan 1451 (10.627 min): BF141842.D\data.ms (-1446) (- m/z 105.00 100.00%
105.0
77.1
182.1
5000
51.0 — —
10.50 11.00
152.1
Ol el 2280 R m/z 77.10 65.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— ot
10.50 11.00
51.0 m/z 182.10  52.66%
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 25.75%
51.0
0 270 ul | 1520
R  ma
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- — A
105.0 10.50 11.00
m/z 181.10 8.86%
77.0
5000
51.0
0 27'0 L \‘ Inl Lyl ‘ ‘ 125'0 154'0 /\
R B e ey
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 : BF141842.D

Acqg On : 05 Mar 2025 14:23
Operator : RC/JU

Sample : Q1488-05

Misc

ALS vial : 9 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.
11.921 4.35 ng 343031 Phenanthrene-d10 11.404
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 35
Abundance Scan 1671 (11.921 min): BF141842.D\data.ms (-1664) (-} ' m/z 73.10 100.00%
43.0 731
5000
—=
12.00
N m/z 43.05 88.80%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
12.00
167.01g5 02130  256.0 m/z 60.00  88.32%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—=
43.0 12.00
5000 129.0 m/Z 57.10 75.43%
171.0
|
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 55.05 72.06%
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 : BF141842.D

Acqg On : 05 Mar 2025 14:23
Operator : RC/JU

Sample : Q1488-05

Misc

ALS vial : 9 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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.880 3.30 ng 225008 Chrysene-di2 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 2004 (13.880 min): BF141842.D\data.ms (-2000) (- m/z 57.05 100.00%
57.0
w0 JLL
230.1
— ——
‘ 1 ‘ 300.1 13.50 14.00
(e ““‘““"“““‘HHM“ b e e m/z 43.10 87.95%
miz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 — ——
11.0 13.50 14.00
m/z 55.05 85.77%
169.0
O \“‘\“‘ ‘ ‘ll“ ‘h “\\!\‘T\2\3?‘0\2\8\3\‘0\\\\‘\\\\‘\4\:3\4\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
— ——
13.50 14.00
m/z 83.05 77.39%
5000 110 /
0 ‘M W‘M 4‘\ " 1680 2380 2950
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #248981: 1-Heneicosyl formate — ——
57.0 13.50 14.00
m/z 97.05 73.80%
5000 11.0
o ‘ ’ | | ‘\ |167.0 2220 29003490
“\“‘w A e e e P e
m/z--> 50 100 150 200 250 300 350 400 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 : BF141842.D

Acqg On : 05 Mar 2025 14:23
Operator : RC/JU

Sample : Q1488-05

Misc

ALS vial : 9 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 27.0 ng 1608500 1 6.886 1192290 20.0
Benzophenone 10.627 4.0 ng 325279 3 9.916 1618600 20.0
n-Hexadecanoic ... 11.921 4.3 ng 343031 4 11.404 1578260 20.0
Heptadecyl hept... 13.880 3.3 ng 225008 5 14.039 1362210 20.0
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