LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101439.D

Acqg On : 31 Oct 2024 18:49
Operator : RC/JU

Sample : P4594-01

Misc :

ALS Vvial : 16 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 E\Methods\8270-BE102824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BE101439.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.875 45 49 65 rvB 842191 1076676 14.91% 2.742%
2 5.325 459 466 486 rBV 1415112 2484610 34.41% 6.327%
3 6.953 736 743 772 rBV 1272617 2715917 37.61% 6.916%
4 7.576 841 849 859 rvB 511753 820150 11.36% 2.089%
5 8.786 1046 1055 1072 rBV 1011048 1744934 24.17% 4.444%
6 10.343 1312 1320 1335 rBV 798814 1375727 19.05% 3.503%
7 12.805 1731 1739 1746 rBV 2851138 4309124 59.68% 10.973%
8 12.870 1746 1750 1761 rVB 48223 84890 1.18% 0.216%
9 13.951 1929 1934 1939 rVB 70799 90375 1.25% 0.230%
10 14.186 1967 1974 1981 rBV 1408450 2078861 28.79% 5.294%

11 14.897 2091 2095 2100 rVB 93040 115902 1.61% ©.295%
12 15.555 2202 2207 2218 rVB 211551 292341 4.05% 0.744%
13 15.690 2224 2230 2237 rBV 2895407 4311080 59.71% 10.978%
14 15.749 2237 2240 2249 rVB 120555 203880 2.82% ©.519%
15 16.530 2369 2373 2377 rBV 92712 114159 1.58% ©.291%

16 16.924 2434 2440 2449 rBV 1818846 2631255 36.44% 6.701%
17 17.035 2455 2459 2465 rVB3 67005 86679  1.20% 0.221%
18 17.253 2492 2496 2500 rBV 93498 111260 1.54% ©.283%
19 17.928 2608 2611 2615 rBV 76928 91213 1.26% 0.232%
20 18.851 2765 2768 2775 rBV2 98735 131808 1.83% ©.336%
21 19.092 2806 2809 2813 rVB 291677 334368 4.63% ©0.851%

22 19.515 2876 2881 2891 rBV 5556225 7220378 100.00% 18.387%

23 20.126 2982 2985 2988 rVB 240276 233821  3.24% ©.595%
24 21.084 3144 3148 3157 rBV 2442994 3057371 42.34% 7.786%
25 23.381 3533 3539 3547 rVB 1823174 3552395 49.20% 9.046%

Sum of corrected areas: 39269174
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101439.D

Acqg On : 31 Oct 2024 18:49
Operator : RC/JU

Sample : P4594-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BE101439.D\data.ms
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6000000 19.515

5000000

4000000

3000000 12.805 15.690

2000000 16.924
14.186
20.12€

1000000 19.092

18.851

12870 13951 14897 15. 16530 17.095253  17.928
O e T e e e S T e T T T T T

Time--> 11.50 12.00 12.50 13.00 1350 1400 14.50 1500 15.50 16.00 1650 17.00 17.50 1800 18.50 1900 19.50 20.00

Abundance TIC: BE101439.D\data.ms
6000000

5000000
4000000 21.084

23.381
3000000

2000000

1000000

0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BE102824.M Mon Nov 04 12:19:12 2024 Page: 2



Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\

Library Search Compound Report

Data File : BE101439.D

Acqg On : 31 Oct 2024 18:49
Operator : RC/JU

Sample : P4594-01

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.875 26.26 ng 1076680 1,4-Dichlorobenzene-d4 7.576
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance  Scan 49 (2.875 min): BE101439.D\data.ms (-45) (-) m/z 73.10 100.00%
3.1
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o EEam
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Abundance #15764: 2,2,4-Trimethyl-3-pentanol
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101439.D

Acqg On : 31 Oct 2024 18:49
Operator : RC/JU

Sample : P4594-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.555 2.81 ng 292341  Acenaphthene-di10 14.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H1ON2 000103-33-3 72
3 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 50
4 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 33
5 2,3-Dihydro-1-oxo-1H-phenalene 182 C13H1e0 000518-85-4 27
Abundance Scan 2207 (15.555 min): BE101439.D\data.ms (-2202) (| m/z 105.00 100.00%
105.0
182.0
5000
\
39 1550
ofroetd o L 2760 356.04164 9003 - p/; 77.05  63.24%
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Abundance #56777: Azobenzene
717.0
T
182.0 15,50
5000 m/z 51.05 21.93%
o"H“w"”‘““HJ‘,"H_‘H_m_m,w_ww_
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Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0 1550
181.00 8.81%
5000 182.0
28.0
(RS A U BN 1/
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101439.D

Acqg On : 31 Oct 2024 18:49
Operator : RC/JU

Sample : P4594-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.092 2.19 ng 334368 Chrysene-d12 21.084
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 92
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 91
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 64
4 N-Pentylacetamide 129 C7H15NO 002524-60-9 9
5 2-Propen-1-amine 57 C3H7N 000107-11-9 9

Abundance Scan 2809 (19.092 min): BE101439.D\data.ms (-2806) (- m/z 56.10 100.00%
56.1
1291 T \
HH 9 ‘ 319.1 4 19.00
om‘H“‘Mww?‘H"‘H‘_H‘_“9?“3‘”““7“?‘3}5‘3?““ m/z 57.10  58.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000 — :
19.00
43.10 43.46%
H 129.0 257.0 e
0\‘fl‘\’u‘lm\m%\ﬂi\L\‘\\\9\?\\\\‘J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
T \
19.00
5000 m/z 41.10 39.92%
\\ 257.0
olkd, J«'\uﬂm‘ L —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester ——
56.0 19.00
m/z 257.15 39.91%
5000
257.0
AR T 1 _J
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101439.D

Acqg On : 31 Oct 2024 18:49
Operator : RC/JU

Sample : P4594-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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... 2.875 26.3 ng 1076680 1 7.576 820150 20.0
Benzophenone 15.555 2.8 ng 292341 3 14.186 2078860 20.0
Hexadecanoic ac... 19.092 2.2 ng 334368 5 21.084 3057370 20.0
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