LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110524\
Data File : BE101477.D

Acqg On : 5 Nov 2024 13:56
Operator : RC/JU

Sample : P4675-05

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 E\Methods\8270-BE102824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BE101477.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 64 rVB 575057 740730 19.67% 4.122%
2 5.320 458 465 489 rBvV 586584 1036603 27.53% 5.768%
3 6.947 733 742 775 rBV 533761 1167077 31.00% 6.494%
4 7.570 841 848 856 rBV 194269 311646  8.28% 1.734%
5 8.774 1045 1053 1076 rBV 384554 704107 18.70%  3.918%

6 10.337 1311 1319 1335 rBV 275966 479406 12.73% 2.668%
7 12.799 1731 1738 1759 rBV 1255112 1930144 51.27% 10.741%
8 14.174 1964 1972 1988 rBV 448723 709294 18.84%  3.947%
9 15.543 2196 2205 2217 rBV 99823 154899 4.11% 0.862%
10 15.684 2221 2229 2251 rBV 1164793 1811161 48.11% 10.079%

11 16.912 2431 2438 2451 rBV 610992 921149 24.47% 5.126%
12 19.509 2874 2880 2894 rBV 2938984 3764831 100.00% 20.950%

13 20.149 2982 2989 3002 rBV 938719 1294441 34.38% 7.203%
14 20.602 3063 3066 3070 rBV 42284 43498 1.16% 0.242%
15 20.649 3071 3074 3084 rBv4 25264 46007 1.22%  0.256%
16 21.025 3135 3138 3141 rBV 45108 50165 1.33% 0.279%
17 21.072 3141 3146 3157 rVV 925986 1243293 33.02% 6.919%
18 21.436 3205 3208 3212 rVB 45749 49304 1.31% 0.274%
19 21.865 3278 3281 3287 rVB 31082 43433 1.15% 0.242%
20 23.363 3528 3536 3545 rBV 731920 1469229 39.03% 8.176%

Sum of corrected areas: 17970417
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110524\
Data File : BE101477.D

Acqg On : 5 Nov 2024 13:56
Operator : RC/JU

Sample : P4675-05

Misc

ALS vial : 7 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: BE101477.D\data.ms
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Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110524\

Library Search Compound Report

Data File : BE101477.D

Acqg On : 5 Nov 2024 13:56
Operator : RC/JU

Sample : P4675-05

Misc

ALS Vvial : 7

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 47.54 ng 740730 1,4-Dichlorobenzene-d4 7.570
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 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 49 (2.875 min): BE101477.D\data.ms (-45) (-) m/z 73.10 100.00%
73.1
5000 K
WA
’ ‘ 2.80 3.00 3.20
ob il 16492287 3240 4020 47435315 ./, 43.19  35.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T TT
2.80 3.00 3.20
‘ m/z 87.05 25.16%
O Jl\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
e A
2.80 3.00 3.20
5000 m/z 55.10 24.52%
0 ‘“H
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- R e
73.0 2.80 3.00 3.20
m/z 41.10 11.84%
5000
0 J\u“""‘w_m_""""_‘wawm‘w_ S A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110524\
Data File : BE101477.D

Acqg On : 5 Nov 2024 13:56
Operator : RC/JU

Sample : P4675-05

Misc

ALS vial : 7 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 3
R.T. EstConc Area Relative to ISTD R.T.
15.543 4.37 ng 154899  Acenaphthene-di10 14.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 50
4 Benzenamine, N-(3-pyridinylmethy... 182 C12H1@N2 029722-97-2 45
5 1,1-Diphenyl-2-phenylthiobut-3-e... 332 C22H200S 097370-20-2 38
Abundance Scan 2205 (15.543 min): BE101477.D\data.ms (-2196) (- m/z 105.00 100.00%
105.0
182.0
5000
N
) 15.50
op ot b b 283:1341.8400.8460.7 548 y/; 77 05 63.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 — ‘
182.0 15.50
m/z 182.00 52.53%
27.0 \
0\\‘\1[‘!\\!‘\\\\f\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56777: Azobenzene
717.0
™
182.0 15.50
5000 m/z 51.05 22.36%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl- —
105.0 15.50
m/z 181.10 8.85%
5000 182.0
28.0
(RS U BN /%4 - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110524\
Data File : BE101477.D

Acqg On : 5 Nov 2024 13:56
Operator : RC/JU

Sample : P4675-05

Misc

ALS vial : 7 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

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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.149 20.82 ng 1294440  Chrysene-di12 21.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 99
2 Palmitoleamide 253 C16H31NO 106010-22-4 80
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 43
Abundance Scan 2989 (20.149 min): BE101477.D\data.ms (-2982) (- m/z 59.05 100.00%
59.0
5000 A\
’ 2000 2050
238.2 : :
o"HkJHWWmepuww“m‘m3ﬂ%9u‘§§ﬁ?‘ﬁ?93w5§4ﬁ m/z 72.05 72.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 e —
20.00 20.50
' m/z 55.10 37.88%
O‘\‘\d\‘\‘ H\\\m\m‘l\“\h\‘\‘l}\s\%g\\\‘2\\8\1\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #139496: Palmitoleamide
59.0
— —
20.00 20.50
5000 m/z 41.10 31.91%
ob M0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23422: Octanamide — =
59.0 20.00 20.50
m/z 43.10 27.35%
5000
[y, 180
o—HuH e e e e e e —— =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110524\
Data File : BE101477.D

Acqg On : 5 Nov 2024 13:56
Operator : RC/JU

Sample : P4675-05

Misc

ALS vial : 7 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 47.5 ng 740730 1 7.570 311646 20.0
Benzophenone 15.543 4.4 ng 154899 3 14.174 709294 20.0
9-Octadecenamid... 20.149 20.8 ng 1294440 5 21.072 1243290 20.0
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