LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120624\
Data File : BF140765.D

Acqg On : 06 Dec 2024 14:40
Operator : RC/JU

Sample : P5093-01

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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140765.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 7 21 rVB 2003575 3092940 100.00% 20.647%
2 5.093 505 510 520 rVB 44101 66771 2.16% 0.446%
3 5.504 574 580 605 rBV 836782 1191502 38.52% 7.954%
4 6.510 746 751 776 rVB 576022 846304 27.36% 5.649%
5 6.869 807 812 821 rBV 302538 372616 12.05% 2.487%

6 7.434 902 908 919 rBV 959307 1270046 41.06% 8.478%
7 8.151 1024 1030 1042 rBV 345461 481356 15.56%  3.213%
8 9.222 1206 1212 1230 rBV 1987860 2519713 81.47% 16.820%
9 9.904 1323 1328 1345 rBV 431307 555649 17.97%  3.709%
10 10.616 1445 1449 1458 rVB 60821 80007 2.59% ©0.534%

11 10.698 1458 1463 1475 rBV 1005049 1358490 43.92% 9.069%
12 11.398 1577 1582 1601 rVB 402898 538397 17.41%  3.594%
13 12.980 1846 1851 1862 rBV 1337439 1739233 56.23% 11.610%
14 14.051 2029 2033 2046 rVV 256944 368412 11.91%  2.459%
15 14.898 2174 2177 2187 rVB2 29988 48979 1.58% ©.327%

16 15.563 2284 2290 2307 rVB 228926 449787 14.54%  3.003%

Sum of corrected areas: 14980202
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Dec 2024 14:40
: RC/JU
: P5093-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120624\
BF140765.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M

Quant Title

TIC Library

: 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\BF120624\
Data File : BF140765.D

Acqg On : 06 Dec 2024 14:40
Operator : RC/JU

Sample : P5093-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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.
2.134 166.01 ng 3092940 1,4-Dichlorobenzene-d4 6.869

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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 7 (2.134 min): BF140765.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
87.1
AR RRRRREE
01 2.202.302.402.50
Oyl 22 1011 w/z 43.10 35.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L L I L B B R B
55.0 2.202.302.402.50
41, 87.0 m/z 87.18  27.32%
27.0 ‘
0 H’\Hm“hu“‘l\‘\\‘\‘H‘\“\H\H\lu‘uu‘uu‘\.\H“H\‘HH‘HH
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 LN EEEESEEEES
2.202.302.402.50
5000 41.0 550 m/z 55.10 25.59%
27.0
0 H\ ‘m | ‘\‘ I 112.0 129.0
A L T o M RBARN SO
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- AR R RRRERREE
73.0 2.202.302.402.50
m/z 41.10 11.83%
5000 43.0
58.0
29.0 ‘ 87‘-0
O prrlrre el e e NS ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120624\
Data File : BF140765.D

Acqg On : 06 Dec 2024 14:40
Operator : RC/JU

Sample : P5093-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.093 3.58 ng 66771 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 510 (5.093 min): BF140765.D\data.ms (-505) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 \\\‘\\\\‘\\\\‘\\\\’\\\\
| | ‘ 83.0 4.80 5.00 5.20 5.40 ;
o+ttt e m/z 59.10 65.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B L I L LA BN
4.80 5.00 5.20 5.40
101.0 m/z 101.10  24.33%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexano
59.0
e R
4.80 5.00 5.20 5.40
5000 310 43.0 73.0 m/z 58.10 15.20%
bl b Wm0 sot
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime A RamE e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.57%
5000
101.0
ol 120 310 | °80 700 86,0
R AL SR A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120624\
Data File : BF140765.D

Acqg On : 06 Dec 2024 14:40
Operator : RC/JU

Sample : P5093-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 3
R.T. EstConc Area Relative to ISTD R.T.
10.616 2.88 ng 80007  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
3 Benzoylformic acid 150 C8H603 000611-73-4 47
4 Ethanone, 2-hydroxy-1-phenyl- 136 C8H802 000582-24-1 47
5 N-cyanobenzamide 146 C8H6N20 015150-25-1 47
Abundance Scan 1449 (10.616 min): BF140765.D\data.ms (-1445) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1 — A
10.50 11.00
152.0
Ob el b 2280 25 m/z 77.10 68.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0 A
5000 —t A
10.50 11.00
510 m/z 182.10  52.17%
0 27.0 I 126.0 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 51.10 23.19%
51.0
JL2r0 | 152.0
TR L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid Tk A ‘A‘
105.0 10.50 11.00
77.0 m/z 181.10  8.26%
5000
51.0
0 270 dy ‘ 1yl ‘ 150.0
e —— ——
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 06

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120624\
BF140765.D

Dec 2024 14:40

: RC/JU
: P5093-01

7

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 4 Supraene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.898 2.18 ng 48979  Perylene-d12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual

upraene 410 C30H50 007683-64-9 80
»7,11-Trimethyl-dodeca-2,6,10-t... 236 C15H2402 007548-13-2 72
»5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 72
»8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 59
arnesol (E), methyl ether 236 C16H280 1000352-67-3 59

VA WNER
MmMPhARWWL

Abundance Scan 2177 (14.898 min): BF140765.D\data.ms (-2174) (- m/z 69.10 100.00%
69.1
5000 \/JJ\A/\
136.1 50 15.00
‘ ‘- 203.1 2811 14.50 15.00
ol b b SRS B8EL /2 81.1e 53.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — e
14.50 15.00
m/z 41.05 27.63%
137.0
0279 L Ll iy |, 1910 273.0 341.0 410.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #118665: 3,7,11-Trimethyl-dodeca-2,6,10-trienoic acid
69.0
— ——
14.50 15.00
5000 m/z 68.18  12.15%
121.0
27. || ‘ ¥ 193.0236.0
0 s
m/z--> 50 100 150 200 250 300 350 400 AV\
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- ri ——
69.0 14.50 15.00
m/z 95.10 11.29%
5000
27. ‘ 123.0
o e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120624\
Data File : BF140765.D

Acqg On : 06 Dec 2024 14:40
Operator : RC/JU

Sample : P5093-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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... 2.134 166.0 ng 3092940 1 6.869 372616 20.0
2-Pentanone, 4-... 5.093 3.6 ng 66771 1 6.869 372616 20.0
Benzophenone 10.616 2.9 ng 80007 3  9.904 555649 20.0
Supraene 14.898 2.2 ng 48979 6 15.563 449787 20.0

8270-BF112124 .M Sat Dec 07 01:53:37 2024 Pag 7



