LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137738.D

Acg On : 26 Apr 2024 16:49
Operator : CG\JU

Sample : P2266-02

Misc :

ALS Vial : 11  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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method . Z:\svoasrv\HPCHEM1\BNA F\Methods\8270-BF042324 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF137738.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 2.216 16 22 28 rvB2 106702 211312  2.93% 0.532%
2 2.428 52 58 66 rVB 1105697 1437413 19.92% 3.618%
3 5.298 540 546 554 rBVY 146551 149419 2.07% 0.376%
4 5.681 606 611 614 rBV 3651488 3213220 44.53% 8.087%
5 6.663 773 778 781 rBV 2660987 2179917 30.21% 5.486%
6 7.057 842 845 849 rVB 1713870 1424372 19.74%  3.585%
7 7.622 935 941 944 rBV 3998495 3663387 50.77%  9.220%
8 8.345 1060 1064 1067 rBV 2276119 1880654 26.06% 4.733%
9 9.416 1242 1246 1250 rBV 7288349 6954020 96.38% 17.502%
10 10.104 1359 1363 1366 rVB 2669516 2059226 28.54% 5.183%

11 10.898 1493 1498 1501 rBV 4418830 4182067 57.96% 10.
12 11.598 1613 1617 1621 rBV 2470600 2012190 27.89%% 5
13 11.974 1677 1681 1684 rBV 128259 94595 1.31% 0.238%
14 12.104 1699 1703 1709 rBV 150338 145710 2.02% O
15 12.816 1820 1824 1833 rBV 108556 111311 1.54% O

16 12.892 1833 1837 1851 rVW 227034 241088 3.34% O

17 13.186 1883 1887 1891 rBV 7395550 7215438 100.00% 18.160%
3
3

18 14.245 2063 2067 2071 rBV 1335813 1220446 16.91%
19 15.821 2329 2335 2344 rBV 1002126 1337081 18.53%

Sum of corrected areas: 39732866
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Data Path

Data File :

Acq On
Operator
Sample
Misc
ALS Vial

LSC Report - Integrated Chromatogram

> Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042624\
BF137738.D

1 26 Apr 2024 16:49

: CG\JU

1 P2266-02

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137738.D

Acq On I 26 Apr 2024 16:49
Operator : CG\JU

Sample 1 P2266-02

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.428 20.18 ng 1437410 1,4-Dichlorobenzene-d4 7.057

Hit# of 5 Tentative ID MW MolForm CAS# 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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 58 (2.428 min): BF137738.D\data.ms (-52) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1
e
‘ ‘ 2.20 2.40 2.60 2.80
Ob e e L1010 s 43 05 37, 00k
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL S L L
43.0 2.20 2.40 2.60 2.80
550 87.0 m/z 55.10 27.11%
29.0 ‘
O\\‘\\\\‘\\\”“\\\\"‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R B T
40 o5, 87.0 2.20 2.40 2.60 2.80
5000 ' m/z 87.10 26.26%
29.0
wo |
L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl-  maE e R
73.0 2.20 2.40 2.60 2.80
m/z 41.05 12.97%
5000 43.0
58.0
29.0 ‘ 87.0
) NSNS B NS 1 AN NS SN i W U
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137738.D

Acq On I 26 Apr 2024 16:49
Operator : CG\JU

Sample 1 P2266-02

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.298 2.10 ng 149419  1,4-Dichlorobenzene-d4 7.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 12
Abundance Scan 546 (5.298 min): BF137738.D\data.ms (-540) (-) m/z 43.05 100.00%
59.1
5000
10L1 L L B I B R
83.0 5.00 5.20 5.40 5.60
0l e m/z 59.10 53.88%
miz-> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA B L I B L
5.00 5.20 5.40 5.60
59.0 m/z 101.10  18.30%
o 2O e 0
\\\\‘\\\\‘1\\{‘\f\\[‘\\f\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR RRRE
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.10 17.02%
0 \H \‘ \‘ if ‘ 12§0 142.0
e
miz--> 20 40 60 80 100 120 140
Abundance #4528 2,3-Butanedione, monooxime B R R R ARE
43.0 5.00 5.20 5.40 5.60
m/z 41.10 7.32%
5000
101.0
o130 600 840
e T T T T B T T
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137738.D

Acq On I 26 Apr 2024 16:49
Operator : CG\JU

Sample 1 P2266-02

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.892 2.40 ng 241088  Phenanthrene-d10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Decanoic acid 172 C10H2002 000334-48-5 93
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 1837 (12.892 min): BF137738.D\data.ms (-1833) (- m/z 43.05 100.00%
43.0 73.0

5000 129.1

B

185.2 241.2

R
284.: 12.50 13.00

O it m/z 73.05 93.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.C — =
185.0 241.0 12.50 13.00
m/z 57.05 81.40%
O ’ !”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
/\‘ T T T ‘ T
43.0 129.0 256.0 12.50 13.00
5000 m/z 59.95 77.01%
213.0
H 1710
0 ‘WIM 'y L ad |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46966: n-Decanoic acid — ]
73.0 12.50 13.00
m/z 55.05 76.29%
129.0
5000
43.0
obrerrrlldl gl L S o
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137738.D

Acg On : 26 Apr 2024 16:49
Operator : CG\JU

Sample : P2266-02

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1I\BNA_F\Methods\8270-BF042324 .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... 2.428 20.2 ng 1437410 1  7.057 1424370 20.0
2-Pentanone, 4-... 5.298 2.1 ng 149419 1 7.057 1424370 20.0
Octadecanoic acid 12.892 2.4 ng 241088 4 11.598 2012190 20.0
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