LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137964.D

Acqg On : 20 May 2024 17:37
Operator : CG\JU

Sample : P2518-01

Misc :

ALS Vvial : 18 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-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137964.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 7 14 20 rVB2 47788 106270  3.52% 0.473%
2 2.393 45 52 59 rVB 1280615 1660222 55.02% 7.390%
3 3.669 266 269 286 rBV 27200 50565 1.68% 0.225%
4 5.663 603 608 611 rBV 2499596 2142908 71.02% 9.538%
5 6.651 771 776 779 rBV 2316375 2191540 72.63% 9.755%
6 7.040 838 842 845 rBV 1042689 770759 25.54%  3.431%
7 7.598 932 937 940 rBV 1626677 1404290 46.54% 6.251%
8 7.840 975 978 983 rBV 65402 50295 1.67% 0.224%
9 8.322 1056 1060 1063 rBV 1365360 1054203 34.94% 4.692%
10 8.622 1109 1111 1125 rVB 48916 59706 1.98% 0.266%
11  9.398 1238 1243 1246 rBV 3451225 3017538 100.00% 13.432%
12 9.992 1341 1344 1348 rVB 62422 44559 1.48% 0.198%
13 10.081 1356 1359 1363 rVB 1551268 1253980 41.56% 5.582%
14 10.163 1369 1373 1380 rVB2 52713 69443  2.30% 0.309%
15 10.492 1427 1429 1432 rVB 75507 56147 1.86% 0.250%
16 10.716 1462 1467 1469 rBV 30986 34579 1.15% 0.154%
17 10.875 1490 1494 1497 rBV 2058566 1888453 62.58%  8.406%
18 10.969 1507 1510 1516 rBV 88835 94269 3.12% 0.420%
19 11.416 1583 1586 1589 rBV 67120 56187 1.86% 0.250%
20 11.575 1609 1613 1617 rBV 1556634 1296954 42.98% 5.773%
21 11.845 1656 1659 1666 rVB 63629 49504 1.64% 0.220%
22 12.080 1695 1699 1705 rBV 193148 190756 6.32% 0.849%
23 12.251 1726 1728 1731 rBV 43982 37143 1.23% 0.165%
24 12.869 1829 1833 1839 rBv4 24273 33982 1.13% 0.151%
25 13.163 1878 1883 1886 rBV 3390252 2869314 95.09% 12.772%
26 13.716 1973 1977 1979 rBV 41143 34328 1.14% 0.153%
27 14.080 2035 2039 2046 rBv8 22053 46805 1.55% ©0.208%
28 14.221 2059 2063 2067 rBV 940079 837602 27.76% 3.728%
29 15.086 2206 2210 2214 rVB 94221 91846 3.04% 0.409%

4.

30 15.786 2323 2329 2338 rBV = 712579 971866 32.21%

Sum of corrected areas: 22466013
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 May 2024 17:37
¢ CG\JU
. P2518-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
BF137964.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M
: 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\BF052024\
Data File : BF137964.D

Acqg On : 20 May 2024 17:37
Operator : CG\JU

Sample : P2518-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.393 43.08 ng 1660220 1,4-Dichlorobenzene-d4 7.040

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 52 (2.393 min): BF137964.D\data.ms (-45) (-) m/z 73.10 100.00%
3.1
5000
43.0 87.1
e R e
91 2.20 240 2.60 2.80
Ol 22l L1010 nyz 43.e5  33.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L L L L B B B
43.0 2.20 240 2.60 2.80
' 87.0 m/z 87.10  26.52%
29.0
I I ‘\‘ ‘ J{)go ‘ |
O\\‘\H\‘\H\‘Hf\‘Hf‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘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 R
2.20 240 2.60 2.80
5000 41.0 55.0 m/z 55.10 25.24%
27.0
oy bl 1120 1200,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- e
73.0 2.20 240 2.60 2.80
m/z 71.10 10.86%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q[Q“VH“‘H“_‘%pﬁlq‘_“w“‘w““ L A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137964.D

Acqg On : 20 May 2024 17:37
Operator : CG\JU

Sample : P2518-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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.
12.080 2.94 ng 190756  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1699 (12.080 min): BF137964.D\data.ms (-1695) (- m/z 73.10 100.00%
431 731
5000 129.1
213.2 ‘ ‘
Hl 1 | 15711851 256.1 12.00 |
0 mwH‘;“H““u‘““‘ ”‘W““ u‘:“um Hu“_“m“‘m‘ww‘wml_ m/z 43.10 84.56%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 e :
129.0 12.00
213.0 m/z 60.10 78.40%
‘ H (ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\H““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ]
12.00
5000 129.0 m/z 57.10 72.40%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid T
73.0 12.00
43.0 m/z 55.05 65.83%
5000 129.0
171.0
‘ 214.0
0 ? e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052024\
Data File : BF137964.D

Acqg On : 20 May 2024 17:37
Operator : CG\JU

Sample : P2518-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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... 2.393 43.1 ng 1660220 1 7.040 770759 20.0
n-Hexadecanoic ... 12.080 2.9 ng 190756 4 11.575 1296950 20.0
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