LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41322\
Data File : BF127789.D

Acqg On : 13 Apr 2022 17:42
Operator : CG\JU

Sample : N2334-07

Misc :

ALS Vvial : 15 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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127789.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.387 12 17 28 rvB2 25691 41634 1.17% ©0.238%
2 5.181 489 492 497 rVB 74494 78469 2.20% 0.449%
3 5.575 555 559 562 rBV 1670745 1451335 40.75% 8.296%
4 6.569 724 728 734 rBV 998337 869172 24.41%  4.968%
5 6.957 790 794 797 rBV 833831 660789 18.55% 3.777%

6 7.522 884 890 893 rBV 2242808 2131585 59.85% 12.184%
7 8.239 1008 1012 1015 rBV 948164 764328 21.46% 4.369%
8 9.316 1190 1195 1198 rBV 4253732 3561434 100.00% 20.357%
9 9.998 1307 1311 1314 rBV 946871 767783 21.56%  4.389%
10 10.786 1441 1445 1449 rBV 2174511 1852249 52.01% 10.587%

11 11.486 1560 1564 1568 rBV 753040 665145 18.68% 3.802%
12 13.074 1830 1834 1838 rBV 3014151 2850427 80.04% 16.293%

13 13.998 1988 1991 1997 rBV 89469 1357066 3.81% 0.776%
14 14.104 2006 2009 2011 rBV 131708 107930 3.03% 0.617%
15 14.133 2011 2014 2018 rVB 825688 700715 19.68%  4.005%

16 15.657 2267 2273 2279 rBV 656032 856492 24.05%  4.896%

Sum of corrected areas: 17495193
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 13 Apr 2022 17:42
¢ CG\JU
: N2334-07

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041322\
BF127789.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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\BF@41322\
Data File : BF127789.D

Acqg On : 13 Apr 2022 17:42
Operator : CG\JU

Sample : N2334-07

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.181 2.38 ng 78469  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 492 (5.181 min): BF127789.D\data.ms (-489) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 R AAARAEaEa
83.1 4.80 5.00 5.20 5.40 5.60
o) SR 1 Y m/z 59.10  57.72%
m/z--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10  18.88%
0 27\\\ i | 830 1oL.o
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R RRRE s e R
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 16.06%
H ‘ 87.0
IR N
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RaREE s e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.52%
5000 41.0
ol 109
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41322\
Data File : BF127789.D

Acqg On : 13 Apr 2022 17:42
Operator : CG\JU

Sample : N2334-07

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 E-15-Heptadecenal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.998 3.87 ng 135706  Chrysene-di12 14.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 90
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 86
3 1-Octadecanol 270 C18H380 000112-92-5 81
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 81
5 1-Nonadecene 266 C19H38 018435-45-5 81
Abundance Scan 1991 (13.998 min): BF127789.D\data.ms (-1988) (- m/z 55.00 100.00%
55.0
5000 MJ\JLWV
14.00
248.0 2990 341.( :
Oﬁgﬁqu : m/z 43.10 89.13%
miz-> 50 100 150 200 250 300
Abundance #138490: E-15-Heptadecenal
43.0
83.0
5000 T
14.00
m/z 57.00 86.09%
25.0
b LML I ss0 21002520
miz-> 50 100 150 200 250 300
Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester
57.0
97.0 "
14.00
5000 m/z 83.05 84.17%
40.0 196.0
ots0 | | LAk S R SR X
miz--> 50 100 150 200 250 300
Abundance #161351: 1-Octadecanol T
55.0 14.00
97.0 m/z 97.10 74.72%
h WMWMMWWWWPkMNWW%MMM
39.0
o%Q-J?w ATy ee02240 i
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41322\
Data File : BF127789.D

Acqg On : 13 Apr 2022 17:42
Operator : CG\JU

Sample : N2334-07

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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|
2-Pentanone, 4-... 5.181 2.4 ng 78469 1 6.957 660789 20.0
E-15-Heptadecenal 13.998 3.9 ng 135706 5 14.133 700715 20.0
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