LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060922\
Data File : BF128750.D

Acqg On : 09 Jun 2022 16:50
Operator : CG\JU

Sample : N3270-17

Misc :

ALS vial : 9 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128750.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.040 464 468 477 rVB 69643 91623 2.96% 0.511%
2 5.463 536 540 548 rBv 2557138 2414494 77.89% 13.464%
3 6.475 708 712 723 rBV 2774291 2486159 80.20% 13.863%
4 6.551 723 725 733 rVB 52006 40028 1.29% ©0.223%
5 6.810 765 769 772 rBV 635556 492244 15.88% 2.745%

6 7.381 860 866 869 rBV 1755117 1711194 55.20%  9.542%
7 8.093 983 987 0991 rBV 771402 644866 20.80%  3.596%
8 9.175 1165 1171 1174 rBV 3566290 3099839 100.00% 17.285%
9 9.851 1282 1286 1289 rBV 936729 735463 23.73% 4.101%
10 10.645 1416 1421 1424 rBV 2054056 1847135 59.59% 10.300%

11 11.339 1535 1539 1542 rBV 930634 723912 23.35% 4.037%

12 11.869 1626 1629 1641 rBV2 40001 56944  1.84% 0.318%
13 12.928 1805 1809 1812 rBV 2597410 2451238 79.08% 13.669%
14 13.863 1964 1968 1981 rBV5 38427 92491 2.98% ©.516%

15 13.980 1984 1988 1992 rBV 531449 454223 14.65%  2.533%
16 14.074 1999 2004 2012 rBV 114759 132437 4.27% 0.738%
17 15.445 2232 2237 2245 rVB 378354 459010 14.81% 2.560%

Sum of corrected areas: 17933300
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

: 09 Jun 2022 16:50
¢ CG\JU
¢ N3270-17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060922\
BF128750.D

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060922\
Data File : BF128750.D

Acqg On : 09 Jun 2022 16:50
Operator : CG\JU

Sample : N3270-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.040 3.72 ng 91623 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Acetamide, N-(aminocarbonyl)- 102 C3H6EN202 000591-07-1 9
Abundance Scan 468 (5.040 min): BF128750.D\data.ms (-464) (-) m/z 43.10 100.00%
43.1
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0“w“u‘u“_“Mhm“uw‘_‘u"H“M‘w“w“u‘_ m/z 59.05 55.06%
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060922\

. BF128750.D

. 09

Jun 2022 16:50

¢ CG\JU
¢ N3270-17

: 9

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 2 1-Octadecanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.863  4.07ng 02491 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-0ctadecanol 270 C18H380 060112-92-5 96
2 17-Pentatriacontene 491 C35H70 006971-40-0 87

3 3-Chloropropionic acid, heptadec... 346 C20H39C102
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302

1000283-05-1 86
959010-23-2 74

5 3-Eicosene, (E)- 280 C20H40 074685-33-9 72
Abundance Scan 1968 (13.863 min): BF128750.D\data.ms (-1964) (- m/z 55.10 100.00%
5I:
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P e
o“‘M‘JuWMJW ‘MH“JH“AM,“H“‘H“‘H,“H‘ m/z 57.10 91.79%
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Abundance  #255608: 3-Chloropropionic acid, heptadecyl ester P —
57.0 13.50 14.00
m/z 69.10 81.24%
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oML, 200290 el S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060922\
Data File : BF128750.D

Acqg On : 09 Jun 2022 16:50
Operator : CG\JU

Sample : N3270-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.075 5.83 ng 132437  Chrysene-di2 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 38
5 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 35
Abundance Scan 2004 (14.074 min): BF128750.D\data.ms (-1999) (- m/z 277.05 100.00%
277.1
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o390 L mst b U L wjz 27810 30.81%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060922\
Data File : BF128750.D

Acqg On : @9 Jun 2022 16:50
Operator : CG\JU

Sample : N3270-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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-... 5.040 3.7 ng 91623 1 6.810 492244 20.0
1-Octadecanol 13.863 4.1 ng 92491 5 13.980 454223 20.0
Triphenylphosph... 14.075 5.8 ng 132437 5 13.980 454223 20.0
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