LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061418\

Data File : BG035146.D

Aca On : 14 Jun 2018 20:28 Instrument :

Operator : SJ/JU ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : J3467-11 PR-MW-03-061218

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

5.634 393 399 408 rBvV 402609 639797 12.71% 3.281%
7.214 660 668 680 rBvV 270401 465636 9.25% 2.388%
rBv 755365 1302326 25.87% 6.679%
8.066 807 813 820 rVB 150074 262286 5.21% 1.345%
8.389 859 868 878 rvB 684862 1184200 23.53% 6.074%
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6 9.223 1001 1010 1023 rBV 628003 1127162 22.39%% 5.781%
7 10.868 1281 1290 1300 rBV 206999 377289 7.50% 1.935%
8 13.312 1698 1706 1715 rBV 1815812 2883333 57.29% 14.788%
9 14.687 1933 1940 1948 rBV2 390750 617889 12.28% 3.169%
10 16.173 2185 2193 2211 rBV 1670166 2586600 51.39% 13.266%
11 17.430 2400 2407 2417 rBV 576827 863016 17.15% 4.426%
12 18.311 2553 2557 2565 rBV2 65887 95646 1.90% 0.491%
13 19.580 2769 2773 2780 rBV3 56872 82538 1.64% 0.423%

14 20.038 2843 2851 2858 rBV 3802099 5033247 100.00% 25.815%
15 21.695 3127 3133 3141 rVB 618606 1030606 20.48% 5.286%
16 24.932 3673 3684 3703 rBvV2 312756 945834 18.79% 4._.851%

Sum of corrected areas: 19497405
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061418\

Data File : BG035146.D

Aca On : 14 Jun 2018 20:28

Operator : SJ/JU

ﬁ?ggle i J3467-11 PR-MW-03-061218
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG035146.D
3500000
3000000
2500000
2000000
1500000
1000000

500000 5.63
7.21 8.07 10.87
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035146.D

20.04
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3000000
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16.17
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17.43 21.69
500000 14.69

18.31 19.58
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG035146.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 24.93
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061418\

BG035146.D

14 Jun 2018 20:28

SJ/JU

J3467-11 PR-MW-03-061218
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.60 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.60 99.31 ng 1302330 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 734 (7.602 min): BG035146.D (-725) (-) m/z 132.15 100.00%
13p.2
5000 68.2
381 1p3.2 7.20 7.40 7.60 7.80 8.00
0 W A N - - m/z 68.15  49._04%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 R UL UL L
7.20 7.40 7.60 7.80 8.00
3 m/z 134.15 33.60%
1.0 ‘
0...‘”‘.‘l.‘a“..l“.... I ————————
m/z--> 50 100 150 200 250 300 350
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 31.16%
oL 270 66.0 103.0
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine R m e R ER AR
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.43%
5000
33.0 QIT ‘
m/z--> 50 100 150 200 250 300 350 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061418\

Data File : BG035146.D

Aca On : 14 Jun 2018 20:28

Operator : SJ/JU

ﬁ?ggle i J3467-11 PR-MW-03-061218
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.22 ng 95646 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Nonanoic acid 158 C9H1802 000112-05-0 55
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52

Abundance Scan 2557 (18.311 min): BG035146.D (-2553) (-) m/z 73.15 100.00%

41.1

5000
213.3

157.3
185.2 046 18.00 18.20 18.40 18.60

m/z 60.15 98 .65%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

Napman
11

5000 TT L I TT T
18.00 18.20 18.40 18.60
0
1570 1gs0 2130 256.0 m/z 41.15 65.78%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 18.00 18.20 18.40 18.60
5000 m/z 57.25 61.07%
129.0
96,0 1710 2140
18.0 '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39471: n-Decanoic acid
60.0 18.00 18.20 18.40 18.60
m/z 43.20 59.95%
29.0
5000
129.0
Al ‘\ ‘ I \‘ u“\ 8‘7“.0” Al ! 17\20
Ot e P e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG061418\

BG035146.D

14 Jun 2018 20:28

SJ/JU

J3467-11 PR-MW-03-061218
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown7 .60

7.60 99.3 ng 1302330 1 8.07 262286 20.0

n-Hexadecanoic acid 18.31 2.2 ng 95646 4 17.43 863016 20.0
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