LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103655.D

Aca On : 14 Mar 2018 21:46

Operator : SJ/JU

Sample : J1898-15

Misc :

ALS Vial : 20 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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
1 5.093 509 511 519 rBV 21512 47014 1.21% 0.181%
2 5.487 575 578 614 rBV 521886 1796467 46.40% 6.901%
3 6.510 748 752 769 rBV 323926 1104063 28.52% 4.241%
4 6.628 769 772 805 rVV 2352708 3723292 96.17% 14.302%
5 6.857 808 811 833 rvv 411950 790347 20.42% 3.036%
6 7.010 833 837 862 rVV 2244851 2864521 73.99% 11.003%
7 7.428 904 908 931 rBVY 1515813 2714272 70.11% 10.426%
8 7.575 931 933 938 rVB2 35488 49728 1.28% 0.191%
9 8.139 1026 1029 1054 rBV 522434 1007094 26.01% 3.869%
10 9.210 1207 1211 1228 rBv 3018772 3871385 100.00% 14.871%
11 9.804 1310 1312 1317 rBV 58548 54783 1.42% 0.210%
12 9.898 1324 1328 1345 rBV 808008 996027 25.73% 3.826%
13 10.304 1395 1397 1400 rVB 97259 75836 1.96% 0.291%

14 10.698 1460 1464 1475 rBV 1248504 1916713 49.51% 7.363%
15 10.780 1475 1478 1488 rVB 98626 162529 4._.20% 0.624%

16 10.927 1500 1503 1506 rBV 38133 41244 1.07% 0.158%
17 11.398 1579 1583 1598 rBV 585604 854682 22.08% 3.283%
18 12.980 1847 1852 1864 rBV 2239248 2629896 67.93% 10.102%
19 13.857 1997 2001 2005 rBv4 36942 54921 1.42% 0.211%
20 14.057 2031 2035 2048 rBV 510041 703454 18.17% 2.702%

21 15.568 2287 2292 2307 rBV 299950 574727 14.85% 2.208%

Sum of corrected areas: 26032995
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031418\

BF103655.D

14 Mar 2018 21:46

SJ/JuU

J1898-15

20 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103655.D

Aca On : 14 Mar 2018 21:46

Operator : SJ/JU

Sample : J1898-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 unknown6.63 Concentration Rank 1

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

6.63 94 .22 ng 3723290 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF103655.D (-769) (-) m/z 131.95 100.00%
132
5000 68 A\
40 54 ‘ 75 % s 620 640 6.60 6.80 7.00
Obrrprrrr e b o ...|....,.5.‘?.,..!.,.-:..,.1.1.5.,....,'...,.. m/z 68.00 41.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL AR L A
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 31.76%

31 4 ‘
0 ‘ 1 H 1N 1
R B L IS B L o e e e A e Ea s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.00 28.72%
33 44 o g7 105
78
o 51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00

m/z 69.00 16.24%

5000
104
51 66 77
14 27 37 44> 58 | ' 89 97 | 115
e N | N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103655.D

Aca On : 14 Mar 2018 21:46

Operator : SJ/JU

Sample : J1898-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, 2-ethylhexy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.80 ng 162529 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 78
3 Octadecane 254 C18H38 000593-45-3 78
4 Nonadecane 268 C19H40 000629-92-5 78
5 Heptadecane 240 C17H36 000629-78-7 59
Abundance Scan 1478 (10.780 min): BF103655.D (-1475) (-) m/z 57.00 100.00%
g7
43 71
5000
10.40 10,60 10.80 11.00
o m/z 42.95 66.18%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57
43 71
5000 85 SR SRR SR SO R
10,40 10,60 10.80 11.00
- 113 m/z 71.00 60.91%
0 \‘ il ‘M Il 99 ‘
N LR LI ISR LSS S RIS SRS SRS RS SRR SRR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
10.40 10,60 10.80 11.00
5000 43 n.85 m/z 84.95 38.19%
22 113
o £
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105885: Octadecane R AR S e S
57 10.40 10.60 10.80 11.00
43 71 m/z 41.00 28.41%
5000 85
29 99
N 1}3127141155169183197211225239254
mz-> 20 4I 60 80 100 120 140 160 180 200 220 240 10,40 10,60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031418\
Data File : BF103655.D

Acq On : 14 Mar 2018 21:46

Operator : SJ/JU

Sample - J1898-15

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .63 6.63 94.2 ng 3723290 1 6.86 790347 20.0
Sulfurous acid, 2... 10.78 3.8 ng 162529 4 11.40 854682 20.0
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