LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082417.D

Aca On : 21 Oct 2015 21:25

Operator : UM/I1Z

Sample : 6G4117-15

Misc :

ALS Vial : 19 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-BF101015.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 4.937 242 245 258 rBV 872296 1306726 49.12% 5.552%
2 5.360 280 282 285 rBVY 1535255 2142705 80.54% 9.103%
3 6.412 372 374 377 rBVY 2051161 2160126 81.20% 9.177%
4 6.537 383 385 387 rBY 2570310 2404660 90.39% 10.216%
5 6.766 403 405 410 rBV 659094 616246 23.16% 2.618%

6 6.926 416 419 421 rBV 1563768 1618425 60.83% 6.876%
7 7.337 453 455 458 rBV 1246945 1302949 48.98% 5.536%
8 8.057 516 518 520 rBV 920014 810513 30.47% 3.444%
9 9.132 610 612 615 rBV 1875432 2489062 93.56% 10.575%
10 9.532 645 647 650 rBvV 511813 503141 18.91% 2.138%
11 9.818 669 672 674 rBvY 686123 965470 36.29% 4.102%
12 10.241 708 709 711 rVB 45837 39248 1.48% 0.167%
13 10.606 738 741 743 rBV 1471261 1547881 58.18% 6.576%
14 10.721 749 751 757 rVB 53045 81328 3.06% 0.346%
15 11.166 787 790 791 rBV 60678 54756 2.06% 0.233%
16 11.303 799 802 804 rBvV 761751 968132 36.39% 4.113%
17 11.589 825 827 833 rVvB 35668 33513 1.26% 0.142%
18 11.829 846 848 852 rBV 69580 76216 2.86% 0.324%

19 12.892 938 941 943 rBV 2735166 2660390 100.00% 11.303%
20 13.807 1018 1021 1031 rBV 74313 133565 5.02% 0.567%

21 13.967 1032 1035 1038 rBV 872775 890823 33.48% 3.785%
22 14.881 1112 1115 1118 rVB 49584 52095 1.96% 0.221%
23 15.464 1163 1166 1171 rBV 531011 679250 25.53% 2.886%

Sum of corrected areas: 23537220
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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\BF102115\

BF082417.D

21 Oct 2015 21:25

umsiz

G4117-15

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082417.D

Aca On : 21 Oct 2015 21:25

Operator : UM/I1Z

Sample : 6G4117-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 42_.41 ng 1306730 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 245 (4.937 min): BF082417.D (-242) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 e
460 4.80 5.00 5.20
...,....,....,....',':...,..!.|,...6?,0....,8.3.1..,...:,|....,. m/z 59.10 63.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
000 590 Wk 4k sho s
m/z 101.10 20.43%
830 e300
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 16.47%

20.0 101.0
15.0 73.0 83.0
L BN e ey e B R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

460 4.80 5.00 5.20
m/z 41.10 8.91%

5000
41.0
29.0 101.0
L1 ‘ \‘ L 50.0 1y 73.0 86.0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082417.D

Aca On : 21 Oct 2015 21:25

Operator : UM/I1Z

Sample : 6G4117-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2 unknown6.54 Concentration Rank 1

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

6.54 78.04 ng 2404660 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 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 385 (6.537 min): BF082417.D (-383) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 sa1 || g% 5o om0 oho ko
Obrr e et i 82,0 L 07 m/z 68.10 40.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SRR SRS SR
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.10 33.14%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 680
5000 67.0 m/z 66.10 26.53%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole B e R ]
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.19%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082417.D

Aca On : 21 Oct 2015 21:25

Operator : UM/I1Z

Sample : 6G4117-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.00 ng 133565 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 9-Eicosene. (BE)- 280 C20H40 074685-29-3 90
4 11-Tricosene 322 C23H46 052078-56-5 86
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 81
Abundance _ Scan 1021 (13.807 min): BF082417.D (-1018) (-) m/z 57.10 100.00%
511 g3
5000 111.1
‘ 139.1 13.40 13.60 13.80 14.00 14.20
e e : m/z 55.10 82.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106400: 3-Eicosene, (E)-
57.0
5000 LRI SRR SN LR B
2.0 111.0 13.40 13.60 13.80 14.00 14.20
: m/z 83.10 81.74%
| 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55,0
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 74.28%
29.0
125.0
153.0 181.0 308.0

WWTWWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106399: 9-Eicosene, (E)- T
5%.0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 68.83%

:

5000
111.0

139.0 168.0 196.0 223.0 252.0 280.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102115\
Data File : BF082417.D

Acq On : 21 Oct 2015 21:25

Operator : UM/1Z

Sample : G4117-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.94 42 .4 ng 1306730 1 6.77 616246 20.0
unknown6 .54 6.54 78.0 ng 2404660 1 6.77 616246 20.0
3-Eicosene, (E)- 13.81 3.0 ng 133565 5 13.97 890823 20.0
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