LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111615\

Data File : BF082949.D

Aca On : 16 Nov 2015 20:28 Instrument :
Operator : UM/1Z BNA_F

Sample - G4429-05 ClientSampleld :
Misc - 111215-A263-E-D-M
ALS Vial : 10 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-BF110715.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 4.944 248 250 255 rVB 323430 407840 5.77% 0.959%
2 5.390 286 289 291 rBVY 2120373 1843227 26.06% 4.333%
3 6.430 377 380 382 rBVY 1636132 1398771 19.78% 3.288%
4 6.556 388 391 393 rBY 3576078 3299470 46.65% 7.756%
5 6.784 408 411 413 rBV 1380516 1281684 18.12% 3.013%

6.944 422 425 427 rVB 4194665 4418102 62.47% 10.385%
7.344 457 460 463 rBV 2675204 3627221 51.29% 8.526%
8.064 521 523 526 rBV 1314319 1583261 22.39%% 3.722%
6195670 6136761 86.77% 14.425%
9.539 651 652 657 rVB 84645 106410 1.50% 0.250%
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11 9.767 670 672 674 rVB 111961 89158 1.26% 0.210%
12 9.825 674 677 679 rBV 2201067 2045146 28.92% 4._.807%
13 10.270 712 716 717 rBV 146646 165320 2.34% 0.389%
14 10.488 732 735 738 rBV 50141 85744 1.21% 0.202%
15 10.613 743 746 748 rBV 2795622 2909259 41.14% 6.839%

16 10.739 755 757 761 rVB 174942 183113 2.59% 0.430%

17 11.185 792 796 798 rBV 73501 85065 1.20% 0.200%
18 11.299 804 806 809 rvB 1816080 1937977 27.40% 4 _555%
19 12.351 895 898 900 rBV 86365 89633 1.27% 0.211%
20 12.693 924 928 929 rBV 75786 72918 1.03% 0.171%

21 12.899 943 946 948 rBV 6144250 7072311 100.00% 16.624%
22 13.802 1022 1025 1031 rBV2 57651 85656 1.21% 0.201%
23 13.939 1034 1037 1039 rBV 1766323 2000867 28.29% 4_.703%
24 15.345 1157 1160 1163 rBV 1327483 1617163 22.87% 3.801%

Sum of corrected areas: 42542077
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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\BF111615\

- BF082949.D

- 16 Nov 2015 20:28

- UM/1Z

- G4429-05

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000
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6000000
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2000000

1000000
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TIC: BF082949.D
9{15

10.61

11.30

9.54 9.17 10.270 491074 111 12.35 12.69

13.94

13.8

Time-->

13.50

11.00 11.50 12.00 12.50 13.00

9.00 9.50

10.00 10.50

14.00 14.50
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5000000

4000000

3000000

2000000
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TIC: BF082949.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082949.D

Aca On : 16 Nov 2015 20:28

Operator : UM/I1Z

Sample : G4429-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6.36 ng 407840 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 250 (4.944 min): BF082949.D (-248) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 IBESSEBE SUERE SR A
| 831 460 4.80 5.00 5.20
Ot el e e e e m/z 59.10 64.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL L UL
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 22 .26%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 15.64%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L B B LN
43.0 460 4.80 5.00 5.20
m/z 41.10 8.61%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””I”mw”””J”I”LI”'W”'Wﬁqg”'d”'W”'W”'W”'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082949.D

Aca On : 16 Nov 2015 20:28

Operator : UM/I1Z

Sample : G4429-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.56 Concentration Rank 2

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

6.56 51.49 ng 3299470 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 391 (6.556 min): BF082949.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 541 %1 J 550 ou0 650 680
ol MAPUANSN.-28 S AT 21 R S — m/z 68.10 47.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS A AR
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.67%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T o b0 op
5000 9go 1160 m/z 66.10 29.11%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.99%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“|||=||‘|‘||l‘|l“| T - R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111615\
Data File : BF082949.D

Acq On : 16 Nov 2015 20:28

Operator : UM/1Z

Sample - G4429-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : 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 6.4 ng 407840 1 6.78 1281680 20.0
unknown6 .56 6.56 51.5 ng 3299470 1 6.78 1281680 20.0
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