LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079947.D

Acq On : 12 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83999BL

Misc :

ALS Vial : 14 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 - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.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 height area % max. total
1 2.158 83 85 91 rBV 210654 366145 19.15% 2.742%
2 2.250 91 93 96 rvv 610921 737914 38.60% 5.526%
3 2.330 98 100 126 rVB 517775 1157203 60.53% 8.665%
4 5.987 418 420 422 rBV 1333118 1106707 57.89% 8.287%
5 6.970 504 506 509 rBV 1113908 1042489 54.53% 7 .806%

7.142 519 521 523 rBV 1458634 1181776 61.82% 8.849%
7.382 539 542 544 rBV 187044 224610 11.75% 1.682%
671914 873659 45.70% 6.542%
7.930 588 590 592 rBvV 808754 632117 33.07% 4_.733%
8.673 652 655 657 rBvV 226733 300363 15.71% 2.249%
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11 9.748 746 749 751 rBV 1220456 1395275 72.98% 10.448%
12 10.445 808 810 812 rVB 351297 360588 18.86% 2.700%
13 11.233 877 879 881 rBvV 910297 772545 40.41% 5.785%
14 11.942 939 941 944 rBV 375951 394739 20.65% 2.956%
15 13.622 1085 1088 1090 rBV 1738118 1911734 100.00% 14.315%

16 14.868 1195 1197 1200 rBV 336913 459421 24.03% 3.440%
17 16.754 1359 1362 1370 rVB 296953 437041 22.86% 3.273%

Sum of corrected areas: 13354326
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079947.D

Acq On : 12 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83999BL

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO79947.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079947.D

Acq On : 12 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83999BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.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 unknown2.25 Concentration Rank 4

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

2.25 65.71 ng 737914 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
3 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 93 (2.250 min): BF079947.D (-91) (-) m/z 73.10 100.00%
7B
5000 43
89
55 2.00 2.20 2.40 2.60
'W”'W””P'Jﬁm“P“H'”WJ”I”“P'”P”W'“W”'W””I””P" m/z 43.10 47.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 IR SRS R
2.00 2.20 2.40 2.60
a1 89 m/z 89.10 27 .59%
“P“'P“Um”j»mﬁ'Ei'“wh'W“'L”“I““I““I“”P'“P'“P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
200 220 240 260
5000 m/z 41.05 9.73%
57
g 4
15 49 87
mmmmmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- R R e sy s
7B 2.00 2.20 2.40 2.60
m/z 45.10 7.49%
5000 55
43
2" 35|, || 65 | 818 101109 119 129137145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 200 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079947.D

Acq On : 12 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83999BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.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 4 unknown7.14 Concentration Rank 1

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

7.14 105.23 ng 1181780 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 521 (7.142 min): BF079947.D (-519) (-) m/z 132.00 100.00%
132
5000 68
40 | 6 680 7.00 7.20 7.40
54 75 104 : : :
..,....,....,...::'.'...7,::.?.1...|....,..5.‘.7,..!.,.'.'..,.1.1.5.,....,'...,.. m/z 68.10 41.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR L UL AL I
6.80 7.00 7.20 7.40
78 m/z 134.10 32.60%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 25.42%
104
66
14 27 37 4451 5 T g9 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- IR
132 6.80 7.00 7.20 7.40
m/z 69.10 16.16%
117
5000
39 91
51
27 105
"P"'I"MI"'jﬁ"'J*'”I'H"P"h £ "?ﬁ""l“"l;?ﬁ"' T SRR L LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079947.D

Acq On : 12 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83999BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.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]
unknown2 .25 2.25 65.7 ng 737914 1 7.38 224610 20.0
unknown?7 .14 7.14 105.2 ng 1181780 1 7.38 224610 20.0
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