LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084400.D

Acq On > 12 Jan 2016 1:22 Instrument :

Operator : SJ/UM BNA_F

Sample - H1066-02 ClientSampleld :

Misc - 54TH-STREET-TRIPBLANK-1-1-06-1
ALS Vial : 27 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-BF123115.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 5.024 255 257 268 rVB 792616 1110447 11.35% 1.560%
2 5.459 293 295 298 rBV 5461854 5151328 52.67% 7.236%
3 6.487 383 385 388 rBV 2959488 3333886 34.09% 4.683%
4 6.624 394 397 399 rBV 8693416 8105531 82.87% 11.386%
5 6.853 414 417 419 rBV 2633120 2226296 22.76% 3.127%

7.013 428 431 433 rVB 8075029 7966506 81.45% 11.191%
7.425 463 467 469 rBV 6587170 7357810 75.23% 10.336%
8.145 527 530 532 rBV 2118324 2746169 28.08% 3.858%
9.219 621 624 626 rBY 10301197 9780685 100.00% 13.739%
9.608 656 658 660 rBvV 232895 223592 2.29% 0.314%

=
QO ~NO®

11 9.893 680 683 685 rBV 3540018 3073298 31.42% 4.317%
12 10.328 718 721 723 rBvV2 208560 295816 3.02% 0.416%
13 10.682 749 752 755 rBV 5410212 5696907 58.25% 8.003%
14 10.796 761 762 767 rVB 182811 233721 2.39% 0.328%
15 11.379 810 813 815 rBV 2795256 2710946 27.72% 3.808%

16 12.968 949 0952 954 rBV 7458271 7737010 79.10% 10.868%
17 14.008 1041 1043 1046 rBV 1866517 1842441 18.84% 2.588%
18 15.437 1165 1168 1171 rBV 1264271 1595244 16.31% 2.241%

Sum of corrected areas: 71187633
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084400.D

Acq On : 12 Jan 2016 1:22

Operator : SJ/UM

Sample : H1066-02 :

Misc : 54TH-STREET-TRIPBLANK-1-1-06-1
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084400.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084400.D

Acq On : 12 Jan 2016 1:22

Operator : SJ/UM

Sample : H1066-02 :

Misc : 54TH-STREET-TRIPBLANK-1-1-06-1
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
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.

5.02 9.98 ng 1110450 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 257 (5.024 min): BF084400.D (-255) (-) m/z 43.10 100.00%
a3
59
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i Sl 83l e e | ee 05 58, 89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
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460 4.80 5.00 5.20 5.40
59 m/z 58.05 16.74%
21 37 | 53 \‘ 67 77 83 o1 1?1
mz-> 10 20 30 4 8 60 7 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 101.10 16.73%
41
29 101
53 73 86
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Abundance #8114: 3-Hexanol, 4-methyl- T EEam s E A RE.
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m/z 41.05 8.82%
5000 41
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084400.D

Acq On : 12 Jan 2016 1:22

Operator : SJ/UM

Sample : H1066-02 :

Misc : 54TH-STREET-TRIPBLANK-1-1-06-1
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
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 unknown6.62 Concentration Rank 1

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

6.62 72.82 ng 8105530 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
3 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 397 (6.624 min): BF084400.D (-394) (-) m/z 132.10 100.00%
132
5000 68
40 ‘ 75 % 620 640 6.60 6.80 7.00
104 . . . . .
o S——Y L N 61.'.'.|,....,..5.‘?,....,.'!..,.1.1.5.,...., b m/Z 68.10  47.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I IR I L I
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 35.18%
‘ 1 H | !
mz-> 20 30 4 90 80 70 80 80 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 30.13%
63 81
24 31 38 50 74 88 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.34%
5000
63 81
m/z--> 20 30 40 5'0 6|0 7'0 80 90 100 11'0 120 130 140 6.20 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084400.D

Acq On : 12 Jan 2016 1:22

Operator : SJ/UM

Sample : H1066-02 :

Misc : 54TH-STREET-TRIPBLANK-1-1-06-1
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.02 10.0 ng 1110450 1 6.85 2226300 20.0
unknown6 .62 6.62 72.8 ng 8105530 1 6.85 2226300 20.0
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