LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080240.D

Acq On : 30 Jun 2015 17:05

Operator : TP/1Z

Sample : PB84281BL

Misc :

ALS Vial : 11 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-BF061715_.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 5.498 209 211 219 rVB 110794 111298 8.37% 1.222%
2 5.898 243 246 248 rBV 654085 837788 62.99% 9.195%
3 6.893 330 333 335 rBY 773516 853857 64.20% 9.372%
4 7.053 345 347 349 rBV 924898 901499 67.78% 9.894%
5 7.281 365 367 370 rvB 263156 222404 16.72% 2.441%

7.441 379 381 383 rBV 902970 720538 54.18% 7.908%
7.842 413 416 418 rBvV 661162 547373 41.16% 6.008%
388568 309555 23.28% 3.398%
9.647 572 574 577 rBV 1259036 1093592 82.23% 12.003%
10.345 633 635 638 rBvV 438627 357547 26.88% 3.924%
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11 11.133 702 704 707 rBvV2 526845 649549 48.84% 7.129%
12 11.853 764 767 769 rBV 279238 370635 27.87% 4.068%
13 13.511 910 912 915 rBV 1186366 1329989 100.00% 14.597%
14 14.756 1018 1021 1024 rBV 409195 409615 30.80% 4._.496%
15 16.585 1178 1181 1188 rBV 260039 395917 29.77% 4._.345%

Sum of corrected areas: 9111156
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080240.D

Acq On : 30 Jun 2015 17:05

Operator : TP/1Z

Sample : PB84281BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080240.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080240.D

Acq On : 30 Jun 2015 17:05

Operator : TP/1Z

Sample : PB84281BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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.

5.50 10.01 ng 111298 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 211 (5.498 min): BF080240.D (-209) (-) m/z 43.10 100.00%
a3
59
5000
101 IR LR LR
51 | 83 | 520 5.40 5.60 5.80
S SRS m/z 59.10 57.09%
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
5000 59 520 540 560 580
m/z 101.10 20.78%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
520 540 560 580
5000 M m/z 58.10 16.63%
68
50 126 142
mﬁwﬁmﬁmﬁwﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e B )
43 520 5.40 5.60 5.80
m/z 41.10 8.85%
5000
101
15 31 || S s g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080240.D

Acq On : 30 Jun 2015 17:05

Operator : TP/1Z

Sample : PB84281BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown7.05 Concentration Rank 1

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

7.05 81.07 ng 901499 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 347 (7.053 min): BF080240.D (-345) (-) m/z 132.10 100.00%
132
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68
40 % " 680 7.00 720 7.40
54 75 103 : : : :
AL o R el Tw/z 68.10  34.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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5000 U NI AL N
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0,
31 4 Sﬁ 78 m/z 134.10 33.14%
| P | !
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Abundance
132
" 680 7.00 720 7.40
5000 67 m/z 66.10 21.69%
41 97
53 2 117
34 60 89 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole s e R,
132 6.80 7.00 7.20 7.40

m/z 96.10 13.24%

5000
104
51 66
14 27 37 4491 58 | 5, 89 97 || 115

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\BF063015\
Data File : BF080240.D

Acq On : 30 Jun 2015 17:05

Operator : TP/1Z

Sample : PB84281BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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... 5.50 10.0 ng 111298 1 7.28 222404 20.0
unknown? .05 7.05 81.1 ng 901499 1 7.28 222404 20.0
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