LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080058.D

Acq On 19 Jun 2015 15:32

Operator : TP/1Z

Sample : PB84122BL

Misc > LOD/LOQ-WATER

ALS Vial : 8 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 5.544 213 215 218 rBvY 167981 191327 11.03% 1.719%
2 5.944 248 250 252 rBV 1136018 1028622 59.28% 9.243%
3 6.927 334 336 339 rBV 1024871 967912 55.78% 8.698%
4 7.099 349 351 353 rBV 1226694 1087986 62.70% 9.777%
5 7.327 369 371 374 rBB 250524 258007 14.87% 2.318%

7.487 383 385 388 rBB 911803 817485 47.11% 7.346%
7.887 418 420 422 rBvV 776384 639784 36.87% 5.749%
8.619 482 484 487 rBV 399886 360427 20.77% 3.239%
9.693 576 578 581 rBV 1117556 1268052 73.07% 11.395%
10.391 637 639 642 rBvV 413570 421330 24.28% 3.786%

=
QO ~NO®

11 11.191 706 709 711 rBV 810273 825956 47.60% 7.422%
12 11.911 770 772 775 rBV 561914 490844 28.29% 4.411%
13 13.682 924 927 929 rBV 1838570 1735336 100.00% 15.594%
14 15.031 1043 1045 1048 rBvV 414352 526138 30.32% 4.728%
15 17.020 1215 1219 1226 rBV 328611 509356 29.35% 4._.577%

Sum of corrected areas: 11128562
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080058.D

Acq On 19 Jun 2015 15:32

Operator : TP/1Z

Sample : PB84122BL

Misc > LOD/LOQ-WATER

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\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: BF080058.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080058.D

Acq On 19 Jun 2015 15:32

Operator : TP/1Z

Sample : PB84122BL

Misc > LOD/LOQ-WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Peak Number

1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

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

5.54 14.83 ng 191327 1,4-Dichlorobenzene-d4 7.33
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 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 215 (5.544 min): BF080058.D (-213) (-) m/z 43.10 100.00%
a3
59
5000
s o 101 '5.20 540 560 580
SRS T4 1 P Y| NS~ SN E— m/z 59.10 53.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL UL L
59 520 540 560 580
m/z 58.10 15.64%
15 31 101
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Abundance
59
520 540 560 580
5000 m/z 101.10 14_.67%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- EEam A REama ma
59 520 5.40 5.60 5.80
m/z 41.10 9.48%
5000 41
31
| [
"'I'}é'I"'MI""MIM"IéﬁlL""'i""l""I' '??I""I' UL R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080058.D

Acq On 19 Jun 2015 15:32

Operator : TP/1Z

Sample : PB84122BL

Misc > LOD/LOQ-WATER

ALS Vial : 8 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 unknown7.10 Concentration Rank 1

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

7.10 84.34 ng 1087990 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 351 (7.099 min): BF080058.D (-349) (-) m/z 132.10 100.00%
132
5000 68
96 UL UL L IR
40 4, 54 o) |75 g7 | 104 6.80 7.00 7.20 7.40
R R R s e e e N m/z 68.10 37.05%
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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| P | !
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Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 22.60%
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Wm@mﬁmm
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Abundance #14006: 5-Aminoindole R e
132 6.80 7.00 7.20 7.40

m/z 69.10 14 _.12%

5000
104
51 66 77
14 27 37 44°-58 | 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\BF061915\
Data File : BF080058.D

Acq On 19 Jun 2015 15:32

Operator : TP/1Z

Sample : PB84122BL

Misc > LOD/LOQ-WATER

ALS Vial : 8 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... 5.54 14.8 ng 191327 1 7.33 258007 20.0
unknown?7 .10 7.10 84.3 ng 1087990 1 7.33 258007 20.0
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