LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111915\
Data File : BF083052.D

Acq On : 19 Nov 2015 23:35

Operator : UM/1Z

Sample : PB86723BL

Misc :

ALS Vial : 13 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:\HPCHEMI1\BNA_F\METHODS\8270-BF111915.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 4.853 239 242 252 rVB 1323050 1907537 44.46% 5.786%
2 5.299 279 281 284 rBV 2860944 3090127 72.03% 9.372%
3 6.350 370 373 375 rBv 3115234 3070179 71.56% 9.312%
4 6.476 381 384 386 rBvV 2774500 3449405 80.40% 10.462%
5 6.704 401 404 406 rvVB 593268 705070 16.43% 2.138%

6.853 415 417 420 rBV 2228875 2514244 58.60% 7.626%
7.265 450 453 455 rBV 2172105 2110791 49.20% 6.402%
904160 891716 20.79% 2.705%
9.070 608 611 613 rBV 4143675 3906946 91.07% 11.850%
9.745 667 670 672 rBV 956706 1088312 25.37% 3.301%
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11 10.533 736 739 741 rBV 1991368 2626211 61.21% 7.965%
12 11.219 796 799 801 rBV 1407508 1173891 27.36% 3.560%
13 12.808 935 938 941 rBV 3677861 4290170 100.00% 13.012%
14 13.848 1026 1029 1031 rBV 1387959 1186381 27.65% 3.598%
15 15.231 1147 1150 1153 rBV 871259 960016 22.38% 2.912%

Sum of corrected areas: 32970996
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111915\

BF083052.D

19 Nov 2015 23:35

umsiz

PB86723BL

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111915\
Data File : BF083052.D

Acq On : 19 Nov 2015 23:35

Operator : UM/I1Z

Sample : PB86723BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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.

4.85 54.11 ng 1907540 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 242 (4.853 min): BF083052.D (-239) (-) m/z 43.05 100.00%
a3
59
5000
ot 460 480 500 520
o...,....,....,....',':...?.1.4.',...‘??....,E.‘~.3..,....~,|....,....,....,....,...., m/z 59.10 61.02%
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 IR LS SN AR L
59 460 4.80 5.00 5.20
m/z 101.10 19.49%
15 31 101
Tl Ly 51 \‘ 83 .
S ) R R SR AN ARAR RRARA RAREA RARAN AARAN LALA RALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 41 m/z 58.10 14 .88%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R Am BEREE T
59 4.60 4.80 5.00 5.20
m/z 41.10 9.10%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111915\
Data File : BF083052.D

Acq On : 19 Nov 2015 23:35

Operator : UM/I1Z

Sample : PB86723BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.48 Concentration Rank 1

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

6.48 97.85 ng 3449410 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 384 (6.476 min): BF083052.D (-381) (-) m/z 132.10 100.00%
132
5000 68
% 620 640 6.60 680
40 54 . . . .
o frer |sus Yo m/z 68.10  39.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 L UL LR UL I
620 640 6.60 6.80
2 78 m/z 134.10 33.75%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 680
5000 gg 116 m/z 66.10 23.70%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R B
132 6.20 6.40 6.60 6.80
m/z 69.10 15.39%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es f 206 | I | I
m/z--> 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\BF111915\
Data File : BF083052.D

Acq On : 19 Nov 2015 23:35

Operator : UM/1Z

Sample : PB86723BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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... 4.85 54_.1 ng 1907540 1 6.70 705070 20.0
unknown6 .48 6.48 97.8 ng 3449410 1 6.70 705070 20.0
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