LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085378.D

Acq On : 11 Mar 2016 18:05

Operator : UM/SJ

Sample - PB88818BL

Misc :

ALS Vial : 6 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-BF030316.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

3.933 141 144 146 rBV4 80216 112947 2.80% 0.338%
3.967 146 147 150 rvv2 82704 83080 2.06% 0.249%
rvB2 67789 136961 3.39% 0.410%
5.144 247 250 258 rVB 158974 237272 5.88% 0.710%
5.544 282 285 287 rBV 2831744 3658518 90.68% 10.952%
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6.562 371 374 376 rBV 3283304 3733222 92.53% 11.176%
6.699 383 386 388 rBV 3576196 3375499 83.67% 10.105%
6.927 404 406 409 rBvV 770461 894359 22.17% 2.677%
7.087 418 420 423 rBV 2869243 2729270 67.65% 8.170%
7.499 453 456 458 rBV 2310005 2523914 62.56% 7.556%

=
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11 8.219 516 519 521 rBV 1456439 1249212 30.96% 3.740%
12 9.293 610 613 616 rBvY 3177018 4034466 100.00% 12.078%
13 9.979 670 673 675 rBVY 1380435 1314402 32.58% 3.935%
14 10.768 739 742 744 rBV 2463889 2475977 61.37% 7.412%
15 11.465 800 803 805 rBV 1398564 1320692 32.74% 3.954%

16 13.054 939 942 944 rBV 3915343 3950128 97.91% 11.825%
17 14.105 1031 1034 1036 rBV 743759 881315 21.84% 2.638%
18 15.568 1159 1162 1165 rBV 537497 693328 17.19% 2.076%

Sum of corrected areas: 33404562
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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\BF031116\

BF085378.D

11 Mar 2016 18:05

UM/SsJ

PB88818BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085378.D

Acq On : 11 Mar 2016 18:05

Operator : UM/SJ

Sample - PB88818BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 5.31 ng 237272 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 250 (5.144 min): BF085378.D (-247) (-) m/z 43.10 100.00%
43
59
5000
101 R RRRER AR S R TN
51 | 83 4.80 5.00 5.20 5.40
o} BN | A7 o M m/z 59.10 58.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL R LU I
59 480 500 520 540
m/z 101.10 22 .60%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540
5000 m/z 58.10 16.82%
101
o 1B 31 50 %% 69 86
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 Ema s ERREEL s
59 4.80 5.00 5.20 5.40
m/z 41.10 9.11%
5000 41
68
0 Il 50 | 126 142 \
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085378.D

Acq On : 11 Mar 2016 18:05

Operator : UM/SJ

Sample - PB88818BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 4 unknown6.70 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.70 75.48 ng 3375500 1,4-Dichlorobenzene-d4 6.93
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 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 386 (6.699 min): BF085378.D (-383) (-) m/z 132.10 100.00%
132
5000 68
96 IIIIIIIIIIIIIIIIIIIIIIII
40 54 7 5115 6.40 6.60 6.80 7.00
01 A R m/z 68.10 41 .75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LI B L L L LB L BB |
6.40 6.60 6.80 7.00
0
31 51 18 m/z 134.10 33.40%
bt 4
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
e s e
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 26.81%
0 89 | 107 158 189
L L T B B Mmoo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 6.40 6.60 6.80 7.00
m/z 69.10 17.15%
117
5000
39 91
27 7 5165 77 ‘ 105 ‘
0 A PR W P | Y N — S | S | G
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085378.D

Acq On : 11 Mar 2016 18:05

Operator : UM/SJ

Sample - PB88818BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.14 5.3 ng 237272 1 6.93 894359 20.0
unknown6.70 6.70 75.5 ng 3375500 1 6.93 894359 20.0
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