LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM0O03713.D

Aca On : 22 Dec 2015 18:11

Operator : UM/SJ

Sample : PB87468BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA M\METHODS\8270-BM120915.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 heiaht area % max. total

4.216 187 192 197 rBV 10954 14168 1.08% 0.168%
4.810 288 293 303 rBV 129953 176130 13.37% 2.093%
rBv 545880 740724 56.25% 8.803%
6.869 637 643 659 rBB 528053 794802 60.35% 9.445%
7.228 697 704 714 rBB 566086 873879 66.36% 10.385%
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7.692 777 783 790 rBB 128133 192967 14.65% 2.293%
8.010 831 837 845 rBB 447514 707663 53.73% 8.410%
8.851 973 980 991 rBB 267606 424120 32.20% 5.040%
10.480 1251 1257 1267 rBB 126138 212122 16.11% 2.521%
12.963 1672 1679 1690 rBB 768487 1034964 78.59% 12.299%

=
QO ~NO®

11 14.345 1909 1914 1922 rBB2 199658 300091 22.79% 3.566%
12 15.839 2163 2168 2177 rBB 483138 651522 49.47% 7.743%
13 17.092 2376 2381 2391 rBB2 235506 327048 24.83% 3.887%
14 19.733 2824 2830 2835 rBV 1042610 1316958 100.00% 15.651%
15 21.292 3090 3095 3101 rBV 266969 346455 26.31% 4.117%

16 23.538 3470 3477 3489 rVB2 162685 301118 22.86% 3.578%

Sum of corrected areas: 8414731
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM122315\
Data File : BMO03713.D

Aca On - 22 Dec 2015 18:11

Operator : UM/SJ

Sample : PB87468BL

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM003713.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM0O03713.D

Aca On : 22 Dec 2015 18:11

Operator : UM/SJ

Sample - PB87468BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.81 18.25 ng 176130 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 293 (4.810 min): BM003713.D (-288) (-) m/z 43.10 100.00%
43
59
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101
e .| 83 440 4.60 4.80 5.00 5.20 '
ot e e e e e e m/z 59.10 65.50%
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 59 USSR U R
440 4.60 4.80 5.00 5.20
m/z 101.10 27 .56%
31 83 g3 101
0'”I”'W”'W“”W'“'P”'P”'P”'P'”P'””””I”'W”'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 500 5.20
5000 m/z 58.10 16 .45%
101
15 58
0 28 69 84
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 A R B
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.09%
5000 41
68
0 150 . 126 147
T 5'0 60 70 80 90 100 110 150 130 140 | | 440 4b0 480 500 820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM0O03713.D

Aca On : 22 Dec 2015 18:11

Operator : UM/SJ

Sample - PB87468BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.23 Concentration Rank 1

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

7.23 90.57 ng 873879 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 704 (7.228 min): BM003713.D (-697) (-) m/z 132.10 100.00%
32
5000 68
96 RER RS BARRE RARE SO
40 54 28 06 6.80 7.00 7.20 7.40 7.60
(o} m/z 68.10 38.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L L IR
6.80 7.00 7.20 7.40 7.60
31 m/z 134.10 32.05%
0""I'J”Ml'H'I'l'j?"”l""l""I""P"'I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 24.50%
158 189
L S SO SO UL UL B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R Bl BRaas o
56 132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 16.05%
5000
J 15 % 92 |66 76 91101 J
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122315\
Data File : BM0O03713.D

Acq On : 22 Dec 2015 18:11

Operator : UM/SJ

Sample : PB87468BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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... 4.81 18.3 ng 176130 1 7.69 192967 20.0
unknown7 .23 7.23 90.6 ng 873879 1 7.69 192967 20.0
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