LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090929.D

Acq On : 31 Oct 2016 15:44

Operator : UM/SJ

Sample - PB94407BL

Misc :

ALS Vial : 9 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-BF102616_.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

4.910 245 247 257 rBV 554707 884041 15.06% 2.121%
5.356 283 286 288 rBV 3261170 4310568 73.41% 10.340%
rBvV 3504403 3791547 64.57% 9.095%
6.521 385 388 390 rBV 4149213 4597705 78.30% 11.028%
6.750 405 408 410 rBvV 865755 879536 14.98% 2.110%
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6 6.899 419 421 424 rBV 2635407 3342032 56.92% 8.016%
7 7.310 455 457 460 rBV 2018356 2642173 45.00% 6.338%
8 8.030 518 520 523 rBV 1275625 1242059 21.15% 2.979%
9 9.116 612 615 617 rBV 4999699 5486334 93.44% 13.160%
10 9.779 671 673 676 rBV 1061427 1396671 23.79% 3.350%
11 10.202 707 710 713 rVB 36785 63021 1.07% 0.151%

12 10.579 740 743 745 rBV 2963650 3450559 58.77% 8.277%
13 11.265 801 803 806 rBV 1604905 1420598 24.19% 3.408%
14 12.853 939 942 945 rBV 4478884 5871589 100.00% 14.084%
15 13.905 1031 1034 1036 rBV 1063017 1334192 22.72% 3.200%

16 15.299 1153 1156 1159 rBV 823251 976815 16.64% 2.343%

Sum of corrected areas: 41689440
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090929.D

Acq On : 31 Oct 2016 15:44

Operator : UM/SJ

Sample : PB94407BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090929.D

Acq On : 31 Oct 2016 15:44

Operator : UM/SJ

Sample - PB94407BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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.

4.91 20.10 ng 884041 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 247 (4.910 min): BF090929.D (-245) (-) m/z 43.10 100.00%
a3
59
5000
ot 460 480 500 520
83 :
..,....,....,..?7.,'....,??:.,...‘?9,....,....,....,|....,. m/z 59.10 61.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LS IS UL UL
59 460 480 500 520
m/z 101.10 18.51%
25 3 a7, 1 83 o3 %
I S " D" A N A PPt
Abundance
59
460 480 500 520
5000 m/z 58.10 16.04%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110 H
Abundance #8116: 2-Hexanol, 2—methy|— L L L L B B B LA
59 460 480 500 520

m/z 41.10 8.54%

5000
101
15 1 3\1 I ‘ 53\ i 69 83

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090929.D

Acq On : 31 Oct 2016 15:44

Operator : UM/SJ

Sample - PB94407BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 unknown6.52 Concentration Rank 1

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

6.52 104.55 ng 4597710 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 388 (6.521 min): BF090929.D (-385) (-) m/z 132.00 100.00%
5000 68
% J 620 640 6.60 680
40 54 . . . .
Jrer |asus o n/7 68.10  40.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRR AR SRR SRR
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 34.60%
79
e |8|8|||1|O|6|||||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 620 640 660 680
5000 m/z 66.10 25.31%
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e T
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 15.83%
5000 g 1°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 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:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090929.D

Acq On : 31 Oct 2016 15:44

Operator : UM/SJ

Sample - PB94407BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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... 4.91 20.1 ng 884041 1 6.75 879536 20.0
unknown6 .52 6.52 104.6 ng 4597710 1 6.75 879536 20.0
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