LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079038.D

Aca On : 8 May 2015 15:24

Operator : TP/1Z

Sample : PB83243BL

Misc :

ALS Vial : 3 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 F\METHODS\8270-BF043015.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
1 1.507 25 28 31 rvB 7510073 9994079 100.00% 28.475%
2 1.747 47 49 59 rBv 939967 1520757 15.22% 4.333%
3 1.873 59 60 92 rVB 2340588 4606352 46.09% 13.124%
4 5.130 343 345 352 rBV 97183 118551 1.19% 0.338%
5 5.633 386 389 391 rBVY 1422176 1933244 19.34% 5.508%

6.879 496 498 501 rBV 1432857 1912546 19.14% 5.449%
7.039 509 512 514 rBV 1678257 2039158 20.40% 5.810%
7.325 535 537 539 rvB 407382 410068 4._.10% 1.168%
7.508 550 553 556 rBV 1754095 1560402 15.61% 4._.446%
8.010 595 597 600 rBV 1238460 1155897 11.57% 3.293%

=
QO ~NO®

11 8.902 672 675 677 rBvV 543646 567144 5.67% 1.616%
12 10.251 790 793 795 rBV 1814547 2366945 23.68% 6.744%
13 11.074 863 865 868 rvB 641385 616421 6.17% 1.756%
14 12.057 948 951 954 rBV 1579984 1523185 15.24% 4._.340%
15 12.925 1024 1027 1029 rBV 654247 648316 6.49% 1.847%

16 14.925 1199 1202 1204 rBV 2677434 2752877 27.55% 7.843%
17 16.263 1316 1319 1322 rBV 632961 690935 6.91% 1.969%
18 18.149 1481 1484 1487 rBV 524368 680926 6.81% 1.940%

Sum of corrected areas: 35097803
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF050815\

BF079038.D
8 May 2015 15:24
TP/1Z
PB83243BL
3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079038.D

Aca On : 8 May 2015 15:24

Operator : TP/1Z

Sample : PB83243BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.51 487.44 ng 9994080 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 28 (1.507 min): BF079038.D (-25) (-) m/z 73.05 100.00%
73
43
5000
89
LA L AL N
55 1.40 1.60 1.80
ot i e e 20 Tz 43.100 53.98%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 A N L
140 1.60 1.80
a1 89 m/z 89.10 35.35%
0 25| | | 37\“ T ‘
HLE IR LRI SURLELIL UL SUREUIS SURULEL SURELIL IURLR SURLLIL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
3 140 160 180
5000 m/z 41.05 10.94%
27
59 74
G L S U UL UL I UL IS SR WA
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #719: N-Ethylformamide R i o
30 73 140 1.60 1.80
m/z 45.10 9.06%
5000
58
44
o SRR | A L
FLE IR LRI SURLELIL UL SURBLISN SLRLEL SURELIL UL SURLLIL B A I AL AL
m/z--> 10 20 30 40 50 60 70 8 90 100 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079038.D

Aca On : 8 May 2015 15:24

Operator : TP/1Z

Sample : PB83243BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.13 5.78 ng 118551 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 345 (5.130 min): BF079038.D (-343) (-) m/z 43.05 100.00%
43
59
5000
101 IBESARAARAREERARRERARAN
51 | 83 | 4.80 5.00 5.20 5.40
! NSNSV IS - SOV | P+ M NS— m/z 59.10 56.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL IR L
59 480 500 520 540
m/z 101.10 19.60%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.10 16.48%
101
15 97 . 71
o 33 49 56 62 77 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime B A
43 4.80 5.00 5.20 5.40
m/z 41.10 9.97%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079038.D

Aca On : 8 May 2015 15:24

Operator : TP/1Z

Sample : PB83243BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 5 unknown7.04 Concentration Rank 3

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

7.04 99.45 ng 2039160 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 512 (7.039 min): BF079038.D (-509) (-) m/z 132.00 100.00%
5000
68
0 s || e ® J ek 7o 720 7o
40 54 - - : :
0 S T :|-.|.7.7, & | Yews M m/z 134.00  33.55Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL L
6.80 7.00 7.20 7.40
2 51 78 m/z 68.10 32.47%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 680 7.00 7.20 7.40
5000 gg 116 m/z 66.10 20.66%
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 S ALE mma s p
132 6.80 7.00 7.20 7.40
m/z 69.10 12.91%
5000 67
41 97
53
‘ 79 ‘ 117
ol lll ol ) 88 a0 | S | | S
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050815\
Data File : BF079038.D

Acq On : 8 May 2015 15:24

Operator : TP/1Z

Sample - PB83243BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Propane, 2,2-dime... 1.51 487.4 ng 9994080 1 7.32 410068 20.0
2-Pentanone, 4-hy... 5.13 5.8 ng 118551 1 7.32 410068 20.0
unknown? .04 7.04 99.5 ng 2039160 1 7.32 410068 20.0
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