LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032615\
Data File : BF078008.D

Acq On : 26 Mar 2015 21:22

Operator : TP/1Z

Sample - PB82242BL

Misc :

ALS Vial : 18 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-BF031115.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

1.253 29 32 35 rBV 4439680 4867825 100.00% 32.651%
1.744 74 75 83 rBvV 34572 53682 1.10% 0.360%
rBv 80683 114448 2.35% 0.768%
5.379 390 393 396 rBV 797348 920559 18.91% 6.175%
6.670 504 506 509 rBvV 977737 895271 18.39% 6.005%
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6.807 515 518 520 rBV 996568 1001317 20.57% 6.716%
7.093 541 543 545 rBV 257830 232933 4._.79% 1.562%
7.276 557 559 562 rBvV 838572 773065 15.88% 5.185%
7.790 601 604 606 rBvV 619902 578897 11.89% 3.883%
8.670 679 681 683 rBv 353396 317884 6.53% 2.132%

=
QO ~NO®

11 10.019 796 799 801 rBV 1319377 1246095 25.60% 8.358%
12 10.842 868 871 873 rBvV 294951 377768 7.76% 2.534%
13 11.814 954 956 959 rBvV 643785 661068 13.58% 4._434%
14 12.671 1029 1031 1034 rBV 412467 403373 8.29% 2.706%
15 14.671 1203 1206 1209 rBV 1557697 1541013 31.66% 10.336%

16 15.974 1317 1320 1322 rBV 328495 472276 9.70% 3.168%
17 17.780 1475 1478 1481 rBV 361545 451101 9.27% 3.026%

Sum of corrected areas: 14908575
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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\BF032615\

BF0O78008.D

26 Mar 2015 21:22

TP/1Z

PB82242BL

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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\BF032615\
Data File : BF078008.D

Acq On : 26 Mar 2015 21:22

Operator : TP/1Z

Sample - PB82242BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 unknownl.25 Concentration Rank 1

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

1.25 417.96 ng 4867830 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 32 (1.253 min): BF078008.D (-29) (-) m/z 73.10 100.00%
73
43
5000
89
rrrrrrTrrrTTTT T T T
55 1.00 120 140 1.60
et L8 e m/z 43.05 52.54%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 S S I R
1.00 120 140 1.60
89 m/z 89.10 32.79%
L I "|"%¢'|"'3$ ‘48|"?Z| LB I LI SUR L I
m/z--> 10 20 40 50 60 70 80 90
Abundance
30 73
100 120 140 160
5000 m/z 41.10 10.26%
58
44
5 25 39 51
miz--> 10 20 30 40 50 6 70 8 90
Abundance #2183: 1,3-Diaminoguanidine e
43 1.00 120 140 1.60
32 m/z 45.10 8.29%
58 89
5000 18
| 4 G
"'w'l'l”"l”“'l'l”l"'ﬁ""ﬂ“"l”"l'“'l N L I R
m/z--> 10 30 40 50 60 70 80 90 1.00 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032615\
Data File : BF078008.D

Acq On : 26 Mar 2015 21:22

Operator : TP/1Z

Sample - PB82242BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 4

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

4.83 9.83 ng 114448 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 345 (4.830 min): BFO78008.D (-343) (-) m/z 43.10 100.00%
43
59
5000
101 DR AR AR
| 83 | 007 440 460 4.80 5.00 5.20
e m/z 59.10 52.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I R R R
59 440 460 4.80 5.00 5.20
m/z 101.10 17.33%
15 4 101
'"W'Thﬂh"*I”"?i"“'”'I"”I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
440 460 480 5.00 520
5000 m/z 58.00 15.38%
101
15 31 %8 69 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Morpholine, 4—methy|— LA L N L L N BB
43 440 460 4.80 5.00 5.20
m/z 41.10 8.74%
5000
101
15
27 g I
"“|'M“'H“'ll'““lgq"i“"|"”|""w"'|"“|"" USRI R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032615\
Data File : BF078008.D

Acq On : 26 Mar 2015 21:22

Operator : TP/1Z

Sample - PB82242BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 unknown6.81 Concentration Rank 2

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

6.81 85.97 ng 1001320 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 518 (6.807 min): BF078008.D (-515) (-) m/z 132.00 100.00%
132
5000
68
0 54 | sy || 640 660 680 7.00 7.20
el bk e e e 28k m/z 68.10  34.51%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 NI A A
640 6.60 6.80 7.00 7.20
m/z 134.00 33.16%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 22.15%
41 97
117
54 || 81
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88584: Amphetaminil e P
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 13.81%
5000
91 105
51 77 1 1 8 | 146159 178 208222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 640 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032615\
Data File : BF078008.D

Acq On : 26 Mar 2015 21:22

Operator : TP/1Z

Sample - PB82242BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
unknownl .25 1.25 418.0 ng 4867830 1 7.09 232933 20.0
2-Pentanone, 4-hy... 4.83 9.8 ng 114448 1 7.09 232933 20.0
unknown6 .81 6.81 86.0 ng 1001320 1 7.09 232933 20.0
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