LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085107.D

Acq On > 2 Mar 2016 9:29

Operator : SJ/1Z

Sample - PB88623BL

Misc :

ALS Vial : 3 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-BF030116.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 1.850 22 23 27 rBY 739836 957486 6.44% 1.475%
2 1.964 27 33 35 rvVv 7838216 14869053 100.00% 22.913%
3 1.998 35 36 60 rvB 1798939 3155066 21.22% 4.862%
4 5.210 314 317 328 rVB 663323 929988 6.25% 1.433%
5 5.599 348 351 354 rBV 4276497 4614580 31.03% 7.111%

6.605 436 439 442 rBV 3993283 4503601 30.29% 6.940%
6.753 449 452 455 rBV 4860804 4812510 32.37% 7.416%
6.982 470 472 475 rVB 934290 1157213 7.78% 1.783%
7.142 484 486 489 rBV 3778274 3799464 25.55% 5.855%
7.553 518 522 524 rBV 2289401 3431027 23.07% 5.287%

=
QO ~NO®

11 8.273 582 585 587 rvB 1713122 1671557 11.24% 2.576%
12 9.348 676 679 681 rBVY 5538682 5543005 37.28% 8.542%
13 10.033 736 739 741 rVB 1250349 1792137 12.05% 2.762%
14 10.811 804 807 810 rBv2 2855599 3427400 23.05% 5.282%
15 11.508 866 868 871 rvB2 1652016 1784260 12.00% 2.750%

16 13.097 1004 1007 1010 rBV 5659444 5558716 37.38% 8.566%
17 14.148 1096 1099 1101 rBV 1885192 1723529 11.59% 2.656%
18 15.623 1225 1228 1231 rBV 933949 1161822 7.81% 1.790%

Sum of corrected areas: 64892414
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085107.D

Acq On : 2 Mar 2016 9:29

Operator =: SJ/1Z

Sample - PB88623BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085107.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085107.D

Acq On : 2 Mar 2016 9:29

Operator =: SJ/1Z

Sample - PB88623BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.96 256.98 ng 14869100 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 17
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 33 (1.964 min): BF085107.D (-27) (-) m/z 73.10 100.00%
73
5000 43
89
rrryrTrrTTTTT T T T T
55 1.80 2.00 220
) O 1N O S RN RN " S m/z 43.10 52.31%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 I S S
1.80 2.00 220
89 m/z 89.10 35.94%
0 25 | \ 37, ‘ 57 IP
R A R A NAARS R RS AR s AR R
m/z--> 10 40 50 70 80 90 100
Abundance
73
U AL R AL B
1.80 2.00 220
5000 m/z 41.10 10.81%
45
29
0 39 Y 101
LN SURLELN SURLEREL SURILELS SURLLELN IR S DU SURELLS SURILIL S
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #2183: 1,3-Diaminoguanidine R e R s
43 1.80 2.00 220
32 m/z 45.10 8.73%
58 89
5000 18 //\
0 “ 6“ | | 1 7\2\
"'P'"I'”'I'"'P'"I'”'I""P"'I'”'I""I U AL NI AL B
m/z--> 10 40 50 70 80 90 100 1.80 2.00 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085107.D

Acq On : 2 Mar 2016 9:29

Operator =: SJ/1Z

Sample - PB88623BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.21 16.07 ng 929988 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 317 (5.210 min): BF085107.D (-314) (-) m/z 43.05 100.00%
43
5000 59
100 480 500 520 540 560
83 : : : : :
o...,....,....,..??','.'...,??n'!,...‘??....,.-...,...:,|....,. m/z 59.10 49.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR R S IR L
59 4.80 5.00 520 5.40 5.60
m/z 58.10 19.33%
15 31 101
o \ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540 560
5000 m/z 101.10 18.67%
58
15 27 37 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e e
43 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.18%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085107.D

Acq On : 2 Mar 2016 9:29

Operator =: SJ/1Z

Sample - PB88623BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 5 unknown6.75 Concentration Rank 2

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

6.75 83.17 ng 4812510 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 452 (6.753 min): BF085107.D (-449) (-) m/z 132.10 100.00%
132
5000 68
———
40 _ 54 ‘ 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'.‘.‘7:,:.'..?%:.-.',..':~.,..f.‘.7,....,.'!..,.1.1:‘3.,...., b m/z 68.10 45.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UM S N R
6.40 6.60 6.80 7.00
78 m/z 134.10 33.28%
31 35 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 29.44%
33 44 g7 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R B A R
132 6.40 6.60 6.80 7.00
m/z 69.10 18.39%
5000
104
oL 14 27 37 4451 58 % T g9 97 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085107.D

Acq On > 2 Mar 2016 9:29

Operator : SJ/1Z

Sample - PB88623BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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... 1.96 257.0 ng 14869100 1 6.99 1157210 20.0
2-Pentanone, 4-hy... 5.21 16.1 ng 929988 1 6.99 1157210 20.0
unknown6.75 6.75 83.2 ng 4812510 1 6.99 1157210 20.0
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