LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022515\
Data File : BF077440.D

Aca On : 25 Feb 2015 18:21

Operator - 1Z / TP

Sample : PB81872BL

Misc - S/D0OD

ALS Vial : 13 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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 1.470 48 51 54 rBY 5099313 5535562 100.00% 22.564%
2 1.584 57 61 71 rvVB 21151 55977 1.01% 0.228%
3 1.881 84 87 92 rBv2 34901 68598 1.24% 0.280%
4 5.081 365 367 373 rBV 321238 434927 7.86% 1.773%
5 5.584 408 411 413 rBV 1336826 1671468 30.20% 6.813%

6.842 518 521 523 rBV 1906797 1750729 31.63% 7.136%
6.990 532 534 537 rBV 1370501 1747492 31.57% 7.123%
7.287 558 560 562 rBvV 551255 486436 8.79% 1.983%
1455453 1396994 25.24% 5.694%
7.973 618 620 623 rBVY 1064826 1004458 18.15% 4.094%
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11 8.865 695 698 700 rvB 701376 657222 11.87% 2.679%
12 10.213 813 816 818 rBV 1937578 2211139 39.94% 9.013%
13 11.036 885 888 891 rvB 840446 772279 13.95% 3.148%
14 12.008 971 973 976 rBvV2 1033319 1314478 23.75% 5.358%
15 12.877 1046 1049 1052 rBV 903228 817937 14.78% 3.334%

16 14.877 1221 1224 1226 rBV 2410212 2681384 48.44% 10.930%
17 16.168 1334 1337 1339 rBvV 804889 952676 17.21% 3.883%
18 17.917 1487 1490 1493 rBV 857701 972845 17.57% 3.966%

Sum of corrected areas: 24532601
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022515\
Data File : BF077440.D

Aca On : 25 Feb 2015 18:21

Operator =: 1Z / TP

Sample : PB81872BL

Misc : S/D0OD

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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\BF022515\
Data File : BF077440.D

Aca On : 25 Feb 2015 18:21

Operator =: 1Z / TP

Sample : PB81872BL

Misc : S/D0OD

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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.

1.47 227.60 ng 5535560 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 51 (1.470 min): BFO77440.D (-48) (-) m/z 73.10 100.00%
73
43
5000
89
55 1.20 1.40 1.60 1.80
O g L #8080 L 84 | m/z 43.10 55.40%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 U UL R S
1.20 1.40 1.60 1.80
a1 89 m/z 89.10 31.58%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
32 L UL I I I
58 89 120 140 1.60 1.80
5000 18 m/z 41.10 11.02%
27 53 72
S L L L UL S S UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide R
30 73 1.20 1.40 1.60 1.80
m/z 45.10 8.83%
5000
58
44
0 1‘5\ 25‘ ‘ 39\\‘\ \‘ 51 11l
miz--> 10 20 3 40 50 60 70 8 9 120 1.40 1.60 1.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1\BNA F\DATA\BF022515\
BFO77440.D

25 Feb 2015 18:21

1z / TP

PB81872BL

S/D0OD

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 unknownl.88 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
1.88 2.82 ng 68598 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 47

2 Glvcine

75 C2H5N0O2

3 1.3-Dioxolane. 2-(3-bromo-3-bute... 206 C7H11Bro02

4 1.3-Dioxolane. 2-(2-propenvl)-

114 C6H1002

000056-40-6 5
333961-98-1 4
038653-49-5 4

5 Hydrazinecarboxamide 75 CH5N30 000057-56-7 3
Abundance Scan 87 (1.881 min): BFO77440.D (-84) (-) m/z 75.10 100.00%
75
5000 45
6 TT T T T 1T TT 1T LI T T 1T
‘ ‘| 57 | 1.60 1.80 2.00 2.20
o | m/z 73.10 78.74%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 L L L B
1.60 1.80 2.00 2.20
m/z 45.10 46.02%
AN
O T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
30
LN R EE s
1.60 1.80 2.00 2.20
5000 m/z 41.05 30.60%
75
45
57
O T

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #60434: 1,3-Dioxolane, 2-(3-bromo-3-buten-1-yl)- R R R
73 1.60 1.80 2.00 2.20
m/z 47.00 29.06%
5000
45
o A ] 55 86 97107117127 144 161 205
B T B e s o

1.60 1.80 2.00 2.20

m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022515\
Data File : BF077440.D

Aca On : 25 Feb 2015 18:21

Operator =: 1Z / TP

Sample : PB81872BL

Misc : S/D0OD

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 4

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

5.08 17.88 ng 434927 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 367 (5.081 min): BFO77440.D (-365) (-) m/z 43.10 100.00%
43
59
5000
101 I AR R U
| 83 | 007 4.80 500 5.20 5.40
ot e e e e m/z 59.10 57.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I IR I
59 480 500 520 540
m/z 101.10 21.19%
31 g3 101
0"“|'WHT“'”l"“l“'“”"”l"”l"”l"“l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 520 540
5000 M m/z 58.10 16.16%
o 73 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e et
43 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000 101
28 59
15 ‘ 70 84
0...‘al.“.”..‘i‘l..“l‘i..‘.‘.l‘....|‘....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022515\
Data File : BF077440.D

Aca On : 25 Feb 2015 18:21

Operator =: 1Z / TP

Sample : PB81872BL

Misc : S/D0OD

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknown6.99 Concentration Rank 2

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

6.99 71.85 ng 1747490 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 534 (6.990 min): BF077440.D (-532) (-) m/z 132.00 100.00%
32
5000 68
6 TrTrTyTTTT T T T T T T T
40 _ 54 ‘ 75 104 6.60 6.80 7.00 7.20 7.40
0 ..,....,....,...:,“.'.‘.‘7:,:!..?%:.-.',..':~.,..f.‘.7,....,.':..,.1.1.5.,...., b m/z 68.10  45.50%
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 LA AU LN R R
6.60 6.80 7.00 7.20 7.40
3 78 m/z 134.00 31.68%
138 ‘
0"P'“I”'W'“WPl”I”'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 28.74%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 18.77%

5000
104
51 .o 66 77
oL 14 27 37449 58 | L. 89 97 | 115 \

e e e e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 660 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022515\
Data File : BF077440.D

Acq On : 25 Feb 2015 18:21

Operator - 1Z / TP

Sample : PB81872BL

Misc : S/DOD

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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... 1.47 227.6 ng 5535560 1 7.29 486436 20.0
unknownl .88 1.88 2.8 ng 68598 1 7.29 486436 20.0
2-Pentanone, 4-hy... 5.08 17.9 ng 434927 1 7.29 486436 20.0
unknown6 .99 6.99 71.8 ng 1747490 1 7.29 486436 20.0
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