LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075510.D

Aca On : 14 Nov 2014 22:55

Operator : TP / JJ

Sample : PB80231BL

Misc :

ALS Vial : 14 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-BF111214.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 1.601 43 45 48 rVB 173051 250779 25.17% 4_.443%
2 1.761 56 59 63 rvB 79914 114906 11.53% 2.036%
3 1.830 63 65 74 rVVW 43456 87691 8.80% 1.553%
4 1.967 74 77 104 rvVvB 612588 996253 100.00% 17.649%
5 5.339 371 372 378 rVB 53136 85158 8.55% 1.509%
6 5.830 413 415 418 rBV 121324 173450 17.41% 3.073%
7 7.087 523 525 527 rBV 220364 181552 18.22% 3.216%
8 7.259 537 540 542 rBV 172759 179755 18.04% 3.184%
9 7.545 563 565 568 rBV 247768 305956 30.71% 5.420%
10 7.739 580 582 584 rVB 147360 139853 14.04% 2.478%
11 8.242 623 626 628 rBV 73102 95370 9.57% 1.690%

12 9.133 701 704 706 rBV 416862 441371 44.30% 7.819%
13 10.471 819 821 823 rBV 208886 197580 19.83% 3.500%
14 11.305 892 894 897 rBvV 391709 456129 45.78% 8.080%
15 12.288 977 980 982 rBV 110126 100235 10.06% 1.776%

16 13.157 1054 1056 1059 rBV 519290 472124 47 .39% 8.364%
17 15.145 1228 1230 1233 rBV 174146 209607 21.04% 3.713%

18 15.340 1244 1247 1249 rBV 12781 14230 1.43% 0.252%
19 16.174 1318 1320 1322 rBV3 18576 18893 1.90% 0.335%
20 16.311 1330 1332 1335 rBV 9226 14420 1.45% 0.255%

21 16.448 1341 1344 1347 rBV 541929 533183 53.52% 9.446%
22 17.031 1391 1395 1397 rBv4 10142 11792 1.18% 0.209%
23 18.186 1494 1496 1499 rBV 361272 564527 56.67% 10.001%

Sum of corrected areas: 5644814
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF111414\

BF075510.D

14 Nov 2014 22:55

™ /7 33

PB80231BL

14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF111214_.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:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075510.D

Aca On : 14 Nov 2014 22:55

Operator : TP / JJ

Sample : PB80231BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
Quant Title : 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.60 Concentration Rank 2

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

1.60 16.39 ng 250779 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 45 (1.601 min): BF075510.D (-43) (-) m/z 73.10 100.00%
7B
43
5000
89 I | U
55 120 1.40 1.60 1.80 2.00
b il g0 | w/z 43.00  70.62%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 R U N R S
1.20 1.40 1.60 1.80 2.00
89 m/z 89.00 24 .93%
o 26 38 a5 I
"'I""I”"I""P"'I""P"'I""P"'I"'W
m/z--> 10 20 40 50 60 70 80 90
Abundance
30 43 73
120 140 160 180 2.00
5000 58 m/z 41.05 15.04%
15
25 38 52
e L S L UL S IR S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide L R o S
30 73 1.20 1.40 1.60 1.80 2.00
m/z 42.00 10.25%
5000
58
44
m/z--> 10 20 30 4'0 5'0 60 7'0 80 %0 ' 120 140 160 180 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075510.D

Aca On : 14 Nov 2014 22:55

Operator : TP / JJ

Sample : PB80231BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.34 5.57 ng 85158 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Pentanone. 5-(acetvloxv)- 144 C7H1203 005185-97-7 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2-Heptanone, 7,7-dichloro- 182 C7H12CI120 066241-43-8 9

Abundance Scan 372 (5.339 min): BF075510.D (-371) (-) m/z 43.00 100.00%
43
5000 59
o | o 101 500 520 540 560
o S } e VI | .+ SN m/z 59.00 46.57%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L UL LI UL B
59 500 520 540 560
m/z 58.00 15.39%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
500 520 540 560
5000 m/z 101.00 10.53%
58 4 87 101
e S S UL SULIURS SUSIILS IS IS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester B e e R
43 5.00 5.20 5.40 5.60
m/z 41.10 10.02%
5000 57
29
101
0 \“37\‘ 50“ 8 \
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075510.D

Aca On : 14 Nov 2014 22:55

Operator : TP / JJ

Sample : PB80231BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
Quant Title : 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 6 unknown7.26 Concentration Rank 3

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

7.26 11.75 ng 179755 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 540 (7.259 min): BF075510.D (-537) (-) m/z 132.00 100.00%
32
5000
68
© s || 5 g5 % 108 700 7.20 7.40 7.60
0 S e 1 RN N e [ m/z 68.10 34.17%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U SR UL UL SR
7.00 7.20 7.40 7.60
2 78 m/z 134.00 33.60%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
700 7.20 7.40 7.60
5000 67 m/z 66.00 21.36%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine A
132 7.00 7.20 7.40 7.60

m/z 69.00 12.18%

5000 108

0.”.,”.N“..qkn.,”..“..w..”,.”.,”....”,.”.,..... R RAREE R S

m/z--> 30 40 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075510.D

Acq On : 14 Nov 2014 22:55

Operator : TP / JJ

Sample : PB80231BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
Quant Title : 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]
unknownl1 .60 1.60 16.4 ng 250779 1 7.56 305956 20.0
2-Pentanone, 4-hy... 5.34 5.6 ng 85158 1 7.56 305956 20.0
unknown? .26 7.26 11.8 ng 179755 1 7.56 305956 20.0
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