LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075503.D

Aca On : 14 Nov 2014 19:37

Operator : TP / JJ

Sample : PB80327BL

Misc :

ALS Vial : 7 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

1.635 44 48 50 rBV 5948970 8611586 100.00% 36.117%
1.830 63 65 75 rvVB 133253 211418 2.46% 0.887%
77 85 rBvV 361448 526398 6.11% 2.208%
5.339 370 372 381 rBV 308405 478102 5.55% 2.005%
5.842 413 416 418 rBV 1350246 1333537 15.49% 5.593%

abrwWNPEF
=
(o}
()}
\l
\l
a1

7.087 523 525 528 rBV 1014662 1251459 14.53% 5.249%
7.259 537 540 542 rBV 1432612 1325625 15.39% 5.560%
7.556 563 566 568 rBvV 370703 506893 5.89% 2.126%
7.739 579 582 584 rVvB 1112856 1005322 11.67% 4.216%
8.242 623 626 628 rVB 831036 794534 9.23% 3.332%

=
QO ~NO®

11 9.133 701 704 706 rVB 776285 745059 8.65% 3.125%
12 10.471 819 821 824 rBV 1053312 1420253 16.49% 5.957%
13 11.316 892 895 897 rBvV 611953 774736 9.00% 3.249%
14 12.288 978 980 983 rBV 805908 823712 9.57% 3.455%
15 13.157 1054 1056 1059 rBV 709443 770666 8.95% 3.232%

16 15.157 1228 1231 1233 rBV 1511577 1539195 17.87% 6.455%
17 16.471 1343 1346 1348 rBV 733288 843887 9.80% 3.539%
18 18.266 1500 1503 1506 rBV 691642 881075 10.23% 3.695%

Sum of corrected areas: 23843457
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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:\HPCHEMIN\BNA F\DATA\BF111414\

BFO75503.D

14 Nov 2014 19:37

™ /7 33

PB80327BL

7 Sample Multiplier: 1

Z:\HPCHEMI\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 : BF075503.D

Aca On : 14 Nov 2014 19:37

Operator : TP / JJ

Sample : PB80327BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl.64 Concentration Rank 1

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

1.64 339.78 ng 8611590 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 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 Oxirane-2-carboxylic acid, ethyl... 116 C5H803 1000192-50-3 9

Abundance Scan 48 (1.635 min): BF075503.D (-44) (-) m/z 73.10 100.00%
7B
43
5000
89
a5 140 1.60 180 2.00
1 W O P m/z 43.05 63.59%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000 L L UL LR U
15 29 140 160 1.80 2.00
89 m/z 89.10 31.47%
oL 2 23 ‘ M 37‘ 49 57 ‘ ‘ 104
m/z--> 0 fo 20 30 40 50 60 70 8 90 100 110
Abundance
30 73
140 1.60 180 2.00
5000 m/z 41.05 13.48%
58
44
15 38 51
G R R RS UL RS AN R RN IS IS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2183: 1,3-Diaminoguanidine R ERasEEES e e
43 1.40 1.60 1.80 2.00
32 m/z 45.10 10.08%
58 89
5000 18
‘ 72
] SN ”l...” L T SN G
| I I I I T I I I I | | I [ I I
m/z--> 0 10 40 50 60 70 80 90 100 110 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075503.D

Aca On : 14 Nov 2014 19:37

Operator : TP / JJ

Sample : PB80327BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 5

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

5.34 18.86 ng 478102 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 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 t-Butvl nitrite 103 C4H9NO2 000540-80-7 9
4 2-Pentanone. 5-(acetvloxv)- 144 C7H1203 005185-97-7 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 372 (5.339 min): BF075503.D (-370) (-) m/z 43.00 100.00%
a3
5000 59
101 500 520 540 560
O il 8L 8 | "m/z 59.00  48.44%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L IR U L
59 500 520 540 560
m/z 58.00 13.28%
o 25 3! 37 | 83 o3 01
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
43
500 520 540 560
5000 m/z 101.10 12.21%
58
L 27 g7 72 100
G L B U I S S SULILL IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4430:t—ButyInitrite LI L B L B L
30 5.00 5.20 5.40 5.60
m/z 41.10 9.35%
43
5000
57 88
15 “
0 "'I"h'l' "J"'??HM"'SP"*lI'"'I??"I"' USRS SREE
m/z--> 10 20 30 40 50 60 70 80 90 100 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 : BF075503.D

Aca On : 14 Nov 2014 19:37

Operator : TP / JJ

Sample : PB80327BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknown7.26 Concentration Rank 2

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

7.26 52.30 ng 1325630 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 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 540 (7.259 min): BF075503.D (-537) (-) m/z 132.00 100.00%
5000 68
0 s | % J 700 7.20 7.40 7.60
bl 7 87 L35 m/z 68.10 37.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SR UL UL SR
7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 32.37%
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
74 700 7.20 7.40 7.60
5000 gg 116 m/z 66.00 23.38%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e A S REaarurs
132 7.00 7.20 7.40 7.60
m/z 69.10 14.14%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 | S | | O
m/z--> 40 60 80 100 120 140 160 180 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 : BF075503.D

Acq On : 14 Nov 2014 19:37

Operator : TP / JJ

Sample : PB80327BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_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 .64 1.64 339.8 ng 8611590 1 7.56 506893 20.0
2-Pentanone, 4-hy... 5.34 18.9 ng 478102 1 7.56 506893 20.0
unknown? .26 7.26 52.3 ng 1325630 1 7.56 506893 20.0
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