LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016323.D

Acq On : 10 Apr 2015 17:46

Operator : TP/1Z

Sample - PB82680BL

Misc :

ALS Vial : 4 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_G\METHODS\8270-BG040615.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 2.787 13 17 23 rvB3 29758 45757 1.31% 0.241%
2 4.808 356 361 370 rvB 137824 186557 5.33% 0.983%
3 5.284 436 442 454 rBV 1173560 1613568 46.08% 8.502%
4 6.882 706 714 724 rBV 1076841 1670144 47.69% 8.801%
5 7.229 766 773 783 rBV 1108439 1735127 49.55% 9.143%

7.693 845 852 859 rvB 238917 367151 10.48% 1.935%
8.011 899 906 914 rBV 855875 1326471 37.88% 6.990%
8.851 1041 1049 1060 rBV 611553 994452 28.40% 5.240%
10.478 1318 1326 1333 rBVY 327939 538035 15.36% 2.835%
12.952 1740 1747 1759 rBV 1567564 2232599 63.76% 11.764%

=
QO ~NO®

11 14.333 1975 1982 1993 rBV2 458424 694186 19.82% 3.658%
12 15.819 2229 2235 2250 rBV 911158 1309946 37.41% 6.903%
13 17.071 2442 2448 2457 rBV2 569684 797972 22.79%% 4_.205%
14 19.703 2890 2896 2912 rBV 2664351 3501759 100.00% 18.452%
15 21.248 3154 3159 3168 rBvV 820292 1012376 28.91% 5.335%

16 23.492 3534 3541 3550 rBV2 505950 951506 27.17% 5.014%

Sum of corrected areas: 18977606
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG041015\

BG016323.D

10 Apr 2015 17:46

TP/1Z

PB82680BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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_G\DATA\BG041015\
Data File : BG016323.D

Acq On : 10 Apr 2015 17:46

Operator : TP/1Z

Sample : PB82680BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.81 10.16 ng 186557 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 361 (4.808 min): BG016323.D (-356) (-) m/z 43.10 100.00%
a3
59
5000
101
51 | 73 83 440 4.60 4.80 5.00 5.20
L A m/z 59.10 66 .04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI SRR RN RN
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 28 .35%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500 520
5000 M m/z 58.10 17.74%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- T T T T R T
59 440 4.60 4.80 5.00 5.20
31 m/z 41.10 7.86%
5000 41
73
1\5 L[| 51 ‘ . ‘ 87 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016323.D

Acq On : 10 Apr 2015 17:46

Operator : TP/1Z

Sample : PB82680BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 3 unknown7.23 Concentration Rank 1

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

7.23 94 .52 ng 1735130 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 773 (7.229 min): BG016323.D (-766) (-) m/z 132.00 100.00%
5000 68
96 5 700 750 7a0 780
40 54 J 6.80 7.00 7.20 7.40 7.60
qrer | eus | m/z 68.10 38.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I A IR S L
6.80 7.00 7.20 7.40 7.60
21 51 78 m/z 134.00 33.84%
‘ L | L
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 23.59%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal L e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 14 .30%
5000 67
97
‘ 29 ‘ 117
: III‘I‘IIw\I L \IM‘I\I\‘I\ |8|8|‘i I:I'IO?II‘\ ||H| —— ——r— —
m/z--> 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016323.D

Acq On : 10 Apr 2015 17:46

Operator : TP/1Z

Sample - PB82680BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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]
2-Pentanone, 4-hy... 4.81 10.2 ng 186557 1 7.69 367151 20.0
unknown7 .23 7.23 94.5 ng 1735130 1 7.69 367151 20.0
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