LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017491.D

Acq On > 6 Jun 2015 3:50

Operator : TP/1Z

Sample : G2501-08

Misc :

ALS Vial : 17 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-BG060315.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 2.766 8 13 24 rBVY 250668 333681 17.73% 4.602%
2 4.723 342 346 353 rVB 15627 20428 1.09% 0.282%
3 5.222 426 431 440 rBvV 152791 228899 12.17% 3.157%
4 6.844 701 707 715 rBvV 83879 144764 7.69% 1.997%
5 7.167 755 762 774 rBV 304773 483570 25.70% 6.670%

7.619 833 839 846 rBvV2 76066 115571 6.14% 1.594%
7.942 888 894 904 rVvB 303724 467527 24.85% 6.448%
8.788 1031 1038 1048 rBvV 242677 401892 21.36% 5.543%
10.422 1309 1316 1325 rVB2 82854 146366 7.78% 2.019%
12.907 1732 1739 1751 rVB 596887 875877 46.55% 12.081%

=
QO ~NO®

11 14.294 1969 1975 1982 rBV2 131916 203046 10.79% 2.801%
12 15.792 2224 2230 2242 rBV 532764 817770 43.46% 11.279%
13 17.043 2438 2443 2452 rBV 187744 270454 14.37% 3.730%
14 17.954 2595 2598 2606 rBv4 14799 22458 1.19% 0.310%
15 19.247 2809 2818 2824 rBV7 14502 32616 1.73% 0.450%

16 19.687 2887 2893 2898 rBV 1618778 1881516 100.00% 25.951%
17 20.957 3103 3109 3114 rBV7 11441 22473 1.19% 0.310%

18 21.239 3150 3157 3163 rBV 317674 395967 21.05% 5.461%
19 23.483 3532 3539 3548 rvB2 200803 385433 20.49% 5.316%

Sum of corrected areas: 7250308
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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:\HPCHEM1\BNA_G\DATA\BG060515\

BG017491.D
6 Jun 2015 3:50
TP/1Z
G2501-08
17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017491.D
1500000
1000000
500000
b 77 7.17 7.94 8.79
2.2 6.84 10.42
. 7.62 .
4.72 N A
Oy e e e e e e e e e e R e
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG017491.D
19.69
1500000
1000000
12.91
15.79
500000
14.29 17,04
0 17.95 19.25
L o e o I L o o e e o T L e e e o L o e AL e s o e e o e B
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG017491.D
1500000
1000000
500000
21.24
23.48
20.96
I e e e R e e e e e L B e e e e e e e e e L B e e e e e e e e P e e
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017491.D

Acq On > 6 Jun 2015 3:50

Operator : TP/1Z

Sample : G2501-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.77 57.74 ng 333681 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 3-0-Methyl-d-glucose 194 C7H1406 1000127-25-9 9

Abundance Scan 14 (2.772 min): BG017491.D (-8) (-) m/z 73.10 100.00%
73
5000 43
55 87
2.80 2.90 3.00 3.10 3.20
el L w108 242 T a3 05 44, 89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 ?
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 26.11%
A
”'PU”JL'W'J“P'”I”'W'”'P'”I”'W'”'"”I”'W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.05 25.48%
45
57
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #720: N-Ethylformamide
30 2.80 2.90 3.00 3.10 3.20
73 m/z 41.00 15.47%
5000
44 58
W
"ww“'ﬁw““l'“'|“"w"w"“|'“'|“"w"'"“l'“'l“ RN U U U U R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017491.D

Acq On > 6 Jun 2015 3:50

Operator : TP/1Z

Sample : G2501-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 4

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

4.72 3.54 ng 20428 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Butane 58 C4H10 000106-97-8 9
4 2-Propanone, 1l-cyclopropyl- 98 C6H100 004160-75-2 9
5 Butanoic acid, 3-hydroxy-3-methy... 132 C6H1203 006149-45-7 9

Abundance Scan 346 (4.723 min): BG017491.D (-342) (-) m/z 42.95 100.00%
43
59
5000
101
83 157 4.40 4.60 4.80 5.00
m/z 59.10 56.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7949: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U IR L R R
58 4.40 4.60 4.80 5.00
m/z 101.00 25.67%
28 101
“W““PWMHHWHWHJv“ @“§%WH“V“W““V“W““V“W““V“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
4.40 460 480 500
5000 m/z 58.00 15.63%
55
i 6371 83 98
mwwmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #222: Butane
43 4.40 4.60 4.80 5.00
m/z 41.00 10.57%
5000 29
L \‘\ T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017491.D

Acq On > 6 Jun 2015 3:50

Operator : TP/1Z

Sample : G2501-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 unknown7.17 Concentration Rank 1

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

7.17 83.68 ng 483570 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 763 (7.173 min): BG017491.D (-755) (-) m/z 132.00 100.00%
132
5000 68
0 g || o9 5B 700 720 70 78D
L m/z 68.10 42 _44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ISR L UL L

6.80 7.00 7.20 7.40 7.60
m/z 66.00 34.82%

70
31 44 60

‘ [ L | 86 ! 116 1
a2 A B B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
AN
24 L B
6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 134.00 34.54%
158 189
s B A Eaa o S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e e Emame
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.47%
5000
15 28 3 82 G 77 90 104y |
e B W o e Rmmma s
m/z--> 20 40 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\BG060515\
Data File : BG017491.D

Acq On > 6 Jun 2015 3:50

Operator : TP/1Z

Sample : G2501-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.77 57.7 ng 333681 1 7.62 115571 20.0
2-Pentanone, 4-hy... 4.72 3.5 ng 20428 1 7.62 115571 20.0
unknown?7 .17 7.17 83.7 ng 483570 1 7.62 115571 20.0
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