LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017239.D

Acq On : 21 May 2015 7:47

Operator : TP/1Z

Sample : G2301-03

Misc :

ALS Vial : 24 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-BG051315.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

2.779 11 15 24 rBvV 89383 142524 4.16% 0.891%
2.855 24 28 37 rvB 400399 505586 14.75% 3.161%
rBv 50086 74512 2.17% 0.466%
5.288 435 442 451 rBV 371970 547845 15.98% 3.425%
6.892 709 715 729 rVB 251328 385286 11.24% 2.409%
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7.233 765 773 780 rBV 740074 1138398 33.21% 7.117%
7.691 845 851 859 rvB 179101 274031 7.99% 1.713%
8.014 898 906 912 rBV 588511 951454 27.76% 5.949%
8.854 1041 1049 1056 rBvV 571743 939999 27.42% 5.877%
10.488 1321 1327 1334 rVB 228280 382600 11.16% 2.392%

=
QO ~NO®

11 12.967 1741 1749 1760 rBV 1393944 2036264 59.41% 12.731%
12 14.348 1978 1984 1992 rBV2 366147 553762 16.16% 3.462%
13 15.846 2233 2239 2254 rBV 1454401 1960822 57.20% 12.259%
14 17.097 2446 2452 2458 rBvV2 532027 743258 21.68% 4.647%

15 18.002 2602 2606 2611 rBV2 43337 63396 1.85% 0.396%
16 19.289 2820 2825 2834 rBV7 24425 42117 1.23% 0.263%
17 19.736 2895 2901 2910 rBV 2742177 3427758 100.00% 21.431%
18 20.999 3113 3116 3126 rBV 52811 86688 2.53% 0.542%

19 21.287 3159 3165 3173 rBvV 703793 886583 25.86% 5.543%
20 23.549 3542 3550 3560 rBV 433278 851568 24.84% 5.324%

Sum of corrected areas: 15994451
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG052015\
BG017239.D

21 May 2015  7:47

TP/1Z

G2301-03

24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

CALIBRATION

Abundance
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2000000
1500000
1000000

5000007 2.86

n

5.29

4.80
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TIC: BG017239.D
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2500000

2000000

1500000
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12.97

14.35

TIC: BG017239.D

15.85

17.10

18.00

A
=TT

19.29

19.74

0

Time-->

12.00 1250 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

2500000
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21.29
23.55
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TIC: BG017239.D

0
Time-->

21.00 21.50 22.00 2250 23.00 2350 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\BG052015\
Data File : BG017239.D

Acq On : 21 May 2015 7:47

Operator : TP/1Z

Sample : G2301-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 1-Pentene, 2-methyl- Concentration Rank 4

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

2.78 10.40 ng 142524 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 86
2 Cyclohexane 84 C6H12 000110-82-7 76
3 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 53
4 1-Hexene 84 C6H12 000592-41-6 47
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 47

Abundance Scan 15 (2.779 min): BG017239.D (-11) (-) m/z 56.05 100.00%
56
84
5000
e
2.80 2.90 3.00 3.10 3.20
ot M2 28 e et Tm/z 84.05  70.23%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1465: 1-Pentene, 2-methyl-
56
5000 HAEIURRRN U U AR LA
27/ | ga 2.80 2.90 3.00 3.10 3.20
‘ ‘ m/z 41.00 69.12%
144

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

56

%

84
2.80 2.90 3.00 3.10 3.20

5000 m/z 55.05 43 _.71%
27

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #3453: Cyanic acid, 2-methylpropyl ester
a1 2.80 2.90 3.00 3.10 3.20
m/z 39.00 38.50%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG052015\
Data File : BG017239.D

Acq On : 21 May 2015 7:47

Operator : TP/1Z

Sample : G2301-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.86 36.90 ng 505586 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
3 1,4-Butanediamine 88 C4H12N2 000110-60-1 9
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 29 (2.861 min): BG017239.D (-24) (-) m/z 73.10 100.00%
<]

5000 43

-

‘ | 2.80 2.90 3.00 3.10 3.20 3.30
el o s A Tm/z 43.000  47.65%
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-

-

5000
2.802.90 3.003.10 3.20 3.30

m/z 55.05 28 .69%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

73

-

2.80 2.90 3.00 3.10 3.20 3.30
5000 43 m/z 87.10 26.64%

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance #1940: 1,4-Butanediamine
30 2.80 2.90 3.00 3.10 3.20 3.30
m/z 41.00 15.52%
5000
59
m/iz--> 0 50 100 150 200 250 300 350 400 450 2.80 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017239.D

Acq On : 21 May 2015 7:47

Operator : TP/1Z

Sample : G2301-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.80 5.44 ng 74512 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 53
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 12

Abundance Scan 359 (4.800 min): BG017239.D (-350) (-) m/z 43.00 100.00%
43
5000
101

4.40 4.60 4.80 5.00 5.20

N W . ,| A28 178 221 355362408 4% %02 | "n/z 59.10  54.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [T T rrrrprrrrprrrr T
440 4.60 4.80 5.00 5.20
m/z 101.10 16.29%
15 101

‘ ol

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

59

440 4.60 4.80 5.00 5.20
5000 m/z 58.10 11.95%

31 101

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #3955: 2,3-Butanedione, monooxime
3 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.14%
5000
101

15 69

IIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017239.D

Acq On : 21 May 2015 7:47

Operator : TP/1Z

Sample : G2301-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 4 unknown7.23 Concentration Rank 1

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

7.23 83.09 ng 1138400 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 773 (7.233 min): BG017239.D (-765) (-) m/z 132.00 100.00%
132
5000 68
40 96 AEESNARES RARRA RSN
6.80 7.00 7.20 7.40 7.60
115 207 239 318 n/z  68.10 46 . 09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ISR R L I I
6.80 7.00 7.20 7.40 7.60
70 m/z 134.00 32.96%
31 5
‘ [ LD ‘ \‘
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 32.65%
15 39 03 g, 104
W@mﬂw@wﬁrﬁvﬁvﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14006: 5-Aminoindole e e
132 6.80 7.00 7.20 7.40 7.60

m/z 69.10 20.44%

5000
104

66
27 44 | .87 ‘\ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BG052015\
Data File : BG017239.D

Acq On : 21 May 2015 7:47

Operator : TP/1Z

Sample : G2301-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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]
1-Pentene, 2-methyl- 2.78 10.4 ng 142524 1 7.69 274031 20.0
Butane, 2-methoxy... 2.86 36.9 ng 505586 1 7.69 274031 20.0
2-Pentanone, 4-hy... 4.80 5.4 ng 74512 1 7.69 274031 20.0
unknown7 .23 7.23 83.1 ng 1138400 1 7.69 274031 20.0
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