LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027363.D

Acq On > 10 Jun 2017 1:22 Instrument :

Operator : SJ/MA ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : 13575-03 HR-06-060817-A

ALS Vial : 16 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-BG060517 .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

4_553 141 147 154 rBV 43171 71324 1.25% 0.295%
5.704 337 343 354 rVB 140536 248700 4._.38% 1.030%
rBv 933585 1681779 29.59% 6.965%
7.690 667 681 693 rBvV 907927 1706273 30.02% 7.067%
8.090 741 749 759 rBV 1022530 1883145 33.13% 7.799%

abrwNPE
)]
=
N
)]
N
o
©
N
=
(00]
N
W
o

8.554 821 828 839 rVvB 144052 263377 4.63% 1.091%
8.883 874 884 894 rBV 655025 1218029 21.43% 5.044%
9.717 1016 1026 1038 rBV 616733 1193965 21.01% 4.945%
11.374 1300 1308 1315 rBV 236233 455458 8.01% 1.886%
13.760 1706 1714 1724 rBV 1941126 3106106 54.65% 12.864%

=
QO ~NO®

11 15.135 1940 1948 1955 rBV2 421277 706273 12.43% 2.925%
12 16.621 2193 2201 2211 rBV 1951338 3160732 55.61% 13.090%
13 17.884 2409 2416 2428 rBV2 665492 1072323 18.87% 4.441%
14 20.464 2848 2855 2866 rBV 4025401 5683872 100.00% 23.540%
15 22.267 3154 3162 3172 rBV 527115 1001843 17.63% 4.149%

16 25.951 3778 3789 3809 rBv3 185913 692619 12.19% 2.868%

Sum of corrected areas: 24145818
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027363.D

Acq On : 10 Jun 2017 1:22

Operator : SJ/MA

Sample : 13575-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027363.D
4000000

3000000

2000000

8.09
1000000 6.15 7.69

8.88 9.72

11.37
4.55 5.70 8.55

e L L L

Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250 1300

Abundance TIC: BG027363.D
4000000 20146

3000000

2000000{ 13.76 16.62

1000000
17.88 2297

15.13
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Time--> 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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG027363.D
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3000000

2000000
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25.95
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Time--> 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027363.D

Acq On : 10 Jun 2017 1:22

Operator : SJ/MA

Sample : 13575-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 4-Penten-2-one, 4-methyl- Concentration Rank 4

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

4_.55 5.42 ng 71324 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 64
2 5-Hexen-2-one 98 C6H100 000109-49-9 43
3 2-Vinylethyl acetate 114 C6H1002 001576-84-7 25
4 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 10
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 10

Abundance Scan 147 (4.553 min): BG027363.D (-141) (-) m/z 43.00 100.00%
43
5000
55 83 420 440 460 480
Ol 2o e % m/z 83.00 12.87%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000 L I UL I L
4.20 4.40 4.60 4.80
m/z 38.95 8.00%
0 27 33 | 505 636974 °O° o1 98
mz> 10 20 30 40 50 60 70 80 90 100
Abundance
43
4.20 4.40 4.60 4.80
5000 m/z 55.00 6.58%
55
o 38 50 63 71 77 83 98
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #7190: 2-Vinylethyl acetate
43 4.20 4.40 4.60 4.80
m/z 40.95 4._.58%
5000
54
27 73
0 "I'%?'I"'MH"'3#“2"'I“"'?%"'I't"l'§4"l""l""
m/z--> 10 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027363.D

Acq On : 10 Jun 2017 1:22

Operator : SJ/MA

Sample : 13575-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.70 18.89 ng 248700 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 342 (5.699 min): BG027363.D (-337) (-) m/z 43.00 100.00%
a3
59
5000
1o 540 560 580 6.00
83 : : : :
0.,....,....',"..!'|i....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.00 61.70%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HAE R LR UL R
5.40 5.60 5.80 6.00
59 m/z 101.00 17.62%
2\7\ LIl H 70 83 1?1
o B U UL S UL B L L B WAL W
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
59
'5.40 560 580 6.00
5000 M m/z 58.00 17.38%
o 73 126 142
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #214: Acetone
43 5.40 5.60 5.80 6.00
m/z 41.00 8.38%
5000
15
58
0'%'JWﬁi'“”"P'”I'”'I”'W"”I'”'I”'W"”I'”'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027363.D

Acq On : 10 Jun 2017 1:22

Operator : SJ/MA

Sample : 13575-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown8.09 Concentration Rank 1

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

8.09 143.00 ng 1883150 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 749 (8.090 min): BG027363.D (-741) (-) m/z 132.00 100.00%
5000 68
40 54 ‘ 6 780 800 820 8.40
Obrrrprrrefie ey -'| '-8?...',..1.1.?.. N — e m/z 68.00 50.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L L U I I
7.80 8.00 8.20 8.40
31 51 ‘ m/z 134.00 32.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
780 800 820 8.40
5000 m/z 66.00 31.75%
104
oL 27 51 %6 gy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 N
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e L R
132 7.80 8.00 8.20 8.40
m/z 69.00 19.38%
5000
o1 39 G, 0w |
m/z--> ﬁo 40 60 86 100 120 140 160 180 200 220 240 260 280 780 8.00 820 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027363.D

Acq On : 10 Jun 2017 1:22

Operator : SJ/MA

Sample : 13575-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
4-Penten-2-one, 4... 4.55 5.4 ng 71324 1 8.55 263377 20.0
2-Pentanone, 4-hy... 5.70 18.9 ng 248700 1 8.55 263377 20.0
unknown8 .09 8.09 143.0 ng 1883150 1 8.55 263377 20.0
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