LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\
Data File : BF080168.D

Acq On : 25 Jun 2015 16:16

Operator : TP/1Z

Sample : G2747-06

Misc :

ALS Vial : 11 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_F\METHODS\8270-BF061715_.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 5.510 209 212 215 rBvY 67606 89298 5.83% 1.082%
2 5.898 244 246 249 rBV 404181 377824 24.65%  4.577%
3 6.298 279 281 284 rBvY 17686 22265 1.45% 0.270%
4 6.893 331 333 336 rBVY 300949 244741 15.97% 2.965%
5 7.064 345 348 350 rBY 677317 751211 49.02% 9.100%
6 7.293 366 368 370 rvB 233406 203976 13.31% 2.471%
7 7.453 380 382 385 rvB 904824 740941 48_.35% 8.976%
8 7.853 415 417 419 rBvV @ 712237 601747 39.26% 7.290%
9 8.584 479 481 484 rVB 328911 274161 17.89% 3.321%
10 9.659 573 575 578 rVB 1234769 1196588 78.08% 14.496%
11 9.842 590 591 593 rBv 31397 23104 1.51% 0.280%
12 10.356 634 636 638 rBY 379042 321339 20.97% 3.893%
13 10.985 688 691 692 rBV 36742 49211 3.21% 0.596%

14 11.145 703 705 708 rBv2 563729 767258 50.06% 9.295%
15 11.865 766 768 770 rBV 325814 332351 21.69% 4.026%

16 13.522 911 913 916 rBV 1673689 1532585 100.00% 18.566%
17 14.756 1019 1021 1024 rBV 314380 367826 24 .00% 4._.456%
18 16.597 1179 1182 1185 rBV 261426 358228 23.37% 4._.340%

Sum of corrected areas: 8254654
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\
Data File : BF080168.D

Acq On : 25 Jun 2015 16:16

Operator : TP/1Z

Sample : G2747-06

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080168.D
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6.30

13152
1500000

9.66

1000000

11.14
500000
11.86 14.76

9.84 10.98
L o e L o o e e e e e B L B e e o e e L o e e e o B e e e e G e e s s

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF080168.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\
Data File : BF080168.D

Acq On : 25 Jun 2015 16:16

Operator : TP/1Z

Sample : G2747-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.51 8.76 ng 89298 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 212 (5.510 min): BF080168.D (-209) (-) m/z 43.10 100.00%
a8
59
5000
101 IR AN U LU LA
51 | 83 | 520 5.40 5.60 5.80
o} BESENAT  O-- SVH| N SIS EESS m/z 59.10 59.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LS IR IR L
59 520 540 560 580
m/z 101.10 20.00%
o 53 a, 83 o3 101
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
520 540 560 580
5000 m/z 58.10 16.14%
55
0 ) 65 71 77 83 98
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7867: 4-Hydroxy-3-hexanone e e Ea
59 520 5.40 5.60 5.80
m/z 41.10 10.20%
31
5000
41
o ||, 47 53] 65 7379 87 97 116
mz-> 10 20 30 40 50 60 70 8 90 100 110 120 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\
Data File : BF080168.D

Acq On : 25 Jun 2015 16:16

Operator : TP/1Z

Sample : G2747-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown6.30 Concentration Rank 5

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

6.30 2.18 ng 22265 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 64
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 40
3 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9
4 Guanidine, methyl- 73 C2H7N3 000471-29-4 5
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 281 (6.298 min): BF080168.D (-279) (-) m/z 43.10 100.00%
43
73
5000
A A e
55 84 115 6.00 6.20 6.40 6.60
Ob e M e e ek S e m/z 73.10 75.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 ISR LA RS R
6.00 6.20 6.40 6.60
m/z 41.10 12.18%
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
30 43 73
600 620 640 6.60
5000 58 m/z 115.10 10.53%
15
24 52
e A R RN R NS AR RS RS AR SERAS RARRN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8247: 5-Aminovaleric acid e
30 6.00 6.20 6.40 6.60
m/z 39.10 7.71%
5000
0 1, 47 56 70 g2 gg 9 117 R
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 6.00 6.0 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\
Data File : BF080168.D

Acq On : 25 Jun 2015 16:16

Operator : TP/1Z

Sample : G2747-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 3 unknown7.06 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.06 73.66 ng 751211 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 348 (7.064 min): BF080168.D (-345) (-) m/z 132.10 100.00%
5000
68
% R e N A m i
40 47 54 o || 75 g7 103 6.80 7.00 7.20 7.40
Ot e e e e e e e m/z 134.10 33.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI L L L L L L L LN LB LB
6.80 7.00 7.20 7.40
78 m/z 68.10 32.78%
31
38
0 1 H Il !
R R S R o O o RN RRRRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R N I
6.80 7.00 7.20 7.40
5000 67 m/z 66.10 19.90%
41 53 97 117
79
ol 34 60 89 | 105 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A Rasmmma
132 6.80 7.00 7.20 7.40
m/z 69.10 12.94%
5000
104
51 66 77
ol 14 27 37 44 % 58 L. 89 97 || 115
T T e T e T e R N e N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\
Data File : BF080168.D

Acq On : 25 Jun 2015 16:16

Operator : TP/1Z

Sample : G2747-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 5 unknownl10.98 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.98 3.06 ng 49211 Acenaphthene-d10 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,6-Cycloheptatrien-1-one, 4-(... 148 C10H120 013656-81-0 14
2 Benzoyl isocyanate 147 C8H5NO2 004461-33-0 12
3 3-Oxapentanol-1, 4-[(2,3-dimethy... 194 C12H1802 1000063-22-7 10
4 Ether, p-methylbenzyl vinyl 148 C10H120 026437-10-5 10
5 Benzamide, N-butyl- 177 C11H15NO 002782-40-3 10

Abundance Scan 691 (10.985 min): BF080168.D (-688) (-) m/z 105.10 100.00%
105
5000 147
41 Mg 115 177 A
51 oo ,—Jd 166 10.60 10.80 11.00 11.20
0 R e e e B m/z 106.10 42 _.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21771: 2,4,6-Cycloheptatrien-1-one, 4-(1-methylethyl)-
105
5000 RN UL UL LS B
10.60 10.80 11.00 11.20
51 77 148 m/z 147.10 39.17%
41 63 “ 91 120
0....|....|“l.‘l‘.|‘.‘..‘l‘|..‘..,‘H...ﬁ‘....,....,....,....,
m/z--> 20 40 80 100 120 140 160 180
Abundance
77 105
o 10.60 10,80 11.00 1120
5000 147 m/z 107.10 36.82%
38
oL 12 28 64 91 121
miz--> 20 40 60 80 100 120 140 160 180
Abundance #51812: 3-Oxapentanol-1, 4-[(2,3-dimethyl)phenyl]- LI L B L L L B B
105 10.60 10.80 11.00 11.20
m/z 77.00 21.61%
5000
28 45
77 91
0 b \“ 5565 || || ) 121133 149 179 194
m/z--> 20 40 i 80 100 120 140 160 180 ' 10,60 10.80 11.00 11.20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\
Data File : BF080168.D

Acq On : 25 Jun 2015 16:16

Operator : TP/1Z

Sample : G2747-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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... 5.51 8.8 ng 89298 1 7.29 203976 20.0
unknown6 .30 6.30 2.2 ng 22265 1 7.29 203976 20.0
unknown? .06 7.06 73.7 ng 751211 1 7.29 203976 20.0
unknown10.98 10.98 3.1 ng 49211 3 10.36 321339 20.0
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