LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\

Data File : BF083273.D

Aca On - 25 Nov 2015 14:57 Instrument :

Operator : UM/1Z BNA_F

Sample  : G4553-03 G

o : 112115-A263-E-D-B
isc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\Methods\8270-BF112115.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 heiaht area % max. total
1 3.976 172 174 187 rBV 64480 148733 2.45% 0.399%
2 4.696 235 237 248 rBV 550262 826637 13.64% 2.217%
3 5.176 277 279 294 rBVY 1659330 1826610 30.15% 4 .899%
4 5.576 312 314 322 rBV 65430 112988 1.86% 0.303%
5 6.250 371 373 380 rBY 1172074 1210027 19.97% 3.245%

6.353 380 382 385 rBV 2477155 3070630 50.68% 8.236%
6.582 400 402 405 rBvV 879967 993640 16.40% 2.665%
6.742 414 416 419 rBV 4152942 3927441 64.82% 10.534%
7.165 450 453 455 rBV 2654209 3710848 61.24% 9.953%
7.873 513 515 518 rBV 1492386 1345082 22.20% 3.608%

=
QO ~NO®

11 8.959 607 610 612 rBVY 6268647 6059254 100.00% 16.252%
12 9.622 666 668 671 rBV 1743877 1536945 25.37% 4.122%
13 10.411 734 737 739 rBV 2743174 2671461 44.09% 7.165%
14 11.096 795 797 800 rBV 1816774 1571594 25.94% 4.215%
15 11.656 844 846 851 rBV2 76355 127190 2.10% 0.341%

16 12.434 912 914 919 rBV 113029 138055 2.28% 0.370%
17 12.685 933 936 939 rBV 5206223 5358809 88.44% 14.373%
18 13.600 1012 1016 1019 rBV2 38884 80209 1.32% 0.215%
19 13.714 1024 1026 1029 rBV 1034767 1478837 24.41% 3.966%
20 15.074 1142 1145 1148 rBV 861536 1089153 17.98% 2.921%

Sum of corrected areas: 37284143
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083273.D

Aca On = 25 Nov 2015 14:57

Operator : UM/I1Z

Sample : 6G4553-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083273.D
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Abundance TIC: BF083273.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083273.D

Aca On = 25 Nov 2015 14:57

Operator : UM/I1Z

Sample : 6G4553-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.98 2.99 ng 148733 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 87
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 174 (3.976 min): BF083273.D (-172) (-) m/z 55.10 100.00%
55 83
5000 43 p\\____m
98
. | . 360 3.80 4.00 4.20 4.40
0...,”..,”..,”.:ﬂh..ﬂ”!.,”..,”.u,”..,”.u,”.. m/z 83.10 94 .99%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55 83
5000 43 AN RAREE RAREE BB
29 98 3.60 3.80 4.00 4.20 4.40
m/z 43.10 46.08%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
L S SUILIL I SULLS UL UL SURILL IUSIL UL B
m/z--> 10 40 50 70 90 100
Abundance
83
% RS SRR RS U
43 3.60 3.80 4.00 4.20 4.40
5000 m/z 98.10 34 .26%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- B R R B
5 83 3.60 3.80 4.00 4.20 4.40
m/z 39.10 33.46%
41
5000 7 o8
15 ‘ 69
IR .:lh.%4.ail M. LN X PR A T S A
m/z--> 10 40 50 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083273.D

Aca On = 25 Nov 2015 14:57

Operator : UM/I1Z

Sample : 6G4553-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.70 16.64 ng 826637 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 237 (4.696 min): BF083273.D (-235) (-) m/z 43.10 100.00%
43
59
5000
101 S S SR S
440 4.60 4.80 5.00
O S0l Sl 0 8 | | "m/z 59.10 56.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 14.16%
15 31 101
o | 25 7 37, 53 83
miz--> N N A PPN
Abundance
59
440 460 480 500
5000 m/z 58.10 13.70%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- —rrrrr
59 440 4.60 4.80 5.00
m/z 41.10 8.98%
5000
a1 101
0 15 ! \3\1 ! ‘ N 53\\ 69 8\3
m/z--> 10 20 30 40 50 65 75 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083273.D

Aca On = 25 Nov 2015 14:57

Operator : UM/I1Z

Sample : 6G4553-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-methoxy-4-me... Concentration Rank 5

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

5.58 2.27 ng 112988 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 23
3 Butane. 2-methoxv-2.3.3-trimethvl- 130 C8H180 027705-21-1 23
4 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 314 (5.576 min): BF083273.D (-312) (-) m/z 43.10 100.00%
43
73
5000
—
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
55 83 100 115 520 5.40 5.60 5.80 6.00
O e e e e e e e m/z 73.10 78.20%
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 R RN RN R
520 5.40 5.60 5.80 6.00
m/z 41.05 9.38%
15 2 g %5 e | gy 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
520 540 560 580 600
5000 m/z 115.10 7.85%
57
g M
0 "|'%§'|""|""|" '?P""I""I"" e [T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13310: Butane, 2-methoxy-2,3,3-trimethyl- R N mam b
73 520 5.40 5.60 5.80 6.00
m/z 42.10 7.34%
5000
41 83
o 2B || | e | | e 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083273.D

Aca On = 25 Nov 2015 14:57

Operator : UM/I1Z

Sample : 6G4553-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.35 Concentration Rank 2

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

6.35 61.81 ng 3070630 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 382 (6.353 min): BF083273.D (-380) (-) m/z 132.10 100.00%
132
68
5000
|75 % 6.00 620 640 660
104 . . . .
0 ..,....,....,...!,'” 4% " Shdl b 87 e S Ml Tm/z 68.10  61.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 USRS SRR RN
6.00 6.20 6.40 6.60
70 m/z 66.10 37.72%

31 60
L s 0 T e e
O e e T e e e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69

104 6.00 6.20 6.40 6.60
5000 m/z 134.10 32.02%

78
31 55 51

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14013: 1H-Benzimidazole, 2-methyl- R R m e
132 6.00 6.20 6.40 6.60

m/z 69.10 23.75%

5000
63 90 104
15 28 39 % 7 7 " 116 \
T T T e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112515\
Data File : BF083273.D

Acq On : 25 Nov 2015 14:57

Operator : UM/1Z

Sample - G4553-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF112115_.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]
3-Penten-2-one, 4. .. 3.98 3.0 ng 148733 1 6.58 993640 20.0
2-Pentanone, 4-hy... 4.70 16.6 ng 826637 1 6.58 993640 20.0
2-Pentanone, 4-me... 5.58 2.3 ng 112988 1 6.58 993640 20.0
unknown6 .35 6.35 61.8 ng 3070630 1 6.58 993640 20.0
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