LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF073115\
Data File : BF080747.D

Acq On : 31 Jul 2015 21:56

Operator : TP/UM

Sample : G3125-15

Misc :

ALS Vial : 39 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-BF073015.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 2.178 5 8 10 rBvV 39209 73529 2.22% 0.236%
2 4._407 201 203 208 rBv 130200 180990 5.47% 0.581%
3 5.047 256 259 262 rBV 1825403 2824071 85.35% 9.071%
4 5.458 292 295 297 rBV 3283037 3308791 100.00% 10.628%
5 5.859 328 330 333 rvB 98211 108748 3.29% 0.349%
6 6.476 381 384 386 rBv 3012111 2998521 90.62% 9.631%
7 6.613 394 396 399 rBV 2611843 2945082 89.01% 9.460%
8 6.853 415 417 419 rBV 1003534 873397 26.40% 2.805%
9 7.001 428 430 433 rVB 1738472 2288702 69.17% 7.351%
10 7.413 463 466 468 rBvV 2196888 2256787 68.21% 7.249%
11 7.493 468 473 479 rVB 37364 55555 1.68% 0.178%

12 8.133 526 529 531 rBV 1231871 1079520 32.63% 3.467%
13 9.207 620 623 626 rBVY 3126954 3135480 94.76% 10.071%
14 9.607 655 658 660 rBv 675863 771585 23.32% 2.478%
15 9.882 680 682 685 rvB 1123566 1083177 32.74% 3.479%

16 10.328 717 721 722 rVB2 28828 48950 1.48% 0.157%
17 10.670 748 751 753 rBV 1972530 2042326 61.72% 6.560%
18 10.796 758 762 765 rvB2 55923 94237 2.85% 0.303%
19 11.242 799 801 802 rBV 62800 50517 1.53% 0.162%

20 11.368 809 812 814 rBV 1042913 1087590 32.87% 3.493%

21 11.665 836 838 841 rBvV 48631 43923 1.33% 0.141%
22 11.893 856 858 867 rBvV 73198 105326 3.18% 0.338%
23 12.945 948 950 953 rBV 2291943 2424741 73.28% 7.788%
24 13.985 1039 1041 1044 rBV 502273 676666 20.45% 2.173%
25 15.402 1162 1165 1168 rBV 412779 575101 17.38% 1.847%

Sum of corrected areas: 31133312
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Data Path
Data File

Acq On
Operator
Sample
Misc
ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BFO073115\

BF080747.D

31 Jul 2015 21:56

TP/UM

G3125-15

39 Sample Multiplier: 1

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080747.D

Acq On : 31 Jul 2015 21:56

Operator : TP/UM

Sample : G3125-15

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.41 4.14 ng 180990 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 78
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78

Abundance Scan 203 (4.407 min): BFO80747.D (-201) (-) m/z 55.10 100.00%
55 83
5000 43
98
34 50| - 400 420 4.40 4.60 4.80
NN 171 NN YL N RS .MM T MMNS N— m/z 83.10 84.60%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 INREDE AR SR
29 98 400 4.20 4.40 4.60 4.80
m/z 43.10 41 .12%
0 \‘\‘ 3?‘\\\ 49\ ‘ | 62 67 7 ! 89 .
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance
83
55 400 420 4.40 460 4.80
5000 43 m/z 98.10 28.51%
98
29
o 23 37 49 63 89 77 93
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- T
55 400 4.20 4.40 4.60 4.80
83 m/z 39.10 26.23%
5000 41
27 98
1\5 ‘\‘ ‘\ \‘ o 63, \6\? ” |
e L S L UL S FUNLILIL IS UL B INLEEAREBINARBENREBEN
m/z--> 10 40 50 70 80 90 100 400 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080747.D

Acq On : 31 Jul 2015 21:56

Operator : TP/UM

Sample : G3125-15

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 2

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

5.05 64 .67 ng 2824070 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 259 (5.047 min): BF080747.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 R Eh0 B b £ un
480 5.00 5.20 5.40
Ol il B3l 60 T8 | h/z 59.10  54.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N RN UL LIS I
59 480 5.00 5.20 540
m/z 58.10 15.53%
o 25 3 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 101.10 13.61%
31
69 87
15 53 98
S S UL UL UL UL UL S SULILEL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e
59 480 5.00 5.20 5.40
m/z 41.10 9.15%
5000
a1 101
0 15 ! 3\1 \‘H 53\\\‘\ 69 8\3
mz> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080747.D

Acq On : 31 Jul 2015 21:56

Operator : TP/UM

Sample : G3125-15

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 unknown5.86 Concentration Rank 5

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

5.86 2.49 ng 108748 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 90
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 43
3 2-Heptanone 114 C7H140 000110-43-0 23
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 10
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 10

Abundance Scan 330 (5.859 min): BF080747.D (-328) (-) m/z 43.05 100.00%
43
73
5000
55 100 115 5.60 5.80 6.00 6.20
Obr el 2 L B Y T Tm/z 73.10 70.76%
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 U R AL UL R
5.60 5.80 6.00 6.20
m/z 41.10 11.21%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
5.60 5.80 6.00 6.20
5000 58 m/z 42.10 7.79%
15
24 52
G S R A LS RS AR RS RS LSS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7236: 2-Heptanone A
43 5.60 5.80 6.00 6.20
m/z 39.10 7.17%
58
5000
27
71
oLl amy s | 65 | 77 85 99 14
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080747.D

Acq On : 31 Jul 2015 21:56

Operator : TP/UM

Sample : G3125-15

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 4 unknown6.61 Concentration Rank 1

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

6.61 67.44 ng 2945080 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 396 (6.613 min): BF080747.D (-394) (-) m/z 132.10 100.00%
132
68
5000
40 54 75 % 1oa 620 640 6.60 6.80 7.00
I 1 Y 20 '| ..':-.,..5.‘.7,...|~.,.'!..,.1.1.5.,...., i m/z 68.10  56.59%
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 A
5000 AR AR L L
620 6.40 6.60 6.80 7.00
21 70 m/z 66.10 39.17%
. 4451 60 | 77 g5 | 105 116
mz> 10 20 % 4 50 80 7o 8 9 10 110 120 130 140
Abundance
132
69 ISR U S
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 134.10 32.62%
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- B RS,
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 23.45%
5000

63 o0 104
15 28 39 % 7 7 " 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF073115\
Data File : BF080747.D

Acq On : 31 Jul 2015 21:56

Operator : TP/UM

Sample : G3125-15

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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... 4.41 4.1 ng 180990 1 6.85 873397 20.0
2-Pentanone, 4-hy... 5.05 64.7 ng 2824070 1 6.85 873397 20.0
unknown5 .86 5.86 2.5 ng 108748 1 6.85 873397 20.0
unknown6 .61 6.61 67.4 ng 2945080 1 6.85 873397 20.0
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