LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079051.D

Aca On : 8 May 2015 21:37

Operator : TP/1Z

Sample : 62087-13

Misc :

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-BF043015.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 1.621 34 38 41 rVB 549105 861000 17.08% 3.260%
2 1.747 48 49 51 rBvV 260009 318564 6.32% 1.206%
3 1.804 51 54 57 rvw 753429 1130103 22.42% 4.278%
4 1.872 58 60 102 rVB 2559006 5040315 100.00% 19.082%
5 5.130 343 345 351 rVB 38680 66549 1.32% 0.252%

5.621 385 388 391 rBV 825020 808054 16.03% 3.059%
6.879 496 498 500 rBvV 630810 547699 10.87% 2.073%
7.027 509 511 514 rBV 1260352 1434840 28.47% 5.432%
7.324 534 537 539 rBV 542835 625851 12.42% 2.369%
7.507 550 553 555 rvB 1961995 1726562 34.26% 6.536%

=
QO ~NO®

11 8.010 594 597 600 rBV 1508042 1353327 26.85% 5.123%
12 8.902 672 675 677 rBV 694663 859247 17.05% 3.253%
13 10.239 790 792 795 rBV 2410525 2739711 54.36% 10.372%
14 11.073 863 865 868 rBV 1113653 1017878 20.19% 3.853%
15 12.056 948 951 953 rBV 1267880 1422058 28.21% 5.384%

16 12.914 1024 1026 1029 rBV 805339 1069988 21.23% 4_.051%
17 14.914 1199 1201 1204 rBV 2532361 3214430 63.77% 12.169%

18 16.228 1313 1316 1318 rBV 1048538 1117696 22.18% 4.231%
19 18.023 1470 1473 1476 rBV 836832 1060744 21.05% 4.016%

Sum of corrected areas: 26414616
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF050815\

BF079051.D

8 May 2015 21:37

TP/1Z

G2087-13

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079051.D

Aca On : 8 May 2015 21:37

Operator : TP/1Z

Sample : 62087-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.80 36.11 ng 1130100 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 54 (1.804 min): BFO79051.D (-51) (-) m/z 73.10 100.00%
73
5000
43 55 87 Y 1 WU
&7 140 1.60 1.80 2.00 2.20
Y Y R R/ N U m/z 55.05 27.30%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 87.10 25.29%
0 29 35 \‘ 67 ||, 80
”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P"W"”I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
UVRRERARRE AR RS
1.40 1.60 1.80 2.00 2.20
5000 m/z 43.10 24 .22%
45
29
39 % g7 101
G R UL R IS RS IR LA IS AR SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1966: Silane, tetramethyl-
7B 140 1.60 1.80 2.00 2.20
m/z 41.05 11.45%
5000
43
L2 1 29 36 || 5359 66 | 88
miz--> 0 10 20 30 40 50 60 70 8 90 100 140 1.60 180 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079051.D

Aca On : 8 May 2015 21:37

Operator : TP/1Z

Sample : 62087-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.13 2.13 ng 66549 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 38
3 3-Hexanol 102 C6H140 000623-37-0 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 345 (5.130 min): BF079051.D (-343) (-) m/z 43.10 100.00%
a3
59
5000
o B0 500 520 540
83 : : : :
o..,....,....,..3.6.'i'::.‘.‘9,..-:li....,....,.-...,...:,....,. m/z 59.10 60.14%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS RS L
4.80 5.00 5.20 5.40
59 m/z 101.10 20.31%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 15.91%
43 101
IR o NN A S R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol LA L L B L L N |
59 4.80 5.00 5.20 5.40
m/z 41.10 10.17%
5000 31 43 73
0 25L\ 37\“H 53 ||, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079051.D

Aca On : 8 May 2015 21:37

Operator : TP/1Z

Sample : 62087-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 6 unknown7.03 Concentration Rank 3

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

7.03 45.85 ng 1434840 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 511 (7.027 min): BF079051.D (-509) (-) m/z 132.00 100.00%
5000 68
6 rTTTTTTT T T T T T T T T T
75 104 6.60 6.80 7.00 7.20 7.40
0 ..,....,....,...:,“.'.‘.‘? H .61"'.| et ot b el .| M/Z 68,10  46.02%
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 I L UL I
6.60 6.80 7.00 7.20 7.40
2 78 m/z 134.00 31.37%
38
0"P'“I”'W'“WPl”JL'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 29.81%
33 a4 97 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R L et
132 6.60 6.80 7.00 7.20 7.40

m/z 69.10 17.86%

5000

104
66
14 27 37445158 %0 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 660 6.80 700 7.20 7.40

o

8270-BF043015.M Tue May 12 13:21:07 2015 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050815\
Data File : BF079051.D

Acq On : 8 May 2015 21:37

Operator : TP/1Z

Sample - G2087-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.80 36.1 ng 1130100 1 7.32 625851 20.0
2-Pentanone, 4-hy... 5.13 2.1 ng 66549 1 7.32 625851 20.0
unknown7 .03 7.03 45.9 ng 1434840 1 7.32 625851 20.0
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