LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076933.D

Aca On : 19 Jan 2015 17:07

Operator - 1Z / TP

Sample : G1101-16

Misc oW

ALS Vial : 12 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-BF011415.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 1.201 7 10 13 rBvV 36528 39274 3.17% 0.484%
2 1.452 31 32 41 rBV 29295 67305 5.43% 0.830%
3 4.104 262 264 271 rBV 39278 86513 6.98% 1.067%
4 5.030 342 345 356 rBV 215008 392611 31.66% 4.842%
5 7.373 547 550 555 rBV 121695 227877 18.38% 2.810%

7.465 555 558 566 rvB 521694 818300 66.00% 10.091%
7.967 599 602 608 rvVvB 122330 205543 16.58% 2.535%
8.299 627 631 634 rBvY 458346 777773 62.73% 9.592%
9.270 712 716 719 rBV 415093 620210 50.02% 7.648%
10.882 853 857 860 rBvV 189595 290017 23.39% 3.577%

=
QO ~NO®

11 13.534 1085 1089 1092 rBV 837936 1239907 100.00% 15.291%
12 15.008 1215 1218 1222 rBV 201520 315110 25.41% 3.886%
13 16.677 1361 1364 1367 rBV 574902 761247 61.40% 9.388%
14 17.123 1401 1403 1407 rBV 14797 21124 1.70% 0.261%
15 17.774 1457 1460 1463 rBV 275832 329772 26.60% 4._.067%

16 18.757 1543 1546 1548 rBV 68392 71559 5.77% 0.882%
17 20.003 1652 1655 1658 rBV 1099308 1186018 95.65% 14.626%
18 21.272 1763 1766 1769 rVB 286531 323237 26.07% 3.986%
19 21.409 1776 1778 1780 rVB 18410 23068 1.86% 0.284%
20 22.506 1870 1874 1877 rBV3 18304 24334 1.96% 0.300%

21 22.975 1912 1915 1918 rBV 216597 288117 23.24% 3.553%

Sum of corrected areas: 8108916
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076933.D

Aca On : 19 Jan 2015 17:07

Operator =: 1Z / TP

Sample : G1101-16

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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: BF076933.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076933.D

Aca On : 19 Jan 2015 17:07

Operator =: 1Z / TP

Sample : G1101-16

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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-hydroxy-4-me... Concentration Rank 3

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

4.10 8.42 ng 86513 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 47
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32

Abundance Scan 264 (4.104 min): BF076933.D (-262) (-) m/z 43.10 100.00%
a3
59
5000
101 N  EEEES N SE Sy L
| 83 | 380 4.00 420 4.40
R L e e e L B A B S S B R R m/z 59.10 70.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS AR AR RN AR
59 380 4.00 420 4.40
m/z 101.00 21.58%
25 31 37 83 g3 W1
miz--> I 20 30 4 30 e 7 8 S0 100 1i0
Abundance
43 59
380 400 420 440
5000 18 m/z 58.00 16.43%
28
12
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e
59 3.80 4.00 4.20 4.40
m/z 41.00 9.39%
5000
a1 101
15 ! \3\1 ! ‘ [ 53\\ 69 83
miz--> D 2 % 4 % e 70 8 % 100 110 380 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076933.D

Aca On : 19 Jan 2015 17:07

Operator =: 1Z / TP

Sample : G1101-16

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown7.46 Concentration Rank 1

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

7.46 79.62 ng 818300 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 558 (7.465 min): BF076933.D (-555) (-) m/z 132.00 100.00%
5000 68
96 T T T LT
40 49 54 62“ 5 g7 | 104 7.20 7.40 7.60 7.80
R o e L T B o e B m/z 68.10 39.12%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I N SR IR
7.20 7.40 7.60 7.80
0
31384451 78 m/z 134.00 32.96%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80
5000 67 m/z 66.00 28.87%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R EARREEEE TS
132 7.20 7.40 7.60 7.80
m/z 69.10 14 .94%
5000
33 44 o g7 105
'"'I"”I""?%'”ﬁq"'l"7?I'§§I""I'J”' }}EI""I T R UL I UL L
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
Data File : BF076933.D

Acq On : 19 Jan 2015 17:07

Operator - 1Z / TP

Sample - G1101-16

Misc W

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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... 4.10 8.4 ng 86513 1 7.97 205543 20.0
unknown? .46 7.46 79.6 ng 818300 1 7.97 205543 20.0
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