LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022406.D

Aca On : 18 Jun 2016 3:14

Operator : UM/SJ

Sample : H3514-09

Misc :

ALS Vial : 19 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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

2.867 3 5 25 rVB 1466748 2141081 100.00% 19.823%
5.100 379 385 396 rBvV2 23895 45604 2.13% 0.422%
rBv 292548 588678 27.49% 5.450%
7.233 740 748 761 rBV 334638 679242 31.72% 6.289%
7.579 800 807 825 rBV 361766 712043 33.26% 6.592%
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8.044 880 886 898 rvB 53665 105776 4.94% 0.979%
8.367 930 941 951 rBV 282335 556479 25.99% 5.152%
9.219 1078 1086 1098 rBV 183131 396583 18.52% 3.672%
10.864 1358 1366 1380 rBV 69934 168242 7.86% 1.558%
13.302 1774 1781 1798 rBV 724607 1251648 58.46% 11.588%

=
QO ~NO®

11 14.131 1916 1922 1935 rBV 107740 184844 8.63% 1.711%
12 14.683 2009 2016 2029 rBV 161463 286770 13.39% 2.655%
13 16.175 2263 2270 2284 rBV 477998 829460 38.74% 7.679%
14 17.427 2475 2483 2497 rBV 187631 346487 16.18% 3.208%
15 20.024 2916 2925 2944 rBV 1286762 1831861 85.56% 16.960%

16 21.692 3202 3209 3227 rBV 167198 360557 16.84% 3.338%
17 24.936 3749 3761 3776 rBV2 91125 315673 14.74% 2.923%

Sum of corrected areas: 10801028
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022406.D

Aca On - 18 Jun 2016 3:14

Operator : UM/SJ

Sample : H3514-09

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.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: BG022406.D
1400000487

1200000
1000000
800000
600000

400000 7.58
5.61 7.23 8.37

9.22
5 10 8.04 10.86
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Time--> 300 3.50 4.00 450 500 550 600 6.50 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG022406.D

1400000

200000

20.02
1200000

1000000

800000 13.30

600000
16.18

400000

17.43 21.69
200000 14.13 14.68
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG022406.D

1400000

1200000

1000000

800000

600000
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200000
24.94
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022406.D

Aca On : 18 Jun 2016 3:14

Operator : UM/SJ

Sample - H3514-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 1 unknown2.87 Concentration Rank 1

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

2.87 404.83 ng 2141080 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 9
4 1.3-Dioxolane. 2-heptvl- 172 C10H2002 004359-57-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 5 (2.867 min): BG022406.D (-3) (-) m/z 73.00 100.00%
73
5000 43 - $
2.90 3.00 3.10 3.20 3.30
0 1T NI y m/z 43.00  35.89%
L SR SURELELN SR SURELL SRR SO ILLELELSN SURELILS SURLIL LI - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8445: 2-Hydroxy-2-methylbutyric acid
73
5000 43 55
2.90 3.00 3.10 3.20 3.30
29 m/z 89.00 33.93%
o sl el g2 % 103
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
2.90 300 3.0 3.20 330
5000 m/z 41.00 7.53%
45
29
o 39 S g7 101
LS FUELI UL SR SURELL SURLLEL SUREL IURLELS SURILILS SURLIL LIS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73 2.90 3.00 3.10 3.20 3.30
m/z 45.00 5.52%
5000 43
s 89
ol 1225, sl ‘ | 104
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022406.D

Aca On : 18 Jun 2016 3:14

Operator : UM/SJ

Sample - H3514-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 4

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

5.10 8.62 ng 45604 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 385 (5.100 min): BG022406.D (-379) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 480 5.00 520 5.40
O O L B I L e L m/z 59.00 67.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U L R IR
480 5.00 520 5.40
59 m/z 101.00 28.64%
0 21 37, 53 ‘ 67 778 o O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 5.00 520 540
5000 m/z 58.00 17.83%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one
43 480 5.00 520 5.40
m/z 41.00 6.63%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022406.D

Aca On : 18 Jun 2016 3:14

Operator : UM/SJ

Sample - H3514-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 3 unknown7.58 Concentration Rank 2

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

7.58 134.63 ng 712043 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 807 (7.579 min): BG022406.D (-800) (-) m/z 131.90 100.00%
5000 68
96
40 54 7.20 7.40 7.60 7.80 8.00
o 8 | 1S || M/Z  68.00  36.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN B LR AR
7.20 7.40 7.60 7.80 8.00
31 51 78 m/z 133.90 32.90%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 22.08%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 13.13%
5000 98 116
I I 89%‘;,&97,\,\",,“_ s 189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022406.D

Acq On : 18 Jun 2016 3:14

Operator : UM/SJ

Sample - H3514-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown?2 .87 2.87 404.8 ng 2141080 1 8.04 105776 20.0
2-Pentanone, 4-hy... 5.10 8.6 ng 45604 1 8.04 105776 20.0
unknown7 .58 7.58 134.6 ng 712043 1 8.04 105776 20.0

8270-BG060616.M Mon Jun 20 18:02:40 2016 Page: 6



