LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO060815\

Data File : BG017550.D

Acq On 8 Jun 2015 20:42 Instrument :
Operator : TP/I1Z BNA_G

Sample - G2561-02 ClientSampleld :
Misc : UCW-Z3-01

ALS Vial : 13 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_G\METHODS\8270-BG060315.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

2.758 6 12 18 rBV 167544 234100 12.99% 3.245%
4.709 338 344 357 rVB 42173 62692 3.48% 0.869%
rBv 309803 454138 25.19% 6.295%
6.818 697 703 713 rBV 277154 439585 24.38% 6.093%
7.147 753 759 768 rBV 366926 549781 30.50% 7.621%
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7.599 829 836 842 rBV 66943 103464 5.74% 1.434%
7.923 884 891 899 rBvV 276719 420155 23.31% 5.824%
8.769 1028 1035 1046 rBvV 211783 355685 19.73% 4 _.930%
10.396 1306 1312 1323 rVB 67372 125329 6.95% 1.737%
12.887 1729 1736 1748 rBV 507338 794620 44.08% 11.014%

=
QO ~NO®

11 14.274 1966 1972 1982 rBV3 106784 180116 9.99% 2.497%
12 15.772 2220 2227 2239 rBV 501914 770954 42.77% 10.686%
13 17.024 2434 2440 2450 rBV2 166798 251022 13.92% 3.479%
14 19.662 2883 2889 2897 rBV 1550446 1802764 100.00% 24.988%
15 21.219 3149 3154 3161 rVB 251613 340492 18.89% 4._.720%

16 23.446 3527 3533 3542 rVB2 169369 329572 18.28% 4._.568%

Sum of corrected areas: 7214469
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060815\
Data File : BG017550.D

Acq On : 8 Jun 2015 20:42

Operator : TP/1Z

Sample : G2561-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017550.D
1400000
1200000
1000000
800000
600000

400000 7.15

5.20 6.82 7.92 -
200000%:76 i

4.71 7.60 10.40
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Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG017550.D

19,66
1400000

1200000
1000000

800000
600000 12.89 15.77

400000

17.02
200000 14.27
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Time--> 12.00 12.50 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
Abundance TIC: BG017550.D

1400000
1200000
1000000
800000
600000

400000
21.22
23.45

200000 J

I R

Time--> 21.00 2150 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060815\
Data File : BG017550.D

Acq On : 8 Jun 2015 20:42

Operator : TP/1Z

Sample : G2561-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.76 45.25 ng 234100 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 12
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 12 (2.758 min): BG017550.D (-6) (-) m/z 73.10 100.00%
7B
5000{ 43 ?\
L 514 2.80 2.90 3.00 3.10 3.20
0 A s LA s s e m/z 43.00 46 .85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 R AN SR A AR R
2.80 2.90 3.00 3.10 3.20
“ ‘ m/z 55.05 26 .35%
0'%jl'L'I"'W""I”"I"”I""P"'I'”'I"'W"'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000/ 43 m/z 87.10 25_.51%
0 103
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2022: 1,3-Dioxolane, 2-methyl- RN Bamas
73 2.80 2.90 3.00 3.10 3.20
m/z 41.05 14 _.69%
5000{ 43 ”
0'W'll""l""l""l"" [rrrrfrrrrprrrrprrr
m/z--> 50 100 150 200 250 300 350 400 450 500 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060815\
Data File : BG017550.D

Acq On : 8 Jun 2015 20:42

Operator : TP/1Z

Sample : G2561-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 4

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

4.71 12.12 ng 62692 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 50
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
4 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 28
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28

Abundance Scan 344 (4.709 min): BG017550.D (-338) (-) m/z 43.00 100.00%
43
59
5000
101
440 4.60 4.80 5.00
0 ...,....,....,....','!:.?,0..':-!i....,....,.?.6.,...:,|....,....,....,1.3.‘.‘.,.. m/z 59.00 58.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS IR UL UL UL
59 440 460 480 500
m/z 101.00 20.51%
15 31 101
0 Tl Ly 50 . ‘ 83 .
R NI IR UL UL LR UL LA LA RIS SRASE BN SRS BRRRE A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 101 m/z 58.00 12.44%
27 42 116
o 73 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime
43 440 4.60 4.80 5.00
m/z 41.00 8.78%
5000
101
oL 35 3 | 519 g9 g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060815\
Data File : BG017550.D

Acq On : 8 Jun 2015 20:42

Operator : TP/1Z

Sample : G2561-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 unknown7.15 Concentration Rank 1

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

7.15 106.28 ng 549781 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 12

Abundance Scan 760 (7.153 min): BG017550.D (-753) (-) m/z 132.00 100.00%
32
5000 68
% 103 680 7.00 720 7.40
0...,....,....,..."” 47" 64'-'| doe L 1 W n/z 68.10  43.21%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 T T
6.80 7.00 7.20 7.40
64 m/z 66.00 40.21%
0 15 2\\7 34 42\ \ ‘ ‘ 76 91 99 i
miz--> 5% % 40 50 6 70 8 9 100 110 130 130 140
Abundance
132
680 7.00 720 7.40
5000 m/z 134.00 36.94%

63
15 27 39 52 77 92 104 117

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- B e R
132 6.80 7.00 7.20 7.40
m/z 69.10 20.87%
5000
H ‘ 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060815\
Data File : BG017550.D

Acq On : 8 Jun 2015 20:42

Operator : TP/1Z

Sample : G2561-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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... 2.76 45.3 ng 234100 1 7.61 103464 20.0
2-Pentanone, 4-hy... 4.71 12.1 ng 62692 1 7.61 103464 20.0
unknown7 .15 7.15 106.3 ng 549781 1 7.61 103464 20.0
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