LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016539.D

Acq On : 19 Apr 2015 2:02

Operator : TP/1Z

Sample - G1868-06

Misc :

ALS Vial : 48 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-BG040615.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

2.748 6 10 20 rvB 114117 204164 4._.26% 0.873%
2.830 20 24 30 rBv 153520 202241 4.22% 0.865%
rvB 3260517 4792318 100.00% 20.486%
4.769 346 354 365 rBV2 134636 208348 4 _.35% 0.891%
5.250 429 436 452 rBvV 958249 1390129 29.01% 5.943%
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6.849 700 708 721 rBV 987065 1560173 32.56% 6.669%
7.195 760 767 778 rBV 1046751 1577102 32.91% 6.742%
7.659 838 846 853 rBV 283009 440787 9.20% 1.884%
7.977 892 900 907 rBV 722522 1109040 23.14% 4.741%
8.817 1035 1043 1057 rBV 557440 924953 19.30% 3.954%

=
QO ~NO®

11 10.444 1312 1320 1332 rBV 398950 675618 14.10% 2.888%
12 12.918 1734 1741 1755 rBV 1403265 2116337 44.16% 9.047%
13 13.764 1877 1885 1893 rBV 39891 62845 1.31% 0.269%
14 14.299 1970 1976 1985 rBV2 560992 879930 18.36% 3.762%
15 15.791 2224 2230 2243 rBV 885926 1283027 26.77% 5.485%

16 17.043 2437 2443 2449 rBvV 736092 1020686 21.30% 4_.363%
17 19.675 2884 2891 2902 rBV 2132528 2710353 56.56% 11.586%
18 20.938 3102 3106 3113 rBV2 57682 86278 1.80% 0.369%
19 21.226 3149 3155 3160 rBV 843100 1094532 22.84% 4.679%
20 23.453 3527 3534 3548 rVB 545758 1053938 21.99% 4 _505%

Sum of corrected areas: 23392799
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016539.D

Acq On : 19 Apr 2015 2:02

Operator : TP/1Z

Sample - G1868-06

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016539.D
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Abundance TIC: BG016539.D

3000000

2500000
19.67
2000000

1500000 12.92

1000000 15.79

17.04
14.30
500000

13.76

Lt L L

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: BG016539.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016539.D

Acq On : 19 Apr 2015 2:02

Operator : TP/1Z

Sample - G1868-06

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.83 9.18 ng 202241 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 24 (2.830 min): BG016539.D (-20) (-) m/z 73.10 100.00%
7B
5000
43 55 87
37 49 | &7 2.80 2.90 3.00 3.10 3.20
S (U MR SO USSR m/z 43.10 26.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AU DA AR A R
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 24.88%
29
"w"'w'"w'?§'w"'w"'w'§?|“"|'“'|'“'|'“'|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 21.38%
45
29
39 % a7 101
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance #720: N-Ethylformamide
30 2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 11.10%
5000
44 58
18 “
IIII""llIlll III3I8M"‘l'l"''I""I""I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 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\BG041715\
Data File : BG016539.D

Acq On : 19 Apr 2015 2:02

Operator : TP/1Z

Sample - G1868-06

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.77 9.45 ng 208348 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 32
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 25
4 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 17

Abundance Scan 354 (4.769 min): BG016539.D (-346) (-) m/z 43.10 100.00%
a3
59
5000
101
I I . k0 450 4B S0 520
SNBMSEBSINSNNSSNIMEL N 1 WM NP /90 ENccET V S m/z 59.10 65.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA RN L S
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 28.70%
15 31 101
25 1 37, 53“ 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
440 460 480 500 520
5000 m/z 58.05 17.85%
45 73
87
31 53
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7867: 4-Hydroxy-3-hexanone
59 440 4.60 4.80 500 5.20
m/z 73.10 14 .55%
31
5000
41
|y 53] 65 7379 87 o7 116
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016539.D

Acq On : 19 Apr 2015 2:02

Operator : TP/1Z

Sample - G1868-06

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 5 unknown7.20 Concentration Rank 2

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

7.20 71.56 ng 1577100 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 768 (7.201 min): BG016539.D (-760) (-) m/z 132.00 100.00%
5000
68
96 0 700 790 7.40 7.60
40 54 6.80 7.00 7.20 7.40 7.60
[ 8 | a_us | m/Z 68.10 34.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A LN IR L
6.80 7.00 7.20 7.40 7.60
21 51 78 m/z 134.00 33.56%
‘ L H | L
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 21.38%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L B
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.16%
5000 og 0
SN I“||89 .,m97.hq. A 188 Il?? DR GRNNNNY & W
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016539.D

Acq On : 19 Apr 2015 2:02

Operator : TP/1Z

Sample - G1868-06

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.83 9.2 ng 202241 1 7.66 440787 20.0
2-Pentanone, 4-hy... 4.77 9.4 ng 208348 1 7.66 440787 20.0
unknown? .20 7.20 71.6 ng 1577100 1 7.66 440787 20.0
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