LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016518.D

Acq On : 18 Apr 2015 11:13

Operator : TP/1Z

Sample : G1868-03

Misc :

ALS Vial : 30 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

2.752 5 11 22 rWwW 253336 482233 15.08% 2.504%
2.851 22 28 41 rVB 389913 552147 17.27% 2.867%
rBv 178374 226542 7.09% 1.176%
4.773 347 355 364 rVB 229203 323196 10.11% 1.678%
5.249 430 436 452 rVB 960915 1368281 42.80% 7.105%
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6.847 701 708 726 rVB 878043 1362101 42.61% 7.073%
7.193 760 767 778 rBV 1020295 1584364 49.56% 8.227%
7.658 838 846 854 rBV 258381 389636 12.19% 2.023%
7.975 893 900 910 rVvB 719197 1137127 35.57% 5.905%
8.815 1034 1043 1054 rBvV 577241 943092 29.50% 4._.897%

=
QO ~NO®

11 10.443 1311 1320 1333 rBV 344297 570596 17.85% 2.963%
12 12.922 1735 1742 1758 rBV 1508057 2140944 66.97% 11.117%
13 14.303 1970 1977 1988 rBV2 492998 751166 23 .50% 3.901%
14 15.795 2224 2231 2250 rBV 884747 1368803 42.82% 7.108%
15 17.047 2437 2444 2456 rBV2 618021 919076 28.75% 4.773%

16 19.673 2885 2891 2903 rBV 2634138 3196875 100.00% 16.601%
17 21.224 3150 3155 3165 rBV 763408 978158 30.60% 5.079%
18 23.457 3527 3535 3553 rBvV 467650 963133 30.13% 5.001%

Sum of corrected areas: 19257470
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016518.D

Acq On : 18 Apr 2015 11:13

Operator : TP/1Z

Sample - G1868-03

Misc :

ALS vial : 30 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

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016518.D

Acq On : 18 Apr 2015 11:13

Operator : TP/1Z

Sample - G1868-03

Misc :

ALS Vial : 30 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 3

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

2.85 28.34 ng 552147 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 83
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 28 (2.851 min): BG016518.D (-22) (-) m/z 73.05 100.00%
7

-

5000
43 55 87
39 2.80 2.90 3.00 3.10 3.20 3.30
59 7
.,....,....,....,....,....,....,....',.'.~..f‘.‘?..?.1...,|....,.§3.,‘?.7..,?. e || M7z 43.10  25.84%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43 2.80 2.90 3.00 3.10 3.20 3.30
55 87 m/z 87.10 24.15%

29
P35 39 s 59 6o i

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

f

Abundance
30
73
2.80 2.90 3.00 3.10 3.20 3.30
5000 m/z 55.10 19.79%
44 58
18 27
15 40 54
wmmmmmmmmmmm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1968: Silane, tetramethyl-
78 2.80 2.90 3.00 3.10 3.20 3.30
m/z 71.10 10.83%
5000
45
2932 37 42| 525559 6568 |76 80 84 88
LSS o e A A N LA SRS L S o . e R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.802.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016518.D

Acq On : 18 Apr 2015 11:13

Operator : TP/1Z

Sample - G1868-03

Misc :

ALS Vial : 30 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 3 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.17 11.63 ng 226542 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
3 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
4 3-Hexen-2-one 98 C6H100 000763-93-9 72
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 72

Abundance Scan 252 (4.168 min): BG016518.D (-248) (-) m/z 83.10 100.00%
83
55
5000 %
43
3.80 4.00 4.20 4.40 4.60
0 ..,....,....,...33|,'.-‘..‘.‘?'.|.:.,??.‘??...77.~,.:..,....-,.... m/z 55.10  78.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 AR ENEE N SR
29 98 3.80 4.00 4.20 4.40 4.60

m/z 98.10 49._80%

61 67 77 89

I |

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
I ARARREEE L
3.80 4.00 420 4.40 4.60
5000 M 08 m/z 43.10 30.68%
27 69
15 49 63 77
L B B e T LI B s S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3034: Furan, 2-methoxy- L
83 08 3.80 4.00 420 4.40 4.60
55 m/z 39.10 20.53%
5000
41 ‘ 69
SRR VSMMSS N GHSSEL NS RN NN SHD U VNI £ VSR
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016518.D

Acq On : 18 Apr 2015 11:13

Operator : TP/1Z

Sample - G1868-03

Misc :

ALS Vial : 30 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.77 16.59 ng 323196 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 59
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 32
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 32
4 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 23
5 2-Butanol, 1-methoxy- 104 C5H1202 053778-73-7 23

Abundance Scan 355 (4.773 min): BG016518.D (-347) (-) m/z 43.10 100.00%
43
59
5000
101
73 83 440 4.60 4.80 5.00 5.20
e Sl vl Tm/z 59.10  68.39%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ARSI UL AR
440 4.60 4.80 5.00 5.20
59 m/z 101.10 30-11%
21 37 53 67 77 83 91 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500 520
0,
5000 101 m/z 58.10 18.56%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4387: Propane, 1-ethoxy-2-methyl- e P T
31 59 440 4.60 4.80 5.00 5.20
m/z 41.05 8.37%
5000
41
25, “‘\‘47 53| [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016518.D

Acq On : 18 Apr 2015 11:13

Operator : TP/1Z

Sample - G1868-03

Misc :

ALS Vial : 30 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 5 unknown7.19 Concentration Rank 1

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

7.19 81.33 ng 1584360 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 766 (7.188 min): BG016518.D (-760) (-) m/z 132.00 100.00%
5000 68
96 E0 700 750 70 7 80
40 54 6.80 7.00 7.20 7.40 7.60
et :|-.|.7.7, 87 | 1po1s J || m/z  68.10  38.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S LS L L
6.80 7.00 7.20 7.40 7.60
21 51 78 m/z 134.00 32.98%
‘ L1 H | !
miz--> 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 22.98%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl L
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 14 .33%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. 0 L GRS & G
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 : BG016518.D

Acq On : 18 Apr 2015 11:13

Operator : TP/1Z

Sample : G1868-03

Misc :

ALS Vial =: 30 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.85 28.3 ng 552147 1 7.66 389636 20.0
3-Penten-2-one, 4... 4.17 11.6 ng 226542 1 7.66 389636 20.0
2-Pentanone, 4-hy... 4.77 16.6 ng 323196 1 7.66 389636 20.0
unknown?7 .19 7.19 81.3 ng 1584360 1 7.66 389636 20.0
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