LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017933.D

Acq On 17 Jul 2015 19:48

Operator : TP/UM

Sample : G2977-01

Misc :

ALS Vial : 14 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-BG071715_.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
1 2.788 12 17 25 rvw3 51535 118180 1.83% 0.393%
2 2.870 25 31 44 rVB 1232708 1937199 30.04% 6.437%
3 4.151 245 249 254 rBvY 59252 75098 1.16% 0.250%
4 4.733 341 348 360 rBVY 390069 548922 8.51% 1.824%
5 5.191 418 426 435 rBY 579766 828542 12.85% 2.753%

6.760 687 693 706 rVB 375878 584145 9.06% 1.941%
7.118 747 754 765 rBV 1002670 1568320 24.32% 5.211%
7.582 824 833 839 rBvV 395963 642070 9.96% 2.133%
7.900 880 887 896 rvB 1289701 2081991 32.29% 6.918%
8.740 1019 1030 1039 rBV 1040570 1708228 26.49% 5.676%

=
QO ~NO®

11 10.361 1297 1306 1316 rBV 565034 950110 14.73% 3.157%
12 12.859 1722 1731 1744 rVB 2961332 4261449 66.08% 14.160%
13 14.239 1958 1966 1975 rBvV2 807399 1283652 19.91% 4._.265%
14 15.738 2214 2221 2233 rBV 1363485 1935985 30.02% 6.433%

15 16.190 2294 2298 2307 rVB 46888 75924 1.18% 0.252%
16 16.801 2393 2402 2407 rBV2 51742 87579 1.36% 0.291%
17 16.995 2427 2435 2442 rBV 1061952 1475984 22.89%% 4.904%
18 17.911 2587 2591 2599 rBV4 45392 77213 1.20% 0.257%

19 19.645 2880 2886 2899 rBV 5119118 6448472 100.00% 21.427%
20 20.926 3099 3104 3112 rBvV4 59837 110630 1.72% 0.368%

21 21.196 3143 3150 3159 rBV 1310194 1674536 25.97% 5.564%
22 23.411 3519 3527 3539 rBvV 837191 1621224 25.14% 5.387%

Sum of corrected areas: 30095453
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017933.D

Acq On 17 Jul 2015 19:48

Operator : TP/UM

Sample : G2977-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017933.D

Acq On 17 Jul 2015 19:48

Operator : TP/UM

Sample : G2977-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.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 2

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

2.87 60.34 ng 1937200 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 31 (2.870 min): BG017933.D (-25) (-) m/z 73.05 100.00%
<} f
5000
43
% 178 46 2.802.903.00 3.103.20 3.30
0 pt= 77— m/z 43.05 32.27%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AL AL AL AARAN UABAS A
2.802.903.00 3.103.20 3.30
m/z 87.05 25.78%
0|""‘|""|""|""|"" I DAL DAL SRR
m/z-> 0 100 150 200 250 300 350 400 450
Abundance
73
2.802.903.003.103.20 3.30
5000 m/z 55.05 22.21%
45
o 101
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #1852: Acetamide, N-ethyl-
30 2.802.903.00 3.103.20 3.30
m/z 71.10 12.32%
5000 87
0|'J'I"|5"9""|""|""|"" AR DAL SUL LS SRR
m/z-> 0 50 100 150 200 250 300 350 400 450 2.802.903.00 3.103.20 3.30
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Data Path
Data File

Acq On

Sample
Misc

Operator :

ALS Vial

Library Search Compound Report

Z:\HPCHEMI\BNA_G\DATA\BGO71715\
BGO17933.D

17 Jul 2015 19:48

TP/UM

G2977-01

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

= C:\DATABASE\NISTO2.L

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

Concentration Rank 6

Peak Number

3 3-Hexen-2-one

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

4._.15 2.34 ng 75098 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 80

Abundance Scan 249 (4.151 min): BG017933.D (-245) (-) m/z 83.00 100.00%
55 83
5000 98
43
TP P
50 3.80 4.00 4.20 4.40
0 ..,....,....,...37.|,:...;'.|.:.??.?7,...77.-,....,....~,.... m/z 55.05 81.28%
m/z--> 10 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one
83
55
5000 43 SRR SRR LR
98 3.80 4.00 4.20 4.40
29 m/z 98.10 41 _89%
. 23 38 49, 638 77 | o1
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
380 4.00 420 440
5000 43 m/z 43.00 30.73%
98
29
0 38 a9 61 67 77 89
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E)- B B
5 83 3.80 4.00 4.20 4.40
m/z 39.00 25.44%
5000 41 98
27 69
0 ..,.%5..,...‘.‘,....‘il‘..‘.‘?‘.‘al.,?3..‘.‘;...77.,.l..,....‘,....
m/z--> 10 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017933.D

Acq On 17 Jul 2015 19:48

Operator : TP/UM

Sample : G2977-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.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 4

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

4.73 17.10 ng 548922 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 348 (4.733 min): BG017933.D (-341) (-) m/z 43.00 100.00%
a3
5000
101 SUSHISSE§ S
440 4.60 4.80 5.00
o B 299 A2 410 h77 59.10  56.75%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rryTTTTT T T T T T T T

440 4.60 4.80 5.00
{ m/z 101.00 24.10%

15 101
0 ‘ ool \‘
e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
R
4.40 4.60 4.80 5.00
5000 m/z 58.05 17.60%
101
8 73 130
ot b
m/z--> 0 50 100 150 200 250 300 350 400 450 N
Abundance #7867: 4-Hydroxy-3-hexanone T T
59 4.40 4.60 4.80 5.00
m/z 41.10 9.33%
31
5000
|, 87116 N N
o—d .- =~ e S B SV .
m/z--> 0 50 100 150 200 250 300 350 400 450 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017933.D

Acq On 17 Jul 2015 19:48

Operator : TP/UM

Sample : G2977-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.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 unknown7.12 Concentration Rank 3

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

7.12 48.85 ng 1568320 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (7.118 min): BG017933.D (-747) (-) m/z 132.00 100.00%
5000 68
© s |1 70 e Prosms Th 750 1% 740
o B E e m/z 68.10 37.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S L IR LR
a1 97 6.80 7.00 7.20 7.40
53 2 17 m/z 134.00 33.55%
oL e I f““l‘.‘.“l‘ .8.8..|1.0.6..|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 6.80 7.00 7.20 7.40
5000 m/z 66.00 24 . 75%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl M e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 15.28%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, A Y A U
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017933.D

Acq On 17 Jul 2015 19:48

Operator : TP/UM

Sample : G2977-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.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... 2.87 60.3 ng 1937200 1 7.58 642070 20.0
3-Hexen-2-one 4.15 2.3 ng 75098 1 7.58 642070 20.0
2-Pentanone, 4-hy... 4.73 17.1 ng 548922 1 7.58 642070 20.0
unknown?7 .12 7.12 48.9 ng 1568320 1 7.58 642070 20.0
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