LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\
Data File : BG016279.D

Aca On : 8 Apr 2015 17:26

Operator : TP/1Z

Sample - PB82625BL

Misc :

ALS Vial : 5 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-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 heiaht area % max. total
1 2.787 13 17 27 rVB 49802 83249 2.64% 0.423%
2 4.203 252 258 268 rBV 215973 282109 8.95% 1.433%
3 4.808 354 361 370 rBVY 1914541 2600065 82.50% 13.204%
4 5.272 434 440 451 rvVB 766812 1067101 33.86% 5.419%
5 5.878 538 543 549 rBV 90607 127025 4_.03% 0.645%

6.865 704 711 721 rBV 795533 1164453 36.95% 5.913%
7.223 764 772 781 rBV 758470 1158566 36.76% 5.884%
7.687 845 851 861 rVvB 243147 375159 11.90% 1.905%
698998 1097527 34.82% 5.574%
8.845 1040 1048 1061 rBV 544821 880835 27.95% 4.473%
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11 10.478 1319 1326 1333 rBV 345966 572172 18.15% 2.906%
12 12.952 1740 1747 1754 rBV 1386003 2043298 64.83% 10.376%
13 14.332 1976 1982 1990 rBV2 522030 787963 25.00% 4_.001%
14 15.825 2230 2236 2249 rBV 743323 1038766 32.96% 5.275%
15 17.076 2443 2449 2455 rBV2 776202 1018488 32.32% 5.172%

16 19.708 2891 2897 2906 rBV 2456206 3151740 100.00% 16.005%
17 21.254 3155 3160 3171 rBV 881637 1106806 35.12% 5.621%

18 23.381 3518 3522 3532 rVB7 16444 37137 1.18% 0.189%

19 23.498 3535 3542 3554 rVB2 556768 1060734 33.66% 5.387%

20 24.033 3626 3633 3641 rBVvV9 15421 38503 1.22% 0.196%
Sum of corrected areas: 19691696
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\
Data File : BG016279.D

Aca On : 8 Apr 2015 17:26

Operator : TP/I1Z

Sample : PB82625BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BG016279.D
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1500000

500000 10.48
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2.79 5.88

O Fsppo ey ,
Time--> 300 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 9.50

Abundance TIC: BG016279.D
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Abundance TIC: BG016279.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\
Data File : BG016279.D

Aca On : 8 Apr 2015 17:26

Operator : TP/1Z

Sample - PB82625BL

Misc :

ALS Vial : 5 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

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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.20 15.04 ng 282109 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 Furan. 2-methoxv- 98 C5H602 025414-22-6 78
3 Cvclohexane. methvl- 98 C7H14 000108-87-2 72
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 72
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 72

Abundance Scan 257 (4.197 min): BG016279.D (-252) (-) m/z 83.10 100.00%
8B
55
5000 %
43
3.80 4.00 4.20 4.40 4.60
0 ...,....,....,....,...3.7|,'.-‘..‘.‘?'.|.:.??.‘??,..??,.:..,....-,.... m/z 55.10 76.27%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3170: 3-Penten-2-one, 4-methyl-
55 83
98
5000 43 [T Ty
3.80 4.00 4.20 4.40 4.60
29 m/z 98.10 48.74%
0 15 ‘ 37\‘ 49 ||, | 65 71 77
miz--> 0 10 20 3'0 % % % 70 8 9 100
Abundance
83 08
55 SRS SRR R
3.80 4.00 4.20 4.40 4.60
5000 m/z 43.10 30.50%
41 69
e e LS IR UL AL I UL UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3280: Cyclohexane, methyl- T T T
55 83 3.80 4.00 4.20 4.40 4.60
m/z 39.10 20.02%
41
5000 98
27 69
N ‘\ 35‘ | 47 H“ s 7| e |
m/z--> 0 10 20 30 40 50 60 70 8 90 100 380 4.00 420 440 4.60

8270-BG040615.M Thu Apr 09 13:56:39 2015

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\
Data File : BG016279.D

Aca On : 8 Apr 2015 17:26

Operator : TP/1Z

Sample - PB82625BL

Misc :

ALS Vial : 5 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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

481 138.61ng 2600070  1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone.

4-hvdroxv-4-methvl-

116 C6H1202

2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2

000123-42-2 59
016504-58-8 38

3 Guanidine 59 CH5N3 000113-00-8 38
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 361 (4.808 min): BG016279.D (-354) (-) m/z 43.10 100.00%
43
59
5000
101
440 4.60 4.80 5.00 5.20
83
0 ...,....,....,..?7.','::..,“??'rli...‘??..??,.~...,...!,....,.H‘?,... m/z 59.10 69.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [T T[T rrrrrrrrrr It
440 4.60 4.80 5.00 5.20
59 m/z 101.10 30.85%
101
0 21 37, 53| 67 718 o1
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
R RaE R
440 4.60 4.80 5.00 5.20
5000 101 m/z 58.05 20.57%
28 59
70 84
15 53 78 95
o MMNNLySSMMRYA NNNFIYANENN.13 RN LAY L N PN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #248: Guanidine e e
3 59 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.78%
5000 18
28
12 | AN ‘ ‘
N MM M AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\
Data File : BG016279.D

Aca On : 8 Apr 2015 17:26

Operator : TP/1Z

Sample - PB82625BL

Misc :

ALS Vial : 5 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

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-methoxy-4-me... Concentration Rank 5

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

5.88 6.77 ng 127025 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
3 p-Dioxin. 2.3-dihvdro-5-methvl- 100 C5H802 003973-22-6 9
4 Acetamide. N-butvl- 115 C6H13NO 001119-49-9 9
5 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 9

Abundance Scan 543 (5.878 min): BG016279.D (-538) (-) m/z 73.10 100.00%
43 s
5000
56 0o s "5k Sho o 6%
Obrrrprrrr el o 67 B2 L m/z 43.10 81.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13058: 2-Pentanone, 4-methoxy-4-methyl-
73
43
5000 IBRERARRARAREERAREE AR
5.60 5.80 6.00 6.20
115 m/z 115.10 11.34%
29 55 g5 0
O T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
560 580 6.00 620
5000 m/z 100.10 8.96%
45
29
o 39 S a7 101
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3644: p-Dioxin, 2,3-dihydro-5-methyl- A Emam s n
43 5.60 5.80 6.00 6.20
m/z 41.10 8.27%
5000
15 29 100
o ‘ 37/, 55 72 8 \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\
Data File : BG016279.D

Aca On : 8 Apr 2015 17:26

Operator : TP/1Z

Sample - PB82625BL

Misc :

ALS Vial : 5 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

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 unknown7.22 Concentration Rank 2

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

7.22 61.76 ng 1158570 1,4-Dichlorobenzene-d4 7.69
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 771 (7.217 min): BG016279.D (-764) (-) m/z 132.00 100.00%
5000 68
40 | % J 6.80 7.00 7.20 7.40 7.60
54 - - - - -
b 2t M 7 er 138 W Tn/z 68.10  39.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR NS SRR AR A
6.80 7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 32.33%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
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 24.68%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R REmI L
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 14 .86%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, AU ) S
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\BG040815\
Data File : BG016279.D

Acq On : 8 Apr 2015 17:26

Operator : TP/1Z

Sample - PB82625BL

Misc :

ALS Vial : 5 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4. .. 4.20 15.0 ng 282109 1 7.69 375159 20.0
2-Pentanone, 4-hy... 4.81 138.6 ng 2600070 1 7.69 375159 20.0
2-Pentanone, 4-me... 5.88 6.8 ng 127025 1 7.69 375159 20.0
unknown7 .22 7.22 61.8 ng 1158570 1 7.69 375159 20.0
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