LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF030216\
Data File : BF085144.D
Acg On : 3 Mar 2016 2:48 Instrument :
Operator : SJ/I1Z EﬁAfs el

- _ lentosampleld :
3?2?6 - 11623-09 HSR-WC-36-022516
ALS Vial : 37 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_F\METHODS\8270-BF030116.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 2.950 56 58 64 rvB 114816 159370 2.82% 0.340%
2 4_.596 199 202 205 rBV 572225 645096 11.41% 1.378%
3 5.213 253 256 264 rVB 1146426 1572724 27.82% 3.359%
4 5.613 288 291 293 rVB 4547360 4971242 87.94% 10.618%
5 6.619 375 379 381 rBV 4368631 4841502 85.65% 10.341%
6 6.756 388 391 394 rBV 3963503 5063101 89.57% 10.815%
7 6.813 394 396 399 rvB 84202 92916 1.64% 0.198%
8 6.996 409 412 414 rBVY 836293 1035802 18.32% 2.212%
9 7.144 423 425 428 rVB 3326083 3963991 70.12% 8.467%
10 7 .556 458 461 463 rVB 3239126 3713481 65.69% 7.932%
11 7.990 497 499 502 rBvV2 44941 76372 1.35% 0.163%

12 8.276 521 524 525 rBV 1508512 1512727 26.76% 3.231%
13 8.299 525 526 527 rVB 161640 111230 1.97% 0.238%
14 8.985 584 586 588 rvB 85407 68524 1.21% 0.146%
15 9.350 615 618 620 rBVY 5730875 5652975 100.00% 12.075%

16 10.025 675 677 679 rBV 1204714 1492224 26.40% 3.187%
17 10.813 743 746 749 rBV2 2742579 3663616 64.81% 7.825%
18 11.511 805 807 810 rBV 1366866 1381231 24.43% 2.950%
19 12.916 928 930 932 rBV 84665 66983 1.18% 0.143%
20 13.099 943 946 949 rBV 4940052 4678611 82.76% 9.993%

21 14.151 1035 1038 1040 rBV 1079195 1031830 18.25% 2.204%
22 15.625 1164 1167 1170 rBV 809466 1021584 18.07% 2.182%

Sum of corrected areas: 46817132
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085144.D

Acq On : 3 Mar 2016 2:48

Operator =: SJ/1Z

ﬁ?ggle i H1623-09 HSR-WC-36-022516
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085144.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085144.D

Acq On : 3 Mar 2016 2:48

Operator =: SJ/1Z

3?22 le H1623-09 HSR-WC-36-022516
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 n-Propyl acetate Concentration Rank 5

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

2.95 3.08 ng 159370 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isobutylamine 73 C4H11N 000078-81-9 9
3 Oxirane, 2,3-dimethyl-, cis- 72 C4H80 001758-33-4 7
4 1-Butanamine 73 C4H11N 000109-73-9 5
5 Ethanamine, N-ethyl- 73 C4H11N 000109-89-7 4

Abundance Scan 58 (2.950 min): BF085144.D (-56) (-) m/z 43.10 100.00%
43
5000
61
73
39, 57 | 2.60 2.80 3.00 3.20 :
O'W“W”W”“PMP”W”W“JJ'W“W”“PMP”W“W“”P“WMW““PWP m/z 61.10 25.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4160: n-Propyl acetate
43
5000 I S U R I
o1 2.60 2.80 3.00 3.20
73 m/z 73.10 14 .57%
15 2131 39 57 87
O'WMW““P“W““P“H““P“'“"“W““P“W““P“W““P“W““P“W““v
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
\/ﬁx'“l'“'l'“'l“"w
2.60 2.80 3.00 3.20
5000 m/z 42.10 9.79%
41 73
o 15 27 38 52 56 70
R L AR KAy K LAY KAy LA AR ) KAk LAY RAAY KAL) KRN MAALY KAL) AR AL L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #689: Oxirane, 2,3-dimethyl-, cis- AR R Ea e ——
43 2.60 2.80 3.00 3.20
m/z 41.10 8.34%
5000
29
15 2
0 1219 323639, ||46 5053 57 72
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085144.D

Acq On : 3 Mar 2016 2:48

Operator =: SJ/1Z

3?22 le H1623-09 HSR-WC-36-022516
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.60 12.46 ng 645096 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 202 (4.596 min): BF085144.D (-199) (-) m/z 83.10 100.00%
55 83
5000 43 o8
420 440 4.60 4.80 5.00
0 ...,....,....,....-|,-':..‘.‘?'...'.,.?“?.,7?..7?,.:.?9,....,.... m/z 55.10 84.93%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 ISR RN LR L
29 98 420 4.40 4.60 4.80 5.00
m/z 43.05 42 _.28%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
83
55 420 440 460 480 500
5000 43 m/z 98.10 35.11%
98
29
0 23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- T
5 83 420 440 4.60 4.80 5.00
m/z 39.10 25.04%
41
5000 7 o8
15 69
0 ...,....,..:lh.%4.aiJ..?%atl.,??.MH..??,ul..?%...q.... SR & W ———
m/z--> 10 20 30 40 50 60 70 8 90 100 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085144.D

Acq On : 3 Mar 2016 2:48

Operator =: SJ/1Z

3?22 le H1623-09 HSR-WC-36-022516
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 30.37 ng 1572720 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 256 (5.213 min): BF085144.D (-253) (-) m/z 43.10 100.00%
a3
59
5000
ot 480 500 520 540 560
83 : : : : :
o...,....,....,....',':...?.1.4.',...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 56.78%
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 A U L I L
59 4.80 5.00 520 5.40 5.60
m/z 101.10 19.40%
15 31 101
Tl Ly 51 \‘ 83 .
S ) R R SR AN ARAR RRARA RAREA RARAN AARAN LALA RALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 16.80%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one REae e e R
43 480 5.00 520 5.40 5.60
m/z 41.05 8.78%
5000
55
0 20| | esm 8 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085144.D

Acq On : 3 Mar 2016 2:48

Operator =: SJ/1Z

Sample - H1623-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 4 unknown6.76 Concentration Rank 1

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

6.76 97.76 ng 5063100 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 391 (6.756 min): BF085144.D (-388) (-) m/z 132.10 100.00%
132
5000 68
40 X 6.40 6.60 6.80 7.00
54 : . . :
o e lsus 7 68.10  47.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR RS S SR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.10 32.74%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.95%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R Lman e e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.94%
5000 og M°
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 8 S | N1 R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085144.D

Acq On : 3 Mar 2016 2:48

Operator : SJ/1Z

3?22 le H1623-09 HSR-WC-36-022516
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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]
n-Propyl acetate 2.95 3.1 ng 159370 1 7.00 1035800 20.0
3-Penten-2-one, 4. .. 4.60 12.5 ng 645096 1 7.00 1035800 20.0
2-Pentanone, 4-hy... 5.21 30.4 ng 1572720 1 7.00 1035800 20.0
unknown6.76 6.76 97.8 ng 5063100 1 7.00 1035800 20.0
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