LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091452.D

Acq On : 6 Dec 2016 12:01

Operator : UM/SJ

Sample - H5802-08

Misc :

ALS Vial : 26 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-BF112916.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 5.019 236 239 242 rBV 475769 564306 9.81% 1.692%
2 5.441 273 276 278 rBV 2193335 2097074 36.47% 6.287%
3 6.470 363 366 368 rvB 1372383 1360434 23.66% 4.079%
4 6.607 375 378 380 rBV 3552401 3311834 57.60% 9.929%
5 6.836 396 398 400 rvB 890605 764885 13.30% 2.293%

6.996 409 412 414 rBV 3287606 2981666 51.86% 8.939%
7.407 444 448 450 rBV 2509213 2924362 50.86% 8.767%
8.127 508 511 513 rBV 902721 1030871 17.93% 3.090%
9.202 602 605 608 rBV 4803624 4683338 81.46% 14.040%
9.876 661 664 666 rBV 1527297 1322315 23.00% 3.964%

=
QO ~NO®

11 10.665 730 733 735 rBV 3434976 3489909 60.70% 10.463%
12 11.351 791 793 796 rVB 970312 1219169 21.20% 3.655%
13 12.951 929 933 935 rBV 4764572 5749552 100.00% 17.237%
14 13.991 1021 1024 1026 rBV 828998 1135285 19.75% 3.404%
15 15.408 1145 1148 1151 rBV 631945 721207 12.54% 2.162%

Sum of corrected areas: 33356207
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF120616\

BF091452.D

6 Dec 2016 12:01

UmM/sJ

H5802-08

26 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091452.D

Acq On : 6 Dec 2016 12:01

Operator : UM/SJ

Sample - H5802-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 14.76 ng 564306 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 239 (5.019 min): BF091452.D (-236) (-) m/z 43.00 100.00%
43
59
5000
101 [rrrr T
460 4.80 5.00 5.20 5.40
el sell eo 8 | 57 59.00  56.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [rrrr T
460 4.80 5.00 5.20 5.40
m/z 101.00 14 .90%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 58.00 14 _.75%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e
59 460 4.80 5.00 5.20 5.40
m/z 41.05 8.61%
5000 41
31
| T
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' NSRBI RS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091452.D

Acq On : 6 Dec 2016 12:01

Operator : UM/SJ

Sample - H5802-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 2 unknown6.61 Concentration Rank 1

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

6.61 86.60 ng 3311830 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 378 (6.607 min): BF091452.D (-375) (-) m/z 132.00 100.00%
5000 68
0 s [l J 020 oa 680 6B 700
AL eS| m/z 68.10 46.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 IR I L IS I
6.20 6.40 6.60 6.80 7.00
33 44 o 105 m/z 134.00 32.84%
0T | e |
m/z--> 20 40 i 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 31.38%
92
65
o7 39 51 77 105 .4
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e L A ey
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 18.49%
5000 og 116
N ..,....,.?g II¥Q7 ‘ 158 ..,.1??. S | N} G
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091452.D

Acq On : 6 Dec 2016 12:01

Operator : UM/SJ

Sample - H5802-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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]
2-Pentanone, 4-hy... 5.02 14.8 ng 564306 1 6.84 764885 20.0
unknown6 .61 6.61 86.6 ng 3311830 1 6.84 764885 20.0
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