LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091463.D

Acq On : 6 Dec 2016 17:21

Operator : UM/SJ

Sample - PB95074BL

Misc :

ALS Vial : 13 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 5.030 237 240 248 rVB 783474 1285938 32.50% 4.175%
2 5.453 274 277 279 rBV 3319503 3561889 90.03% 11.565%
3 6.470 363 366 369 rBvY 2510607 3073001 77.68% 9.978%
4 6.607 375 378 380 rBV 3385029 3206514 81.05% 10.411%
5 6.836 396 398 401 rBVY 949552 808194 20.43% 2.624%

6.996 409 412 414 rBV 2898679 2609146 65.95% 8.472%
7.396 444 447 450 rBV 1514925 2022073 51.11% 6.565%
723853 1039441 26.27% 3.375%
9.202 602 605 607 rBV 4007661 3956214 100.00% 12.845%
9.876 661 664 666 rBY 1300230 1234342 31.20% 4.008%
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11 10.665 730 733 735 rBV 1650846 2078555 52.54% 6.749%
12 11.351 791 793 796 rBV 946854 1134899 28.69% 3.685%
13 12.939 930 932 935 rvB 3010019 3320703 83.94% 10.782%
14 13.980 1021 1023 1026 rBV 634287 833095 21.06% 2.705%
15 15.408 1145 1148 1151 rBV 534067 634679 16.04% 2.061%

Sum of corrected areas: 30798683
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091463.D

Acq On : 6 Dec 2016 17:21

Operator : UM/SJ

Sample : PB95074BL

Misc :

ALS Vial : 13 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

Abundance :
4000000 TIC: BF091463.D

5.45 6.61

3000000 7.00
6.47

2000000

6.84
1000000 5.03

7.40
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

7.50

Abundance -
4000000 ol20 TIC: BF091463.D

3000000

2000000
10.66

1000000 11.35
3.13

12.94

L

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

13.50

Abundance 5
4000000 TIC: BF091463.D

3000000
2000000

1000000
13.98

15.41

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091463.D

Acq On : 6 Dec 2016 17:21

Operator : UM/SJ

Sample : PB95074BL

Misc :

ALS Vial : 13 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.

5.03 31.82 ng 1285940 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 59
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 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 240 (5.030 min): BF091463.D (-237) (-) m/z 43.00 100.00%
43
59
5000
101 N ARN ENO Eon o
460 4.80 5.00 5.20 5.40
Ol Sl 53l 67 8 | "m/z 59.00 56.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S RN
460 4.80 5.00 5.20 5.40
59 m/z 58.00 15.12%
?\7\ ! 37\ in 53‘ H 67 7 83 91 ‘10‘1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 4.80 5.00 5.20 5.40
5000 m/z 101.10 13.40%
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
59 460 4.80 5.00 5.20 5.40
m/z 41.10 8.60%
5000 41
31
| T
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' SR SARAL AR RRARENAR
m/z--> 10 20 30 40 50 60 70 8 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 : BF091463.D

Acq On : 6 Dec 2016 17:21

Operator : UM/SJ

Sample : PB95074BL

Misc :

ALS Vial : 13 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 2 unknown6.61 Concentration Rank 1

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

6.61 79.35 ng 3206510 1,4-Dichlorobenzene-d4 6.84
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 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 378 (6.607 min): BF091463.D (-375) (-) m/z 132.00 100.00%
32
5000 68
0 s ‘ 75 ¥ 6.20 6.0 6.60 6.80 7.00
104 : : : : -
.,....,....'I'!.‘.‘?,!!..?:1!~.'.|,..':~.,..5.‘?,....,.'!..,.1.1?.,....,'...,.. m/z 68.10 46.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA IR A UL
620 6.40 6.0 6.80 7.00
3 4 5L 78 m/z 134.00 32.46%
1 ‘ | !
mz-> 20 30 40 80 80 70 80 90 100 110 130 130 140
Abundance
132
620 6.0 6.60 6.80 7.00
5000 m/z 66.00 31.54%
33 44 g7 105
51 60 0 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE — A P
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.55%
5000
92
27 39 51 g8 \ 7 |15 gy
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 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 : BF091463.D

Acq On : 6 Dec 2016 17:21

Operator : UM/SJ

Sample - PB95074BL

Misc :

ALS Vial : 13 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... 5.03 31.8 ng 1285940 1 6.84 808194 20.0
unknown6 .61 6.61 79.3 ng 3206510 1 6.84 808194 20.0
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