LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030217\
Data File : BF093317.D

Aca On > 2 Mar 2017 12:24

Operator : SJ/MA

Sample : PB97255BL

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:\HPCHEM1I\BNA F\METHODS\8270-BF013017.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

4._.956 249 251 261 rBV 979815 1546948 37.52% 4_.397%
5.390 287 289 292 rBV 3342367 3632296 88.11% 10.323%
rBvV 3141716 3335557 80.91% 9.480%
6.567 389 392 394 rBV 3189539 3657452 88.72% 10.395%
6.796 410 412 414 rBV 724381 835510 20.27% 2.375%
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6.944 423 425 428 rBV 2307347 2710602 65.75% 7.704%
7.367 459 462 464 rBV 2345670 2340829 56.78% 6.653%
8.087 522 525 527 rBV 1178544 1137062 27.58% 3.232%
9.173 617 620 622 rBV 3761394 4122454 100.00% 11.717%
9.779 670 673 677 rBvV 22532 57535 1.40% 0.164%

=
QO ~NO®

11 9.848 677 679 682 rVB 1383216 1335909 32.41% 3.797%
12 10.271 713 716 721 rVB 50669 93155 2.26% 0.265%
13 10.648 746 749 751 rBV 2132925 2324960 56.40% 6.608%
14 11.345 807 810 812 rBV 1240649 1381132 33.50% 3.925%
15 12.934 946 949 951 rBV 3702895 4112020 99.75% 11.687%

16 13.974 1038 1040 1043 rVB 1101362 1295131 31.42% 3.681%
17 15.402 1162 1165 1168 rBV 962053 1266320 30.72% 3.599%

Sum of corrected areas: 35184872
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093317.D

Aca On : 2 Mar 2017 12:24

Operator : SJ/MA

Sample : PB97255BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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: BF093317.D
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Abundance TIC: BF093317.D

917 12,93
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093317.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093317.D

Aca On : 2 Mar 2017 12:24

Operator : SJ/MA

Sample : PB97255BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 37.03 ng 1546950 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 251 (4.956 min): BF093317.D (-249) (-) m/z 43.05 100.00%
43.0
59.1
5000
oL 460 480 500 520
el S0, | e90 BB | e 10 59.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R AL R I
59.0 460 480 500 520
m/z 101.10 17.21%
0 a3el0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 15.29%
31.0
69.0 870
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
54.0 460 4.80 5.00 5.20
m/z 41.05 9.02%
5000
41.0
..,....,...HHM...H:MM???uI:;....Z%Q.,.gqp,....m....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093317.D

Aca On : 2 Mar 2017 12:24

Operator : SJ/MA

Sample : PB97255BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.57 Concentration Rank 1

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

6.57 87.55 ng 3657450 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 392 (6.567 min): BF093317.D (-389) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 T T o
40.1 540 6.20 6.40 6.60 6.80 7.00
S T -|-|.'.8,19. Aguso g m/z 68.10 36.82%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R AR R R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.59%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.15%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R L R R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.21%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN U § G—
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
Data File : BF093317.D

Acq On : 2 Mar 2017 12:24

Operator : SJ/MA

Sample : PB97255BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 4.96 37.0 ng 1546950 1 6.80 835510 20.0
unknown6 .57 6.57 87.5 ng 3657450 1 6.80 835510 20.0
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