LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\

Data File : BF098665.D

Aca On : 20 Sep 2017 17:36

Operator : SJ/JU

3?22'6 i 15276-04 SASP2P-ENV-125-14(5-10
ALS Vial : 13 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-BF091117.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

3.546 229 248 251 rBV 6443988 17210513 100.00% 44.743%
4.798 457 461 482 rBvV 275564 445576 2.59% 1.158%
rBV 2444428 2693377 15.65% 7.002%
6.281 708 713 728 rBV 2468202 2713048 15.76% 7.053%
6.393 728 732 735 rBV 3086306 2736731 15.90% 7.115%
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6.616 767 770 779 rBV 614846 561309 3.26% 1.459%
6.775 793 797 807 rBV 2047659 1739823 10.11% 4.523%
7.192 863 868 871 rBV 1784376 1595625 9.27% 4.148%
7.904 985 989 1001 rBV 815577 736254 4.28% 1.914%
8.981 1167 1172 1175 rBV 2855784 2400044 13.95% 6.239%

=
QO ~NO®

11 9.381 1236 1240 1249 rBB 231280 210816 1.22% 0.548%
12 9.651 1282 1286 1290 rBV 918115 746158 4._.34% 1.940%
13 10.445 1417 1421 1424 rBV 1595066 1358025 7.89% 3.530%
14 11.133 1535 1538 1545 rBV 755394 620733 3.61% 1.614%
15 12.722 1803 1808 1811 rBV 1819565 1673509 9.72% 4_.351%

16 13.769 1979 1986 1995 rBV 498811 503258 2.92% 1.308%
17 15.168 2219 2224 2231 rBV 440091 520849 3.03% 1.354%

Sum of corrected areas: 38465648
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092017\

BF098665.D

20 Sep 2017 17:36

SJ/Ju

15276-04

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098665.D

Aca On : 20 Sep 2017 17:36

Operator : SJ/JU

Sample : 15276-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown4.80 Concentration Rank 4

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

4.80 15.88 ng 445576 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 37
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 461 (4.798 min): BF098665.D (-457) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 4.40 4.60 4.80 5.00 5.20
(N 4 RO M S m/z 59.00 60.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L RS
59.0 4mA&04% ﬂms%
m/z 101.00 18.42%
31.0 g30 1010
O T T P T T T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 4.80 500 5.20
5000 41.0 m/z 58.00 16.27%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl- Y
59.0 4mAmo4m Mmsm

m/z 41.10 8.44%

5000
o 101.0
180 20 " 7o 80

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098665.D

Aca On : 20 Sep 2017 17:36

Operator : SJ/JU

Sample : 15276-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.39 Concentration Rank 2

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

6.39 97.51 ng 2736730 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 732 (6.393 min): BF098665.D (-728) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SRARPESARSE SRR AR RN
40.0 540 J 6.00 6.20 6.40 6.60 6.80
0 A2 4 m/z 68.00 42.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RN LS R AN R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.69%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 6.40 6.60 6.80
5000 m/z 66.00 28.97%
0 51.0 70.0 86.0
miz--> 4 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
4.0 m/z 69.00 17.05%
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092017\
Data File : BF098665.D

Acq On : 20 Sep 2017 17:36

Operator : SJ/JU

Sample : 15276-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .80 4.80 15.9 ng 445576 1 6.62 561309 20.0
unknown6 .39 6.39 97.5 ng 2736730 1 6.62 561309 20.0
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