LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094019.D

Aca On : 29 Mar 2017 15:37

Operator : SJ/MA

Sample : PB97899BL

Misc :

ALS Vial : 3 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-BF032217.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

4.075 368 372 381 rVB 279379 386904 8.03% 1.025%
4.463 432 438 441 rBV 3428407 3912277 81.20% 10.367%
rBV 3242984 3912767 81.21% 10.369%
5.663 637 642 646 rBV 3569241 4066859 84.41% 10.777%
5.916 681 685 689 rvB 1033587 925079 19.20% 2.451%
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6.098 711 716 719 rBV 3154932 3209866 66.62% 8.506%
6.569 789 796 799 rBV 2069777 2601203 53.99% 6.893%
7.422 935 941 944 rBV 1178370 1272562 26.41% 3.372%
8.745 1159 1166 1170 rBV 3911680 4817997 100.00% 12.768%
9.563 1298 1305 1309 rVB2 1284829 1396575 28.99% 3.701%

=
QO ~NO®

11 10.533 1462 1470 1474 rBV 2167711 2710495 56.26% 7.183%
12 11.386 1607 1615 1619 rBV 1310686 1415444 29.38% 3.751%
13 13.368 1941 1952 1956 rBV2 3623542 4624495 95.98% 12.255%
14 14.633 2162 2167 2171 rBV 1248835 1353273 28.09% 3.586%
15 16.268 2439 2445 2456 rBV 967243 1130541 23.46% 2.996%

Sum of corrected areas: 37736337
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094019.D

Aca On : 29 Mar 2017 15:37

Operator : SJ/MA

Sample : PB97899BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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: BF094019.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094019.D

Aca On : 29 Mar 2017 15:37

Operator : SJ/MA

Sample : PB97899BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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._.07 8.36 ng 386904 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 371 (4.069 min): BF094019.D (-368) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IR AR N U
| 83.0 | 3.80 4.00 4.20 4.40
NNV NS A m/z 59.00 55.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RSN LR S U
3.80 4.00 4.20 4.40
59.0 m/z 101.10 17.39%
27\0\ L1l ‘ 70.0 83.0 10:\L0
G R S R AR AL RARLA AR KRR RARAN RARN LAAS) SARS EASE EARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
380 4.00 420 440
5000 41.0 m/z 58.00 13.58%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, l—ethoxy— LI L L L L L L LB
59.0 3.80 4.00 4.20 4.40
31.0 m/z 41.10 8.60%
5000
3.0 73.0
0 15.0 A‘ 11NR 87.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094019.D

Aca On : 29 Mar 2017 15:37

Operator : SJ/MA

Sample : PB97899BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.66 Concentration Rank 1

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

5.66 87.92 ng 4066860 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 641 (5.657 min): BF094019.D (-637) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 [| o) %0 Lo J Sk sko 5k 6b0
ol el i@ Lo oo m/z 68.10 39.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U R RN R
5.40 5.60 5.80 6.00
310 5L0 m/z 134.00 32.45%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
540 5.60 580 600
5000 67.0 m/z 66.00 24.70%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! I e S SR
57.0 132.0 5.40 5.60 5.80 6.00
240 m/z 69.10 15.73%
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| B o AR Ea
m/z--> 40 60 80 100 120 140 160 180 5.40 5.60 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
Data File : BF094019.D

Acq On : 29 Mar 2017 15:37

Operator : SJ/MA

Sample : PB97899BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.07 8.4 ng 386904 1 5.92 925079 20.0
unknown5 .66 5.66 87.9 ng 4066860 1 5.92 925079 20.0
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