LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094002.D

Aca On : 28 Mar 2017 19:40

Operator : SJ/MA

Sample : PB97860BL

Misc :

ALS Vial : 11 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
1 3.546 278 282 288 rVB 256191 254411 5.15% 0.740%
2 4.087 367 374 381 rBVY 1516117 1987052 40.24% 5.783%
3 4.469 434 439 442 rBV 2818157 2769613 56.09% 8.060%
4 4.857 501 505 510 rBB 128104 112504 2.28% 0.327%
5 5.528 613 619 622 rBY 2641831 2768142 56.06% 8.056%

5.669 638 643 647 rBV 2691994 2927033 59.27% 8.518%
5.928 682 687 690 rBvV 980494 930604 18.85% 2.708%
6.104 712 717 721 rBV 3015603 3290589 66.64% 9.576%
6.575 791 797 800 rBV 2187371 2685136 54.38% 7.814%
7.428 937 942 946 rBV 1232593 1265648 25.63% 3.683%

=
QO ~NO®

11 8.757 1160 1168 1171 rBV 3990860 4938134 100.00% 14.371%
12 9.569 1300 1306 1313 rVvB2 1289157 1391853 28.19% 4_.051%
13 10.545 1465 1472 1475 rBV 1656372 1897780 38.43% 5.523%
14 11.392 1610 1616 1620 rBV 1337747 1306940 26.47% 3.803%
15 13.375 1947 1953 1957 rBV 3329427 4176079 84.57% 12.153%

16 14.639 2164 2168 2174 rBV 856550 936408 18.96% 2.725%
17 16.274 2441 2446 2452 rBV 588648 723724 14 .66% 2.106%

Sum of corrected areas: 34361650
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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\BF032817\

BF094002.D

28 Mar 2017 19:40

SJ/MA

PB97860BL

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094002.D

Aca On : 28 Mar 2017 19:40

Operator : SJ/MA

Sample : PB97860BL

Misc :

ALS Vial : 11 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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.55 5.47 ng 254411 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 283 (3.552 min): BF094002.D (-278) (-) m/z 83.00 100.00%
55.1 83.0
5000 43.0 98.1
| eso 320 340 360 380
O R e L e m/z 55.10 89.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L UL I LI RS
20,0 43.0 98.0 320 340 360 3.80
' m/z 98.10 36.49%
\‘\ \‘\\\ Il ‘ | 67.0 75.0 | L
S S S UL SUL AL SRS I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 550 3 ok ok
5000 43.0 m/z 43.00 36.01%
98.0
29.0
69.0
G S S UL SUL AL SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0 3.20 3.40 3.60 3.80
m/z 39.00 26.04%
41.0
5000 270 98.0
15.0 ‘ 69.0
0 ‘ m‘ 1l mH \‘\ | A
LIS FURLELEL FURLELELN FURLELEL LU UL S FURELELS SURLLI IURLL S U R L
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094002.D

Aca On : 28 Mar 2017 19:40

Operator : SJ/MA

Sample : PB97860BL

Misc :

ALS Vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.09 42_.70 ng 1987050 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 375 (4.093 min): BF094002.D (-367) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 S & G
| 83.0 3.80 4.00 4.20 4.40
N 1 1N N A S m/z 59.10 63.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L I
59.0 380 4.00 420 4.40
0
150 4, 1010 m/z 101.10 26 .09%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
380 4.00 420 4.40
5000 410 m/z 58.10 16.48%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 )
Abundance #4330: Butane, 1-ethoxy- R R B e
59.0 3.80 4.00 4.20 4.40
31.0 m/z 41.00 8.80%
5000
3.0 73.0
15\'0 | A‘ \ | ‘ 87.0 102.0
S R R R SR AN AR RRARA RARSA RARAN SARAN LALA RALRS ARSI RARRY LN IR R LN R
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\BF032817\
Data File : BF094002.D

Aca On : 28 Mar 2017 19:40

Operator : SJ/MA

Sample : PB97860BL

Misc :

ALS Vial : 11 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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

4._86 2.42 ng 112504 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 3-Dodecanol. 3.7.11-trimethvl- 228 C15H320 007278-65-1 17
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 12

Abundance Scan 505 (4.857 min): BF094002.D (-501) (-) m/z 73.10 100.00%
43.0 73.1
5000
oo 5 TTIE 2k 5o 5k
0 B R o SR m/z 43.00 97 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13058: 2-Pentanone, 4-methoxy-4-methyl-
73.0
43.0
5000 AT A
460 4.80 5.00 5.20
115.0 m/z 115.10 13.69%
0 1 N 1l | 98+0
LR ISR UL SURLELL FURMLELES UL WAL BRI WL SN B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.0
460 480 500 520
5000 m/z 41.00 12.56%
43.0
0 27.0 97.0 1250 199.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #4342: Pentane, 3-methoxy- —
73.0 460 4.80 5.00 5.20

m/z 42.10 7.27%

5000
45.0

29.0
] 101.0

O o L s e e N A RmEEE L e e o R mEa

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094002.D

Aca On : 28 Mar 2017 19:40

Operator : SJ/MA

Sample : PB97860BL

Misc :

ALS Vial : 11 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 4 unknown5.67 Concentration Rank 2

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

5.67 62.91 ng 2927030 1,4-Dichlorobenzene-d4 5.93
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 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 643 (5.669 min): BF094002.D (-638) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 URRAE AR LS LS S
40.1 54.0 J 540 560 5.80 6.00
o S ot :|-.|.'.8,1-9. R 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 UREAE AR RS LR S
5.40 560 5.80 6.00
310 5L0 m/z 134.00 32.20%
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
" 540 560 580 6.00
5000 67.0 m/z 66.00 23.69%
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 R R EEARE R
57.0 132.0 5.40 560 5.80 6.00
m/z 69.10 15.17%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R A REEEEEEL S S
m/z--> 40 60 80 100 120 140 160 180 5.40 560 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032817\
Data File : BF094002.D

Acq On : 28 Mar 2017 19:40

Operator : SJ/MA

Sample : PB97860BL

Misc :

ALS Vial : 11 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]
3-Penten-2-one, 4. .. 3.55 5.5 ng 254411 1 5.93 930604 20.0
2-Pentanone, 4-hy... 4._.09 42.7 ng 1987050 1 5.93 930604 20.0
2-Pentanone, 4-me... 4.86 2.4 ng 112504 1 5.93 930604 20.0
unknown5.67 5.67 62.9 ng 2927030 1 5.93 930604 20.0
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