LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090875.D

Aca On : 27 Oct 2016 19:14

Operator : UM/SJ

Sample - PB94343BL

Misc :

ALS Vial : 8 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-BF102616.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 4.944 247 250 260 rVB 410768 610573 13.45% 2.029%
2 5.367 285 287 290 rBV 2435427 2629686 57 .95% 8.739%
3 6.407 376 378 381 rBVY 2196538 2499387 55.08% 8.306%
4 6.533 387 389 392 rBVY 2266352 2996039 66.02% 9.957%
5 6.773 408 410 421 rBV 723722 804053 17.72% 2.672%

6.922 421 423 426 rBV 1950705 2479646 54.64% 8.241%
7.333 457 459 462 rBV 1420206 1610022 35.48% 5.351%
8.053 520 522 525 rBV 796748 1057484 23.30% 3.514%
9.139 614 617 619 rBV 4220440 4088081 90.09% 13.586%
9.813 673 676 678 rBVY 1335672 1292298 28.48% 4._.295%

=
QO ~NO®

11 10.602 742 745 747 rBV 2464282 2443012 53.84% 8.119%
12 11.299 803 806 808 rBvV 848978 1231657 27.14% 4._.093%
13 12.888 942 945 947 rBV 3885202 4537924 100.00% 15.081%
14 13.928 1034 1036 1047 rBV 1055822 1047768 23.09% 3.482%
15 15.334 1156 1159 1162 rBV 570006 708736 15.62% 2.355%

16 15.700 1187 1191 1197 rBV2 12956 54125 1.19% 0.180%

Sum of corrected areas: 30090491
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF102716\

BF090875.D

27 Oct 2016 19:14

UM/SJ

PB94343BL

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090875.D

Aca On : 27 Oct 2016 19:14

Operator : UM/SJ

Sample : PB94343BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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.

4.94 15.19 ng 610573 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetone 58 C3H60 000067-64-1 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 250 (4.944 min): BF090875.D (-247) (-) m/z 43.10 100.00%
43
59
5000
101
460 4.80 5.00 5.20
N 51 .I|. 8|3 | 0
R R R SR AN AR RRARA RARSA RARAN AARAN AALA SALRS SRS RARRY m/z 59.10 65.95%
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
5000 L I UL L UL
59 460 480 500 520
m/z 101.10 25.06%
15 31 101
0 1 N 51 . 83 .
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 18.14%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4-methyl-
43 460 4.80 5.00 5.20
m/z 41.10 8.54%
5000
101
15
A N |
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'VHWH'WH“V'“V“'l IBESSEBE SRR N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090875.D

Aca On : 27 Oct 2016 19:14

Operator : UM/SJ

Sample : PB94343BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknown6.53 Concentration Rank 1

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

6.53 74.52 ng 2996040 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 389 (6.533 min): BF090875.D (-387) (-) m/z 132.00 100.00%
132
5000 68 /\_
96 BENREBERNRSERAREE AR
40 54 78 06 6.20 6.40 6.60 6.80
01 L m/z 68.10 43.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS R
6.20 6.40 6.60 6.80
31 51 m/z 134.00 32.26%
0 ‘ L1 H | 9 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 680
5000 m/z 66.10 26.41%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl
57 132 6.20 6.40 6.60 6.80

m/z 69.10 16.98%

74
116

5000 98
‘ 158 189

m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102716\
Data File : BF090875.D

Acq On : 27 Oct 2016 19:14

Operator : UM/SJ

Sample - PB94343BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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... 4.94 15.2 ng 610573 1 6.77 804053 20.0
unknown6 .53 6.53 74.5 ng 2996040 1 6.77 804053 20.0
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