LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094092.D

Aca On : 31 Mar 2017 13:26

Operator : SJ/MA

Sample : PB97953BL

Misc :

ALS Vial : 6 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 4 .057 364 369 379 rVB 317171 425343 7 .80% 1.046%
2 4.446 429 435 438 rBY 4130344 4396764 80.58% 10.815%
3 5.504 608 615 618 rBY 3491427 4497800 82.43% 11.064%
4 5.645 633 639 642 rBY 4096650 4604872 84.39% 11.327%
5 5.898 677 682 685 rBV 985563 978889 17.94% 2.408%

6.075 707 712 716 rBV 3336196 3667654 67.22% 9.022%
6.545 785 792 795 rBV 2374735 2959859 54.24% 7.281%
7.398 931 937 941 rBV 1238440 1332918 24.43% 3.279%
8.728 1155 1163 1166 rBV 4193168 5456511 100.00% 13.422%
9.539 1294 1301 1306 rBV2 1305909 1440965 26.41% 3.545%

=
QO ~NO®

11 10.516 1459 1467 1470 rBV 2382788 2778218 50.92% 6.834%
12 11.363 1604 1611 1615 rBV 1299992 1393047 25.53% 3.427%
13 13.351 1939 1949 1952 rBV 3973143 4739025 86.85% 11.657%
14 14.615 2158 2164 2178 rVB 1081857 1164562 21.34% 2.865%
15 16.245 2436 2441 2450 rVB 674072 816638 14.97% 2.009%

Sum of corrected areas: 40653065
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094092.D

Aca On : 31 Mar 2017 13:26

Operator : SJ/MA

Sample : PB97953BL

Misc :

ALS Vial : 6 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: BF094092.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094092.D

Aca On : 31 Mar 2017 13:26

Operator : SJ/MA

Sample : PB97953BL

Misc :

ALS Vial : 6 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._.06 8.69 ng 425343 1,4-Dichlorobenzene-d4 5.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 369 (4.057 min): BF094092.D (-364) (-) m/z 43.00 100.00%
43
59
5000
101 U R R R I
| s 83 | 3.80 4.00 4.20 4.40
e e e e e e m/z 59.10 57.20%
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 R L I I
59 380 400 4.20 4.40
m/z 101.10 21.04%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
380 400 4.20 4.40
5000 M m/z 58.10 14 .55%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3950: 2,3-Butanedione, monooxime R L R AR maa s
43 3.80 4.00 4.20 4.40
m/z 41.10 9.09%
5000
101
15 58
28l 69 84 ‘
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:\HPCHEMI1\BNA F\Data\BF033117\
Data File : BF094092.D

Aca On : 31 Mar 2017 13:26

Operator : SJ/MA

Sample : PB97953BL

Misc :

ALS Vial : 6 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 unknown5.65 Concentration Rank 1

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

5.65 94 .08 ng 4604870 1,4-Dichlorobenzene-d4 5.90
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 640 (5.651 min): BF094092.D (-633) (-) m/z 132.00 100.00%
32
5000
68
5 e
40 ,_ 54 75 104 5.40 5.60 5.80 6.00
..,....,....,...:,...7.,....??.I.'....,..5??,..!.,.-:..,.1.1.5.,....,"...,.. m/z 134.00  34.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L R
5.40 5.60 5.80 6.00
78 m/z 68.10 33.89%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" '5.40 560 580 6.00
5000 67 m/z 66.00 20.15%
41 97
53 2 117
34 60 89 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R E L A REAmamay
132 5.40 5.60 5.80 6.00

m/z 69.10 13.14%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF033117\
Data File : BF094092.D

Acq On : 31 Mar 2017 13:26

Operator : SJ/MA

Sample : PB97953BL

Misc :

ALS Vial : 6 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... 4.06 8.7 ng 425343 1 5.90 978889 20.0
unknown5 .65 5.65 94.1 ng 4604870 1 5.90 978889 20.0
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