LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087714.D

Aca On : 5 Jun 2016 18:21

Operator : UM/SJ

Sample = H3362-07

Misc :

ALS Vial : 53 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-BF060416.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

1.770 15 16 22 rWwW 193547 260901 6.27% 0.850%
1.907 26 28 47 rVB 1236227 2194763 52.72% 7.153%
rvB 87686 167167 4.02% 0.545%
5.050 300 303 308 rBvV 113675 166870 4.01% 0.544%
5.450 336 338 341 rBV 1315760 1854250 44.54% 6.043%

abrwWNPEF
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6.479 426 428 431 rBV 1090243 1080439 25.96% 3.521%
6.627 438 441 443 rBV 2939442 3043696 73.12% 9.920%
6.856 459 461 464 rBv 991401 879458 21.13% 2.866%
7.016 472 475 477 rBV 2773556 2623384 63.02% 8.550%
7.427 507 511 513 rBV 2114351 2492933 59.89% 8.125%

=
QO ~NO®

11 8.147 571 574 576 rBV 1155406 1246267 29.94% 4.062%
12 9.222 665 668 671 rBVY 2902998 4162668 100.00% 13.566%
13 9.896 725 727 730 rVB 1331437 1316063 31.62% 4._.289%
14 10.685 793 796 799 rBV 2070640 2315458 55.62% 7.546%
15 11.382 854 857 859 rBV 1548492 1423388 34.19% 4.639%

16 12.971 993 996 998 rBvV 3277975 3483993 83.70% 11.355%
17 14.011 1084 1087 1089 rBV 1257855 1129857 27.14% 3.682%
18 15.439 1209 1212 1215 rBV 709344 842087 20.23% 2.744%

Sum of corrected areas: 30683642
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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:\HPCHEM1I\BNA F\DATA\BF060516\

BF087714.D

5 Jun 2016 18:21

UM/SsJ

H3362-07

53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087714.D

Aca On : 5 Jun 2016 18:21

Operator : UM/SJ

Sample - H3362-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.15 3.80 ng 167167 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Silane. methvlenebis- 76 CH8Si2 001759-88-2 64
3 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 33
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 49 (2.147 min): BF087714.D (-47) (-) m/z 75.10 100.00%
75
5000 45
39‘ 57 103 180 200 220 240
L o o S H 1 B R e m/z 73.10 75.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 S RS R I I
45 1.80 2.00 2.20 2.40
31 m/z 45.10 41.83%
L s ?Q‘H‘\ 69| 88 103
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
75
45 6 180 200 220 240
5000 m/z 41.05 29.36%
29 57
e S UL UL SIS SULILS UL SULIULS URILLS SULIULS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4987: Glycolaldehyde dimethyl acetal R RN B B
75 1.80 2.00 2.20 2.40
m/z 47.00 19.08%
5000
31
LT \‘ “ 59 105
'”I"'W'"'P"'P"'I”"I'”'I"”I"'W""P"'I”
m/z--> 10 70 80 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087714.D

Aca On : 5 Jun 2016 18:21

Operator : UM/SJ

Sample - H3362-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.05 3.79 ng 166870 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 303 (5.050 min): BF087714.D (-300) (-) m/z 43.00 100.00%
43
59
5000
101 RN R L I
| 53 83 4.80 500 5.20 5.40 :
O I o B L o T e o I B B m/z 59.10 56.14%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR LN IR L
59 480 500 5.20 540
m/z 101.10 20.35%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
" 4.80 5.00 520 540
5000 m/z 58.10 17.64%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one e EEmas rn
43 4.80 500 5.20 5.40
m/z 41.10 9.29%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087714.D

Aca On : 5 Jun 2016 18:21

Operator : UM/SJ

Sample - H3362-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 5 unknown6.63 Concentration Rank 1

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

6.63 69.22 ng 3043700 1,4-Dichlorobenzene-d4 6.86
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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 441 (6.627 min): BF087714.D (-438) (-) m/z 132.00 100.00%
32
5000 68
6 rrTTTrTTTTT T T T T T T T T T
40 _ 54 | 75 104 6.40 6.60 6.80 7.00
o..,....,....,...:,".'.‘.‘7.,:!..??...'....,..?‘.7,....,.':..,.1.1.5.,....,"...,.. m/z 68.10 39.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L L I UL UL
6.40 6.60 6.80 7.00
2 78 m/z 134.00 34.01%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.10 25.96%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R B
132 6.40 6.60 6.80 7.00

m/z 69.10 16.16%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 680 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060516\
Data File : BF087714.D

Acq On : 5 Jun 2016 18:21

Operator : UM/SJ

Sample - H3362-07

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.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]
Propane, 1,l1-dime... 2.15 3.8 ng 167167 1 6.86 879458 20.0
2-Pentanone, 4-hy... 5.05 3.8 ng 166870 1 6.86 879458 20.0
unknown6 .63 6.63 69.2 ng 3043700 1 6.86 879458 20.0
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