LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087695.D

Aca On > 5 Jun 2016 8:11

Operator : UM/SJ

Sample : H3344-08

Misc :

ALS Vial : 37 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 1.770 15 16 26 rvB 346369 587735 13.99% 1.826%
2 1.907 26 28 47 rVB 2280902 4200650 100.00% 13.049%
3 2.135 47 48 74 rVB 77324 327397 7.79% 1.017%
4 5.038 299 302 306 rBV 125478 155786 3.71% 0.484%
5 5.450 335 338 340 rBVY 1693872 1576095 37.52% 4 .896%

6.479 425 428 430 rBV 1235825 1085846 25.85% 3.373%
6.627 438 441 443 rBV 2652947 3036211 72.28% 9.432%
6.856 459 461 466 rVB 856627 750495 17.87% 2.331%
7.016 472 475 477 rVB 2877122 2654612 63.20% 8.247%
7.427 507 511 513 rBV 2083197 2551307 60.74% 7.926%

=
QO ~NO®

11 8.147 571 574 576 rBV 863532 1005696 23.94% 3.124%
12 9.222 665 668 671 rBVY 3282530 3971173 94.54% 12.336%
13 9.610 700 702 705 rBV 66538 76454 1.82% 0.238%
14 9.896 724 727 730 rBV 1243913 1131363 26.93% 3.515%
15 10.685 793 796 799 rBV 2243613 2473041 58.87% 7.682%

16 10.810 804 807 814 rBvV 49337 56618 1.35% 0.176%
17 11.382 854 857 859 rBV 1125762 1162622 27.68% 3.612%
18 12.971 993 996 998 rBV 3398606 3560619 84.76% 11.061%
19 14.011 1084 1087 1089 rBV 1164199 1047525 24.94% 3.254%
20 15.440 1209 1212 1215 rBV 663123 779386 18.55% 2.421%

Sum of corrected areas: 32190631
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087695.D

Aca On > 5 Jun 2016 8:11

Operator : UM/SJ

Sample : H3344-08

Misc :

ALS Vial : 37 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

Abundance TIC: BF087695.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087695.D

Aca On > 5 Jun 2016 8:11

Operator : UM/SJ

Sample : H3344-08

Misc :

ALS Vial : 37 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 3 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.14 8.72 ng 327397 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Glvcine 75 C2H5N02 000056-40-6 9
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 Methane. nitroso- 45 CH3NO 000865-40-7 5
5 1,3-Dioxolane 74 C3H602 000646-06-0 4

Abundance Scan 48 (2.135 min): BF087695.D (-47) (-) m/z 75.05 100.00%
74.0
5000 45.0
e
57.0 1.80 2.00 2.20 2.40
0...,....,....,.?.7*.9,‘:':.|.,...'.,....,-..-.-.,..E?E?'?....,....,. m/z 73.05 75.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75.0
5000 A"I""I""I""I""I
45.0 1.80 2.00 2.20 2.40
31.0 m/z 45.05 42 .38%
50 H\ 0 | 880 1030
0'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
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5000 m/z 41.00 29_.51%
75.0
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m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy-
73.0 1.80 2.00 2.20 2.40

m/z 47.00 19.89%

5000
45.0

29
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m/z--> 10 20 30 40 50 60 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\BF060416\
Data File : BF087695.D

Aca On > 5 Jun 2016 8:11

Operator : UM/SJ

Sample : H3344-08

Misc :

ALS Vial : 37 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.

5.04 4_.15 ng 155786 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 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 302 (5.038 min): BF087695.D (-299) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 UL L R L L
| 831 | 480 5.00 5.20 5.40
ot e m/z 59.10 52.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR LS UL UL I
59.0 480 500 5.20 540
0
150 a0 1010 m/z 101.10 18.77%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 5.00 520 540
5000 m/z 58.10 17.69%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LINLIL L L A B Y LB  BLL
43.0 480 5.00 5.20 5.40
m/z 41.10 8.69%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁl"wéﬁ?w"'h"'VQQQw"'i“"l' URREE UL L RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087695.D

Aca On > 5 Jun 2016 8:11

Operator : UM/SJ

Sample : H3344-08

Misc :

ALS Vial : 37 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 2

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

6.63 80.91 ng 3036210 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 441 (6.627 min): BF087695.D (-438) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 RS RARSE SARBE SRR S
401 541 6.20 6.40 6.60 6.80 7.00
Obrr eyt 880 L 3070 L m/z 68.10 35.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS L AR I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 34 .08%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.03%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole .
132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.10 14 _.25%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
Data File : BF087695.D

Acq On > 5 Jun 2016 8:11

Operator : UM/SJ

Sample - H3344-08

Misc :

ALS Vial : 37 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... 2.14 8.7 ng 327397 1 6.86 750495 20.0
2-Pentanone, 4-hy... 5.04 4.2 ng 155786 1 6.86 750495 20.0
unknown6 .63 6.63 80.9 ng 3036210 1 6.86 750495 20.0
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