LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022463.D

Aca On : 21 Jun 2016 5:41

Operator : UM/SJ

Sample = H3602-02

Misc :

ALS Vial : 16 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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

5.046 370 376 384 rBV3 10012 19728 1.12% 0.240%
5.545 452 461 479 rBvV 141901 282715 16.08% 3.432%
rBv 93920 203000 11.54% 2.465%
7.525 791 798 812 rBV 309151 587681 33.42% 7.135%
7.984 869 876 888 rvB 69117 131574 7.48% 1.597%
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6 8.307 924 931 942 rBV 302994 589839 33.54% 7.161%
7 9.165 1070 1077 1093 rBV 211744 438125 24.91% 5.319%
8 10.810 1348 1357 1371 rBV 101981 222945 12.68% 2.707%
9 13.254 1765 1773 1790 rBV 833035 1391807 79.14% 16.897%
10 14.635 2001 2008 2023 rVvB2 208903 369544 21.01% 4._.486%
11 16.127 2256 2262 2279 rBV 486108 830915 47.25% 10.088%
12 16.256 2279 2284 2289 rVV3 13753 29723 1.69% 0.361%
13 16.315 2290 2294 2304 rVB7 12220 25718 1.46% 0.312%
14 16.409 2304 2310 2315 rBV 23129 35584 2.02% 0.432%
15 17.378 2466 2475 2489 rBV 243164 443294 25.21% 5.382%
16 18.371 2638 2644 2649 rVB 51081 77452 4._.40% 0.940%
17 19.981 2911 2918 2927 rBV 1251978 1758597 100.00% 21.350%
18 21.215 3124 3128 3132 rBV3 22627 33237 1.89% 0.404%

19 21.638 3194 3200 3212 rBV 225533 420321 23.90% 5.103%
20 24.840 3735 3745 3757 rVvB2 113828 345113 19.62% 4._.190%

Sum of corrected areas: 8236912
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022463.D

Aca On - 21 Jun 2016 5:41

Operator : UM/SJ

Sample : H3602-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.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: BG022463.D
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1200000

1000000
800000
600000
400000
200000 24.84

A

O T T T o T T T T T T T T T T T o o e T e e o e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG060616.M Tue Jun 21 15:26:23 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022463.D

Aca On : 21 Jun 2016 5:41

Operator : UM/SJ

Sample : H3602-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown5.05 Concentration Rank 4

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

5.05 3.00 ng 19728 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(1-methvlethoxv)methyl1l- 116 C6H1202 004016-14-2 39
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2-Propanone. 1l-cvclopropvl- 98 C6H100 004160-75-2 9
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 9

Abundance Scan 377 (5.052 min): BG022463.D (-370) (-) m/z 43.00 100.00%
43
59
5000
101
51 86 4.80 500 5.20 5.40
L S m/z 59.00 73.64%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7965: Oxirane, [(1-methylethoxy)methyl]-
43
29 59
1
5000 480 500 520 5.40
s 101 m/z 101.00 32.26%
”l"'w""P'?ﬂiy"|””'|”"|J”'|'?§|"“|"'w
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
480 500 520 540
5000 m/z 58.00 22.98%
55
27
15
37 49 63 71 77 88 98
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance #3192: 2-Propanone, 1-cyclopropyl-
43 4.80 5.00 5.20 5.40
m/z 41.00 8.34%
5000
55
T "?ZH" e "§?" "|§?' '|"'%8|""|
m/z--> 10 20 30 40 50 60 70 8 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022463.D

Aca On : 21 Jun 2016 5:41

Operator : UM/SJ

Sample : H3602-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.53 Concentration Rank 2

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

7.53 89.33 ng 587681 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 799 (7.531 min): BG022463.D (-791) (-) m/z 131.85 100.00%
132
5000 /\\
68
% 7.20 7.40 7.60 7.80
40 54 85
e e e B m/z 68.00 33.67%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A SR N U AR
7.20 7.40 7.60 7.80
m/z 133.90 32.79%

31 51
""'H‘ll'H'l'l"‘l""l""'l"" SRR SRR SRR R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132 H

7.20 7.40 7.60 7.80

5000 67 m/z 66.00 19.70%
41 53 97 17
79
T T T T T T e e T e e T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132 7.20 7.40 7.60 7.80

m/z 69.00 12 .48%

5000
91 105
39 51 65 77 | 117 | 145159 178 208 222

m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022463.D

Aca On : 21 Jun 2016 5:41

Operator : UM/SJ

Sample : H3602-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 2,4,6-Trichlorobenzonitrile Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.37 3.49 ng 77452 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Trichlorobenzonitrile 205 C7H2CI3N 006575-05-9 50
2 Benzoic acid. 3-amino-2.5-dichloro- 205 C7H5CI2NO2 000133-90-4 42
3 7-Chloro-2.3-dihvdrofuro(2.3-b)a... 205 C11H8CINO 064124-91-0 38
4 5-Chloro-2.3-dihvdrofuro(2.3-b)a... 205 C11H8CINO 064124-92-1 38
5 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 35

Abundance Scan 2644 (18.371 min): BG022463.D (-2638) (-) m/z 204.80 100.00%

2

5000

18.00 18.20 18.40 18.60
m/z 206.80  98.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59572: 2,4,6-Trichlorobenzonitrile

5000

18.00 18.20 18.40 18.60
m/z 42.00 32.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
205
SRREREREBAF SN N N ——
18.00 18.20 18.40 18.60
5000 m/z 205.80 22 .23%
188
63 %0 124 160
1328 4 | 76 107, 142 172
A A R A o e e R BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59356: 7-Chloro-2,3-dihydrofuro(2,3-b)quinoline e
205 18.00 18.20 18.40 18.60
m/z 161.80 19.95%
5000 140
175
70
o7 39 57 0 8 102115155 | 453 \‘\188
I R LN e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18 00 18.20 18 40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062016\
Data File : BG022463.D

Acq On : 21 Jun 2016 5:41

Operator : UM/SJ

Sample - H3602-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5 .05 5.05 3.0 ng 19728 1 7.99 131574 20.0
unknown7 .53 7.53 89.3 ng 587681 1 7.99 131574 20.0
2,4,6-Trichlorobe... 18.37 3.5 ng 77452 4 17.38 443294 20.0
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