LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016929.D

Aca On > 7 May 2015 18:20

Operator : TP/1Z

Sample : 62057-07

Misc :

ALS Vial : 18 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-BG050515.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 2.923 35 40 49 rBV 462845 826355 16.44% 3.126%
2 2.999 49 53 67 rvB 809497 1113760 22.16% 4.213%
3 4.921 374 380 387 rVB 56315 90214 1.79% 0.341%
4 5.379 451 458 469 rVB 672327 983297 19.56% 3.720%
5 6.960 720 727 736 rBV 454690 700064 13.93% 2.648%

7.330 782 790 797 rBV 1215224 1871929 37.24% 7.082%
7.800 862 870 879 rBvV 252553 421002 8.38% 1.593%
8.117 917 924 936 rVB 1007648 1601828 31.87% 6.060%
915189 1502383 29.89%% 5.684%
10.591 1337 1345 1351 rBV 345983 578706 11.51% 2.189%
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11 13.058 1757 1765 1772 rBV 2216925 3190366 63.47% 12.069%
12 14.433 1992 1999 2006 rBV2 515421 792780 15.77% 2.999%
13 15.920 2246 2252 2262 rBV 1870841 2698719 53.69% 10.209%
14 17.177 2460 2466 2471 rBV 734292 1037738 20.64% 3.926%
15 19.598 2868 2878 2886 rBV3 20553 50390 1.00% 0.191%

16 19.809 2908 2914 2919 rBV 3957358 5026886 100.00% 19.017%
17 21.078 3126 3130 3139 rVB 814013 917562 18.25% 3.471%
18 21.272 3160 3163 3171 rVB3 40984 52072 1.04% 0.197%
19 21.354 3171 3177 3182 rBV 906802 1147944 22.84% 4.343%
20 21.965 3276 3281 3288 rBV 598398 751508 14.95% 2.843%

21 23.658 3561 3569 3578 rBV2 557796 1078544 21.46% 4._.080%

Sum of corrected areas: 26434047
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BGO050715\
BG016929.D
7 May 2015 18:20
TP/1Z
G2057-07

18 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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2 do 5.38
500000{
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TIC: BG016929.D
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TIC: BG016929.D

13.06
15.92

14.43
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0
Time-->
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3500000

3000000

2500000
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0

TIC: BG016929.D

21.081-35
21.97 23.66

S i

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016929.D

Aca On > 7 May 2015 18:20

Operator : TP/1Z

Sample : 62057-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.00 52.91 ng 1113760 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 53 (2.999 min): BG016929.D (-49) (-) m/z 73.05 100.00%
73
5000 43

280 3.00 320 3.40

SRS 207 327 'm/z 43.05 46.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L L L L B L
280 3.00 3.20 3.40
‘ m/z 55.10 26.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
B BN B
M 2.80 3.00 3.20 3.0
5000 o7 m/z 87.05 24.87%
15 97
mwmmmvmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #2022: 1,3-Dioxolane, 2-methyl- R e R e
73 280 3.00 3.20 3.40
m/z 41.05 16.08%
5000 43
26
P e e e e e e L B e I B N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 280 3.00 3.20 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016929.D

Aca On > 7 May 2015 18:20

Operator : TP/1Z

Sample : 62057-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.92 4.29 ng 90214 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Diacetamide 101 C4H7NO2 000625-77-4 36
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propanone, l1l-cyclopropyl- 98 C6H100 004160-75-2 9

Abundance Scan 380 (4.921 min): BG016929.D (-374) (-) m/z 43.00 100.00%

43
5000

460 480 5.00 5.20
m/z 59.00 45.15%

207 231

171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L e EAmasmmmme

460 4.80 5.00 5.20
m/z 101.10  14.55%

15 J 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43

4.60 4.80 5.00 5.20

5000 m/z 58.00 13.44%
73
101
26
mﬁmﬁw@wﬁmﬁmﬁv
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320
Abundance #7975: Acetic acid, 1,1-dimethylethy! ester e
43 4.60 4.80 5.00 5.20
m/z 41.00 9.13%
5000
101
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016929.D

Aca On > 7 May 2015 18:20

Operator : TP/1Z

Sample : 62057-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown7.33 Concentration Rank 1

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

7.33 88.93 ng 1871930 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 790 (7.330 min): BG016929.D (-782) (-) m/z 132.00 100.00%
132
5000 68
40 % 7.00 7.20 7.40 7.60
8 A e 2 e || m/Z 68.00 46 81%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R UL U R
7.00 7.20 7.40 7.60
70 m/z 66.00 32.74%
31 5
Ll 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132
A RARRSRARREREERARAREY
7.00 7.20 7.40 7.60
5000 m/z 134.00 32.74%
33 105
51 70 86
wmmmmwwwwmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13916: Benzene, 1,3,5-trifluoro- L L L L L BB L BN
132 7.00 7.20 7.40 7.60
m/z 69.05 19.86%
5000
63 81
31 49 | \‘ | 1]\-\2 |
m/z--> 40 60 85 100 120 140 160 180 200 220 240 260 280 300 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016929.D

Aca On > 7 May 2015 18:20

Operator : TP/1Z

Sample : 62057-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 6 dl-2-Ethylhexyl chloroformate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.08 15.99 ng 917562 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dI-2-Ethvlhexvl chloroformate 192 C9H17CI02 024468-13-1 74
2 2-Cvclopenten-1-one. 2-hvdroxv-3... 112 C6H802 000080-71-7 38
3 3-Methvlpvridazin-5-one 112 C5H8N20 1000130-58-4 35
4 1.2-Cyclopentanedione. 3-methvl- 112 C6H802 000765-70-8 30
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 22

Abundance Scan 3130 (21.078 min): BG016929.D (-3126) (-) m/z 57.05 100.00%
il 112
5000
83
239 120.80 21.00 21.20 2140
157 . . . .
4 [ ATaes218 | | s 35 432 476 psoq17.10  78.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #50874: dI-2-Ethylhexyl chloroformate
57 112
5000 83 UL BN SRR SR
20.80 21.00 21.20 21.40
m/z 43.10 77.33%
|||“|“|m|‘|‘“‘|‘|i“uu:ul4|.9|||1|9?|||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
112
55 120,80 21.00 21.20 2140
5000 m/z 70.10 70.57%
27 84
mos i 30 0 a0 30 b o
Abundance #6103: 3-Methylpyridazin-5-one e R
43 112 20.80 21.00 21.20 21.40
m/z 71.10 67.00%
5000
83
e UL BN BRI SR
m/z--> 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050715\
Data File : BG016929.D

Acq On : 7 May 2015 18:20

Operator : TP/1Z

Sample : G2057-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
Butane, 2-methoxy... 3.00 52.9 ng 1113760 1 7.80 421002 20.0
2-Pentanone, 4-hy... 4.92 4.3 ng 90214 1 7.80 421002 20.0
unknown? .33 7.33 88.9 ng 1871930 1 7.80 421002 20.0
dl-2-Ethylhexyl c... 21.08 16.0 ng 917562 5 21.35 1147940 20.0
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