LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032194.D

Aca On : 21 Jan 2018 00:19

Operator : SJ/JU

Sample : J1231-01

Misc :

ALS Vial : 17 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 G\METHODS\8270-BG011218.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 5.673 399 406 414 rVB 29244 50519 1.55% 0.314%
2 6.178 484 492 506 rBV 572251 1012961 30.99% 6.292%
3 7.853 767 777 793 rVB 579662 1115812 34.14% 6.931%
4 8.258 836 846 858 rBV 627984 1154360 35.32% 7.171%
5 8.746 921 929 939 rBV 142994 264345 8.09% 1.642%

9.081 978 986 996 rVB 485319 903541 27.64% 5.613%
9.938 1123 1132 1144 rBV 352683 653772 20.00% 4._.061%
191820 356610 10.91% 2.215%
14.004 1816 1824 1837 rBV 1115417 1768628 54.11% 10.986%
14.803 1953 1960 1968 rBV 132852 207391 6.34% 1.288%
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11 15.379 2050 2058 2068 rVvB2 322995 545250 16.68% 3.387%
12 16.707 2278 2284 2292 rBV 105429 153227 4.69% 0.952%
13 16.854 2301 2309 2317 rBV 1063518 1666067 50.97% 10.349%
14 18.111 2516 2523 2532 rBV 482181 743793 22.76% 4.620%

15 18.928 2657 2662 2671 rBV2 25614 39767 1.22% 0.247%
16 20.644 2948 2954 2962 rVB 2366314 3268685 100.00% 20.304%
17 21.983 3178 3182 3188 rVB2 45744 65834 2.01% 0.409%
18 22.441 3253 3260 3269 rVB 547424 1025592 31.38% 6.371%
19 23.370 3413 3418 3425 rVBS8 22103 44402 1.36% 0.276%

20 26.143 3876 3890 3906 rBV2 321352 1058119 32.37% 6.573%

Sum of corrected areas: 16098675
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032194.D

Aca On : 21 Jan 2018 00:19

Operator : SJ/JU

Sample : J1231-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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: BG032194.D
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Abundance TIC: BG032194.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032194.D

Aca On : 21 Jan 2018 00:19

Operator : SJ/JU

Sample : J1231-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.67 3.82 ng 50519 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 406 (5.673 min): BG032194.D (-399) (-) m/z 43.00 100.00%
43
59
5000
101
83 5.40 5.60 5.80 6.00
o..,....,...3."‘i|!:..,..:I,....,....,.-...,...:,...., m/z 59.10 70.62%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R I L A A
59 540 560 580 6.00
m/z 101.00 30.17%
o263 38, | g8 o3 %
mz-> 20 30 40 50 60 70 80 90 100
Abundance
43
540 560 580 600
5000 m/z 58.00 17.22%
29 3g 55 83 98
S L S S LIS S LI SIS FU LI BURELIL
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3159: 5-Hexen-2-one e e
43 5.40 5.60 5.80 6.00
m/z 41.00 11.68%
5000
55
o 21 38| s0 | 65 71 77 83 %8
mz-> 20 30 40 50 60 70 80 90 100 540 5.60 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032194.D

Aca On : 21 Jan 2018 00:19

Operator : SJ/JU

Sample : J1231-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 2 unknown8.26 Concentration Rank 1

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

8.26 87.34 ng 1154360 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 846 (8.258 min): BG032194.D (-836) (-) m/z 132.00 100.00%
5000
68
40 54 % 800 820 8.40 8.60
ol AT R | N m/z 134.00 33.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U R R SR
8.00 8.20 8.40 8.60
2 51 78 m/z 68.10 33.35%
0 ‘ L1 H (1 L 1
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 800 820 8.40 8.60
5000 gg 116 m/z 66.10 24.60%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T B e
132 8.00 8.20 8.40 8.60
m/z 69.10 15.48%
5000 67
41 97
53
T
ol bl ie8 a0 | U A U
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032194.D

Aca On : 21 Jan 2018 00:19

Operator : SJ/JU

Sample : J1231-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.71 5.62 ng 153227 Acenaphthene-d10 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 3.3"-Dimethvlbiphenvl 182 C14H14 000612-75-9 43
3 2.4.6-Trimethoxvtoluene 182 C10H1403 014107-97-2 43
4 Benzovlformic acid 150 C8H603 000611-73-4 38
5 Azobenzene 182 C12H10N2 000103-33-3 38
Abundance Scan 2285 (16.713 min): BG032194.D (-2278) (-) m/z 105.00 100.00%
105 182
77
5000
51 I B G
152 16.40 16.60 16.80 17.00
Ol .'|. o3 86 b 126 165 m/z 182.10 83.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105
77
5000 R SR B R
182 16.40 16.60 16.80 17.00
o1 m/z 77.00 57.89%
o 1827 39 | 6 | & | 115126 152 165 |
miz--> 20 40 60 8 100 120 140 160 180
Abundance
182
16.40 16.60 16.80 17.00
5000 m/z 51.00 23.93%
167
o 28 39 53 65 77 91 103 115 128 141 12
miz--> 20 40 60 8 100 120 140 160 180
Abundance #46832: 2,4,6—Trimethoxyto|uene T[T T Frr [T T
182 16.40 16.60 16.80 17.00
m/z 181.10 14 .57%
5000
151
121 139 167
15 7 3 51 6979 91 109 | H
e o e ——
m/z--> 20 40 60 80 100 120 140 160 180 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012018\
Data File : BG032194.D

Acq On : 21 Jan 2018 00:19

Operator : SJ/JU

Sample - J1231-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.67 3.8 ng 50519 1 8.75 264345 20.0
unknown8.26 8.26 87.3 ng 1154360 1 8.75 264345 20.0
Benzophenone 16.71 5.6 ng 153227 3 15.38 545250 20.0
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