LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022407.D

Aca On : 18 Jun 2016 3:54

Operator : UM/SJ

Sample : H3501-11

Misc :

ALS Vial : 20 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

2.871 3 5 24 rVB 425351 568955 35.97% 6.927%
5.104 378 385 393 rBV 17525 33651 2.13% 0.410%
rBv 246449 485448 30.69% 5.910%
7.231 739 747 765 rBV 263675 557171 35.23% 6.784%
7.583 799 807 821 rBV 304140 584559 36.96% 7.117%
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6 8.041 879 885 894 rBvV2 59417 115253 7.29% 1.403%
7 8.365 932 940 950 rBV 237098 456272 28.85% 5.555%
8 9.217 1076 1085 1107 rBV 142466 333311 21.07% 4.058%
9 10.862 1358 1365 1384 rBV 79488 193230 12.22% 2.353%
10 13.300 1773 1780 1803 rBV 586900 1052824 66.56% 12.818%
11 14.128 1916 1921 1934 rBV 40638 78890 4_.99% 0.961%

12 14.681 2009 2015 2032 rBV2 173049 325181 20.56% 3.959%
13 16.173 2263 2269 2289 rBV 389128 679980 42.99% 8.279%
14 16.361 2295 2301 2308 rVB3 10819 19811 1.25% 0.241%
15 17.430 2476 2483 2499 rBvV2 196177 390258 24.67% 4._.751%

16 20.022 2917 2924 2938 rBV 1038110 1581696 100.00% 19.257%
17 21.302 3137 3142 3149 rBV6 16768 34401 2.17% 0.419%

18 21.690 3202 3208 3223 rBV 165406 375539 23.74% 4.572%
19 24.928 3749 3759 3776 rBv3 101018 346976 21.94% 4._.225%

Sum of corrected areas: 8213406
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022407.D

Aca On - 18 Jun 2016 3:54

Operator : UM/SJ

Sample : H3501-11

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG022407.D
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Abundance TIC: BG022407.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022407.D

Aca On : 18 Jun 2016 3:54

Operator : UM/SJ

Sample : H3501-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.87 Concentration Rank 2

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

2.87 98.73 ng 568955 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
2 N-EthvIiformamide 73 C3H7NO 000627-45-2 9
3 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 9
4 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 9
5 1,3,5-Trioxane 90 C3H603 000110-88-3 5

Abundance Scan 5 (2.871 min): BG022407.D (-3) (-) m/z 73.00 100.00%
7B
5000 4 89 /\\\
o 2.90 3.00 3.10 320 3.30
-ttt m/z 89.00 35.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8445: 2-Hydroxy-2-methylbutyric acid
73
5000 43 55 AN AN UL LR AR
2.90 3.00 3.10 3.20 3.30
29 m/z 43.00 32.78%
89
0....,.‘.“..‘,‘.‘...‘,...‘.,..‘..1,0.3...,....,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
30 73
2.90 300 3.10 320 3.30
5000 m/z 41.00 6.58%
58
44
15
L L N S U LS B L B UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39016: Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester L EEma o e e AR
73 2.90 3.00 3.10 3.20 3.30
m/z 45.00 4.73%
5000
43
0 27 H 55 | 87 113 131 174
m/z--> 20 4'0 60 80 100 120 140 160 180 290 3.00 3.0 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022407.D

Aca On : 18 Jun 2016 3:54

Operator : UM/SJ

Sample : H3501-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 5.84 ng 33651 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 12
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 384 (5.098 min): BG022407.D (-378) (-) m/z 42.95 100.00%
43
59
5000
101
83 480 5.00 5.20 5.40
R e o o e p E | N C R m/z 59.00 66 .58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LS UL I
59 480 500 520 5.40
m/z 101.00 28.95%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
0
5000 101 m/z 58.00 19.65%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4387: Propane, 1-ethoxy-2-methyl-
31 59 480 5.00 5.20 5.40
m/z 41.00 8.19%
5000
41
0 25, “‘\‘47 53 73 g7 102
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 G\DATA\BG061716\
Data File : BG022407.D

Aca On : 18 Jun 2016 3:54

Operator : UM/SJ

Sample : H3501-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.58 Concentration Rank 1

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

7.58 101.44 ng 584559 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 806 (7.577 min): BG022407.D (-799) (-) m/z 131.90 100.00%
5000 o8
% ‘ 720 7.40 7.60 7.80 8.00
o} T e S e m/z 68.00 36.63%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A UL UL LR
7.20 7.40 7.60 7.80 8.00
31 51 m/z 133.90 30.85%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.95%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 13.78%
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 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022407.D

Acq On : 18 Jun 2016 3:54

Operator : UM/SJ

Sample : H3501-11

Misc :

ALS Vial =: 20 Sample Multiplier: 1

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown?2 .87 2.87 98.7 ng 568955 1 8.04 115253 20.0
2-Pentanone, 4-hy... 5.10 5.8 ng 33651 1 8.04 115253 20.0
unknown7 .58 7.58 101.4 ng 584559 1 8.04 115253 20.0
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