LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016891.D

Aca On : 6 May 2015 9:35

Operator : TP/1Z

Sample : 62035-16

Misc :

ALS Vial : 30 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 506578 880552 15.46% 3.116%
2 2.999 49 53 67 rvB 847692 1174819 20.62% 4.158%
3 4.921 375 380 385 rBV 104902 142828 2.51% 0.505%
4 5.379 452 458 468 rBV 689309 984009 17.27% 3.483%
5 6.959 719 727 735 rBV 438721 681865 11.97% 2.413%

7.329 782 790 797 rBV 1301089 2055830 36.09% 7.276%
7.800 863 870 876 rBvV 309923 501249 8.80% 1.774%
8.123 918 925 933 rvB 1115133 1795802 31.52% 6.356%
8.957 1060 1067 1076 rBV 1036142 1701113 29.86% 6.021%
10.590 1337 1345 1352 rBV 427597 740976 13.01% 2.622%

=
QO ~NO®

11 13.064 1759 1766 1772 rVB 2580701 3715556 65.22% 13.150%
12 13.446 1825 1831 1836 rBV 45557 67773 1.19% 0.240%
13 14.439 1994 2000 2006 rBV2 665898 1020342 17.91% 3.611%
14 15.925 2245 2253 2263 rBV 2091886 2998269 52.63% 10.611%
15 17.189 2460 2468 2477 rBV 898033 1290208 22.65% 4 _566%

16 17.306 2484 2488 2494 rVB3 95775 129747 2.28% 0.459%
17 19.815 2909 2915 2923 rBV 4429701 5696787 100.00% 20.162%

18 21.366 3173 3179 3186 rBV 1107372 1373799 24.12% 4.862%
19 23.681 3565 3573 3582 rVB2 678658 1303819 22.89%% 4.614%

Sum of corrected areas: 28255343
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BGO050515\
Data File : BG016891.D

Aca On > 6 May 2015 9:35

Operator : TP/I1Z

Sample : G2035-16

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG016891.D

4000000
3000000

2000000

7.33

1000000{ 3.00
5.38

2.92
6.96 780 10.59
4/.\92

o

T T T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG016891.D

1981
4000000

3000000
13.06

15.93
2000000

1000000 17.19
14.44

13.45 7.31

L L L e —_—e—=. r

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG016891.D

4000000
3000000

2000000

21.37

1000000 2368

|

O T T T T R T T T T R R R TR R T

Time--> 21.00 21.50 22.00 22.50 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

8270-BG050515.M Wed May 06 14:33:48 2015 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016891.D

Aca On : 6 May 2015 9:35

Operator : TP/1Z

Sample : 6G2035-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

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

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

3.00 46.88 ng 1174820 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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 53 (2.999 min): BG016891.D (-49) (-) m/z 73.00 100.00%

B
5000 43

280 300 320 340
,...|.1,98.1.38,....Z,Of‘...,....,....,....,....,..‘?8.7, m/z 43.10 45_45%

mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 3.00 3. 3.40

m/z 55.05 25.55%

HH‘M
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73

a1 280 300 320 3.40
5000 m/z 87.10 23.52%
15 97 j\\
L S L UL UL UL SR SLELEL UL SRR L SURILRLE
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2022: 1,3-Dioxolane, 2-methy!- e e
3 2. 80 3. 00 3. 20 3. 40

m/z 41.05 14 .09%

5000 43 j\J\\»
J“ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 280 3.00 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016891.D

Aca On : 6 May 2015 9:35

Operator : TP/1Z

Sample : 6G2035-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.92 5.70 ng 142828 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 40
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
3 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 380 (4.921 min): BG016891.D (-375) (-) m/z 43.00 100.00%
43
5000 59
1o 460 480 500 520
e e | ar2 g 00 47.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IR UL R L
59 460 480 500 520
m/z 101.00 17.32%
31 101
IIIII""'I""I""IS?"'I""IIIII TTTTTTTT T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
460 480 500 520
0
5000 101 m/z 58.00 13.51%
28 59
70 84
15
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3430: Propanenitrile, 3-ethoxy- IS LA AN B R
3 460 4.80 5.00 5.20
m/z 41.00 10.02%
54
5000
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016891.D

Aca On : 6 May 2015 9:35

Operator : TP/1Z

Sample : 6G2035-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 4 unknown7.33 Concentration Rank 1

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

7.33 82.03 ng 2055830 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-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 790 (7.329 min): BG016891.D (-782) (-) m/z 132.00 100.00%
32
5000 68
© sl S e || e T 75 1k 78
S Y M| MO A2 A -~ NN | N m/z 67.95 48.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R L AU I RN
7.00 7.20 7.40 7.60
70 m/z 66.00 33.38%
31 44 ., 60
M52 ™ | 738 | 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
132
SR RARAS SARRA AR RARRE
7.00 7.20 7.40 7.60
5000 m/z 134.00 32.69%
104
1 27 39 Slgg ® T g 115
wmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e RS
132 7.00 7.20 7.40 7.60
m/z 69.10 20.48%
5000
33 44 o 97 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016891.D

Aca On : 6 May 2015 9:35

Operator : TP/1Z

Sample : 6G2035-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 6 unknownl7.31 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.31 2.01 ng 129747 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2.4.6-tribromo- 327 C6H4Br3N 000147-82-0 38
2 Triethvlphosphine 118 C6H15P 000554-70-1 16
3 Ethene. chloro- 62 C2H3CI 000075-01-4 16
4 Propvlcarbamate 103 C4H9NO2 000627-12-3 12
5 Tellurium, bis[(.eta.-5-cyclopen... 612 C22H40Ni2P2Te 1000161-69-8 12
Abundance Scan 2489 (17.312 min): BG016891.D (-2484) ( m/z 330.80 100.00%
62 141 331
5000
17.00 17.20 17.40 17.60
m/z 328.70 91.06%
m/z--> 50 100 150 200 250 300 350
Abundance #131405: Benzenamine, 2,4,6-tribromo-
329
5000 S L S A SRR
17.00 17.20 17.40 17.60
170 250 m/z 140.90 86.31%
\h ‘ LYl M\ 190 28 L sm
m/z--> o 150 200 250 300 350
Abundance
62
90
17.00 17.20 17.40 17.60
5000 m/z 62.00 80.93%
118
27
m/z--> B '55' B 160" ' 150" ' éoo" ' 550" ' 560" ' ééo" B
Abundance #312: Ethene, chloro- A Ry
2r 17.00 17.20 17.40 17.60
62 m/z 142.90 79.96%
5000
Jﬂuqﬂ... ]
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050515\
Data File : BG016891.D

Acq On : 6 May 2015 9:35

Operator : TP/1Z

Sample : G2035-16

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.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]
Butane, 2-methoxy... 3.00 46.9 ng 1174820 1 7.80 501249 20.0
2-Pentanone, 4-hy... 4.92 5.7 ng 142828 1 7.80 501249 20.0
unknown? .33 7.33 82.0 ng 2055830 1 7.80 501249 20.0
unknownl17.31 17.31 2.0 ng 129747 4 17.19 1290210 20.0
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