LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012015\
Data File : BG015901.D

Acq On : 20 Jan 2015 21:01

Operator : TP/1Z

Sample : G1101-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG012015.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 height area % max. total
1 2.829 18 24 32 rBY 706852 1182760 8.91% 1.994%
2 2.905 32 37 50 rVB 4205461 5355388 40.33% 9.028%
3 4.815 356 362 367 rBv3 137603 206614 1.56% 0.348%
4 5.285 436 442 450 rBV 1000366 1427631 10.75% 2.407%
5 6.871 706 712 722 rVB 648364 1037828 7.82% 1.750%
6 7.224 765 772 779 rBV 2079297 3178845 23.94% 5.359%
7 7.688 845 851 857 rvB 564843 849387 6.40% 1.432%
8 8.005 898 905 912 rBV 1963561 3185186 23.99% 5.369%
9 8.845 1041 1048 1055 rBV 1863267 3059215 23.04% 5.157%
10 10.473 1318 1325 1332 rBY 762383 1203176 9.06% 2.028%

11 12.952 1739 1747 1755 rBV 4759182 6984826 52.61% 11.775%
12 14.333 1974 1982 1988 rBV 1248700 1847178 13.91% 3.114%
13 15.696 2208 2214 2219 rBV 174671 247171 1.86% 0.417%
14 15.825 2230 2236 2246 rBV 3935676 5618075 42.31% 9.471%
15 16.101 2278 2283 2287 rVB2 101589 138167 1.04% 0.233%

16 17.077 2442 2449 2455 rBV2 1818561 2621181 19.74% 4._.419%
17 17.982 2600 2603 2610 rVB9 104910 140014 1.05% 0.236%
18 18.070 2612 2618 2624 rVB2 422840 591373 4._.45% 0.997%
19 19.409 2843 2846 2851 rVB3 189856 220982 1.66% 0.373%
20 19.715 2891 2898 2903 rBV 10313170 13277707 100.00% 22.383%

21 20.455 3021 3024 3030 rBV3 210906 221610 1.67% 0.374%
22 20.978 3110 3113 3117 rBV5 134394 193019 1.45% 0.325%

23 21.266 3157 3162 3169 rBV 2562891 3437047 25.89% 5.794%
24 23.516 3538 3545 3553 rBV2 1584461 3096425 23.32% 5.220%

Sum of corrected areas: 59320805
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012015\
Data File : BG015901.D

Acq On : 20 Jan 2015 21:01

Operator : TP/1Z

Sample : G1101-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BG015901.D

291

5 43 5.28 6.87 769 10.47

4/.\81

0
Time-->

9.50

I 1
10.00 10.50 11.00

5.00

8.00 850 9.00

3.00 3.50

4.00 4.50

550 6.00 650 7.00 7.0

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BG015901.D

1971

12.95
15.83

17.08
14.33

20.¢

15.70 16.10

R

19.41
A

0
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BG015901.D

21.27
23.52

20,98 A

0
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012015\
Data File : BG015901.D

Acq On : 20 Jan 2015 21:01

Operator : TP/1Z

Sample : G1101-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1

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

2.91 126.10 ng 5355390 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 38 (2.911 min): BG015901.D (-32) (-) m/z 72.95 100.00%
73
5000 /k
43 0 I
280 300 3.0
- ‘L,L . .L?l.?z.?lﬁ? 190221250 283 337 375405 453 510838 ' sz 87.00  29.14%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 S UL S
280 300 3.0
m/z 43.00 26.67%
|“'ﬂ|'“'|"“|"""""" A SR SN S
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
280 300 320
5000 m/z 55.05 18.21%
45
101
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #720: N-Ethylformamide /.\. R e A
30 280 300 3.0
73 m/z 71.05 13.00%
5000 /\
i Iil""l""l""""""""I""I""I"''I""I et T T
miz--> 0 50 100 150 200 250 300 350 400 450 500 280 300 3.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012015\
Data File : BG015901.D

Acq On : 20 Jan 2015 21:01

Operator : TP/1Z

Sample : G1101-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M
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-Furanmethanol, tetrahydro... Concentration Rank 5

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

4.81 4.87 ng 206614 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furanmethanol, tetrahydro-.alp... 238 C15H2602 026184-88-3 50
2 Guanidine 59 CH5N3 000113-00-8 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 50
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 50

Abundance Scan 361 (4.809 min): BG015901.D (-356) (-) m/z 43.00 100.00%
43
5000 101
4.40 4.60 4.80 5.00 5.20
207 261292
T3 L 47A77207 201202 327396 397 431460 515542 | nsu59.00  68.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81116: 2-Furanmethanol, tetrahydro-.alpha.,.alpha.,5-trim...
59
31
5000 USSR RS RN S
1 43 4.40 4.60 4.80 5.00 5.20
m/z 101.00 43.06%
H m e
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
4.40 4.60 4.80 5.00 5.20
5000{ 18 m/z 58.00 19.27%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43 440 4.60 4.80 5.00 5.20
m/z 44.10 8.93%
5000
15 101
| 4,

R o e e L o L o LI B s e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012015\
Data File : BG015901.D

Acq On : 20 Jan 2015 21:01

Operator : TP/1Z

Sample : G1101-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M
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 unknown7.22 Concentration Rank 3

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

7.22 74.85 ng 3178850 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,7-Methano-1H-indene, 3a,4,7,7a... 132 C10H12 000077-73-6 37
2 3-Hexenedinitrile 106 C6H6N2 001119-85-3 22
3 1-Penten-3-yne 66 C5H6 000646-05-9 22
4 1,2,5-Oxadiazol-3-amine, 4-nitro... 212 C4H4N803 1000277-41-1 16
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14

Abundance Scan 771 (7.218 min): BG015901.D (-765) (-) m/z 131.90 100.00%
68 132
5000
96
40 6.80 7.00 7.20 7.40 7.60
173 223255 301328 377 428460489 547 m/z  68.00 79 . 61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13637: 4,7-Methano-1H-indene, 3a,4,7,7a-tetrahydro-
66
5000 S L ISR L
132 6.80 7.00 7.20 7.40 7.60
m/z 66.00 61.80%
...uuﬂhﬁﬁWM,”............”,.”.,.”.,”..,”..“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
66
AR MRS AR L
6.80 7.00 7.20 7.40 7.60
5000 m/z 69.00 45 .65%
39 106
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #359: 1-Penten-3-yne T R
66 6.80 7.00 7.20 7.40 7.60
m/z 133.85 30.30%
39
5000
R UL B B S B B L B S S I L IR I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012015\
Data File : BG015901.D

Acq On : 20 Jan 2015 21:01

Operator : TP/1Z

Sample : G1101-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M
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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.70 2.68 ng 247171 Acenaphthene-d10 14.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 87
2 Azobenzene 182 C12H10N2 000103-33-3 56
3 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 56
4 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 40
5 (2)-Butenoic acid, 2-diphenylmet... 279 C18H17NO2 120238-59-7 40
Abundance Scan 2215 (15.702 min): BG015901.D (-2208) (-) m/z 77.00 100.00%
77 105
182
5000
T o o e
152 323 : : : :
bl ol il 220 207 S5 365308 A SISSAL | 77 105.00  99.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #44108: Benzophenone
105
77 182
5000
15.40 15.60 15.80 16.00
5t m/z 182.00 59.67%
| L 152 |
m/z--> 50 100 1éo 200 250 300 350 400 450 500
Abundance
77
15.40 15.60 15.80 16.00
5000 m/z 51.00 22.62%
o1 182
105
152
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #44798: Methanone, phenyl-2-pyridinyl-
77105 155 15.40 15.60 15.80 16.00
183 m/z 74.05 8.04%
5000
51
mz-> 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012015\
Data File : BG015901.D

Acq On : 20 Jan 2015 21:01

Operator : TP/1Z

Sample : G1101-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M
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 7 Bromacil Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.07 4_.51 ng 591373 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromacil 260 C9H13BrN202 000314-40-9 86
2 4-Bromo-3-chloroaniline 205 C6H5BrCIN 021402-26-6 64
3 2,4,6-Trichlorobenzonitrile 205 C7H2CI3N 006575-05-9 64
4 Benzenamine, 4-bromo-2-chloro- 205 C6H5BrCIN 038762-41-3 50
5 2-Amino-4-hydroxy-6,7,8-trimethy... 205 C9H11N50 013045-86-8 41
Abundance Scan 2618 (18.070 min): BG015901.D (-2612) (-) m/z 206.80 100.00%
7
5000
42 70 162
122 45 17.80 18.00 18.20 18.40
- ‘L“J pioo d LWL B 281511040374 azeass s11504 | o004 00 g6 910
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94714: Bromacil
205
5000 41 LI UL SRS UL B
ﬂmmmmmmm
69 m/z 70.00 21.47%
“ ‘ 120 233,560
\‘ MH\ - “H H ‘...‘.‘ e —
m/z--> o 50 100 150 200 250 300 350 400 450 500 550
Abundance
207
17.80 18.00 18.20 18.40
5000 m/z 42.00 20.62%
90 126
45
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59572: 2,4,6-Trichlorobenzonitrile
205 17.80 18.00 18.20 18.40
m/z 187.90 15.53%
5000
9 134
50 j L 170
, ...f!.l.l.l.,‘*....,.h.. T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012015\
Data File : BG015901.D

Acq On : 20 Jan 2015 21:01

Operator : TP/1Z

Sample : G1101-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M
= 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... 2.91 126.1 ng 5355390 1 7.69 849387 20.0
2-Furanmethanol, ... 4.81 4.9 ng 206614 1 7.69 849387 20.0
unknown7 .22 7.22 74.8 ng 3178850 1 7.69 849387 20.0
Benzophenone 15.70 2.7 ng 247171 3 14.33 1847180 20.0
Bromacil 18.07 4.5 ng 591373 4 17.08 2621180 20.0
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