LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075589.D

Aca On : 16 Nov 2014 19:44

Operator : TP / JJ

Sample - PB80336BL

Misc :

ALS Vial : 16 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 F\METHODS\8270-BF111214.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 1.624 45 47 50 rvB 207202 234055 19.16% 2.223%
2 1.761 56 59 63 rvB2 25860 57532 4.71% 0.546%
3 1.830 63 65 75 rvw 192904 381715 31.25% 3.625%
4 1.967 75 77 98 rvB 656347 1121142 91.80% 10.646%
5 4_.573 303 305 309 rBV 89112 118269 9.68% 1.123%

5.350 370 373 376 rBV 938607 1221303 100.00% 11.597%
5.853 414 417 419 rBvV 477180 484692 39.69% 4.603%
6.344 458 460 463 rVB 45072 41941 3.43% 0.398%
445841 473368 38.76% 4._.495%
7.259 538 540 543 rBV 416853 492627 40.34% 4.678%
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11 7.556 563 566 568 rBvV 182724 181310 14.85% 1.722%
12 7.739 580 582 584 rVB 694073 620316 50.79% 5.890%
13 8.242 624 626 629 rBV 565762 488160 39.97% 4_.635%
14 9.133 702 704 706 rBV 296730 254000 20.80% 2.412%
15 10.482 819 822 824 rBV 952133 950188 77.80% 9.023%

16 11.316 892 895 897 rBvV 285790 271099 22.20% 2.574%
17 12.299 978 981 984 rBV 301841 357061 29.24% 3.391%
18 13.168 1054 1057 1059 rBV 269907 295002 24.15% 2.801%
19 15.157 1228 1231 1234 rBV 1147969 1158634 94.87% 11.002%
20 16.460 1343 1345 1348 rBvV 293883 350803 28.72% 3.331%

21 17.397 1418 1427 1434 rBV 151456 515914 42.24% 4_.899%
22 17.911 1470 1472 1477 rVB6 4286 12684 1.04% 0.120%
23 18.231 1497 1500 1506 rBV 326162 449200 36.78% 4._.265%

Sum of corrected areas: 10531015
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF111414\

BF075589.D

16 Nov 2014 19:44

™ /7 JJ

PB80336BL

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075589.D

Aca On : 16 Nov 2014 19:44

Operator : TP / JJ

Sample - PB80336BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 1 Propane, 2,2-dimethoxy- Concentration Rank 6

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

1.62 25.82 ng 234055 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 9
4 2-Butanone. 3-methoxv-3-methvl- 116 C6H1202 036687-98-6 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 47 (1.624 min): BF075589.D (-45) (-) m/z 73.10 100.00%
7B
43
5000
89
55 1.20 1.40 1.60 1.80 2.00
Ol el 088 L Tm/z 43.00  67.45%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000 A AN RN A R
15 29 120 140 160 1.80 2.00
89 m/z 89.10 27.70%
oL 2 23 ‘ M 37‘ 49 57 ‘ ‘ 104
m/z--> 0 fo 20 30 40 50 60 70 8 90 100 110
Abundance
43
7 120 140 160 180 2.00
5000 89 m/z 41.10 12.48%
27
18 37 53 59 101
G L RS UL RS AN R R IS IS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2027: Propanoic acid, 2-methyl- BB R e
43 1.20 1.40 1.60 1.80 2.00
m/z 45.00 9.63%
5000
27 73
miz--> 3l % 3 40 50 60 70 8 % 100 110 | 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075589.D

Aca On : 16 Nov 2014 19:44

Operator : TP / JJ

Sample - PB80336BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 5 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4_.57 13.05 ng 118269 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
3 3.4-Dimethvl-2-pentene(c.t) 98 C7H14 1000118-16-5 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 86
5 3-Hexen-2-one 98 C6H100 000763-93-9 80

Abundance Scan 305 (4.573 min): BF075589.D (-303) (-) m/z 55.10 100.00%
56 83
5000 43
98
420 4.40 4.60 4.80 5.00
0 ..,....,....,..?3L':..‘.‘?l.|.:.,..‘?7.,...77.,.:..,....,.... m/z 83.00 84.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SRR R S R
29 98 420 4.40 4.60 4.80 5.00
m/z 43.00 46.14%
0 \‘\‘ 3%\\\ 49\‘ | 61 67 7 | 89 L
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
55
83 AAARDAARESE NARBIRARRE NN
420 4.40 4.60 4.80 5.00
5000 41 m/z 39.10 29.52%
27 98
15 63 0 77
S S S U S S I SIS SULILL I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3328: 3,4—DimethyI—Z—pentene(c,t) LI L L L L L L B
55 420 4.40 4.60 4.80 5.00
a3 m/z 98.00 28.14%
5000 41
27 98
69
OF ,.%?., S YN 1 F . L PSR A PN .
m/z--> 10 20 30 40 50 70 80 90 100 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075589.D

Aca On : 16 Nov 2014 19:44

Operator : TP / JJ

Sample - PB80336BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.35 134.72 ng 1221300 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 7
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 5

Abundance Scan 373 (5.350 min): BF075589.D (-370) (-) m/z 43.00 100.00%
43
5000 59
101 rTTrrTTTTTT T T T T T T
5.00 520 5.40 5.60
O Sl ST 8 | “m/z 59.00  49.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AN LS I R B
59 500 520 540 560
m/z 101.10 14 .32%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
500 520 540 560
5000 m/z 58.00 13.44%
58
15 27 37 72 100
S U UL I SULILIL UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester B e R
43 5.00 520 5.40 5.60
m/z 41.10 9.06%
57
5000
29 101
o 15 Y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075589.D

Aca On : 16 Nov 2014 19:44

Operator : TP / JJ

Sample - PB80336BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 7 2-Pentanone, 4-methoxy-4-me... Concentration Rank 10

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

6.34 4.63 ng 41941 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 59
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 460 (6.344 min): BF075589.D (-458) (-) m/z 43.00 100.00%
43
73
5000
&5 o 100 1S 6.00 620 640 6.60
Obrrr e e e e e e e e || M7z 73.100 68.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 USSR SR AR A
6.00 6.20 6.40 6.60
m/z 41.00 10.26%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
6.00 620 6.40 6.60
5000 58 m/z 115.00 9.69%
15
51
G s R UL RS IR I R RS R WS RAARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl- R A RamEy
43 6.00 6.20 6.40 6.60
100 m/z 39.10 6.84%
5000
115
o 29 37 || 515861 B798501 | 107
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075589.D

Aca On : 16 Nov 2014 19:44

Operator : TP / JJ

Sample - PB80336BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 10 unknownl17.40 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.40 22.97 ng 515914 Perylene-di12 18.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarbonitrile. 4-I4"-(... 515 C36H53N0O 124729-19-7 11
2 Ethvl 2-(o-anisidino)-2-butvrami... 362 C16H21F3N204 339352-54-4 9
3 3-Methvl-4-oxo-2-phenvlimidazoli... 276 C15H20N203 1000191-10-7 9
5-T1-(4-1sobutvl-phenvD)-ethvl1-... 261 C14H19N3S 1000296-89-6 9
5 2,2-Dimethyl-N-(2,2,2-trichloro-... 336 C14H19CI3N20 300382-25-6 4
Abundance Scan 1427 (17.397 min): BF075589.D (-1418) (-) m/z 57.05 100.00%
57
5000 219
147 530
Wlmhlﬁ 278 17.00 17.20 17.40 17.60 17.80
O ,”Jhuu..,”:.ﬁ”..,hh.,”..,”..,”..,”..,”.. m/z 43.05 53.18%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #169562: Cyclohexanecarbonitrile, 4-[4'-(nonyloxy)[1,1"-bi...
® 209
515
389

5000 ]_83 TT 1T TTTT TTTT TT T T
133 17. OO 17. 20 17. 40 17. 60 17. 80
‘ m/z 219.20 38.03%
1 il |
L e o o B R I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 219

17.00 17.20 17.40 17.60 17.80
5000 m/z 55.05 33.37%

71 123
187 275 362
155 245
Ob i i e T T o T T T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance : imi idi i

#104006: 3-Methyl-4-oxo-2-phenylimidazolidine-1-carboxylic... ST
57 17. OO 17. 20 17. 40 17. 60 17. 80

m/z 41.05 24 .40%

5000
99 219
143
o s |
0 L | Hi ) ‘ | 1 277

! I m\f\/\
LA I L B LI L

m/z--> 50 100 150 200 250 300 350 400 450 500 17. OO 17. 20 17. 40 17. 60 17. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075589.D

Acq On : 16 Nov 2014 19:44

Operator : TP / JJ

Sample - PB80336BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_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]
Propane, 2,2-dime... 1.62 25.8 ng 234055 1 7.56 181310 20.0
3-Penten-2-one, 4. .. 4.57 13.1 ng 118269 1 7.56 181310 20.0
2-Pentanone, 4-hy... 5.35 134.7 ng 1221300 1 7.56 181310 20.0
2-Pentanone, 4-me. .. 6.34 4.6 ng 41941 1 7.56 181310 20.0
unknownl17 .40 17.40 23.0 ng 515914 6 18.23 449200 20.0

8270-BF111214_.M Mon Nov 17 18:17:14 2014 Page: 8



