LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012516\
Data File : BF084613.D

Aca On : 25 Jan 2016 17:59

Operator =: SJ/1Z

Sample : H1201-08

Misc :

ALS Vial : 13 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-BF123115.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 4.201 183 185 191 rBvV 299453 398267 5.81% 0.830%
2 4.899 243 246 248 rBVY 1654659 2053865 29.98% 4.278%
3 5.333 282 284 287 rBVY 3130756 2813564 41.07% 5.861%
4 5.733 317 319 322 rBV 403006 381433 5.57% 0.795%
5 6.373 373 375 378 rBVY 1418610 1711458 24.98% 3.565%

6.510 384 387 389 rBvV 3897287 5000503 73.00% 10.416%
6.579 391 393 395 rvv 151961 159545 2.33% 0.332%
1005885 1181756 17.25% 2.462%
6.887 418 420 423 rBV 3688197 4085168 59.64% 8.510%
7.310 453 457 459 rBV 2897574 4072699 59.46% 8.484%
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11 8.019 517 519 522 rBV 1787296 1569229 22.91% 3.269%
12 9.105 611 614 616 rBVY 7082941 6849982 100.00% 14.269%
13 9.768 670 672 675 rVB 1488977 1774532 25.91% 3.696%
14 10.213 708 711 713 rVB2 48821 77148 1.13% 0.161%
15 10.568 738 742 744 rBV 3343632 4666412 68.12% 9.720%

16 11.253 799 802 804 rBV 2311807 1967567 28.72% 4._.099%
17 12.842 938 941 944 rBV 6070316 6169387 90.06% 12.851%
18 13.745 1017 1020 1029 rBV 168629 260803 3.81% 0.543%
19 13.882 1029 1032 1035 rBV 1906754 1787070 26.09% 3.723%
20 15.277 1151 1154 1156 rBV 700670 1026210 14.98% 2.138%

Sum of corrected areas: 48006598
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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\BF012516\

BF084613.D

25 Jan 2016 17:59

SJ/1Z

H1201-08

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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:\HPCHEM1\BNA F\DATA\BF012516\
Data File : BF084613.D

Aca On : 25 Jan 2016 17:59

Operator : SJ/1Z

Sample : H1201-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.20 6.74 ng 398267 1,4-Dichlorobenzene-d4 6.74
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-Hexen-2-one 98 C6H100 000763-93-9 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 78

Abundance Scan 185 (4.201 min): BF084613.D (-183) (-) m/z 55.10 100.00%
55 83
5000 43
98
34, 50 3.80 4.00 4.20 4.40 4.60
Ol i €287 m/z 83.10 97.03%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 INSEBENARBE N AR
29 98 3.80 4.00 4.20 4.40 4.60
m/z 43.05 41 _33%
0 “ 3?‘m 49 || 6267 77 | 89
mz-> 10 20 3'0 0 50 60 70 8 90 100
Abundance
55
83 INSEDENARB ISR
3.80 4.00 4.20 4.40 4.60
5000 41 m/z 98.10 29.95%
27 98
15 63 0 7
S I S SR SRS S U SUL LI I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one e
83 3.80 4.00 4.20 4.40 4.60
4 55 m/z 39.10 27.44%
5000
29
98
0 \‘ 37“‘\ 49\ ‘ | 62 69 |
m/z--> 10 20 30 40 50 60 70 8 90 100 380 4.00 420 440 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012516\
Data File : BF084613.D

Aca On : 25 Jan 2016 17:59

Operator : SJ/1Z

Sample : H1201-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 34.76 ng 2053870 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 246 (4.899 min): BF084613.D (-243) (-) m/z 43.10 100.00%
a3
59
5000
ot 460 480 500 520
O B S G0 & w/Z 59.10  60.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL LU IS UL
59 460 480 500 520
m/z 101.10 19.19%
31 83 g3 101
Ot P T P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 41 m/z 58.10 15.72%
31
69 87
ol 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A ma e
50 4.60 4.80 5.00 5.20
m/z 41.05 9.25%
5000 41
68
0 50, 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520

8270-BF123115.M Tue Jan 26 12:08:41 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012516\
Data File : BF084613.D

Aca On : 25 Jan 2016 17:59

Operator : SJ/1Z

Sample : H1201-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.73 6.46 ng 381433 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-_alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 38
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 37
4 3.6-Heptanedione 128 C7H1202 001703-51-1 17
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 12

Abundance Scan 319 (5.733 min): BF084613.D (-317) (-) m/z 43.10 100.00%
43 73
5000
55 e 100 15 540 560 580 6.00
1 PO T N S M M m/z 73.10 88.15%
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 A'I""I" T T
5.40 5.60 5.80 6.00
m/z 41.05 10.24%
15 2 g %5 e gy 10 1P
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73 1
43 540 560 580 600
5000 m/z 115.10 9.33%
o P 51 58 83 100 117
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl- e
43 5.40 560 5.80 6.00
100 m/z 42.10 6.64%
5000
115
0 29 37 || 515 673798 94 | 107
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012516\
Data File : BF084613.D

Aca On : 25 Jan 2016 17:59

Operator : SJ/1Z

Sample : H1201-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 4 unknown6.51 Concentration Rank 1

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

6.51 84 .63 ng 5000500 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 387 (6.510 min): BF084613.D (-384) (-) m/z 132.00 100.00%
5000
68
0 6 620 640 6.60 680
4 54 75 104 - - -
1 = A W -1 A e = L TR | R m/z 134.00 35.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AR AR LS AN
6.20 6.40 6.60 6.80
3 78 m/z 68.10 33.11%
1 33
H |
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.10 21.35%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁwﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- P
132 6.20 6.40 6.60 6.80

m/z 96.10 14 _.03%

5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 660 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012516\
Data File : BF084613.D

Aca On : 25 Jan 2016 17:59

Operator : SJ/1Z

Sample : H1201-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

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

6.58 2.70 ng 159545 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 53
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
4 Carbonic acid. dimethvl ester 90 C3H603 000616-38-6 38
5 Methoxymethyl isothiocyanate 103 C3H5NO0S 019900-84-6 38

Abundance Scan 393 (6.579 min): BF084613.D (-391) (-) m/z 45.10 100.00%
45
5000 59
72
103 6.20 6.40 6.60 6.80 7.00
o...,....,....,..??,':h..,...'.l-....,~I|.'..,.E?“?.,....,.'.'..,....,....,...., m/z 59.05 41.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14591: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 72 6.20 6.40 6.60 6.80 7.00
m/z 72.10 23.11%
o “‘ 8 52 79 89 104 146
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
620 640 6.60 6.80 7.00
5000 m/z 43.10 19.95%
59 72
31 89
o 19 103 119 131
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8972: Ethanol, 2-(2-methoxyethoxy)-
45 6.20 6.40 6.60 6.80 7.00
m/z 73.05 13.90%
5000 59
31
15 ‘ 75 90
0'“|“'w'“ww"WJ“'V'“ﬁ“'w'm'w'HWH'}Q%'V'“l”'w'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012516\
Data File : BF084613.D

Aca On : 25 Jan 2016 17:59

Operator : SJ/1Z

Sample : H1201-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.75 2.92 ng 260803 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 90
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 87
Abundance Scan 1020 (13.745 min): BF084613.D (-1017) (-) m/z 57.10 100.00%

83

5000

:

13.40 13.60 13.80 14.00
m/z 55.05  93.96%

139154 191207

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

-

5000 LA L L L L L L L L
13.40 13.60 13.80 14.00
m/z 43.10 93.93%
ol 2 126 153168 196 224 252 280
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 m/z 83.10 86.87%
125
27 140 168 106 222238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

-

13.40 13.60 13.80 14.00
m/z 69.05  80.00%

5000

-

154169 191 210 238 2g6 295
e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012516\
Data File : BF084613.D

Acq On : 25 Jan 2016 17:59

Operator : SJ/1Z

Sample : H1201-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
3-Penten-2-one, 4... 4.20 6.7 ng 398267 1 6.74 1181760 20.0
2-Pentanone, 4-hy... 4.90 34.8 ng 2053870 1 6.74 1181760 20.0
2-Pentanone, 4-me... 5.73 6.5 ng 381433 1 6.74 1181760 20.0
unknown6 .51 6.51 84.6 ng 5000500 1 6.74 1181760 20.0
Ethanol, 2-(2-eth... 6.58 2.7 ng 159545 1 6.74 1181760 20.0
3-Eicosene, (E)- 13.75 2.9 ng 260803 5 13.88 1787070 20.0
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