LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016312.D

Aca On : 10 Apr 2015 5:30

Operator : TP/1Z

Sample : 6G1805-09

Misc :

ALS Vial : 22 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-BG040615.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 2.796 13 18 28 rBv 357787 558627 13.76% 2.653%
2 2.879 28 32 44 rVB 406295 501031 12.34% 2.379%
3 4.812 357 361 368 rBV 52131 69992 1.72% 0.332%
4 5.287 436 442 453 rBV 529298 746827 18.39% 3.546%
5 6.880 706 713 724 rBV 353848 555371 13.68% 2.637%

7.232 766 773 784 rBV 1059531 1642386 40.45% 7.799%
7.696 846 852 859 rBvV 223240 340289 8.38% 1.616%
rvB 889766 1430215 35.22% 6.792%
8.854 1042 1049 1060 rBV 780180 1239717 30.53% 5.887%
10.481 1319 1326 1334 rBV 354448 572510 14.10% 2.719%

=
QOO ~NO®

oo

(@]

=

N

(0]

o]

©

(o]

o

()]

©

=

N

11 12.961 1741 1748 1754 rBV 2063392 3042234 74.93% 14.447%
12 13.795 1884 1890 1898 rVB 91435 125266 3.09% 0.595%
13 14.336 1976 1982 1993 rBV2 549989 823241 20.28% 3.909%
14 15.699 2208 2214 2219 rBV 91089 119941 2.95% 0.570%
15 15.828 2229 2236 2245 rBV 1402710 1936565 47.69% 9.196%

16 17.080 2443 2449 2458 rVB2 695238 981308 24.17% 4_.660%
17 17.973 2596 2601 2610 rBV 62817 95177 2.34% 0.452%
18 19.253 2813 2819 2827 rBv4 24742 46687 1.15% 0.222%
19 19.706 2890 2896 2907 rVB 3271297 4060321 100.00% 19.281%
20 20.975 3107 3112 3122 rBV 119447 225884 5.56% 1.073%

21 21.257 3154 3160 3165 rBV 764395 987597 24.32% 4 _.690%
22 23.501 3534 3542 3556 rBV2 484471 957210 23.57% 4._.546%

Sum of corrected areas: 21058396
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016312.D

Aca On : 10 Apr 2015 5:30

Operator : TP/1Z

Sample : 6G1805-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG016312.D
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1000000

8.01 8.85
5.29

500000}, 288 6.88 10.48
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Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016312.D
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2500000

12.96
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1000000
17.08
14.34
500000
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Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG016312.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016312.D

Aca On : 10 Apr 2015 5:30

Operator : TP/1Z

Sample : 6G1805-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.88 29.45 ng 501031 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9

Abundance Scan 32 (2.879 min): BG016312.D (-28) (-) m/z 73.10 100.00%
7B
5000
43 55 87
36 7 2.802.90 3.003.10 3.20 3.30
I YO RO AUV 74 N PN A— m/z 43.10 27.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.802.90 3.003.10 3.20 3.30
55 87 m/z 87.10 24.31%
0 ?? 35 1] ‘ 67 ||, 80
LR IR S UL SR UL SURLLIL SUR L SURL SUIL S
m/z--> 10 40 50 70 80 90 100
Abundance
73
2.802.903.003.10 3.20 3.30
5000 m/z 55.10 20.25%
45
29
o 39 S g7 101
LRI IR S UL SR SURLELL AR SUR L IURL S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1852: Acetamide, N-ethyl-
30 2.802.90 3.003.10 3.20 3.30
m/z 71.10 10.96%
5000 43 87
15 72
0 | gl 37 | 52 59
m/z--> 10 20 30 40 50 i 70 8 9 100 2.802.903.003.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016312.D

Aca On : 10 Apr 2015 5:30

Operator : TP/1Z

Sample : 6G1805-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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-hydroxy-4-me... Concentration Rank 6

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

4.81 4_.11 ng 69992 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 361 (4.812 min): BG016312.D (-357) (-) m/z 43.10 100.00%
43
59
5000
101
440 4.60 4.80 5.00 5.20
83
0...,....,....,....','.'...‘?.1.-.'-.|,-....,??..,.-...,...!,....,....,....,...., m/z 59.10 64.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS R UL R
440 4.60 4.80 5.00 5.20
m/z 101.10 30.51%
31 83 g 101
N RRA0A NS Raatssa0s R Raa0) RAAE REO0A AR enas ARSI RAL RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
440 4.60 480 500 5.0
5000 m/z 58.10 17.43%
a 4
102
oL 15 51 B g7
mmﬁmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13836: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.08%
5000
101
31 58
0 2l Ll 50 | 65 73 80 87 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016312.D

Aca On : 10 Apr 2015 5:30

Operator : TP/1Z

Sample : 6G1805-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 unknown7.23 Concentration Rank 1

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

7.23 96.53 ng 1642390 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 773 (7.232 min): BG016312.D (-766) (-) m/z 132.00 100.00%
32
5000 68
96 AEEENARRE AR AR A
40 54 75 103 6.80 7.00 7.20 7.40 7.60
OB 0 G2 8T LI ws Wl “m/z 68.10  39.08%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R UL I
6.80 7.00 7.20 7.40 7.60
2 78 m/z 134.00 32.08%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 24.17%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine T
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 14 .33%
5000
33 44 g7 105
|| 80 TP g | s ‘
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 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\BG040915\
Data File : BG016312.D

Aca On : 10 Apr 2015 5:30

Operator : TP/1Z

Sample : 6G1805-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.70 2.91 ng 119941 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 47
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
4 Benzoic acid. 2-(benzovlthio)thi... 341 C17H11NO3S2 1000258-72-7 43
5 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 43
Abundance Scan 2214 (15.699 min): Ia’;G016312.D (-2208) (-) m/z 105.00 100.00%
105
77
5000 182
o 15.40 15.60 15.80 16.00
152 : : : :
0 SN N N Y O S N Al m/z 77.10 57.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44108: Benzophenone
105
v 182 N
5000 LA B LN SUN
15.40 15.60 15.80 16.00
o1 m/z 182.00 47.98%
o 27 39 | 63 | 126 152 I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
77 183 15.40 15.60 15.80 16.00
5000 51 m/z 51.10 18.62%
63 127 154
L S L S B WL L B B WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26283: Acetophenone, 2-chloro- A s ,A.". S ERAm
105 15.40 15.60 15.80 16.00
m/z 106.00 7.54%
77
5000
51
o 1827 39 | 65 | 1 | 120 154
m/z--> 20 40 60 80 100 120 140 160 180 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016312.D

Aca On : 10 Apr 2015 5:30

Operator : TP/1Z

Sample : 6G1805-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.98 4.57 ng 225884 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 3113 (20.981 min): BG016312.D (-3107) (-) m/z 83.10 100.00%

7

5000

-

125 R RS
207 20.60 20.80 21.00 21.20

140 165179
o 281 m/z 57.10 95.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane

-

5000

20.I60 20.I80 21.IOO 21.I20
m/z 97.10 84.52%

126140154 182 210

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97 ABNUVABNLAABS VAR RS
20.60 20.80 21.00 21.20
5000 1 m/z 43.10 79.39%
29

o 126140154168182 210 23852266 205

mmrmﬁq’mmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester T T
43 57 20.60 20.80 21.00 21.20
m/z 69.10 78.27%

%

5000

:

126140154169

o I 195210224 252
S e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.60 20.80 21.00 21.20

8270-BG040615.M Fri Apr 10 15:49:36 2015 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040915\
Data File : BG016312.D

Acq On = 10 Apr 2015 5:30

Operator : TP/1Z

Sample - G1805-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.88 29.4 ng 501031 1 7.70 340289 20.0
2-Pentanone, 4-hy... 4.81 4.1 ng 69992 1 7.70 340289 20.0
unknown7 .23 7.23 96.5 ng 1642390 1 7.70 340289 20.0
Benzophenone 15.70 2.9 ng 119941 3 14.34 823241 20.0
Cyclopentadecane 20.98 4.6 ng 225884 5 21.26 987597 20.0
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