LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016313.D

Aca On : 10 Apr 2015 6:04

Operator : TP/1Z

Sample : 6G1805-08

Misc :

ALS Vial : 23 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 2.800 14 19 28 rBv 333400 477412 12.47% 2.315%
2 2.876 28 32 44 rVB 363945 428524 11.19% 2.078%
3 4.809 357 361 369 rVB2 42457 62979 1.64% 0.305%
4 5.285 436 442 454 rBV 542864 766415 20.02% 3.716%
5 6.883 707 714 725 rBV 347222 553450 14.45% 2.683%

7.236 766 774 783 rBV 1046759 1640985 42.86% 7.956%
7.700 846 853 860 rvB 213697 334746 8.74% 1.623%
8.017 898 907 915 rBV 875204 1361579 35.56% 6.601%
8.851 1042 1049 1062 rBV 745575 1215690 31.75% 5.894%
10.485 1320 1327 1337 rVB 338886 571605 14.93% 2.771%

=
QO ~NO®

11 10.773 1368 1376 1385 rBV3 62423 105293 2.75% 0.510%
12 12.958 1741 1748 1755 rBV 2099099 3007757 78.56% 14.582%

13 13.793 1884 1890 1899 rBV 40556 56370 1.47% 0.273%
14 14.333 1976 1982 1992 rBV2 529494 814260 21.27% 3.948%
15 15.696 2209 2214 2220 rVB 34287 44976 1.17% 0.218%

16 15.826 2230 2236 2250 rBV 1502521 2060673 53.82% 9.990%
17 17.077 2442 2449 2458 rBV2 696060 992638 25.93% 4.812%
18 17.441 2506 2511 2525 rBV 63268 108144 2.82% 0.524%
19 19.357 2832 2837 2844 rBV 68610 112798 2.95% 0.547%
20 19.703 2890 2896 2910 rBV 3049610 3828818 100.00% 18.563%

21 20.837 3084 3089 3096 rBV 29624 53894 1.41% 0.261%
22 20.978 3108 3113 3120 rBV3 30430 62776 1.64% 0.304%

23 21.254 3154 3160 3170 rBV 816343 1010657 26.40% 4_.900%
24 23.499 3535 3542 3552 rBV2 503211 954158 24.92% 4.626%

Sum of corrected areas: 20626597
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016313.D

Aca On : 10 Apr 2015 6:04

Operator : TP/1Z

Sample : 6G1805-08

Misc :

ALS Vial : 23 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

Abundance
3000000

2500000

2000000

1500000

1000000

TIC: BG016313.D

7.24
8.02

5000001, 88 6.88 10.48

7.70
4.81 A ﬁ 10.77

0
Time-->

e o MBS SN SMRSSSESEMESMESUES | GHES | M. S | SNSEMISIE | SMSSUIMIMSINESHRSMNS | Sy S

T I
300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG016313.D
19,70

12.96

15.83

17.08
14.33

13.79 15. 17.44 19.36

Time-->

A
LA L L N L L L L L I L I L L [ L L L L N L L L B |

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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG016313.D

21.25
23.50

2028498 }\

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\BG040915\
Data File : BG016313.D

Aca On : 10 Apr 2015 6:04

Operator : TP/1Z

Sample : 6G1805-08

Misc :

ALS Vial : 23 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 25.60 ng 428524 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 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 33 (2.882 min): BG016313.D (-28) (-) m/z 73.10 100.00%
7B
5000
43 55 87
37 49| 67 | 2.802.903.003.103.20 3.30
o N o S m/z 43.10 26 .89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.802.903.003.103.20 3.30
55 87 m/z 87.10 25.30%
0 ‘?9 35 ‘M‘\ ‘ 67 || 80
L AL UL SUL AL SUELRLEL UL S SURLEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.802.903.003.103.20 3.30
5000 m/z 55.10 19.75%
45
29
o 39 S g7 101
L A UL SUL AL SUELEL AL UL S SURLEL SO SULN UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #720: N-Ethylformamide
30 2.802.903.003.103.20 3.30
73 m/z 71.10 11.60%
5000
44 58
18 ‘
0"'w'“l|'JL "Eﬁw”l'w"'|“"|"“|"'w""|“"|
m/z--> 10 20 30 40 50 60 70 80 90 100 2.802.903.003.103.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016313.D

Aca On : 10 Apr 2015 6:04

Operator : TP/1Z

Sample : 6G1805-08

Misc :

ALS Vial : 23 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-Pentanol, 2,4-dimethyl- Concentration Rank 5

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

4.81 3.76 ng 62979 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
5 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 23

Abundance Scan 361 (4.809 min): BG016313.D (-357) (-) m/z 43.10 100.00%
43
59
5000
101
N 53 73 83 | 440 4.60 4.80 5.00 5.20
-ttt e e m/z 59.10 64.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8152: 2-Pentanol, 2,4-dimethyl-
59
5000 USRI LN RN SN
440 460 4.80 5.00 5.20
43 101 m/z 101.10 30.36%
31 ‘ 83
0 ...,.??.,...uqh.??gk.h.,?%::;.??.T%...,.h..,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500 5.20
5000 5o m/z 58.10 18.97%
15 101
0 "'I""I'?§'?%'?ZI""I??"I""I""I??"I'"'I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4388: Propane, 1-ethoxy-2-methyl-
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.96%
5000
a4
73 102
o ...,..15..,....,....,....,.5:.3..,....,....,...87.,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016313.D

Aca On : 10 Apr 2015 6:04

Operator : TP/1Z

Sample : 6G1805-08

Misc :

ALS Vial : 23 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 unknown7.24 Concentration Rank 1

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

7.24 98.04 ng 1640990 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 775 (7.241 min): BG016313.D (-766) (-) m/z 132.00 100.00%
5000 68
40 54 . J. J 700 720 7.40 7.60
o AT | — m/z 68.10 35.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U RN L IR L
7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 32.88%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.0 720 7.40 7.60
5000 67 m/z 66.10 22.26%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl N B e
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 13.40%
5000 og M°
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? N
m/z--> 40 60 80 100 120 140 160 180 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 : BG016313.D

Aca On : 10 Apr 2015 6:04

Operator : TP/1Z

Sample : 6G1805-08

Misc :

ALS Vial : 23 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 unknownl10.77 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.77 3.68 ng 105293 Naphthalene-d8 10.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1-methvloctvl ester 214 C13H2602 069727-42-0 27
2 2-Ethoxvtetrahvdrofuran 116 C6H1202 013436-46-9 27
3 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 27
4 Cvclopropanemethanol. .alpha.-bu... 128 C8H160 004379-16-2 27
5 Ketone, 2,2-dimethylcyclohexyl m... 154 C10H180 017983-26-5 22
Abundance Scan 1376 (10.773 min): BG016313.D (-1368) (-) m/z 71.10 100.00%
il
115
5000
58 87 '|“A'w"'w"w"'w'
| | 29 | 97 129 139 154 10.40 10.60 10.80 11.00
Obrrprrrrprerr e el P2l b etk | M/ 43.10  96.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #65606: Butanoic acid, 1-methyloctyl ester
71
5000 43
10.40 10.60 10.80 11.00
55 115 m/z 69.10 91.35%
29 ‘ ‘ 89 g7 126
O'W””P”M”“““W”Lv”wh”Jhm”MP”W“LPJ””“P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
71
10,40 10,60 10.80 11.00
5000 m/z 115.10 64.77%
42
58 115
ol 15 29 50 87 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4031: 2-Furanmethanamine, tetrahydro- e
30 10.40 10.60 10.80 11.00
4 & m/z 41.10 26.77%
5000
58
0"v%?w'“H“L'”ll“l'”“l“"h'“ '”'P"ﬁga'l”"P'”l'”'P"W'”'I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016313.D

Aca On : 10 Apr 2015 6:04

Operator : TP/1Z

Sample : 6G1805-08

Misc :

ALS Vial : 23 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 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17.44 2.18 ng 108144 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T4-(l1.1-dimethvlpropv... 208 C13H2002 006382-07-6 64
2 2-(4-Formvl-phenoxv)-acetamide 179 C9HONO3 135857-20-4 56
3 Ethanol. 2-T4-(l1.1-dimethvlethvl... 194 C12H1802 000713-46-2 50
4 Benzoic acid. 4-nitroso-. ethvl ... 179 C9H9NO3 007476-79-1 43
5 Benzothiazole-6-carboxylic acid 179 C8H5NO2S 003622-35-3 40
Abundance Scan 2511 (17.441 min): BG016313.D (-2506) (-) m/z 179.10 100.00%

179
5000 135 [\\
4 57 o, e 107 - 17720 1740 17,60 1780

Obrr el b 9L 200 2P m/z 135.05  39.08Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61481: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]-
179
135
5000 107

17.20 17.40 17.60 17.80
m/z 107.10  12.58%

41 91 208
27 55 17 I 121 | 149 14 | 193
o O U NS M RPNl B 0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
179
17.20 17.40 17.60 17.80
5000 m/z 180.10 11.88%
135
7 105
44 58 121
92 149162
N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]- N EEmaE DR
179 17.20 17.40 17.60 17.80
m/z 57.10 11.76%
135
5000
194
107
oL 2 4l 57 77 91 | 150 | 149163 | |
N WL I L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016313.D

Aca On : 10 Apr 2015 6:04

Operator : TP/1Z

Sample : 6G1805-08

Misc :

ALS Vial : 23 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 8 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.36 2.23 ng 112798 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 94
2 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9HIN304 054449-89-7 90
3 2-Propen-1-one. 1-(4-aminophenvl... 223 C15H13NO 002403-30-7 46
4 Ketoprofen di-methvl derivative 282 C18H1803 1000137-08-9 37
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 22
Abundance Scan 2838 (19.363 min): BG016313.D (-2832) (-) m/z 223.10 100.00%
135
5000
45
78 161 207 204 19.00 19.20 19.40 19.60
0 ..,".|..5,9....,..'.-.,-.4'..%,2.1...,....,~...1.77..1.9?,.... s | m/z 135.10  66.82%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223
135 AM
5000 AUV R
19.00 19.20 19.40 19.60
m/z 45.10 24 .93%
ol 59 /7 ?{ 21 | 151 173186 205 | 287 279294
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
223
135 UNABUNBSA ARSI
178 19.00 19.20 19.40 19.60
5000 m/z 57.10 15.53%
151
195
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71712: 2-Propen-1-one, 1-(4-aminophenyl)-3-phenyl-
120 223 19.00 19.20 19.40 19.60
m/z 107.10 13.05%
5000
65 103 152 178
o1 194
m/z--> ‘ 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040915\
Data File : BG016313.D

Acq On = 10 Apr 2015 6:04

Operator : TP/1Z

Sample - G1805-08

Misc :

ALS Vial : 23 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 25.6 ng 428524 1 7.70 334746 20.0
2-Pentanol, 2,4-d... 4.81 3.8 ng 62979 1 7.70 334746 20.0
unknown? .24 7.24 98.0 ng 1640990 1 7.70 334746 20.0
unknown10.77 10.77 3.7 ng 105293 2 10.48 571605 20.0
Ethanol, 2-[4-(1,... 17.44 2.2 ng 108144 4 17.08 992638 20.0
Ethanol, 2-[2-[4-... 19.36 2.2 ng 112798 5 21.25 1010660 20.0
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