LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 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 G\METHODS\8270-BG021116.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 3.250 64 70 79 rBv 42345 74093 6.06% 0.816%
2 3.326 79 83 91 rvB 20478 28340 2.32% 0.312%
3 5.324 418 423 433 rVB 17602 26382 2.16% 0.291%
4 5.799 496 504 510 rBV 135163 211899 17.33% 2.334%
5 7.409 771 778 791 rVB 95023 170616 13.95% 1.880%
6 7.797 836 844 852 rBV 283524 484855 39.65% 5.342%
7 8.267 913 924 930 rVB 64105 110037 9.00% 1.212%
8 8.596 969 980 993 rBV 249926 430503 35.20% 4_.743%
9 9.442 1117 1124 1132 rVV 209876 384651 31.45% 4.238%
10 9.536 1136 1140 1146 rVB6 7000 12987 1.06% 0.143%
11 10.270 1260 1265 1278 rVB10 9760 27445 2.24% 0.302%
12 10.481 1296 1301 1310 rVvB3 16052 31001 2.54% 0.342%
13 10.669 1330 1333 1344 rVB8 5851 14992 1.23% 0.165%
14 10.787 1346 1353 1357 rBvV5 10062 24859 2.03% 0.274%
15 11.092 1393 1405 1412 rBvV 121132 239016 19.55% 2.633%
16 11.198 1418 1423 1432 rVB7 13024 25265 2.07% 0.278%
17 11.498 1471 1474 1481 rVB7 12817 25374 2.07% 0.280%
18 11.668 1499 1503 1510 rBV5 7629 14119 1.15% 0.156%
19 11.780 1514 1522 1525 rBvV8 5622 12882 1.05% 0.142%
20 11.985 1552 1557 1564 rVBS8 9950 20329 1.66% 0.224%
21 12.126 1577 1581 1586 rVBS8 8503 16962 1.39% 0.187%
22 12.197 1587 1593 1600 rBV9 9543 24994 2.04% 0.275%
23 12.267 1600 1605 1612 rVB6 9559 16806 1.37% 0.185%
24 12.338 1612 1617 1619 rBV2 7167 12689 1.04% 0.140%
25 12.479 1635 1641 1646 rBV7 6312 13196 1.08% 0.145%
26 12.614 1660 1664 1670 rVB7 11168 19101 1.56% 0.210%
27 12.672 1670 1674 1677 rBV3 12642 20795 1.70% 0.229%
28 12.878 1703 1709 1715 rBV7 21937 45511 3.72% 0.501%
29 12.937 1716 1719 1723 rVV3 15597 28443 2.33% 0.313%
30 12.972 1723 1725 1731 rVB7Y 14315 20863 1.71% 0.230%
31 13.107 1743 1748 1750 rBV5 8596 14089 1.15% 0.155%
32 13.201 1759 1764 1765 rBV5 8793 13036 1.07% 0.144%
33 13.272 1773 1776 1781 rVB6 9046 14621 1.20% 0.161%
34 13.336 1782 1787 1789 rBV6 7361 13220 1.08% 0.146%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 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 G\METHODS\8270-BG021116.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.372 1790 1793 1797 rVvVv4 12513 19661 1.61% 0.217%
36 13.512 1810 1817 1822 rBV 739452 1108935 90.68% 12.217%
37 13.560 1822 1825 1832 rVB3 36242 57260 4.68% 0.631%
38 13.982 1892 1897 1901 rBV7 11843 23952 1.96% 0.264%
39 14.206 1931 1935 1941 rVB4 34172 57965 4.74% 0.639%
40 14.323 1950 1955 1963 rVB 78148 117315 9.59% 1.292%
41 14.494 1982 1984 1994 rVBS8 19330 36401 2.98% 0.401%
42 14.676 2012 2015 2024 rVB10O 13622 27248 2.23% 0.300%
43 14.817 2035 2039 2043 rBVY 15800 21313 1.74% 0.235%
44 14.881 2044 2050 2056 rVB2 184570 304161 24.87% 3.351%
45 15.351 2126 2130 2139 rVB4 13664 25090 2.05% 0.276%
46 15.451 2139 2147 2150 rBV 40323 81656 6.68% 0.900%
47 15.698 2185 2189 2192 rBV2 21575 29229 2.39% 0.322%
48 16.238 2276 2281 2288 rBV2 33367 70610 5.77% 0.778%
49 16.362 2296 2302 2314 rVB2 485588 743670 60.81% 8.193%
50 16.555 2332 2335 2342 rVB 25191 32758 2.68% 0.361%
51 17.348 2466 2470 2474 rBV2 22585 29853 2.44% 0.329%
52 17.395 2476 2478 2485 rVB5 17963 26970 2.21% 0.297%

53 17.619 2511 2516 2524 rVB 203364 304481 24.90% 3.354%
54 18.377 2640 2645 2650 rBV 125033 223650 18.29% 2.464%
55 18.424 2650 2653 2659 rVvVv 70756 117289 9.59% 1.292%

56 18.488 2660 2664 2672 rVB2 79290 114276 9.34% 1.259%
57 20.015 2918 2924 2935 rVB 692031 889248 72.72% 9.797%
58 20.203 2950 2956 2961 rBV 935521 1222892 100.00% 13.472%
59 21.508 3174 3178 3184 rBvV4 25089 39672 3.24% 0.437%
60 21.901 3239 3245 3255 rVB 205362 350720 28.68% 3.864%

61 23.652 3538 3543 3550 rVB2 17347 32587 2.66% 0.359%
62 25.279 3811 3820 3832 rVB2 109299 324172 26.51% 3.571%

Sum of corrected areas: 9077005
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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: BG020878.D

800000

600000

400000

7.80

200000

0!

Time-->
Abundance TIC: BG020878.D

20.20

800000 13.51 20.02

600000
16.36

400000

17.62 21.90
200000

L 21.51

-t e T T T e e e e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG020878.D

800000
600000
400000

200000
25.28

23;. 65 /\

T T T e T e T e T T e e e T e e e

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 9

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

3.33 5.15 ng 28340 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 25
3 N-EthvIformamide 73 C3H7NO 000627-45-2 7
4 1.3-Dioxolane 74 C3H602 000646-06-0 4
5 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 4

Abundance Scan 84 (3.332 min): BG020878.D (-79) (-) m/z 73.15 100.00%
74.2
5000
43.1 87.2 SN A NN
| | 3.00 3.20 3.40 3.60
ol b e e e | M7z 87.15  26.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4391: Butane, 2-methoxy-2-methyl-
73.0
5000 LS UL LN L AR
55.0 300 320 3.40 3.60
410 87.0 m/z 43.15 26.08%
0----.-‘l“e-‘.“-‘--‘-.--“-‘-.-‘--1-0.1'-0---.----.----.----.-
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73.0
3.00 3.20 3.40 3.60
5000 m/z 55.15 18.66%
43.0
27.0 57.0 87.0 113.0 131.0 174.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #719: N-Ethylformamide R mma
30.0 73.0 3.00 3.20 3.40 3.60
m/z 71.15 10.78%
5000
58.0
44.0
1%0 l Ll
L L N S U L B L B UL B LA SRS RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
Quant Title : 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.32 4.80 ng 26382 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 422 (5.318 min): BG020878.D (-418) (-) m/z 43.10 100.00%
31
59.1
5000
101.1
830 500 520 540 560
X T | s N B m/z 59.15  74.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R UL U
59.0 500 520 540 560
m/z 101.05 32.72%
31.0 830 o3¢ 1010
R I A R R A AR RS RSN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
500 520 540 560
5000 m/z 58.15 22.11%
27.0 55.0
. 150 630 7.0 830 980
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #248: Guanidine R  m
43.0 59.0 5.00 5.20 5.40 5.60
m/z 41.15 11.10%
5000 18.0
28.0
0"'w'*w"“ﬂ'”'ﬂ”"w"ﬁ"“l'“'l“"w"w"“l AN SRR R U R
m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknown7.80 Concentration Rank 1

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

7.80 88.13 ng 484855 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 845 (7.803 min): BG020878.D (-836) (-) m/z 132.05 100.00%
132.1
5000
68.2
o1 \ %.0 \ 730 7k 7h0 850 550
0...4%..W.J..“...H...,”“.,”..,”..,.”.,.”.,.” m/z 134.05  32.01%
m/z--> 100 120 140 160 180 200 220
Abundance #13677. 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRI RS LN R
7.40 7.60 7.80 8.00 8.20
310 510 m/z 68.15 31.68%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 67.0 m/z 66.15 18.94%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R aamammanE TR
132.0 7.40 7.60 7.80 8.00 8.20
m/z 96.05 11.89%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 Hexanoic acid, 2-ethyl- Concentration Rank 17

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

9.54 2.36 ng 12987 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 59
2 Hexanoic acid. ethvl ester 144 C8H1602 000123-66-0 28
3 1-Methvl-1-silacvclopntan-1-ol 116 C5H120Si 1000216-84-4 9
4 1-Butanamine. 3-methvl- 87 C5H13N 000107-85-7 9
5 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 9

Abundance Scan 1141 (9.541 min): BG020878.D (-1136) (-) m/z 73.05 100.00%
73.0 88.0
111.1
5000
53.0 N AR M D I
411 | | | 9.20 9.40 9.60 9.80
O“I”'W“'W'“W'lh'”'P“'P"P'”I““I”'W”'W“'W”'W" m/z 88.05 88.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20008: Hexanoic acid, 2-ethyl-
73.0 88.0
41.0
57.0 0
5000 29.0 RS SRR AR
1010 9.20 9.40 9.60 9.80
"~ 116.0 m/z 70.05 79.20%
MU S—r . ‘q...ﬁ.l...n.u...w...w.jy,.fggg..ﬁf?ﬂ..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
29.0 88.0
43.0 RPN SR AR
9.20 9.40 9.60 9.80
5000 60.0 99.0 m/z 111.05 66.52%
71.0
o 115.0 144.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7802: 1-Methyl-1-silacyclopntan-1-ol
60.0 88.0 9.20 9.40 9.60 9.80
45.0 m/z 87.05 37 .46%
5000
101.0
3.0 116.0
O'W'”'V'HWMHW'”wl”“FM“'““Mw'““h'w'“'w'“l“'w'“'w' RS S AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknownl10.27 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.27 2.30 ng 27445 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-(l1-methvlethvl)- 148 C11H16 004218-48-8 18
2 Benzene. l1-methvl-2-(1-methvl-2-... 146 C11H14 097664-19-2 10
3 Ethanone. 1-(4-ethviphenvl)- 148 C10H120 000937-30-4 10
4 Benzene. (1l-methvl-1-butenvl)- 146 C11H14 053172-84-2 9
5 1H-Indol-5-0l1 133 C8H7NO 001953-54-4 9
Abundance Scan 1265 (10.270 min): BG020878.D (-1260) (-) m/z 131.05 100.00%
13411
152.2
5000 670 8L2 952
390 115.1
||| ‘l || ‘ | || ‘|| 10.00 10.20 10.40 10.60
o.w””“.”“”w.”.” el probree b e e m/z 133.15 96.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21836: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
105.0
5000
91.0 1480 10.00 10.20 10.40 10.60
77.0 119.0 : m/z 152.15 54_.41%
sezowmeso wo | WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131.0
110.00 10.20 10,40 10.60
5000 91.0 m/z 95.15 49 .48%
115.0 146.0
27.0 39.0 51.0 65.0 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21691: Ethanone, 1-(4-ethylphenyl)-
133.0 10.00 10.20 10.40 10.60
m/z 81.15 47 .49%
5000
10 79.0 105.0 148.0
27.0 3 ““0 | w0 | uso |
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 150 13'0 14'10 1&1;0 ' 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknownl10.48 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.48 2.59 ng 31001 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 38
2 Benzene. l1l-methvl-4-(1l-methvleth... 134 C10H14 000099-87-6 38
3 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 38
4 Benzene. 1-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 38
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 38

Abundance Scan 1301 (10.481 min): BG020878.D (-1296) (-) m/z 119.05 100.00%

110.1

5000

10.20 10.40 10.60 10.80

0 m/z 117.05 88.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14358: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000 |||||[|’\l\||||||||||||||||
10.20 10.40 10.60 10.80
91.0 m/z 145.05 46.62%
. 77.0 '
150 2 A s R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119.0
R N RARE S mE e
10.20 10.40 10.60 10.80
5000 m/z 134.15 38.31%
91.0
134.0
150 27.0 390 510 650 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 ’ﬁ
Abundance #14380: Benzene, 1-ethyl-2,4-dimethyl- B e
119.0 10.20 10.40 10.60 10.80

m/z 91.05 36.32%

5000
134.0

27.0 3%0 51.0 650 77.0 910 1059 |
| | l | | | 1l

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.20 10.40 10.60 10.80

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 9 2(1H)-Naphthalenone, octahy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.88 3.81 ng 45511 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 92
2 2-Decalone.cé&t 152 C10H160 004832-17-1 72
3 Bicvclol4.1.0lheptan-3-one. 4.7.... 152 C10H160 004176-04-9 58
4 Bicvclol4.1.0lheptan-3-one. 4.7.... 152 C10H160 004176-01-6 53
5 Bicyclo(3.3.1)nonane-2,6-dione 152 C9H1202 016473-11-3 46
Abundance Scan 1709 (12.878 min): BG020878.D (-1703) (-) m/z 108.10 100.00%
81.1 108.1
551 69.2
41.1
5000 95.2

12.60 12.80 13.00 13.20
m/z 81.10 99.81%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

o

Abundance #24089: 2(1H)-Naphthalenone, octahydro-, trans-
55.0 81.0 108.0
41.0
5000 95.0 TTT IIIIIIII T T TTr 1T
12. 60 12. 80 13 00 13. 20
‘ 134.0 m/z 152.05 92.08%
o S U R 1 1 1 R . S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 81.0 108.0 152.0
41.0 67.0 12.60 12.80 13.00 13.20
5000 95.0 m/z 69.15 67.27%
123.0
137.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24254: Bicyclo[4.1.0]heptan-3-one, 4,7, 7-trimethyl-, [1R-... B A BRREEEE S
81.0 152.0 12.60 12.80 13.00 13.20
67.0 m/z 55.15 64 .34%
41.0
5000 95.0 110.0
210 e 137.0
123.0 ’
RO o R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12. 60 12. 80 13 00 13. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknownl2.94 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.94 2.38 ng 28443 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 49
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 47
3 1H-Indene. l-ethvlidene- 142 C11H10 002471-83-2 47
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 47
5 Benzocycloheptatriene 142 C11H10 000264-09-5 43
Abundance Scan 1720 (12.943 min): BG020878.D (-1716) (-) m/z 142.05 100.00%
14p.1
5000
115.1 131.1
A
201 510 530 74|-2 97|'0 | 12.60 12.80 13.00 13.20
Ol e rrregicbe b i b ol L Tm/z 141,05 88.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18495: Naphthalene, 1-methyl-
142.0
5000
115.0 12.60 12.80 13.00 13.20
630 m/z 131.05 34.18%
oL 270 50 510 "T° 750 890 1010 | 1260 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142.0
12.60 12.80 13.00 13.20
5000 m/z 115.05 33.42%
115.0
270 39.0 51.0 630 740 89.0 1029 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18503: 1H-Indene, 1-ethylidene-
141.0 12.60 12.80 13.00 13.20
m/z 146.05 24_76%
5000 115.0

90 500 10140 850 ‘ Il
! 1N}

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 11 unknownl4.21 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.21 3.81 ng 57965 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Naphthalen-2-one. 3.4.5.6.7.8... 180 C12H200 1000164-27-1 25
2 2-Furanmethanol. 5-methvl- 112 C6H802 003857-25-8 14
3 2-Furancarboxvlic acid 112 C5H403 000088-14-2 14
4 Phenol. 3-fluoro- 112 C6H5FO0 000372-20-3 11
5 Phenol, 4-fluoro- 112 C6H5FO0 000371-41-5 11
Abundance Scan 1936 (14.212 min): BG020878.D (-1931) (-) m/z 109.15 100.00%
109.2
5000
13.80 14.00 14,20 14.40 14.60
0! m/z 118.05 71.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42672: 1H-Naphthalen-2-one, 3,4,5,6,7,8-hexahydro-4a,8a-d...
109.0
410 o 95.0
5000 s1l0 180.0
165.0 13.80 14.00 14.20 14.40 14.60
27.0 123.0137.0 : m/z 112.15 68.63%
NIRRT
ok 'I .l — i" .‘l‘.‘l .“.“. "ﬁ .‘.‘.M.‘l .“l l ; |"" ; “I A |"" — I" -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95.0 112.0
43.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 95.15 50.53%
270 69.0
13.0
L S SR SO UL WL B B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6087: 2-Furancarboxylic acid I AREARE B
112.0 13.80 14.00 14.20 14.40 14.60
95.0 m/z 90.05 47 .35%
5000 39.0
Y —_:R ﬂ;u‘.??:? . SN A N —
m/z--> 20 40 60 80 100 120 140 160 180 13.80 14.00 14.20 14.40 14.60

8270-BG021116.-M Fri Feb 12 16:32:20 2016 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 12 unknownl14.49 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.39 ng 36401 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 22
2 4(1H)-Ouinazolinone 146 C8H6N20 000491-36-1 18
3 Benzoimidazole-1-carbaldehvde 146 C8H6N20 1000294-58-3 11
4 Pteridine. 2-methvl- 146 C7H6N4 002432-20-4 11
5 2,3-Cyclopentenopyridine 119 C8HON 000533-37-9 10
Abundance Scan 1983 (14.488 min): BG020878.D (-1982) (-) m/z 95.15 100.00%
94.2
5000 122.1
80 146.1 173.1
' 14.20 14,40 14.60 14.80
0 m/z 122.10 42 .40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31590: Benzoic acid, 2,4,6-trimethyl-
1460 1640
5000 119.0 L B UL SULLN B
14.20 14.40 14.60 14.80
770 910 m/z 109.15 39.02%
—— |2.7‘..0. I\lesll\:\olml\l\l I\I\.\I : .‘. I:II-(‘)HS.IOI\I ﬁ e l‘. : I" T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
146.0
' 14.20 14,40 14.60 14.80
5000 m/z 78.05 38.34%
118.0
280 500 %40 %60 104.0
O T T e e e A e A T LA i a e S
miz--> 20 40 60 8 100 120 140 160 180
Abundance #21268: Benzoimidazole-1-carbaldehyde
146.0 14.20 14.40 14.60 14.80
1180 m/z 119.05 36.99%
5000 91.0
64.0
39.0 ‘ ‘
o Sl Y ORI SN N E— —
m/z--> 20 40 60 80 100 120 140 160 180 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 13 Benzoic acid, 4-propyl-, 4-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.45 5.37 ng 81656 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-propvl-. 4-cvano... 283 C17H14FNO2 086776-51-4 50
2 Benzoic acid. 4-propvl-. 4-cvano... 265 C17H15N02 056131-49-8 50
3 Benzene. 1.4-bis(l-methvlethvI)- 162 C12H18 000100-18-5 50
4 Propiophenone. 2.2".4".6"-tetram... 190 C13H180 002040-22-4 47
5 1(3H)-1sobenzofuranone, 3,3-dime... 162 C10H1002 001689-09-4 47
Abundance Scan 2147 (15.451 min): BG020878.D (-2139) (-) m/z 147.10 100.00%
1471
5000
91.0 192.1
431 e | |11|7 ! 168.1 | 15.20 15.40 15.60 15.80
Obrrr bt e e e b P8 m/Z 91.05 21.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #108073: Benzoic acid, 4-propyl-, 4-cyano-3-fluoropheny! este
147.0
5000 LR SUMIULE BRI SUNRLN SRR
15.20 15.40 15.60 15.80
91.0 m/z 192 .05 20.53%
o #0e0 | B0 254.0
m/z--> 25 40 eb 80 100 120 140 160 180 200 220 240
Abundance
147.0
15.20 15.40 15.60 15.80
5000 m/z 105.05 16.44%
91.0
41.0 63.0 1190 166.0 236.0
O R R A E e e R B Rt 1t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30677: Benzene, 1,4-bis(1-methylethyl)- R EEEE L
147.0 15.20 15.40 15.60 15.80
m/z 117 .05 16.39%
5000
119.0
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 14 1-Naphthalenecarboxylic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.24 4.64 ng 70610 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 90
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 62
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 50
4 Benzene. 1.3-bis(l-buten-3-vI-)- 186 C14H18 158117-62-5 50
5 1,4-Methanonaphthalen-9-ol, 1,2,... 160 C11H120 001198-20-5 47

Abundance Scan 2281 (16.238 min): BG020878.D (-2276) (-) m/z 131.05 100.00%

1311

5000

91
391 630771 16.00 16.20 16.40 16.60

0 m/z 176.05 62.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131.0
5000 91.0
51.0 115.0 16.00 16.20 16.40 16.60
270 ' .0 m/z 115.05 37.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
R EEEE L
16.00 16.20 16.40 16.60
5000 91.0 176.0 m/z 158.05 35.98%
115.0
51.0 77.0 158.0
o) RS T S Y T VMG 1A RS SR TS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20741: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 16.00 16.20 16.40 16.60
m/z 129.05 32.70%
5000
910 146.0
: 115.0
39.0
63.0 77.0
AN/ S | O N I oot
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.20 16.40 16.60

8270-BG021116.-M Fri Feb 12 16:32:24 2016 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 15 Nonane, 5-methyl-5-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.56 2.15 ng 32758 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-methvl-5-propvl- 184 C13H28 017312-75-3 72
2 Undecane. 5.7-dimethvl- 184 C13H28 017312-83-3 72
3 3-EthvIl-3-methvlheptane 142 C10H22 017302-01-1 59
4 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 50
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 50
Abundance Scan 2336 (16.561 min): BG020878.D (-2332) (-) m/z 57.15 100.00%
1
>0 /\MAJ»ﬁMvMuﬂﬂ\thWWﬁ/\«Aa
4 USRS I
148.1 1682 185.1 16.20 16.40 16.60 16.80
o} m/z 71.15 77 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45626: Nonane, 5-methyl-5-propyl-
71.0
43.0
5000 UM AR AL AR B
16,20 16.40 16.60 16.80
127.0 m/z 43.15 57 .94%
27,0 ‘ 99.0 “ 142.0
Oy e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
16.20 16.40 16.60 16.80
5000 1.0 m/z 85.10 53.26%
27.0 99.0 127.0
S L S S U WL SIS UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18463: 3-Ethyl-3-methylheptane N B e M
57.0 16.20 16.40 16.60 16.80
m/z 41.15 24 .93%
85.0
5000
41.0 113.0
ozeb\\‘mo S
m/z--> 20 40 60 80 100 120 140 160 180 200 16,20 16.40 16.60 16.80

8270-BG021116.-M Fri Feb 12 16:32:25 2016 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 16 Cyclododecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.38 14.69 ng 223650 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 C12H24 000294-62-2 81
2 Cvclopropane. nonvl- 168 C12H24 074663-85-7 74
3 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 58
4 1-Cvclohexvl-2-methvl-propn-2-en-... 152 C10H160 025183-82-8 55
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 52
Abundance Scan 2646 (18.382 min): BG020878.D (-2640) (-) m/z 55.15 100.00%
58.1
83.2
5000
111 LR B BN SURRE B
137.1165.1 194.1 236.2 18.00 18.20 18.40 18.60
o S B e BT m/z 69.15 89.27%
m/z--> 50 100 150 200 250 300 350
Abundance #34706: Cyclododecane
55.0
83.0
5000 AR R
111 0 18.00 18.20 18.40 18.60
oLl \\H .‘..
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
18.00 18.20 18.40 18.60
5000 83.0 m/z 41.15 55.97%
210 111.0
o "7 140.0168.0
m/z--> 50 100 150 200 250 300 350
Abundance #151535: 15-Tetracosenoic acid, methyl ester, (2)- R B B
55.0 18.00 18.20 18.40 18.60
m/z 97.10 49.84%
5000 83.0 AMM‘ﬁWNHmVMM*Nj\qd\ukhhfwvh~ﬂ
11
oLl ll 13501680 2070 349.0
mz-> 50 100 150 200 250 300 350 | | 18.00 18.20 18.40 1860

8270-BG021116.-M Fri Feb 12 16:32:26 2016
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 17 Cyclodecane, methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.42 7.70 ng 117289 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecane. methvl- 154 C11H22 013151-43-4 58
2 Cvclodecane 140 C10H20 000293-96-9 50
3 1-Dodecanol 186 C12H260 000112-53-8 50
4 1-Decene 140 C10H20 000872-05-9 50
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 43
Abundance Scan 2652 (18.418 min): BG020878.D (-2650) (-) m/z 55.15 100.00%
54.1
U BRI UL SURILN SR
1401 1661 1997 209.1 236.1 18.20 18.40 18.60 18.80
o ' m/z 69.15 59.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25837: Cyclodecane, methyl-
55.0
5000 83.0 e
18120 18:40 18.60 18.80
29.0 111.0 m/z 41.15 40.41%
0 H ‘ ‘ h ‘13701540
m/z--> 20 ' éo 80 160 120 140 160 180 200 220 240
Abundance
55.0
'~ 18.20 18.40 1860 18.80
5000 83.0 m/z 83.15 39.47%
27.0 111.0 140.0
Y [rrrrprrrryrrrTy Ty T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46860: 1-Dodecanol L T B
58.0 18.20 18.40 18.60 18.80
83.0 m/z 97.15 35.54%
5000{ g
1110
140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18120 18.40 18,60 18.80

8270-BG021116.-M Fri Feb 12 16:32:27 2016 Page: 18



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 18 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.49 7.51 ng 114276 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 2664 (18.488 min): BG020878.D (-2660) (-) m/z 73.05 100.00%
73.0
43.1
5000 129.1
2131 rrryrrrryrrrryrrrTrTrTTT
157.1 1851 256.1 1820 18.40 18.60 1880
o — m/z 60.15 79.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0
129.0 18.20 18.40 18.60 18.80
97.0 o 213.0 m/z 57.15  64.20%
.0 185.0
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl ||‘| RRSE |‘| . |‘| ST |“| ”2'353'(?'”" —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
18.20 18.40 18.60 18.80
5000 129.0 m/z 43.15 63.22%
970 199.0 242.0
157.0
0 1800
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid N B EE
73.0 18.20 18.40 18.60 18.80
43.0 m/z 55.15 50.52%
5000 129.0
185.0 228.0
97.0
I MM byl 166.0
OIIII\”‘I H \IIII\II\I\I |“|‘|||||||‘||‘|||||||‘|||||||||||||||| e e ——
miz--> 20 80 100 120 140 160 180 200 220 240 260 18 20 18 40 18. 60 18 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 19 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.02 50.71 ng 889248 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 53
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 49
4 As-Indacen-1(2H)-one. 3.6.7.8-te... 228 C16H200 055591-18-9 43
5 Naphthalene-2,6-dicarboxylic aci... 376 C24H2404 1000189-60-8 40
Abundance Scan 2925 (20.021 min): BG020878.D (-2918) (-) m/z 213.05 100.00%
218.1
5000
911 119.1 U SR IR I
65.1 . 165.1 19.80 20.00 20.20 20.40
0 ...3.9,.1...,....-,..J..',.-..~.|i...1.4,1..1..,....1?.5..1.,.. dasas  geLe 605 19, 16%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 IR SN SRR SO IR
19.80 20.00 20.20 20.40
119.0 m/z 228.05 16.47%
ok 39.0 650 gﬁo“ 141.0 165.0185 0 ‘
mz-> 20 45 60 80 100 150 150 1éo 180 200 220 240 260 280
Abundance
213.0
" 19.80 20.00 20.20 20.40
5000 m/z 214.05 15.44%
185.0
63.0 86.0 128.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64967: Carbanilic acid, p-phenyl-
213.0 19.80 20.00 20.20 20.40
m/z 91.10 9.11%
5000
167.0
0 51.0 770 980 1390 |
s 2 a1 10 16 150 185 20 250 2% 70 3 1980 20.00 20.20 20.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020878.D

Aca On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 20 Cyclotetradecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.51 2.26 ng 39672 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 97
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 1-Nonadecanol 284 C19H400 001454-84-8 91
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91

Abundance Scan 3178 (21.508 min): BG020878.D (-3174) (-) m/z 83.10 100.00%

5000

%

21.20 21.40 21.60 21.80
m/z 97.10 98.83%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53623: Cyclotetradecane
83.0

s

5000 LA L L L L L L L L L L
21.20 21.40 21.60 21.80
m/z 57.15 87.72%
139.0 168.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
R e o RAmEE
21.20 21.40 21.60 21.80
5000 1110 m/z 55.15  79.74%
29.0

139.0 1680  210.0 238.0 266.0 295.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester R ma
43.0 21.20 21.40 21.60 21.80
m/z 43.15 76.66%
69.0
5000
. d 1250 169.0 1950 224.0 2520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21 20 21. 40 21 60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG021116\
Data File : BG020878.D

Acq On : 12 Feb 2016 5:15

Operator : SJ/UM

Sample : H1420-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021116 .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... 3.33 5.2 ng 28340 1 8.27 110037 20.0
2-Pentanone, 4-hy... 5.32 4.8 ng 26382 1 8.27 110037 20.0
unknown? .80 7.80 88.1 ng 484855 1 8.27 110037 20.0
Hexanoic acid, 2-... 9.54 2.4 ng 12987 1 8.27 110037 20.0
unknown10.27 10.27 2.3 ng 27445 2 11.09 239016 20.0
unknown10.48 10.48 2.6 ng 31001 2 11.09 239016 20.0
2(1H)-Naphthaleno... 12.88 3.8 ng 45511 2 11.09 239016 20.0
unknownl12 .94 12.94 2.4 ng 28443 2 11.09 239016 20.0
unknownl4 .21 14.21 3.8 ng 57965 3 14.88 304161 20.0
unknownl14 .49 14.49 2.4 ng 36401 3 14.88 304161 20.0
Benzoic acid, 4-p... 15.45 5.4 ng 81656 3 14.88 304161 20.0
1-Naphthalenecarb... 16.24 4.6 ng 70610 3 14.88 304161 20.0
Nonane, 5-methyl-_... 16.56 2.1 ng 32758 4 17.62 304481 20.0
Cyclododecane 18.38 14.7 ng 223650 4 17.62 304481 20.0
Cyclodecane, methyl- 18.42 7.7 ng 117289 4 17.62 304481 20.0
n-Hexadecanoic acid 18.49 7.5 ng 114276 4 17.62 304481 20.0
Phenol, 4,4"-(1-m... 20.02 50.7 ng 889248 5 21.90 350720 20.0
Cyclotetradecane 21.51 2.3 ng 39672 5 21.90 350720 20.0
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