LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020964.D

Aca On : 19 Feb 2016 9:33

Operator : SJ/UM

Sample : H1453-16 20X

Misc :

ALS Vial : 27 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 3.093 38 43 52 rvB 48863 70177 17.67% 2.340%
2 3.240 64 68 76 rvB 9068 15648 3.94% 0.522%
3 5.789 496 502 509 rvB 13981 21897 5.51% 0.730%
4 5.860 509 514 517 rBV2 2421 4243 1.07% 0.141%
5 7.393 770 775 784 rBV 17781 30630 7.71% 1.021%
6 7.781 836 841 848 rVB 15892 25995 6.55% 0.867%
7 7.892 856 860 865 rVB 2945 4690 1.18% 0.156%
8 8.257 912 922 929 rVB 84817 143938 36.25% 4 .800%
9 8.586 972 978 983 rVB 13171 21518 5.42% 0.718%
10 9.367 1102 1111 1115 rBvV2 6005 11499 2.90% 0.383%
11 9.426 1115 1121 1126 rBV 9724 17817 4._.49% 0.594%
12 9.890 1196 1200 1205 rVB3 3385 5287 1.33% 0.176%
13 10.254 1258 1262 1267 rBvV3 4275 6378 1.61% 0.213%
14 10.477 1293 1300 1304 rBvV5 4053 7182 1.81% 0.239%
15 11.082 1390 1403 1413 rBvV 142074 267187 67.29% 8.910%
16 11.217 1421 1426 1431 rVB5 7334 13151 3.31% 0.439%
17 11.282 1431 1437 1444 rBV5 3664 8191 2.06% 0.273%
18 11.564 1481 1485 1491 rVB2 6867 11732 2.95% 0.391%
19 11.764 1517 1519 1525 rVB5 2674 4252 1.07% 0.142%
20 12.075 1564 1572 1575 rBV2 8317 13790 3.47% 0.460%
21 12.116 1575 1579 1583 rVV3 7657 10980 2.77% 0.366%
22 12.163 1583 1587 1592 rVB4 4220 6719 1.69% 0.224%
23 12.257 1597 1603 1608 rVB5 6030 10954 2.76% 0.365%
24 12.339 1608 1617 1622 rBV6 8255 17097 4_.31% 0.570%
25 12.721 1677 1682 1688 rVB3 4950 8280 2.09% 0.276%
26 12.792 1688 1694 1695 rBV4 3839 6217 1.57% 0.207%
27 12.868 1703 1707 1712 rBV7 2843 6195 1.56% 0.207%
28 12.933 1714 1718 1723 rVB2 4182 7131 1.80% 0.238%
29 13.091 1738 1745 1751 rBV7 6725 15990 4_.03% 0.533%
30 13.332 1781 1786 1790 rVB5 6525 10188 2.57% 0.340%
31 13.397 1792 1797 1806 rVB3 13575 22156 5.58% 0.739%
32 13.497 1809 1814 1820 rVB 39281 58900 14.83% 1.964%
33 13.685 1836 1846 1853 rBVS 10158 26224 6.60% 0.874%
34 14.037 1901 1906 1909 rBV5 6592 12295 3.10% 0.410%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020964.D

Aca On : 19 Feb 2016 9:33

Operator : SJ/UM

Sample : H1453-16 20X

Misc :

ALS Vial : 27 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 14.190 1928 1932 1936 rVB2 9338 14112 3.55% 0.471%
36 14.249 1938 1942 1946 rVB3 9275 13282 3.34% 0.443%
37 14.296 1946 1950 1952 rBV2 10722 15764 3.97% 0.526%
38 14.331 1953 1956 1960 rVB2 17284 21289 5.36% 0.710%
39 14.619 1998 2005 2009 rBV7 10857 22534 5.68% 0.751%
40 14.701 2015 2019 2025 rVB4 12388 17818 4._.49% 0.594%
41 14.871 2035 2048 2058 rBV2 226626 388941 97.95% 12.970%
42 15.077 2079 2083 2090 rVB7 7597 14037 3.54% 0.468%
43 15.253 2108 2113 2118 rVB7 8346 16178 4_.07% 0.539%
44 15.335 2124 2127 2135 rVB5 7019 15011 3.78% 0.501%
45 15.476 2146 2151 2155 rBV5 10138 19224 4._.84% 0.641%
46 15.523 2156 2159 2165 rVB4 7123 11214 2.82% 0.374%
47 15.647 2174 2180 2185 rBV9 12841 30388 7.65% 1.013%
48 15.893 2220 2222 2229 rBV6 4508 8117 2.04% 0.271%
49 16.087 2251 2255 2264 rVB4 18168 35333 8.90% 1.178%
50 16.346 2295 2299 2307 rVB2 20105 28268 7.12% 0.943%
51 16.569 2332 2337 2342 rVB3 33424 50538 12.73% 1.685%
52 16.710 2357 2361 2365 rBV7 6809 11386 2.87% 0.380%
53 17.385 2471 2476 2481 rVB 25082 34448 8.68% 1.149%
54 17.609 2506 2514 2526 rVB 234315 367259 92.49% 12.247%
55 17.791 2540 2545 2548 rBV6 7622 14433 3.63% 0.481%
56 17.867 2556 2558 2560 rBV3 5154 4247 1.07% 0.142%
57 18.654 2688 2692 2697 rBVS8 6459 10839 2.73% 0.361%
58 18.701 2697 2700 2706 rVBS8 7330 12905 3.25% 0.430%
59 19.371 2811 2814 2818 rVB3 8259 13475 3.39% 0.449%
60 19.424 2818 2823 2827 rBV7 6002 11709 2.95% 0.390%
61 19.859 2895 2897 2902 rVB4 8143 9524 2.40% 0.318%
62 20.000 2918 2921 2925 rVB3 6173 6492 1.63% 0.216%
63 20.182 2948 2952 2957 rVB 55397 69945 17.62% 2.332%

64 21.879 3234 3241 3249 rBV 228224 397072 100.00% 13.241%
65 25.251 3805 3815 3826 rVB 134479 388503 97.84% 12.955%

Sum of corrected areas: 2998813
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020964.D

Aca On : 19 Feb 2016 9:33

Operator : SJ/UM

Sample : H1453-16 20X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance
250000

TIC: BG020964.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020964.D

Aca On : 19 Feb 2016 9:33

Operator : SJ/UM

Sample : H1453-16 20X

Misc :

ALS Vial : 27 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 1 unknown3.09 Concentration Rank 1

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

3.09 9.75 ng 70177 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 1.3-Dioxolane. 2-pentadecvl- 284 C18H3602 004360-57-0 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 42 (3.087 min): BG020964.D (-38) (-) m/z 73.15 100.00%
7B
5000 43
& A U L I
58 3.00 320 3.40
OH'WH'Jhﬂl““V'“P'HVH'V“W'“W“'W“'W“'WH”l“”w" m/z 43.15 34.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000 43 1300 320 340
89 m/z 89.15 26.43%
15 29
ol 58 104
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 DAL L I
3.00 320 3.40
5000 m/z 41.15 8.17%
29
o 15 58 89103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108860: 1,3-Dioxolane, 2-pentadecyl- . ol e
73 3.00 320 3.40

m/z 45.15 5.74%

5000

0 20 43 58 | 99 115 137152167183197 222 240256 283
T A A L S -

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.00

I
3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020964.D

Aca On : 19 Feb 2016 9:33

Operator : SJ/UM

Sample : H1453-16 20X

Misc :

ALS Vial : 27 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 3 unknown7.78 Concentration Rank 2

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

7.78 3.61 ng 25995 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 30
2 2-Propvn-1-amine. N-methvl- 69 C4H7N 035161-71-8 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 841 (7.781 min): BG020964.D (-836) (-) m/z 132.05 100.00%
132
5000 68
2 s || 5 g a0 7.40 7.60 7.80 8.00 8.20
Ol ettt e 88 Ll Tm/z 68.15  38.41%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 L BARRERAREE AR LR L
a1 o7 7.40 7.60 7.80 8.00 8.20
53 - 117 m/z 134.05 36.64%
0 ,|,,,,|§4,|,,,,|”,,69,,,,Imlmff?wl}gﬁll,,,|1,2f},|m ~
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
28 39 68
7.40 7.60 7.80 8.00 820
5000 m/z 66.05 20.05%
52
O T T T T e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e
132 7.40 7.60 7.80 8.00 8.20
o7 m/z 69.05 14 .06%
5000 0
31 52
. MO0 | 7es | 105 16
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020964.D

Aca On : 19 Feb 2016 9:33

Operator : SJ/UM

Sample : H1453-16 20X

Misc :

ALS Vial : 27 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 5 Pentadecane, 2,6,10,14-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.57 2.75 ng 50538 Phenanthrene-d10 17.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 86
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
3 Tetradecane 198 C14H30 000629-59-4 58
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 58
5 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 53

Abundance Scan 2337 (16.569 min): BG020964.D (-2332) (-) m/z 57.15 100.00%

57 71

5000
85
113 I LI o e o e e
169183 T T T T
W17 g 108 16.20 16.40 16.60 16.80
0 m/z 71.15 87.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99493: Pentadecane, 2,6,10,14-tetramethyl-
57
43 n
5000 LA L L L L LB L

16.20 16.40 16.60 16.80

’ 8599”3 m/z 43.15  44.70%
ob ‘ ‘ I \ 127141155169 1197211 225239253 268
el b LT RO9 ) 197211225239253 268
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 .
S
43 16.20 16.40 16.60 16.80
5000 o m/z 85.15 36.18%
29 99 113757

141155169183197 1 1 55939253267 282

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55009: Tetradecane N B o
57 16.20 16.40 16.60 16.80
43 m/z 55.15  20.93%
71
5000 o
29
‘ 99 113197 198
T SO P O e L e N N
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1620 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021816\
Data File : BG020964.D

Acq On : 19 Feb 2016 9:33

Operator : SJ/UM

Sample : H1453-16 20X

Misc :

ALS Vial : 27 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .09 3.09 9.8 ng 70177 1 8.26 143938 20.0
unknown7 .78 7.78 3.6 ng 25995 1 8.26 143938 20.0
Pentadecane, 2,6,... 16.57 2.8 ng 50538 4 17.61 367259 20.0
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