LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On = 15 Sep 2015 2:08

Operator : UM/1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF090115.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 height area % max. total

1.543 16 18 41 rBvV 136522 419581 79.86% 5.740%
4._.469 272 274 287 rBV 56266 123957 23.59% 1.696%
rBB 86085 205146 39.05% 2.807%
7.657 550 553 558 rBvV 87188 194119 36.95% 2.656%
7.749 5568 561 568 rvVB 133882 257182 48.95% 3.519%
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8.229 600 603 609 rBB 195186 301458 57.38% 4.124%
8.549 628 631 636 rBB 103897 170691 32.49% 2.335%
rBv 84182 142879 27.19% 1.955%
11.132 853 857 861 rBvV 259514 385773 73.43% 5.278%
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1 13.772 1084 1088 1091 rBV 165631 249261 47 .44% 3.410%
11 14.824 1178 1180 1186 rBV 17509 33434 6.36% 0.457%
12 15.270 1215 1219 1223 rBV 206246 375266 71.43% 5.134%
13 15.338 1223 1225 1227 rVB 4034 6669 1.27% 0.091%
14 16.664 1337 1341 1344 rBB 5199 7608 1.45% 0.104%
15 17.167 1382 1385 1390 rBB2 56767 97183 18.50% 1.330%
16 17.807 1438 1441 1447 rBB 7436 19861 3.78% 0.272%
17 18.779 1522 1526 1528 rBV 183131 342145 65.12% 4.681%
18 18.824 1528 1530 1533 rVV 68267 99763 18.99% 1.365%
19 18.893 1533 1536 1538 rVvVv 7113 11844 2.25% 0.162%
20 18.950 1538 1541 1544 rVB 15150 23765 4._.52% 0.325%
21 19.430 1581 1583 1586 rBV 6044 9256 1.76% 0.127%
22 19.922 1623 1626 1630 rBB 5295 10157 1.93% 0.139%
23 20.002 1631 1633 1636 rBB2 7476 11739 2.23% 0.161%
24 20.059 1636 1638 1641 rBB 8678 14450 2.75% 0.198%
25 20.219 1650 1652 1657 rVVv2 8630 22748 4_.33% 0.311%
26 20.299 1657 1659 1665 rVB2 5234 10239 1.95% 0.140%
27 20.516 1676 1678 1684 rBV2 2767 9684 1.84% 0.132%
28 20.756 1695 1699 1703 rVB2 10696 23329 4.44% 0.319%
29 20.870 1706 1709 1712 rBV 6045 10229 1.95% 0.140%
30 21.213 1736 1739 1741 rBV 5228 8745 1.66% 0.120%
31 21.259 1741 1743 1746 rBV2 2322 5516 1.05% 0.075%
32 21.316 1746 1748 1750 rVVv2 5670 6809 1.30% 0.093%
33 21.442 1756 1759 1762 rBV 232940 281793 53.63% 3.855%
34 21.556 1763 1769 1771 rBV 8397 15147 2.88% 0.207%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On = 15 Sep 2015 2:08

Operator : UM/1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.659 1776 1778 1782 rBV 3615 8803 1.68% 0.120%
36 21.785 1785 1789 1793 rVB 209191 315693 60.09% 4_.319%
37 21.910 1797 1800 1803 rBvV4 6550 13955 2.66% 0.191%
38 22.013 1806 1809 1810 rBV 8802 12840 2.44% 0.176%
39 22.036 1810 1811 1814 rVVv2 32666 36086 6.87% 0.494%
40 22.116 1816 1818 1820 rBVY 176307 187212 35.63% 2.561%
41 22.150 1820 1821 1824 rVB2 12257 17400 3.31% 0.238%
42 22.207 1824 1826 1828 rVB 4828 5535 1.05% 0.076%
43 22.265 1828 1831 1832 rBVY 8448 12397 2.36% 0.170%
44 22.310 1832 1835 1838 rVB 19524 32795 6.24% 0.449%
45 22.402 1841 1843 1844 rBVY 13904 15951 3.04% 0.218%
46 22.436 1844 1846 1847 rVV 15358 14557 2.77% 0.199%
47 22.470 1847 1849 1852 rVB2 10365 15228 2.90% 0.208%
48 22.550 1853 1856 1857 rBV 10636 11888 2.26% 0.163%
49 22.585 1857 1859 1861 rVB2 26553 28305 5.39% 0.387%
50 22.836 1877 1881 1882 rBV4 4751 10151 1.93% 0.139%
51 22.870 1882 1884 1888 rVB 7445 9867 1.88% 0.135%
52 22.950 1888 1891 1892 rBV 21582 37050 7.05% 0.507%
53 22.973 1892 1893 1894 rVV 23335 18392 3.50% 0.252%
54 22.996 1894 1895 1897 rVB 25634 27523 5.24% 0.377%
55 23.088 1901 1903 1905 rBV2 22547 30839 5.87% 0.422%
56 23.145 1905 1908 1910 rVB2 21294 39695 7.56% 0.543%
57 23.179 1910 1911 1913 rBV2 15788 18917 3.60% 0.259%
58 23.225 1913 1915 1917 rVB 34243 33981 6.47% 0.465%
59 23.293 1917 1921 1924 rBV 9454 18103 3.45% 0.248%

60 23.396 1924 1930 1931 rBV2 279544 525395 100.00% 7.188%

61 23.419 1931 1932 1934 rVB 175290 166692 31.73% 2.281%

62 23.465 1934 1936 1937 rVB2 5284 6145 1.17% 0.084%
63 23.499 1937 1939 1941 rBV 49709 54683 10.41% 0.748%
64 23.568 1941 1945 1946 rBV3 6711 10694 2.04% 0.146%
65 23.636 1949 1951 1953 rVB2 18180 21360 4_.07% 0.292%
66 23.682 1953 1955 1957 rBV2 19520 26766 5.09% 0.366%
67 23.728 1957 1959 1961 rVB 34530 45302 8.62% 0.620%
68 23.762 1961 1962 1964 rBV2 4618 6113 1.16% 0.084%
69 23.808 1964 1966 1967 rBV 10320 14523 2.76% 0.199%
70 23.842 1967 1969 1970 rBV 23989 25473 4._.85% 0.349%
71 23.876 1970 1972 1975 rVV3 10700 18983 3.61% 0.260%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On = 15 Sep 2015 2:08

Operator : UM/1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 23.945 1975 1978 1979 rVV3 9628 17927 3.41% 0.245%
73 23.979 1979 1981 1983 rVV3 14140 28256 5.38% 0.387%
74 24.025 1983 1985 1986 rVv2 8432 16642 3.17% 0.228%
75 24.048 1986 1987 1992 rVB2 45829 49378 9.40% 0.676%
76 24.185 1997 1999 2000 rBVZ2 11973 11281 2.15% 0.154%
77 24.356 2011 2014 2016 rBVZ2 49333 56760 10.80% 0.777%
78 24.413 2017 2019 2021 rVB3 11845 13129 2.50% 0.180%
79 24.493 2023 2026 2031 rBV 173503 329633 62.74% 4_.510%
80 24.653 2037 2040 2041 rBV 38038 57957 11.03% 0.793%

81 24.733 2045 2047 2049 rVvVv 103823 118660 22.58% 1.623%
82 24.779 2049 2051 2053 rVvVv 105172 125961 23.97% 1.723%
83 24.825 2053 2055 2062 rVvv2 157998 275022 52.35% 3.763%

84 24.928 2062 2064 2069 rVB 42431 62304 11.86% 0.852%
85 25.236 2089 2091 2095 rVvB 46591 64134 12.21% 0.877%
86 25.328 2097 2099 2102 rVB3 20930 34361 6.54% 0.470%
87 25.579 2119 2121 2124 rVV 27751 46023 8.76% 0.630%
88 25.625 2124 2125 2129 rVB2 16386 26936 5.13% 0.369%
89 25.888 2145 2148 2151 rVB 39236 65658 12.50% 0.898%
90 25.979 2154 2156 2159 rBvV2 13753 25349 4.82% 0.347%
91 26.185 2172 2174 2180 rVB 27060 50557 9.62% 0.692%
92 26.448 2195 2197 2201 rVvB2 15922 30679 5.84% 0.420%
Sum of corrected areas: 7309325
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On : 15 Sep 2015 2:08

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081622.D
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Abundance TIC: BF081622.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On : 15 Sep 2015 2:08

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.47 8.22 ng 123957 1,4-Dichlorobenzene-d4 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 2-Pentanone, 5-(acetyloxy)- 144 C7H1203 005185-97-7 9
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 274 (4.469 min): BF081622.D (-272) (-) m/z 43.10 100.00%
a3
59
5000
| 83 1?1 4.20 4.40 4.60 4.80
N e e m/z 59.10 53.41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN LR LN IR AR
59 420 440 460 4.80
m/z 58.10 15.07%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 480
5000 m/z 101.10 12 .95%
a1 101
15 31 53 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #19831: 2-Pentanone, 5-(acetyloxy)- b A Rma
43 420 4.40 4.60 4.80
m/z 41.10 9.32%
5000
58
| | | 71 \87 1(\)1
mz> 10 20 30 40 50 60 70 80 90 100 110 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On : 15 Sep 2015 2:08

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 unknown7.75 Concentration Rank 2

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

7.75 17.06 ng 257182 1,4-Dichlorobenzene-d4 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 25
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 561 (7.749 min): BF081622.D (-558) (-) m/z 132.10 100.00%
5000 68
© 6%l s P | T 750 780 b0
e bl A e e e el | mM/Z 68.10  44.06%
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 LI L I R
7.40 7.60 7.80 8.00
78 m/z 134.10 31.53%
Tewl
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 760 7.80 800
5000 m/z 66.10 31.51%
33 44 g7 105
51 60 70 78 g 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine R AVA e RRame o
132 7.40 7.60 7.80 8.00
m/z 69.10 18.35%
97
5000
70
31
L st % |7 e | 105 1e |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On : 15 Sep 2015 2:08

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 5 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .36 4.13 ng 56760 Perylene-d12 24 .82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Octadecane 254 C18H38 000593-45-3 64
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
4 Hexacosane 366 C26H54 000630-01-3 62
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 62
Abundance Scan 2014 (24.356 min): BF081622.D (-2011) (-) m/z 57.10 100.00%
57
43
5000

99 253
A Asmnne | m o SRERIRME o
- - 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73966: Hexadecane
43 57 ©1
5000 85 |||||||||||||||||||
24.00 24.20 24.40 24.60
- 9913 m/z 71.10 45 _.07%
127 226
as L enassieoso 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R e S
71 24.00 24.20 24.40 24.60
5000 g5 m/z 85.10 30.42%
29

99
113127141155169183197211225 39 254

mmﬁmrﬁwmwmm

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #91053: Pentadecane, 2,6,10-trimethyl- A AT o
57 24.00 24.20 24.40 24.60
m/z 55.10 23.48%
43
5000 n
85
2 99 113
Ly ‘ | ©1°127141155169183197211225239 254
SN N S MO AT G S o s ki i L A e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On : 15 Sep 2015 2:08

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 6 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .65 4.21 ng 57957 Perylene-d12 24 .82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Tetracontane 563 C40H82 004181-95-7 78
5 Nonadecane 268 C19H40 000629-92-5 74
Abundance Scan 2040 (24.653 min): BF081622.D (-2037) (-) m/z 57.10 100.00%
5
5000
© 155 259 "ol 24160 24,80 2500
m/z 43.10 66 .55%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane
57
5000 LRI BRI UL SUMIULE U
24.40 24.60 24.80 25.00
m/z 71.10 53.87%
25‘ | Md 141 183 225 267 309 380
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 600
Abundance
57
2440 2460 24.80 25.00
5000 m/z 85.10 40.33%

99
26 141 183 225 267 309 366

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R A BAR T e  S
57 24.40 24.60 24.80 25.00

m/z 55.10 22 _.43%

5000

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24. 40 24. 60 24. 80 25. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On : 15 Sep 2015 2:08

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .93 4.53 ng 62304 Perylene-d12 24 .82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Heptadecane 240 C17H36 000629-78-7 74
3 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 72
4 Tetradecane, l-i1odo- 324 C14H29l 019218-94-1 59
5 Pentacosane 352 C25H52 000629-99-2 59
Abundance Scan 2064 (24.928 min): BF081622.D (-2062) (-) m/z 57.10 100.00%
57
43
5000

24.60 24.80 25.00 25.20
m/z 43.10 61.52%

124139 162 1831975771225 241 559 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107655: Eicosane
57

71

43 85

5000 R
24 60 24. 80 25. OO 25.20

‘ ‘ 99 m/z 71.10 50.56%

113
%9 L H‘ ﬂ J 127141155169183197211225239253 282

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

57
43 AR RAARE
n 24.60 24.80 25.00 25.20

5000 85 m/z 85.10 30.47%

29 %
113127141 155169183197211 240

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

Abundance #82615: Hexadecane, 2-methyl- R R ma AR

57 24.60 24.80 25.00 25.20
71 m/z 55.10 25.95%

43 85
5000
113
127141
155 225
29 ‘ Jl | ‘ | 169183 | 211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24 60 24. 80 25. 00 25 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On : 15 Sep 2015 2:08

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 8 unknown25.24 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
25.24 4.66 ng 64134 Perylene-d12 24 .82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-i1odo- 310 C13H271 035599-77-0 38
2 Heptacosane 380 C27H56 000593-49-7 38
3 Hexatriacontane 507 C36H74 000630-06-8 38
4 Octacosane 394 C28H58 000630-02-4 38
5 Nonacosane 408 C29H60 000630-03-5 35
Abundance Scan 2091 (25.236 min): BF081622.D (-2089) (-) m/z 57.10 100.00%

5000

25.00 25.20 25.40 25.60
m/z 43.10 57.84%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #122578: Tridecane, 1-iodo-
57
5000 85 LA L L L L L L L L L
25.00 25.20 25.40 25.60
28 183 m/z 71.10 43 .50%
113
..Muw. e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
R e R R R s R
25.00 25.20 25.40 25.60
5000 a5 m/z 85.10 34.60%
29

113141169197 225253 281300337 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane R AN EEEa T S S
25.00 25.20 25.40 25.60

m/z 55.10 22 .68%

5000

113141169197 225253 281300337 379 421449477 506

T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On : 15 Sep 2015 2:08

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 9 unknown25.33 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.33 2.50 ng 34361 Perylene-di12 24.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 25
2 N-(3,4,5,6-Tetrahydro-1,3-thiazi... 192 C10H12N2S 003420-40-4 18
3 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 16
4 (7a-Isopropenyl-4,5-dimethylocta... 222 C15H260 1000187-02-9 16
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 16
Abundance Scan 2099 (25.328 min): BF081622.D (-2097) (-) m/z 191.20 100.00%
95 191 231
5000 81
a4 g 259 280 o
| ||| || v 25.00 25.20 25.40 25.60
e m/z 231.20 87.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78609: 2-(4a,8-Dimethyl-6-ox0-1,2,3,4,4a,5,6,8a-octahydro...
41 9 191

5000
25.00 25.20 25.40 25.60

m/z 95.10 82.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
R R EamEsmmaas
25.00 25.20 25.40 25.60
5000 m/z 81.10 50.74%
77 118 136 163
27 41 56 104 177

mrfmmmﬁwwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103116: Anthracene, 9-cyclohexyltetradecahydro- R R ma AR
25.00 25.20 25.40 25.60

m/z 192_.20 46.00%

5000

274
217232 259

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On : 15 Sep 2015 2:08

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 10 Pentadecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
25.58 3.35 ng 46023 Perylene-di12 24.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 50
2 Hexadecane 226 C16H34 000544-76-3 47
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 47
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 47
5 Eicosane 282 C20H42 000112-95-8 43

Abundance Scan 2121 (25.579 min): BF081622.D (-2119) (-) m/z 57.10 100.00%
57
P V\J\‘J\/\N\/\\
5000
99 B e e e )
13127 149 178 195,09 276 25.20 25.40 2560 25.80
m/z 43.10 57 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
43
5000 1 A BRI B UL R
2520 25.40 25.60 25.80
29 85 o m/z 71.10 45.08%
/ w‘ | | A f 1%31?7141155169183197211225239254
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R BRI BN BN UL B
71 25.20 25.40 25.60 25.80
5000 a5 m/z 85.10 32.45%
113127141155169183197 226
W@ﬁmrwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99487: Octadecane, 2-methyl- R e R AR B
43 57 25.20 25.40 25.60 25.80
- m/z 55.10 25.07%
5000 85
29 9113 225
O 1eTanss109183107 283
m/z--> 20 Jo éo 80 100 150 150 1éo 180 200 220 240 260 280 2520 25.40 25.60 25.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On : 15 Sep 2015 2:08

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 11 unknown26.45 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.45 2.23 ng 30679 Perylene-di12 24.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H23lI 004282-44-4 43
2 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 38
3 Octadecane, 1-iodo- 380 C18H371 000629-93-6 38
4 Tetradecane, 6,9-dimethyl- 226 Cl16H34 055045-13-1 37
5 1-Decanol, 2,2-dimethyl- 186 C12H260 002370-15-2 37
Abundance Scan 2197 (26.448 min): BF081622.D (-2195) (-) m/z 57.10 100.00%
| )\M\/\\J\/\/\WV
5000 85
4
155 LRI S BRI BN B
|| a1 173 192 209 290 26.|20 26.I40 26.|60 26.|80
Frrpreepee m/z 43.10 66.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107007: 1-lodoundecane
43 57
5000 85 LRI S BULRUL BN B
%m%m%m%m
) m/z 71.10 42.72%
W Wl | 113128 1‘ 169 197 225 282
m/z--> ﬁo Jo eb 85 160 150 150 1éo 180 200 220 240 2éo 2éo !
Abundance
57
43 26,20 26,40 26.60 26.80
5000 m/z 85.10 40.28%

85

113 141156 183 211 o4
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

?

Abundance #151357: Octadecane, 1-iodo- R AR RRRES T
43 57 26.20 26.40 26.60 26.80
m/z 41.10 26.21%
5000 85
2
[aJ | [ M1 195160 197 253
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 26. 20 26. 40 26 60 26. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081622.D

Acq On = 15 Sep 2015 2:08

Operator : UM/1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
2-Pentanone, 4-hy... 4.47 8.2 ng 123957 1 8.23 301458 20.0
unknown7 .75 7.75 17.1 ng 257182 1 8.23 301458 20.0
Hexadecane 24 .36 4.1 ng 56760 6 24.82 275022 20.0
Heptacosane 24 .65 4.2 ng 57957 6 24.82 275022 20.0
Eicosane 24 .93 4.5 ng 62304 6 24.82 275022 20.0
unknown25.24 25.24 4.7 ng 64134 6 24.82 275022 20.0
unknown25.33 25.33 2.5 ng 34361 6 24.82 275022 20.0
Pentadecane, 2,6,... 25.58 3.4 ng 46023 6 24.82 275022 20.0
unknown26 .45 26.45 2.2 ng 30679 6 24.82 275022 20.0
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