LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 1.462 8 11 16 rVB 4069 9943 1.25% 0.118%
2 1.543 16 18 48 rVB 239914 797201 100.00% 9.441%
3 4.446 270 272 287 rBY 63263 138077 17.32% 1.635%
4 5.349 349 351 366 rBB 94926 213583 26.79% 2.530%
5 7.657 550 553 558 rBvY 72805 197877 24.82% 2.344%
6 7.737 558 560 571 rvVB 130722 274813 34.47% 3.255%
7 8.206 598 601 606 rBB 200789 313048 39.27% 3.708%
8 8.526 626 629 635 rBB 111988 177867 22.31% 2.107%
9 9.498 711 714 722 rBY 90174 153070 19.20% 1.813%
10 11.109 851 855 859 rBvY 255210 395244 49.58%  4.681%
11 13.749 1082 1086 1089 rBV 167968 250675 31.44% 2.969%
12 14.801 1176 1178 1182 rBV 21095 36112 4_53% 0.428%
13 15.247 1213 1217 1221 rBV 227007 393391 49.35%  4.659%
14 16.641 1335 1339 1342 rBB 5827 9601 1.20% 0.114%

15 17.144 1380 1383 1388 rBB 68923 126011 15.81% 1.492%

16 17.784 1436 1439 1446 rVB2 6949 21306 2.67% 0.252%
17 18.744 1520 1523 1526 rBV 211126 388670 48.75% 4.603%
18 18.801 1526 1528 1531 rVV 73462 110827 13.90% 1.313%

19 18.870 1531 1534 1536 rVV 6932 13636 1.71% 0.161%
20 18.927 1536 1539 1544 rVB 15416 28973 3.63% 0.343%
21 19.407 1578 1581 1587 rBV 7239 13902 1.74% 0.165%
22 19.910 1620 1625 1629 rBV 5736 12404 1.56% 0.147%
23 19.979 1629 1631 1634 rVV 9838 15790 1.98% 0.187%
24 20.036 1634 1636 1639 rVvVv 10527 17960 2.25% 0.213%
25 20.196 1647 1650 1654 rVv2 12323 29939 3.76% 0.355%
26 20.276 1654 1657 1663 rVB3 7000 15008 1.88% 0.178%
27 20.504 1670 1677 1685 rBV 15328 41841 5.25% 0.496%
28 20.744 1693 1698 1700 rVB2 15189 31752 3.98% 0.376%
29 20.847 1704 1707 1710 rBV 6258 9626 1.21% 0.114%
30 21.190 1734 1737 1739 rBV2 8033 13820 1.73% 0.164%
31 21.304 1744 1747 1748 rVV2 8073 13016 1.63% 0.154%
32 21.419 1754 1757 1760 rVvVv 239659 353049 44 .29%% 4.181%
33 21.544 1763 1768 1770 rBV 10754 20104 2.52% 0.238%

34 21.773 1785 1788 1792 rBV 293122 371878 46.65% 4._.404%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 21.899 1795 1799 1802 rBV2 13731 31655 3.97% 0.375%
36 22.025 1806 1810 1814 rBV2 46088 72418 9.08% 0.858%
37 22.105 1814 1817 1819 rBV 172168 229992 28.85% 2.724%
38 22.139 1819 1820 1823 rVB 21113 24272 3.04% 0.287%
39 22.196 1823 1825 1827 rVB 5144 8612 1.08% 0.102%
40 22.287 1827 1833 1836 rBV2 24901 65548 8.22% 0.776%
41 22.379 1839 1841 1843 rBVY 16523 25217 3.16% 0.299%
42 22.425 1843 1845 1846 rVV 13714 20649 2.59% 0.245%
43 22.447 1846 1847 1849 rVVv2 11491 14006 1.76% 0.166%
44 22.539 1852 1855 1856 rVv2 13863 15837 1.99% 0.188%
45 22.573 1856 1858 1860 rVB 35997 40426 5.07% 0.479%
46 22.607 1860 1861 1864 rBV3 4999 10370 1.30% 0.123%
47 22.813 1876 1879 1880 rBV3 4539 8943 1.12% 0.106%
48 22.859 1882 1883 1886 rVB 10319 9779 1.23% 0.116%
49 22.950 1888 1891 1893 rVVv2 26494 70112 8.79% 0.830%
50 22.985 1893 1894 1896 rVvVv 38134 34480 4_.33% 0.408%
51 23.076 1900 1902 1904 rVVv2 29637 40970 5.14% 0.485%
52 23.122 1904 1906 1908 rVB2 21519 39789 4._.99% 0.471%
53 23.168 1908 1910 1912 rBV2 20009 23981 3.01% 0.284%
54 23.213 1912 1914 1917 rBV 35672 44632 5.60% 0.529%
55 23.282 1918 1920 1922 rBV 6547 8423 1.06% 0.100%

56 23.373 1923 1928 1930 rBV3 321984 573362 71.92% 6.790%
57 23.408 1930 1931 1933 rVV 198468 159616 20.02% 1.890%

58 23.488 1936 1938 1940 rVB 63327 60701 7.61% 0.719%
59 23.556 1942 1944 1945 rBV2 10337 18542 2.33% 0.220%
60 23.613 1948 1949 1951 rVB2 15737 21030 2.64% 0.249%
61 23.670 1951 1954 1956 rBV3 17145 33662 4.22% 0.399%
62 23.716 1956 1958 1960 rVB 37375 53948 6.77% 0.639%
63 23.830 1966 1968 1969 rVB 21913 20136 2.53% 0.238%
64 23.865 1969 1971 1975 rBV2 12072 28279 3.55% 0.335%
65 24.036 1984 1986 1989 rVB2 49838 55736 6.99% 0.660%
66 24.173 1996 1998 1999 rBV 15127 20613 2.59% 0.244%
67 24.345 2011 2013 2016 rVB2 50092 51150 6.42% 0.606%
68 24.402 2016 2018 2019 rBV 15775 17498 2.19% 0.207%
69 24.482 2022 2025 2029 rBV 170240 332046 41.65% 3.933%
70 24.642 2036 2039 2040 rBV 45365 73290 9.19% 0.868%

71 24.722 2043 2046 2048 rVvVv 112257 141647 17.77% 1.678%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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
Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 24.768 2048 2050 2052 rvVv 142160 151012 18.94% 1.788%
73 24.813 2052 2054 2061 rvv2 225070 320882 40.25% 3.800%

74 24.916 2061 2063 2065 rvVv 39871 52585 6.60% 0.623%
75 25.225 2087 2090 2093 rVB2 46939 73311 9.20% 0.868%
76 25.568 2118 2120 2122 rBV2 36212 50107 6.29% 0.593%
77 25.613 2122 2124 2127 rVB3 19359 26409 3.31% 0.313%
78 25.865 2143 2146 2149 rBV 61625 95942 12.03% 1.136%
79 26.174 2170 2173 2175 rBV 42856 72719 9.12% 0.861%
80 26.436 2193 2196 2200 rVB 21004 45143 5.66% 0.535%
81 26.974 2241 2243 2250 rVB6 18932 44144 5.54% 0.523%
Sum of corrected areas: 8443635
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF091515\

BF081632.D

15 Sep 2015 16:38

umsiz

G3597-14 5X

9 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
350000

300000

1.54

250000

200000

150000

100000

50000

1.46

TIC: BF081632.D

8.21

7.74

5.35
4.45

8.

53
9.50

0

Time--> 150

2.00 250

300 350 400 450 500 550 6.00 650 700 750 8.00

8.50

9.00

9.50 10.00

Abundance
350000

300000

250000

200000

150000

100000

50000

0

TIC: BF081632.D

11.11
15.25

13.75

17.14

14.80
16.64

A
T T

18.74

3.80

17.78

AN
T T T

Time-->

10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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350000

300000

250000

200000

150000

100000

50000

0

19.41 1%

TIC: BF081632.D

23137 2481

21.77

24.48,

21.42
41 24.

22.10

.9225.22
2557286

24 2561| 261

24.04
3.49 2.
3 4.1
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&

22.02

/ 54121

2620504 50121

7

26.44
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Time-->

19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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.

4.45 8.82 ng 138077 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 272 (4.446 min): BF081632.D (-270) (-) m/z 43.10 100.00%
a3
59 s
5000
| a3 wl 420 4.40 4.60 4.80
o) SEESEEEESESEISERT SO | RNMSERASSISMBAL-SMSSSUS M m/z 59.10 54.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN RS RN RN
59 420 440 460 4.80
m/z 58.10 14 .45%
15 31 101
0 \ 25,7 37 53, 83
miz--> A S D A N T
Abundance
59
420 440 460 480
5000 m/z 101.10 13.96%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R  EAmmmad s
59 420 440 4.60 4.80

m/z 41.10 9.35%

5000 41
31
‘ 69 &7
15 M‘ Ll sl | %

m/z--> 10 20 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 unknown7.74 Concentration Rank 2

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

7.74 17.56 ng 274813 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 560 (7.737 min): BF081632.D (-558) (-) m/z 132.10 100.00%
132
5000 68 /\
6 A L L U L I
47 61 ‘| 104 7.40 7.60 7.80 8.00
0 ..,....,....,...!,“.'... " ",..':-.,....,....,.'!..,....,....,'...,.. m/z 68.10 49.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A L LA U L I
7.40 7.60 7.80 8.00
21 70 m/z 134.10 34 .64%
. ;s 8 7 8 | 105 116
mz> 15 % 3 40 0 60 70 8 % 100 110 150 130 140
Abundance
132
7.40 7.60 7.80 8.00
5000 m/z 66.05 32.01%
33 44 o g7 105
0 51 60 8 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methyl- B e e R a]
132 7.40 7.60 7.80 8.00
m/z 69.10 19.25%
5000
o5 2 3 g § 7 92 1wy,
m/z--> 10 20 30 40 50 60 70 85 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 unknown20.50 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.50 2.15 ng 41841 Phenanthrene-d10 18.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid, 4-methyl- 116 C6H1202 000646-07-1 32
2 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 27
3 1-Nonadecanol 284 C19H400 001454-84-8 22
4 1-Hexacosanol 382 C26H540 000506-52-5 22
5 1-Tetracosanol 354 C24H500 000506-51-4 22
Abundance Scan 1677 (20.504 min): BF081632.D (-1670) (-) m/z 43.10 100.00%

43 57 73
5000
129

97
| |‘|‘ ‘|| 20.20 20.40 20.60 20.80
R A ””IH”I”H'””'””'””'””'””I””I””P'”P" m/z 57.10 95.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7888: Pentanoic acid, 4-methyl-
57
43 74

5000 ..................
20. 20 20 40 20 60 20 80

21 m/z 55.05 88.73%

0 1015
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57

20.20 20 40 20 60 20.80

5000 m/z 73.10 85.35%
71

97

111
21 125139154168182196 224 252

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108957: 1-Nonadecanol R EAERmEEE L
4 20.20 20.40 20.60 20.80
57 m/z 60.10 83.10%
5000
2
o 13“w | 125140154168182196210224238252266281
A3l il S N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 Hexadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
22.02 2.53 ng 72418 Chrysene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 62
2 Ampyrone 203 C11H13N30 000083-07-8 47
3 n-Butyl laurate 256 C16H3202 000106-18-3 38
4 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 35
5 Dodecanoic acid tert-butyl ester 256 C16H3202 007143-18-2 32

Abundance Scan 1810 (22.025 min): BF081632.D (-1806) (-) m/z 56.10 100.00%
5p
203
5000

220 239 257 21.80 22.00 22.20 22.40
m/z 203.10 57 .98%

T ..

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

o

Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 "----|----|/\----|----|--
41 21.80 22.00 22.20 22.40
m/z 57.10 56.52%
0 2 1l ‘ H J bl 157 165 213 | \‘ 283 312
e RARAns .”q.”w.“q.”q.”..“..”..”..“..”..”..”q.”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
T T T
8 21.80 22.00 22.20 22.40
5000 4 m/z 43.10 44.35%
203
0 104 121 147 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92222: n-Butyl laurate R BAREE RS
56 21.80 22.00 22.20 22.40
m/z 41.10 36.25%
41
5000 201
73 183
‘ \ 129 157 256
ob 28 AL b M“..? ..‘..,....‘ SPR TN 1  — N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21. 80 22. OO 22. 20 22. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 7 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.29 2.29 ng 65548 Chrysene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
Abundance Scan 1833 (22.287 min): BF081632.D (-1827) (-) m/z 216.10 100.00%
216
5000 M /\/\
moss 1 1 163 189 23 22,00 'z'z 20 2240 22.60
of m/z 215.10 87 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67023: Pyrene, 1-methyl-
216
5000
22.00 22.20 22.40 22.60
95 m/z 213.10 23.27%
108 189
oL14 27 50 63 82 | " 122134 150163175 | 201 h\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
22.00 22.20 22.40 22.60
5000 m/z 217.20 21.89%
g4 107 189
0 =L o - .7 4% S VL horadl | M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67037: Fluoranthene, 2-methyl-
216 22.00 22.20 22.40 22.60
m/z 107 .30 13.93%
5000
108 189
oL 2739 6274 95 [ 129134 1501631767202 |
m/z--> 20 40 60 80 100 120 140 160 1éo 260 220 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 11H-Benzo[a]fluoren-11-one Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.95 2.45 ng 70112 Chrysene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 96
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 87
3 Dibenzo[c,h][2,6]naphthyridine 230 C16H10N2 000218-30-4 59
4 (BE)-.alpha.,.alpha."-Dicyanostil... 230 C16H10N2 002450-55-7 53
5 Naphthalene, 2-styryl- 230 C18H14 002039-70-5 52

Abundance Scan 1891 (22.950 min): BF081632.D (-1888) (-) " m/z 230.10 100.00%
230
5000
202
101
395163 8877115 150163175 g0 || 215 | 246 22.60 22.80 23.00 23.20
0 m/z 202.10 30.17%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76451: 11H-Benzo[a]fluoren-11-one
230
5000
22.60 22.80 23.00 23.20
88 200 m/z 200.10 25.79%
33 50 63 75 | | 115 134 150165174 1g7 ‘H 215
mz-> 20 46 éo 80 160 150 140 160 1é0 200 220 240
Abundance
230
22,60 22.80 23.00 23.20
5000 m/z 231.10 19.92%
202
101
ol 27 39 51 63 75 88 115127 150162174187
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76427: Dibenzo[c,h][2,6]naphthyridine
230 22.60 22.80 23.00 23.20
m/z 201.10 16.43%
5000
202
160 (% 189 ||
R L S I B A B S B WA BN SRR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 Disulfide, di-tert-dodecyl Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .34 3.19 ng 51150 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 64
2 Octadecane, 1-iodo- 380 C18H371 000629-93-6 64
3 Tetratriacontane 479 C34H70 014167-59-0 64
4 Heptadecane 240 C17H36 000629-78-7 58
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 53
Abundance Scan 2013 (24.345 min): BF081632.D (-2011) (-) m/z 57.10 100.00%
5000
253 100 9490 24 40 2460
126 154 183 24.00 24.20 24.40 24.60
ol z8 m/z 43.10 61.38%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #156987: Disulfide, di-tert-dodecy!
57
5000 85 L LN SR UL SRR
24.00 24.20 24.40 24.60
29 ”3 169 m/z 71.10 44 .91%
ob \h d 189, | 205234 374402
T I NN DALY UL BRI UURLL L SN
mz-> 0 50 150 200 250 300 350 400 450
Abundance
57
o 24,00 24.20 24.40 24.60
5000 m/z 85.10 37.31%
29 13 253
0 141169 197 yo5 380
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #167077: Tetratriacontane R A REaEE
57 24.00 24.20 24.40 24.60
m/z 41.10 24 _.24%
5000 85
13141
o %9 i ﬁ | JJ1?9}97225253281309337365393421449478
mz-> 0 50 100 150 200 250 300 350 400 450 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .64 4.57 ng 73290 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 78
2 Nonadecane 268 C19H40 000629-92-5 64
3 Heptadecane 240 C17H36 000629-78-7 60
4 Hexadecane 226 C16H34 000544-76-3 55
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 49
Abundance Scan 2039 (24.642 min): BF081632.D (-2036) (-) m/z 57.10 100.00%
57
5000

10 127 156 176192 218 243 268 290 326 24.40 24.60 24.80 25.00

0! m/z 43.10 62.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64571: Pentadecane
57
5000 LA B L L L L L L
4 85 24.40 24.60 24.80 25.00
m/z 71.10 51.72%
0 18 \‘ \ \‘ A ‘ 1:!-3 L 141 169 212
uqu”p”qunpu.”u.”.””.u.u”.”.””.”.”u.”.”upu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
e e AR ERmaE e
24.40 24.60 24.80 25.00
5000 85 m/z 85.10 34.27%
41
o 28 113 141 169 197 225 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82607: Heptadecane e RARREEE RS
57 24.40 24.60 24.80 25.00
m/z 41.10 21.81%
5000 4 85

OHWJHﬂHL””.”.””.m.””.”.””.”.””u”.”“.”.uupu. MM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 24 40 24 60 24. 80 25 00

oy M8 141 169 195 240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 11 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .92 3.28 ng 52585 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 83
3 Heptadecane 240 C17H36 000629-78-7 81
4 Eicosane, 3-methyl- 296 C21H44 006418-46-8 64
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 64
Abundance Scan 2063 (24.916 min): BF081632.D (-2061) (-) m/z 57.10 100.00%
57
43
5000 71

5 241 5gg282 24.60 24.80 25.00 25.20

9113127141156 181 20722

0! m/z 43.10 64 .84%
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107653: Eicosane
43 57
71
5000 85 LI L L L L LB L LB |
- 24.60 24.80 25.00 25.20
% m/z 71.10 44 . 42%
o1 ‘ | 118127141155169183197211225239253267 262
UM TN MNP NS A S s N A
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIII
1 24.60 24.80 25.00 25.20
5000 85 m/z 85.10  33.94%
29

99
113127141155169183197211225039 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane B RAmEE R B
57 24.60 24.80 25.00 25.20
43 m/z 55.10 26.96%
71
5000 85
29 99
0 \‘ J h H Il A 1%3127141155169183197211 240
A B B S SR R aas Ra s B A RAREE BE S
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\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 12 unknown25.22 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

25.22 4.57 ng 73311 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 43
2 Pentadecane 212 C15H32 000629-62-9 43
3 Heptacosane 380 C27H56 000593-49-7 43
4 Hexadecane 226 C16H34 000544-76-3 43
5 Heptadecane 240 C17H36 000629-78-7 43
Abundance Scan 2090 (25.225 min): BF081632.D (-2087) (-) m/z 57.10 100.00%

57
85
13 i 0 2570 2540 250
1411601g1200 231 287

o....|,.~l..-*.-|,-.-~:.--,~~:.1?1.-.'.-.'.-,--.u.--.-.,....,.... m/z 43.10 68.60%

m/z--> 50 100 150 200 250 300 350
Abundance #55007: Tetradecane
57

5000 85 LA L L L L L L LB
25.00 25.20 25.40 25.60
- m/z 71.10 49.20%
miz--> 50 100 150 200 250 300 350
Abundance
57
e
25.00 25.20 25.40 25.60
5000 o m/z 85.10 33.56%
29
o 113 141 169 212
o T e L T TR
miz--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane R B EREE R
57 25.00 25.20 25.40 25.60
m/z 55.10 25.08%
5000
85
29
o || (113 141 169 197 225 253 281 323 351 380
i ....,. o e
mz--> 50 100 150 200 250 300 350 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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 13 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.57 3.12 ng 50107 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 70
2 Octacosane 394 C28H58 000630-02-4 55
3 Hexadecane 226 C16H34 000544-76-3 55
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 49
5 Hexatriacontane 507 C36H74 000630-06-8 49
Abundance Scan 2120 (25.568 min): BF081632.D (-2118) (-) m/z 57.10 100.00%
5000
85
| 13 g 107 Ploso 284 25130 75140 2560 2580
ol T P m/z 43.10 63.08%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 L S B U AR B
85 %m%m%m%m
29 m/z 71.10 49 .26%
o J‘L |y 18 141169 282
m/z--> 55 160 150 260 250 360 3éo
Abundance
57
25,20 25.40 25.60 25.80
5000 g5 m/z 85.10 34.62%
29
. 113 141 169 197 225 253 281 309 337 365 394 VVVA\VNwa&]\ﬂANN\JHJAVW
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #73968: Hexadecane R e EEaE L
57 25.20 25.40 25.60 25.80
m/z 55.10 26.62%
5000 85
JL2e | f | 14 160 197 226
m/z--> 55 160 1%0 260 250 360 3éo ' 2520 2540 2560 2580 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091515\
Data File : BF081632.D

Acq On : 15 Sep 2015 16:38

Operator : UM/1Z

Sample : G3597-14 5X

Misc :

ALS Vial : 9 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... 4.45 8.8 ng 138077 1 8.21 313048 20.0
unknown?7 .74 7.74 17.6 ng 274813 1 8.21 313048 20.0
unknown20.50 20.50 2.1 ng 41841 4 18.76 388670 20.0
Hexadecanoic acid... 22.02 2.5 ng 72418 5 23.38 573362 20.0
Pyrene, l-methyl- 22.29 2.3 ng 65548 5 23.38 573362 20.0
11H-Benzo[a]fluor... 22.95 2.5 ng 70112 5 23.38 573362 20.0
Disulfide, di-ter... 24.34 3.2 ng 51150 6 24.81 320882 20.0
Pentadecane 24 .64 4.6 ng 73290 6 24.81 320882 20.0
Eicosane 24 .92 3.3 ng 52585 6 24.81 320882 20.0
unknown25.22 25.22 4.6 ng 73311 6 24.81 320882 20.0
Octacosane 25.57 3.1 ng 50107 6 24.81 320882 20.0
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