LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator - 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 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 F\METHODS\8270-BF011415.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 1.476 32 34 44 rBV 74804 140956 14.64% 0.860%
2 4.173 266 270 282 rVB 112975 270206 28.06% 1.649%
3 5.087 347 350 368 rVB 485860 890657 92.49% 5.436%
4 7.419 551 554 560 rBV 504300 884636 91.87% 5.399%
5 7.522 560 563 572 rVvVv 577451 962929 100.00% 5.877%
6 7.808 585 588 591 rVB 29297 48058 4 _.99% 0.293%
7 8.025 604 607 611 rVB 124203 204360 21.22% 1.247%
8 8.345 631 635 638 rBV 431649 673744 69.97% 4.112%
9 8.836 673 678 682 rBv4 14774 40263 4.18% 0.246%
10 9.316 716 720 723 rBV 397125 596635 61.96% 3.641%
11 9.591 741 744 747 rBV 75748 120032 12.47% 0.733%
12 9.842 763 766 769 rBV3 14433 31648 3.29% 0.193%
13 10.619 832 834 840 rVB3 22826 46582 4.84% 0.284%
14 10.928 854 861 863 rBV 201431 313141 32.52% 1.911%
15 10.974 863 865 871 rvv3 26966 75984 7.89% 0.464%
16 11.122 875 878 880 rvVv 15219 34330 3.57% 0.210%
17 11.179 880 883 889 rvv 106205 171363 17.80% 1.046%
18 11.374 897 900 902 rVvVv 30055 49797 5.17% 0.304%
19 11.785 932 936 941 rVvVv5 9757 35154 3.65% 0.215%
20 11.945 945 950 956 rvv4 13018 52497 5.45% 0.320%
21 12.128 962 966 969 rvv2 23304 57677 5.99% 0.352%
22 12.185 969 971 972 rVV 21969 35362 3.67% 0.216%
23 12.231 972 975 979 rvv2 34408 74194 7.71% 0.453%
24 12.322 979 983 987 rvv4 12466 32213 3.35% 0.197%
25 12.391 987 989 993 rVB 35050 54589 5.67% 0.333%
26 12.528 999 1001 1007 rBV3 14488 32829 3.41% 0.200%
27 12.642 1007 1011 1015 rVvB2 151252 291036 30.22% 1.776%
28 12.848 1026 1029 1034 rVvVv2 23863 53262 5.53% 0.325%
29 12.962 1036 1039 1042 rVvB4 21583 41071 4.27% 0.251%
30 13.282 1064 1067 1069 rBV2 19185 34514 3.58% 0.211%
31 13.522 1083 1088 1090 rVvv4 21886 42745 4._.44% 0.261%
32 13.580 1090 1093 1098 rVvVv 564396 930541 96.64% 5.679%
33 13.671 1098 1101 1105 rVvVv 34322 62128 6.45% 0.379%

34 14.014 1126 1131 1136 rVV 162193 288670 29.98% 1.762%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator - 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF011415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.117 1136 1140 1149 rVB7 27659 121854 12.65% 0.744%

36 14.311 1153 1157 1160 rVB 37175 67228 6.98% 0.410%
37 14.368 1160 1162 1168 rBV3 22462 58293 6.05% 0.356%
38 14.643 1183 1186 1191 rVB 109812 212219 22.04% 1.295%
39 14.780 1191 1198 1200 rBV3 52532 106232 11.03% 0.648%
40 15.065 1220 1223 1227 rVB 199985 302379 31.40% 1.845%

41 15.294 1239 1243 1246 rVV 162518 285491 29.65% 1.742%

42 15.408 1247 1253 1259 rVB4 13883 46270 4.81% 0.282%
43 15.500 1259 1261 1265 rBV2 17426 30326 3.15% 0.185%
44 15.717 1277 1280 1282 rVV3 20286 38375 3.99% 0.234%
45 15.831 1284 1290 1292 rBV5 13967 41857 4 _.35% 0.255%
46 15.877 1292 1294 1296 rVV3 27362 47162 4_.90% 0.288%
47 15.923 1296 1298 1303 rVV3 27532 66961 6.95% 0.409%
48 16.003 1303 1305 1308 rVvVv 31750 52766 5.48% 0.322%
49 16.071 1308 1311 1314 rVB3 21091 39431 4_.09% 0.241%
50 16.277 1322 1329 1332 rBV3 26435 67459 7.01% 0.412%

51 16.357 1333 1336 1339 rVvVv 200120 288926 30.00% 1.763%
52 16.403 1339 1340 1345 rVvv4 18965 48678 5.06% 0.297%
53 16.666 1360 1363 1365 rBV 179010 209980 21.81% 1.282%
54 16.723 1365 1368 1373 rVV2 502863 772106 80.18% 4.712%

55 16.849 1376 1379 1380 rVVv2 17878 33530 3.48% 0.205%
56 16.894 1381 1383 1385 rVB 24254 30751 3.19% 0.188%
57 17.180 1405 1408 1412 rBV 187231 391234 40.63% 2.388%
58 17.431 1426 1430 1432 rBV2 18000 34700 3.60% 0.212%
59 17.523 1435 1438 1440 rVB 83773 113910 11.83% 0.695%
60 17.580 1440 1443 1445 rBV 21307 37024 3.84% 0.226%
61 17.614 1445 1446 1450 rVB4 16378 31721 3.29% 0.194%

62 17.820 1461 1464 1465 rBV 211981 304038 31.57% 1.856%
63 17.854 1465 1467 1469 rVV2 170906 246241 25.57% 1.503%

64 17.900 1469 1471 1472 rVV 66642 89088 9.25% 0.544%
65 17.923 1472 1473 1477 rVB2 29706 44631 4.63% 0.272%
66 18.026 1481 1482 1484 rVB 28055 31621 3.28% 0.193%
67 18.117 1487 1490 1496 rVB4 17538 46283 4.81% 0.282%
68 18.277 1500 1504 1508 rVB 59588 114498 11.89% 0.699%
69 18.403 1512 1515 1518 rVB 22625 42550 4.42% 0.260%

70 18.460 1518 1520 1523 rBV 132052 162301 16.85% 0.991%
71 18.597 1530 1532 1534 rBV2 24251 37065 3.85% 0.226%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator - 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 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 F\METHODS\8270-BF011415.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 18.689 1538 1540 1542 rBV2 20265 31968 3.32% 0.195%

73 18.792 1547 1549 1553 rBV2 85940 136721 14.20% 0.834%
74 19.009 1564 1568 1571 rVB 108736 139483 14.49% 0.851%
75 19.489 1607 1610 1611 rBV 156821 177166 18.40% 1.081%

76 19.523 1611 1613 1615 rVB 116714 137674 14.30% 0.840%
77 19.775 1632 1635 1637 rVV 108866 137256 14.25% 0.838%
78 19.935 1647 1649 1651 rVV 118683 144652 15.02% 0.883%
79 20.003 1652 1655 1656 rVv2 52054 82874 8.61% 0.506%
80 20.037 1656 1658 1660 rVvVv 833928 877851 91.16% 5.358%

81 20.449 1689 1694 1696 rBV 50460 77138 8.01% 0.471%
82 20.689 1712 1715 1717 rBV 28323 32841 3.41% 0.200%
83 20.826 1724 1727 1729 rBV 110517 131369 13.64% 0.802%
84 20.883 1729 1732 1734 rVV2 43180 62806 6.52% 0.383%
85 20.963 1737 1739 1743 rVV3 18082 39396 4_.09% 0.240%
86 21.306 1765 1769 1775 rVvVv3 371478 716276 74.39% 4_.372%
87 21.695 1800 1803 1807 rBV 26486 37796 3.93% 0.231%
88 22.083 1834 1837 1843 rVB3 21830 41505 4.31% 0.253%
89 22.460 1867 1870 1872 rBV 24808 33729 3.50% 0.206%
90 22.563 1876 1879 1884 rVV 60646 130371 13.54% 0.796%
91 22.861 1900 1905 1908 rVB2 51874 93815 9.74% 0.573%
92 22.918 1908 1910 1912 rBV 66373 72639 7.54% 0.443%
93 22.975 1913 1915 1920 rBV 193987 309151 32.11% 1.887%
94 23.203 1933 1935 1939 rVB 22937 35006 3.64% 0.214%
95 23.581 1966 1968 1970 rBV2 25132 41168 4.28% 0.251%
96 23.626 1970 1972 1974 rVV2 21049 43308 4 _.50% 0.264%
97 23.969 2000 2002 2004 rVvVv 17073 33459 3.47% 0.204%
98 24.129 2011 2016 2020 rVB2 32652 70816 7 .35% 0.432%
99 24.426 2039 2042 2046 rBV 42848 70963 7.37% 0.433%
100 24.598 2054 2057 2062 rBV6 29910 76493 7.94% 0.467%
Sum of corrected areas: 16384672
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF076890.D
800000
600000 7.52
5.09 7.42
8.34
400000 9.32
200000
4.17 8.02
1.48 9.59
P Y90 [
Ober—h-r e —— " — e Sl e e A
Time--> 150 200 250 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BFO76890.D
800000
600000 13.58
16.72
400000
17.82
10.93 15.07 16.36,5; 17.18 1785
200000 12.64 14.01 e 15.29 y 18.46
11.18
11 7 1.37 R 1 213561323; 41 478 l S RERAE Xl 1715 ‘ 82
[ PN u-A ‘L % M.Al.ruﬁ A ﬁ JAVAN h. IAA A.-ALVLA AIL A “l AA ‘ Al 0
Time--> 10.00 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
Abundance TIC: BFO76890.D
800000 20,04
600000
400000 21.31
200000 19.49
19.5 .4
18 7§01 2935
B
[ i ettt s e s et e e
Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.17 26.44 ng 270206 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 28
4 Acetone 58 C3H60 000067-64-1 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 270 (4.173 min): BFO76890.D (-266) (-) m/z 43.10 100.00%
43
59
5000
101 AR SRR
| 83 | 3.80 4.00 4.20 4.40
o S m/z 59.10 75.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR LS S R I
59 380 400 420 440
m/z 101.10 20.74%
31 83 g3 101
O”I””I””“””w'”P'“P'”P'”P””P”'“”'P”'P”'P”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
380 400 420 440
5000 m/z 58.10 17.04%
a1 101
o 15 St 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e R
59 3.80 4.00 4.20 4.40
m/z 41.10 9.81%
5000 41
68
0 50, 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 380 400 420 440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 unknown7.52 Concentration Rank 1

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

7.52 94 .24 ng 962929 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 563 (7.522 min): BF076890.D (-560) (-) m/z 132.00 100.00%
5000 68
96 A IR UL
40 54 7 g7 | 105 7.20 7.40 7.60 7.80
0 B E e m/z 68.05 37.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I UL A
7.20 7.40 7.60 7.80
31 51 78 m/z 134.00 33.78%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.00 24 _.97%
33 aa o 105
o 60 80 115
LR S SN S UURLELLA R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R R B AR R
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 15.14%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S VA U
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 5 Undecane Concentration Rank 15

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

9.59 7.67 ng 120032 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 78
2 Hexadecane 226 C16H34 000544-76-3 64
3 Pentadecane 212 C15H32 000629-62-9 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Decane 142 C10H22 000124-18-5 64

Abundance Scan 744 (9.591 min): BF076890.D (-741) (-) m/z 57.10 100.00%
57
43
5000
71
85 ~ RARSE AN AR LA R
105 119 156 9.20 9.40 9.60 9.80 10.00
o/ N - m/z 43.10 70.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27121: Undecane
43 57
5000 71 IR AR SRR N
9.20 9.40 9.60 980 1000
29 85 m/z 71.10 35.00%
ol | ‘\ || wusiy 1%
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 260 250
Abundance
43 57
71 9.20 9.40 9.60 9.80 10.00
5000 o m/z 41.05 34.12%
29
o 99 113 127 141 155 169 183 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #64571: Pentadecane
57 9.20 9.40 9.60 9.80 10.00
43 m/z 85.10 21.60%
71
5000 85
29 99
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 920 gho 960 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 6 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.18 10.94 ng 171363 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 72
Abundance Scan 883 (11.179 min): BF076890.D (-880) (-) m/z 57.05 100.00%
57
43
5000 71
85
98 112 10.80 11.00 11.20 11.40
o...,....l,':..',..I'..,:|...,....,1.2.6..1.4?.. e || M/z 43.05  65.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43
71
5000 85
10.80 11.00 11.20 11.40
29 m/z 71.10 44 .84%
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
3
10.80 11.00 11.20 11.40
5000 7 m/z 41.05 35.73%
85
29
o 99 113 127 155
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #73964: Hexadecane /\.",\. R LA
3 57 10.80 11.00 11.20 11.40
- m/z 85.10 23.00%
5000 a5
29
. oL sy 141 155 169 183 226
m/z--> ﬁo Jo éo éo 160 150 140 160 180 200 250 10.80 11.00 11.20 11.40

8270-BF011415.M Fri Jan 16 12:27:10 2015

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 7 Tridecane, 6-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.01 19.09 ng 288670 Acenaphthene-d10 15.07

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tridecane 184 C13H28 000629-50-5 90
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 86
3 Hexadecane 226 Cl16H34 000544-76-3 86
4 Decane. 2-methvl- 156 C11H24 006975-98-0 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
Abundance Scan 1131 (14.014 min): BF076890.D (-1126) (-) m/z 57.05 100.00%

57
43
5000 1
85
99 13.60 13.80 14.00 14.20 14.40
113 141
0...,....','...| bl BT ILASS 198 "m/z 43.05 59.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45543: Tridecane
43 %7
71
5000 85

13.60 13.80 14.00 14.20 14.40
29 % m/z 71.10 48 .55%
L | | | |~ 112 127 141 155 169 184
S N MM M A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
5 13.60 13.80 14.00 14.20 14.40
5000 4 - m/z 85.10 33.71%
85
29 98 126
oL 15 113 | 140 154 169 183 198
S SRS NN | NS MM MM M .2 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane DY e S e
- 13.60 13.80 14.00 14.20 14.40
m/z 41.10 30.91%
5000 n
85
29
o ‘ L L w 99 113 127 141 155 169 183 197 226
e N e . A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 8 unknownl4.12 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.12 8.06 ng 121854 Acenaphthene-d10 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 37
2 Metacetamol 151 C8H9NO2 000621-42-1 25
3 Pvridine. 3-butvl-. 1l-oxide 151 C9H13NO 031396-33-5 25
4 trans-2-Caren-4-ol 152 C10H160 004017-82-7 16
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 12
Abundance Scan 1140 (14.117 min): BF076890.D (-1136) (-) m/z 109.10 100.00%
1
5000
13.80 14.00 14.20 14.40
0 m/z 43.10 95.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #73770: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43
5000
58 109 151 13.80 14.00 14.20 14.40
69 93 m/z 151.10 52.90%
0 ‘\\‘ ‘H‘H\ \H‘ ‘ﬁj‘-‘ “\ [ onl ;2\3133 | 165175 190
miz--> % 40 6 80 100 130 10 160 180
Abundance
109
13.80 14.00 14.20 14.40 |
5000 151 m/z 57.10 40.69%
43
80
oL 15 27 53 68 94 122 135
miz--> 20 40 60 80 100 120 140 160 180
Abundance #23842: Pyridine, 3-butyl-, 1-oxide
109 13.80 14.00 14.20 14.40
m/z 41.10 34.88%
151
5000 92
135
39 53 65 80 ‘
m/z--> 20 80 100 120 140 160 180 13.80 14.00 14.20 14.40

8270-BF011415.M Fri Jan 16 12:27:11 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 9 1-lodo-2-methylundecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.78 7.03 ng 106232 Acenaphthene-d10 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 78
4 Pentadecane 212 C15H32 000629-62-9 72
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 1198 (14.780 min): BF076890.D (-1191) (-) m/z 57.05 100.00%

57

5000

14.40 14.60 14.80 15.00

o] m/z 71.10 74 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27117: Undecane
57
5000
4 85 14.40 14.60 14.80 15.00
m/z 43.10 61.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
a1 14.40 14.60 14.80 15.00
5000 85 m/z 85.05 39.89%
ol14 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114973: 1-lodo-2-methylundecane
57 14.40 14.60 14.80 15.00
m/z 41.05 29.68%
5000 4
85
ok Ll | h‘ | 113128 154169 o131 296
T e e e e e e e T e e R R e e s e RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

8270-BF011415.M Fri Jan 16 12:27:12 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 10 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.29 18.88 ng 285491 Acenaphthene-d10 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane. 4.8-dimethvl- 212 C15H32 055030-62-1 87
3 Eicosane 282 C20H42 000112-95-8 83
4 Pentadecane 212 C15H32 000629-62-9 72
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 72
Abundance Scan 1243 (15.294 min): BF076890.D (-1239) (-) m/z 57.10 100.00%
57
43
5000 71

15.00 15.20 15.40 15.60
m/z 43.05 58.61%

99113127141 155169

o

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

Abundance #73964: Hexadecane
43 57
71
5000
29 85 15.00 15.20 15.40 15.60
m/z 71.10 46 .95%
o \‘ |, % 113127141155169183 226
e e T e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
15.00 15.20 15.40 15.60
5000{ o 71 m/z 85.05 32.88%
85
99

141
113127~ 155169183197 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57 15.00 15.20 15.40 15.60
m/z 41.10 31.06%
71
5000
85
29
ol L L) 2 113127141155160 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15. 20 15. 40 15. 60

8270-BF011415.M Fri Jan 16 12:27:13 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 11 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.36 19.11 ng 288926 Acenaphthene-d10 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1336 (16.357 min): BF076890.D (-1333) (-) m/z 57.10 100.00%
57
43
5000

16.00 16.20 16.40 16.60

99 113127141 155169

0! m/z 43.10 58.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64571: Pentadecane
57
43
71
5000
85 16.00 16.20 16.40 16.60
29 m/z 71.10 48.40%
99
0 15 \‘ ‘ \ \‘ il ‘ 113 127 141 155 169 183 212
”.“.”,”.w.”.“.”,”.w.”.“.” R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
16.00 16.20 16.40 16.60
5000 71 m/z 85.10 32.88%
85
29
o 99 113127141 155169 183197 226
I e L it aa i  aa —— ERRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91036: Octadecane
57 16.00 16.20 16.40 16.60
43 - m/z 41.10 28.97%
5000 85
29 99 113
o | L L | TT°127141155169 183197 211 225 239 254
e s T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.20 16.40 16.60

8270-BF011415.M Fri Jan 16 12:27:14 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 12 Benzophenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.67 13.81 ng 209980 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 1.2.4.5-Tetroxane. 3.3.6.6-tetra... 396 C26H2004 016204-36-7 78
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 53
4 N-(1-Cvanovinvbenzamide 172 C10H8N20 1000186-19-1 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47

Abundance Scan 1363 (16.666 min): %FO?GBQO.D (-1360) (-) m/z 105.00 100.00%
105
77
5000 182
51
152 16.40 16.60 16.80 17.00
ol M O3y 87 ) 115126 77 165 m/z 77.10 70.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44107: Benzophenone
105
77
5000
51 182 16.40 16.60 16.80 17.00
m/z 182.10  46.40%
o 27 39 | 63 | 86 ‘ 126 139 152163
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77 105
16.40 16.60 16.80 17.00
5000 182 m/z 51.00 27.29%
51
32 150
e R S S SR L WL L B L WL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32789: N-Methoxy-N-methylbenzamide e Eam s e
105 16.40 16.60 16.80 17.00
m/z 181.10 8.88%
77
5000
51
ol 15 28 39 | 63 | 91 | 118 134 165
m/z--> 20 40 60 80 100 120 140 160 180 16.40 16.60 16.80 17.00

8270-BF011415.M Fri Jan 16 12:27:15 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 13 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.18 25.74 ng 391234 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eilcosane 282 C20H42 000112-95-8 86
3 Pentadecane 212 C15H32 000629-62-9 78
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 78
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1408 (17.180 min): BF076890.D (-1405) (-) m/z 57.10 100.00%

57
43
5000 il

16.80 17.00 17.20 17.40 17.60

183

o m/z 43.10 53.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LA L L L L L L LB L L
85 16.80 17.00 17.20 17.40 17.60
29 m/z 71.10 51.02%
o | L L “ 99113127141155169183197 226
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 16.80 17.00 17.20 17.40 17.60
5000 m/z 85.05 34.20%
85
29
. 99113127141155160 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane
57 16.80 17.00 17.20 17.40 17.60
43 m/z 41.10 26.21%
71
5000 85
29 99
o \ ‘ | ‘ 113127141155169183 212
”'v“'v“'w“'w“'w“"“'v”"”"“"“"“"“'v“'v' R o EREREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 80 17. OO 17. 20 17.40 17.60

8270-BF011415.M Fri Jan 16 12:27:15 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 14 2-Propenoic acid, (1-methyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.52 7.49 ng 113910 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. (1-methvl-1.2-... 300 C15H2406 042978-66-5 72
2 1.3.2-Dioxaborinane. 2-ethvl-4-m... 128 C6H13B0O2 057633-65-5 56
3 Hexvl ethvlphosphonofluoridate 196 C8H18FO02P 135445-19-1 45
4 Heptvl ethvlphosphonofluoridate 210 C9H20F02P 162085-85-0 42
5 1H-Pyrazole, 4-nitro- 113 C3H3N302 002075-46-9 42
Abundance Scan 1438 (17.523 min): BF076890.D (-1435) (-) m/z 55.00 100.00%
5p 113
5000
a1 17.20 17.40 17.60 17.80
Ol vl 085 90| 127 141 155167 181 196 | /7 113.05  83.65%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117413: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
55 113
5000

17.20 17.40 17.60 17.80
m/z 41.10 7.23%

41

0 .. L. 738 99 | 126 143 157 175185 199 215
i a1 e e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
113
i e B
17.20 17.40 17.60 17.80
5000 55 m/z 57.10 6.73%
29 3 83
27 99 | 128
o} R Y TSN | S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53841: Hexy! ethylphosphonofluoridate AR
113 17.20 17.40 17.60 17.80
m/z 114.00 6.19%
5000
oL 2 4 %P 69 8405 125 139 153 i
— e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.20 17.40 17.60 17.80

8270-BF011415.M Fri Jan 16 12:27:16 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 15 Spiro[bicyclo[2.2_.1]heptane... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.28 7.53 ng 114498 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirolbicvclol2.2_1Theptane-2.2"... 210 C12H1803 018501-56-9 53
2 3-Methvlpentvl ethvlphosphonoflu... 196 C8H18F02P 1000298-39-1 53
3 Caprolactam 113 C6H11NO 000105-60-2 45
4 2-Propenoic acid. (l-methvl-1.2-... 300 C15H2406 042978-66-5 45
5 2-Propenoic acid, 2-methyl-, oxy... 330 C16H2607 000109-17-1 40
Abundance Scan 1504 (18.277 min): BF076890.D (-1500) (-) m/z 55.00 100.00%
&g 113
5000
69 141 T T T
41 18.00 18.20 18.40 18.60
O e 85,99 128 | 198 210 /5701310 83.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62753: Spiro[bicyclo[2.2.1]heptane-2,2'-[1,3]dioxolane]-3...
113
5000
18.00 18.20 18.40 18.60
69 m/z 141.10 14_.70%
o 27 * 55 | 81 95 | 126137 151 165 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
113
18.00 18.20 18.40 18.60
5000 m/z 69.10 12.71%
84
55
0 29 41 95 125 139 167
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6751: Caprolactam R B LA M B
30 55 113 18.00 18.20 18.40 18.60
85 m/z 41.10 7.37%
5000 42
18 67
0'”M'$”wh'”M'M”fb'ﬁz'le"”l"”l"”l"”l"”l HUBR AR SRR BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.20 18.40 18.60

8270-BF011415.M Fri Jan 16 12:27:17 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 16 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.46 10.68 ng 162301 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1520 (18.460 min): BF076890.D (-1518) (-) m/z 57.05 100.00%
57
0 ,va/\jt\/\/\/\
85
113 18.20 18.40 18.60 18.80
o...-.\,-.-!.'.-',.".-.1‘.”,.1‘?9.1.9?....,.... e | m/z 43.05 58.07%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 RN UL BUULIN SN IR
85 1820 18.40 18.60 18.80
m/z 71.10 53.28%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
18.20 18.40 18.60 18.80
5000 m/z 85.10 35.13%
85
29
0 113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #86886: 2-Bromo dodecane B BE B ma e e
57 18.20 18.40 18.60 18.80
m/z 41.10 27 .54%
5000 85
29 } 113 169
I 0 T -
m/z--> 50 100 150 200 250 300 350 18/20 18:40 18.60 18.80

8270-BF011415.M Fri Jan 16 12:27:18 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 17 unknownl18.79 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

18.79 8.99 ng 136721 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 38
2 Undecanoic acid 186 C11H2202 000112-37-8 38
3 Dodecanoic acid 200 C12H2402 000143-07-7 38
4 Nonanoic acid 158 C9H1802 000112-05-0 27
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 27

Abundance Scan 1549 (18.792 min): BF076890.D (-1547) (-) m/z 149.00 100.00%

7 149

5000

A_A A
LI B O L B

171 185 1gq 213 18.40 18.60 18.80 19.00 19.20
m/z 60.00 97 .85%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37191: n-Decanoic acid

SN

[ay
)]
(=)
~
w

5000 129 ||||||||II|IIAII|IIII\IIII
18.40 18.60 18.80 19.00 19.20

m/z 73.00 96 .50%

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

o
2] E
3 S
~
> —
RN
=
O
=
e
S
=
S
w
[N
[4)]
(4]

18.40 18.60 18.80 19.00 19.20

5000 43 m/z 55.10 93.79%
29 85 129 143
97 115 186
ol 18 157 169
e e | = SRR
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #56043: Dodecanoic acid I RREEsREE A T
60 78 18.40 18.60 18.80 19.00 19.20
23 m/z 57.10 93.77%
5000
29 129
85 157 200
‘ 10115 1 s | an
0k ‘u.hw.ﬂ”kﬂﬂ.ﬂt.ﬂ%nﬁkl.m.”h.”k..MEQ%..p..., st dba el
mz--> 20 40 60 80 100 120 140 160 180 200 18.40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 18 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.01 9.18 ng 139483 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Eicosane 282 C20H42 000112-95-8 83
3 Pentadecane 212 C15H32 000629-62-9 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1568 (19.009 min): BF076890.D (-1564) (-) m/z 57.10 100.00%
57
R SRR SN B
13 11y 18.60 18.80 19.00 19.20 19.40
o...J,-.-!-“.-'.ﬂ..-,.l‘?g..,zqg...,.... e | m/z 43.10 58.09%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 AR AR BRI SR B
85 18.60 18.80 19.00 19.20 19.40
m/z 71.10 51.37%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
18:60 18.80 19.00 19.20 19.40
5000 m/z 85.10 37 .48%
85
29
o 113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #64571: Pentadecane A R B o
57 18.60 18.80 19.00 19.20 19.40
m/z 41.10 27 .01%
5000 85
29
m/z--> 50 @ @ 200 250 300 350 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 19 Benzo[e]pyrene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22 .86 6.07 ng 93815 Perylene-di12 22.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Pervlene 252 C20H12 000198-55-0 90
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 1905 (22.861 min): BF076890.D (-1900) (-) m/z 252.10 100.00%
282
5000
0 69 91 12 149163 198 224 268 22.60 22.80 23.00 23.20
by m/z 250.10 30.93%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89816: Benzo[e]pyrene
252
5000 U U SR I

22.60 22.80 23.00 23.20
m/z 253.10 20.17%

125
50 63 83 99112 " 146 174187200 224237 M

e L A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252
22.60 22.80 23.00 23.20
5000 m/z 125.00 13.83%
126
ol27 50 74 99 13 150 174 198211224237
T T T e T [ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89826: Benz[e]acephenanthrylene
252 22.60 22.80 23.00 23.20
m/z 126.00 10.49%
5000
126
ol 39 74 87100113 | 150 174187200 224237 ||
R R e o e e A e o ARRARAREEERSERs S el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076890.D

Aca On : 15 Jan 2015 18:33

Operator =: 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 20 unknown24.60 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
24 .60 4.95 ng 76493 Perylene-di12 22.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanocvclooctaldlpvridazin... 204 C13H20N2 1000221-85-9 12
2 Benzolahilpervlene 276 C22H12 000191-24-2 11
3 Acetonitrile. (3.5.5-trimethvl-2... 161 C11H15N 069697-21-8 10
4 Benzimidazole. 6-nitro-2-(1H-1.2... 276 C10H8N602S 347341-85-9 10
5 Quinoline, 4-(p-nitrostyryl)- 276 C17H12N202 004594-97-2 10
Abundance Scan 2057 (24.598 min): BF076890.D (-2054) (-) m/z 276.10 100.00%
43 216
107
145
. 9
5000 -
| | 24.20 24.40 24.60 24.80 25.00
o | I 1 m/z 43.10 83.86%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58554: 1,4-Methanocycloocta[d]pyridazine, 1,4,4a,5,6,9,10...
93 107
79

24!20 24.I4O 24!60 24.I80 25.I00
m/z 107.00  70.59%

5000

175189

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
276
24.20 24.40 24.60 24.80 25.00
5000 m/z 105.00 68.30%
138
ol 57 91 124 222 252
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30064: Acetonitrile, (3,5,5-trimethyl-2-cyclohexen-1-ylid...
1 24.20 24.40 24.60 24.80 25.00

m/z 55.00 63.79%

5000

T T T T I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 24.20 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011515\
Data File : BF076890.D

Acq On : 15 Jan 2015 18:33

Operator - 1Z / TP

Sample : G1030-04

Misc S

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : 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... 4.17 26.4 ng 270206 1 8.02 204360 20.0
unknown7 .52 7.52 94.2 ng 962929 1 8.02 204360 20.0
Undecane 9.59 7.7 ng 120032 2 10.93 313141 20.0
Tetradecane 11.18 10.9 ng 171363 2 10.93 313141 20.0
Tridecane, 6-methyl- 14.01 19.1 ng 288670 3 15.07 302379 20.0
unknownl14 .12 14.12 8.1 ng 121854 3 15.07 302379 20.0
1-1odo-2-methylun... 14.78 7.0 ng 106232 3 15.07 302379 20.0
Hexadecane 15.29 18.9 ng 285491 3 15.07 302379 20.0
Tridecane 16.36 19.1 ng 288926 3 15.07 302379 20.0
Benzophenone 16.67 13.8 ng 209980 4 17.82 304038 20.0
Eicosane 17.18 25.7 ng 391234 4 17.82 304038 20.0
2-Propenoic acid, ... 17.52 7.5 ng 113910 4 17.82 304038 20.0
Spiro[bicyclo[2.2... 18.28 7.5 ng 114498 4 17.82 304038 20.0
Heptacosane 18.46 10.7 ng 162301 4 17.82 304038 20.0
unknownl18.79 18.79 9.0 ng 136721 4 17.82 304038 20.0
Pentadecane 19.01 9.2 ng 139483 4 17.82 304038 20.0
Benzo[e]pyrene 22 .86 6.1 ng 93815 6 22.99 309151 20.0
unknown24 .60 24.60 5.0 ng 76493 6 22.99 309151 20.0
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