LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 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-BF052615.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 1.278 5 8 10 rVB 86207 128135 5.95% 0.512%
2 1.427 19 21 24 rVB 201114 231896 10.78% 0.927%
3 1.518 27 29 34 rvVB 25561 34007 1.58% 0.136%
4 1.587 34 35 43 rVV 49321 112509 5.23% 0.450%
5 1.701 43 45 68 rvB 590111 1149701 53.43% 4 .594%
6 4.742 309 311 321 rVB 114659 161380 7 .50% 0.645%
7 5.302 358 360 373 rBVY 1189444 1411961 65.62% 5.642%
8 6.616 472 475 483 rBVY 1436609 1536844 71.42% 6.141%
9 6.730 483 485 488 rBV 1176455 1513240 70.33% 6.046%
10 7.016 508 510 513 rBV 440686 437910 20.35% 1.750%

11 7.199 524 526 529 rBV 968770 1143005 53.12% 4_.567%
12 7.713 569 571 574 rBV 771422 867233 40.30% 3.465%
13 8.593 646 648 651 rBvY 634172 616413 28.65% 2.463%
14 9.942 764 766 769 rBV 1969232 1810405 84.14% 7.234%

15 10.456 808 811 813 rBV 71996 70302 3.27% 0.281%
16 10.594 820 823 825 rBV 21484 27579 1.28% 0.110%
17 10.731 831 835 836 rBv2 10274 24048 1.12% 0.096%
18 10.765 836 838 840 rvv 745697 723572 33.63% 2.891%
19 10.799 840 841 846 rVB3 26458 28189 1.31% 0.113%
20 11.359 888 890 892 rVvB 23619 21794 1.01% 0.087%
21 11.439 896 897 901 rBvV 16483 24061 1.12% 0.096%
22 11.748 921 924 926 rBV 1167371 1316631 61.19% 5.261%
23 11.942 939 941 945 rBV2 14920 24414 1.13% 0.098%

24 12.605 996 999 1000 rBV 621535 789772 36.70% 3.156%
25 12.628 1000 1001 1003 rVvVv 298646 255250 11.86% 1.020%

26 12.697 1003 1007 1009 rVB 72264 88657 4.12% 0.354%
27 13.234 1051 1054 1055 rBV 32217 40689 1.89% 0.163%
28 13.268 1055 1057 1060 rVB 37953 54819 2.55% 0.219%
29 13.360 1060 1065 1067 rBV2 101751 218301 10.15% 0.872%
30 13.394 1067 1068 1071 rVB 32704 29546 1.37% 0.118%
31 13.600 1085 1086 1088 rBV 20607 28763 1.34% 0.115%
32 13.920 1111 1114 1115 rBV 25283 37596 1.75% 0.150%
33 13.954 1115 1117 1121 rVB2 19778 44728 2.08% 0.179%
34 14.011 1121 1122 1125 rVB2 23496 42498 1.98% 0.170%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 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-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.103 1128 1130 1132 rBV 541248 522551 24.28% 2.088%

36 14.285 1143 1146 1148 rBV 30259 33299 1.55% 0.133%
37 14.377 1151 1154 1157 rBV 484407 583330 27.11% 2.331%
38 14.548 1166 1169 1170 rBV 24217 34152 1.59% 0.136%
39 14.594 1170 1173 1176 rVV 2024345 2151772 100.00% 8.598%
40 14.674 1176 1180 1182 rVB2 24809 47918 2.23% 0.191%
41 14.765 1185 1188 1189 rBV3 25895 43404 2.02% 0.173%
42 14.800 1189 1191 1194 rVB 63993 83125 3.86% 0.332%
43 14.880 1196 1198 1200 rBV 34933 60054 2.79% 0.240%
44 14.925 1200 1202 1207 rVB2 61662 115999 5.39% 0.463%
45 15.040 1210 1212 1213 rBVY 25055 23471 1.09% 0.094%
46 15.074 1213 1215 1218 rBVY 30461 46800 2.17% 0.187%
47 15.246 1227 1230 1232 rBVY 171579 214358 9.96% 0.857%
48 15.440 1243 1247 1250 rVB3 26586 55777 2.59% 0.223%
49 15.508 1252 1253 1255 rBV2 20365 23556 1.09% 0.094%
50 15.566 1255 1258 1260 rBV 46559 65078 3.02% 0.260%
51 15.600 1260 1261 1262 rBV 37811 39075 1.82% 0.156%
52 15.703 1268 1270 1273 rVB 44286 49166 2.28% 0.196%

53 15.771 1273 1276 1280 rBV2 272349 419577 19.50% 1.677%
54 15.874 1282 1285 1287 rVV2 761867 1258601 58.49% 5.029%
55 15.908 1287 1288 1293 rVB2 230093 360448 16.75% 1.440%

56 16.000 1294 1296 1298 rBV 39310 63483 2.95% 0.254%
57 16.046 1298 1300 1301 rBV 53866 68994 3.21% 0.276%
58 16.137 1307 1308 1310 rVB2 26071 27990 1.30% 0.112%
59 16.183 1310 1312 1316 rBV2 62497 74737 3.47% 0.299%
60 16.286 1319 1321 1323 rBV2 16640 33452 1.55% 0.134%
61 16.331 1323 1325 1326 rBV2 28151 38252 1.78% 0.153%
62 16.377 1326 1329 1331 rBV 46970 60288 2.80% 0.241%
63 16.411 1331 1332 1334 rBV 18021 29814 1.39% 0.119%
64 16.491 1337 1339 1340 rVvVv 29053 32201 1.50% 0.129%
65 16.526 1340 1342 1345 rVV3 27096 79326 3.69% 0.317%

66 16.571 1345 1346 1349 rVB2 98675 148074 6.88% 0.592%
67 16.914 1373 1376 1377 rBV3 29446 59967 2.79% 0.240%
68 16.960 1378 1380 1385 rVv2 51636 156882 7.29% 0.627%
69 17.154 1395 1397 1403 rVB 268392 536779 24.95% 2.145%
70 17.269 1405 1407 1409 rVB 59267 68792 3.20% 0.275%

71 17.337 1411 1413 1419 rBV3 75543 235345 10.94% 0.940%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial =: 30 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 17.463 1422 1424 1427 rBV 165438 217481 10.11% 0.869%
73 17.531 1427 1430 1433 rVB 220301 279959 13.01% 1.119%
74 17.589 1433 1435 1437 rBV 744875 910085 42.29% 3.636%
75 18.914 1548 1551 1560 rVvB2 118001 257530 11.97% 1.029%

76 19.303 1582 1585 1589 rVB 98946 188344 8.75% 0.753%
77 19.440 1594 1597 1602 rBV5 76031 181817 8.45% 0.726%

Sum of corrected areas: 25026951
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

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

> Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
2000000

1500000

1000000

1.70
500000

TIC: BFO79507.D

4.74

6.62

5.30

6.73

7.20

7.02

7.71

0
Time-->

4.00

4.50 5.00

5.50 6.00 6.50

7.00

7.50

Abundance
2000000

1500000

1000000

8.59
500000

1045

0

10.77

TIC: BFO79507.D

11.75

80 113614

| 1.94

12.61

12.63

2.70

14.10

]%3.60 jic: 14. 14.}:

145

14.38

(=44
T

8.50

|
Time--> 8.00 9.00 9.50 10.00 10.50

11.00 11.50

12.00

12.50 13.00

13.50

14.00

14.50

Abundance
2000000

1500000

1000000

500000

0

TIC: BFO79507.D

18.91 19.80.44
A A

15.50 16.00 16.50 17.00

Time--> 15.00

17.50

18.00 18.50

19.00 19.50

20.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.43 10.59 ng 231896 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 21 (1.427 min): BF079507.D (-19) (-) m/z 73.10 100.00%
3
5000 43 J\
55 87 S SN ——
140 160 180
o..,....,...3.3,|.-.'..5,0..|..~,..??,'.:..,....,..9“?.,...., m/z 43.05  36.70%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 T T T
43 140 160 180
55 87 m/z 55.10 26.60%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
140 160 180
5000 43 m/z 87.10 24 .60%
58
S L S UL LIS SR AL IS FU LI LB
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- LA L L LI B B L
7B 140 160 180
m/z 71.10 11.88%
5000
45
0~ '|""J|" "|""'ﬁ0'?§'| "§?|' Ty ""%O}"' T UL L T N
m/z--> 20 30 40 50 60 70 80 90 100 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.74 7.37 ng 161380 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
4 t-Butvl ethvl ether 102 C6H140 1000118-18-4 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 311 (4.742 min): BF079507.D (-309) (-) m/z 43.10 100.00%
43
59
5000
101 ISR SARSE AR VRN SRR
51 | 83 | 440 4.60 4.80 5.00
o} Y 13 e m/z 59.10 59.02%
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 L AR IR UL R B
59 440 460 480 500
m/z 101.10 19.64%
31 83 g3 101
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.10 16.91%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5953: 5-Oxohexanenitrile EmmmaE e e R ma
43 440 4.60 4.80 5.00
m/z 41.05 8.98%
5000
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 480 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.36 5.53 ng 218301 Phenanthrene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 42
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 38
4 Methyl diselenide 190 C2H6Se2 007101-31-7 38
5 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 32
Abundance Scan 1065 (13.360 min): BF079507.D (-1060) (-) m/z 190.10 100.00%
1

1

5000
111 129 213 13. 00 13. 20 13. 40 13. 60
(o} m/z 189.10 95 .55%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 |||||/|V\|||||||||||||
94 13.00 13.20 13.40 13.60
m/z 192.10 57 .60%

Abundance

0 27 3950 63 8L | 110122 137 150 163 178 |

SR 70 MRS N | L 0wt GO SIS St 11 | A

miz-—> 20 40 60 80 100 120 140 160 180 200
190

13. 00 13. 20 13. 40 13.60

5000 m/z 191.10 48.99%
63
99 133144 172
o 182 49 | Thgs | 1 161
LI I B B o o o e L LI e e B S e s S |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189 13.00 13.20 13.40 13.60

m/z 149.10 38.83%

5000
94
81 ‘ 163 H
0""I""I""I'"'I"""I""I""I""I""'I""'I""I

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 9-Octadecenamide, (Z)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.25 3.41 ng 214358 Chrysene-di12 15.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 94
2 7-Nonenamide 155 C9H17NO 090949-53-4 78
3 Dodecanamide 199 C12H25NO 001120-16-7 53
4 Hexadecanamide 255 C16H33NO 000629-54-9 53
5 Tetradecanamide 227 C14H29NO 000638-58-4 53
Abundance Scan 1230 (15.246 min): BF079507.D (-1227) (-) m/z 59.10 100.00%
5o
5000 n«
8308 126 ' 15.00 15.20 15.40 15.60
ol ,,|||' b bl i 254109184 205220238 264281300 |- R 0 el Dy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106876: 9-Octadecenamide, (2)-
59
5000 43 R BRI SURI I S
15.00 15.20 15.40 15.60
081 m/z 55.10 35.34%
0 ‘ ﬂ\\‘ hr It P \‘ 124160184 207222238 264 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59
15,00 15.20 15.40 15.60
5000 m/z 41.10 26.97%
44
. 29 81 08 126 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55486: Dodecanamide RS maa T e
509 15.00 15.20 15.40 15.60
m/z 43.10 22 _.67%
o W A 88 114159 156 184199
m/z--> ﬁo Jo eb 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Heneicosyl formate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.77 6.67 ng 419577 Chrysene-di12 15.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94

Abundance Scan 1276 (15.771 min): BF079507.D (-1273) (-) m/z 57.10 100.00%
57 8
2000 i //\J_J\/\ﬂ,_k
139 234 15.40 15.60 15.80 16.00
3 168 : : : :
ol i a0l 105216 | 260281802326 | nzz 83.10  91.22%
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate
57 83
5000 DR NI
11 1540 15.60 15.80 16.00
m/z 55.10 86.60%
0 ‘ L “ “ \H\ ‘\‘\ 1‘\‘ 1?9 I 1(?7 . 196 222 266 2?4 322340
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
15.40 15.60 15.80 16.00
5000 m/z 43.10 85.25%
29 111
139 167 196 224
O T e T S
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester AL B e o
57 83 15.40 15.60 15.80 16.00
m/z 97.10 80.95%
B | \/Ju/\/\
29
ol 1) I H \ L 1?9 168 104 234 2?0267 297 360
m/z--> 50 100 200 250 300 350 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Ethanol, 2-(octadecyloxy)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.57 2.35 ng 148074 Chrysene-di12 15.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 70
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 52
3 E-7-Octadecene 252 C18H36 1000130-92-0 46
4 Octadecane 254 C18H38 000593-45-3 45
5 Cyclotetracosane 336 C24H48 000297-03-0 43
Abundance Scan 1346 (16.571 min): BF079507.D (-1345) (-) m/z 57.10 100.00%
57
5000 J\\N,jtw/\‘
i 16120 16,40 1660 1680
3 141 167 . . . .
I 18724 229 3 "m/z 71.10 66.58%
m/z--> 50 100 150 200 250 300 350
Abundance #125129: Ethanol, 2-(octadecyloxy)-
57
5000 85 U AR LR B
16,20 16.40 16.60 16.80
29 11 m/z 43.10  64.45%
o oM 160 ne7 24 22 W au
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 55.10 51.08%
31 111
141 169 196 224 255 g
O e s e T S e = e T
m/z--> 50 100 150 200 250 300 350
Abundance #89784: E-7-Octadecene R R RS
3 16.20 16.40 16.60 16.80
69 m/z 83.10 43.48%
97
5000
125 252 A_JA\\/J_¥,V,¢j\\\NAr~”~«rf\””
0 ‘ ‘_‘ Mol oy L, 154 182 207224
m/z--> 50 100 150 200 250 300 350 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 unknownl6.96 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.96 3.45 ng 156882 Perylene-di12 17.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 35
2 Pentacosane 352 C25H52 000629-99-2 35
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 35
4 Eicosane 282 C20H42 000112-95-8 30
5 Nonadecane 268 C19H40 000629-92-5 27

Abundance Scan 1380 (16.960 min): BF079507.D (-1378) (-) m/z 57.10 100.00%
57
5000 85 254
302
R 224 1660 1660 17,00 1720
o2t bl It fraie 20, il m/z 71.10  62.79%
m/z--> 50 100 150 200 250 300 350
Abundance #64579: Tetradecane, 2-methyl-
57
5000 85 LN BN SR I
16.60 16.80 17.00 17.20
169 m/z 43.10 53.69%
oL |3 IH" ‘l\ .”‘. h‘l .J. Ilf}ll : \I : }?7| — T :
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.60 16.80 17.00 17.20
5000 85 m/z 85.10 44 .20%
113
L2 141 169 194211 239 267 205 323 352
m/z--> 55 160 1éo 260 2%0 300 3éo
Abundance #115574: Eicosane, 2-methyl- T
57 16.60 16.80 17.00 17.20
m/z 254.10 43.53%
5000
85
29
0! J\ .‘\ i L‘ 1\13 | 1‘\11 ) 169 197 25\3 281
m/z--> 55 160 1éo 200 2%0 360 350 16.60 16.80 17.00 17.20

8270-BF052615.M Wed May 27 16:18:32 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.34 5.17 ng 235345 Perylene-di12 17.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 83
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 80
Abundance Scan 1413 (17.337 min): BF079507.D (-1411) (-) m/z 57.10 100.00%
L DU SRR B DU I
302 17.00 17.20 17.40 17.60
244
o v m/z 71.10 67.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107655: Eicosane
57
5000 L DR B B SRS B
ﬂ%ﬂ%ﬂ%ﬂm
99 m/z 43.10 56.74%
o2l s e 22
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
17.00 17,20 17.40 17.60
5000 m/z 85.10 50.88%
99
ol 26 141 183 225 296
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #172957: Tetratetracontane R AEEa R B
57 17.00 17.20 17.40 17.60
m/z 41.10 24 .29%
2000 W
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660 17. oo 17. 20 17. 40 17. 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.46 4.78 ng 217481 Perylene-di12 17.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 92
Abundance Scan 1424 (17.463 min): BF079507.D (-1422) (-) m/z 252.10 100.00%
252
5000
125 17.20 17.40 17.60 17.80
224 : : : :
ol 3957 79 99 | 146 174 198 224 | 272 208 333 365 = 7 55010  30.25%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000

17.20 17.40 17.60 17.80
m/z 253.10 20.72%

125
50 74 99, | 146 174 200 224

o s e
m/z--> 50 100 150 200 250 300 350
Abundance
252
R e AR
17.20 17.40 17.60 17.80
5000 m/z 125.00 15.93%
125
ol17 39 74 99 150 174 200 224
T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #89828: Benz[e]acephenanthrylene L R
252 17.20 17.40 17.60 17.80
m/z 126.00 13.78%
5000
126
0 51 74 100, M 150 174 200 224
SN S Sarad T T
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079507.D

Aca On : 27 May 2015 7:08

Operator : TP/1Z

Sample : 62359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 unknownl19.44 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.44 4.00 ng 181817 Perylene-di12 17.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Norflurazon 303 C12H9CIF3N30 027314-13-2 11
2 2.20-Cyclo-8.9-secoaspidospermid... 396 C24H32N203 056145-37-0 10
3 Bis-l4-(4-methoxv-phenvD)-furaza... 378 C18H14N604 1000296-30-1 9
4 5-Cholesten-3.beta.-acetoxv-24-t... 460 C29H4802S 1000253-09-1 9
5 22-Ketocholesterol 400 C27H4402 1000127-06-3 9
Abundance Scan 1597 (19.440 min): BF079507.D (-1594) (-) m/z 43.10 100.00%
43
95 145
5000

19.20 19.40 19.60 19.80

o m/z 95.10 59.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #118972: Norflurazon
145
5000 303 LANLINLIL L B B L L L LB

102 19.20 19.40 19.60 19.80
m/z 55.10 59.18%

42 75‘ “ 12? 173 206 “

o R i A
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
R B mma
19.20 19.40 19.60 19.80
5000 m/z 145.10 57.18%
213
. 77 105 130 156 265 293 353
o e T e e S am s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #150822: Bis-[4-(4-methoxy-phenyl)-furazan-3-yl]-diazene R R RmEa R S
145 19.20 19.40 19.60 19.80
m/z 81.10 51.65%
5000
116 203 378
30 & 175
oL Rl LA [ zsas a5 sy s |
m/z--> 50 100 150 200 250 300 350 400 19.20 19. 40 19 60 19. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052615\
Data File : BF079507.D

Acq On : 27 May 2015 7:08

Operator : TP/1Z

Sample - G2359-08

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.43 10.6 ng 231896 1 7.02 437910 20.0
2-Pentanone, 4-hy... 4.74 7.4 ng 161380 1 7.02 437910 20.0
4H-Cyclopenta[def... 13.36 5.5 ng 218301 4 12.61 789772 20.0
9-Octadecenamide, ... 15.25 3.4 ng 214358 5 15.89 1258600 20.0
1-Heneicosyl formate 15.77 6.7 ng 419577 5 15.89 1258600 20.0
Ethanol, 2-(octad... 16.57 2.4 ng 148074 5 15.89 1258600 20.0
unknownl16.96 16.96 3.5 ng 156882 6 17.59 910085 20.0
Eicosane 17.34 5.2 ng 235345 6 17.59 910085 20.0
Benzo[e]pyrene 17.46 4.8 ng 217481 6 17.59 910085 20.0
unknownl19 .44 19.44 4.0 ng 181817 6 17.59 910085 20.0
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