LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 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-BF040115.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 1.161 21 24 27 rBv 267708 377094 1.01% 0.259%
2 5.139 370 372 390 rVB 486475 868589 2.33% 0.596%
3 6.476 487 489 492 rBV 650799 671449 1.80% 0.461%
4 6.590 497 499 502 rvB 563012 720832 1.94% 0.494%
5 6.887 523 525 532 rBV3 268552 432719 1.16% 0.297%
6 7.047 536 539 540 rVV 2591602 3796087 10.19% 2.604%
7 7.070 540 541 543 rVV 569419 517277 1.39% 0.355%
8 7.585 583 586 588 rBV 519696 594253 1.60% 0.408%
9 7.699 594 596 601 rVB 487107 532279 1.43% 0.365%
10 8.145 633 635 637 rvv 275780 413926 1.11% 0.284%

11 8.705 682 684 689 rvB2 331357 404499 1.09% 0.277%
12 9.208 726 728 730 rBV 362133 396496 1.06% 0.272%
13 9.368 740 742 744 rVV 768698 821210 2.21% 0.563%
14 9.505 751 754 756 rVB 426258 523215 1.41% 0.359%
15 9.813 778 781 783 rVvV 907481 1242385 3.34% 0.852%

16 9.882 783 787 789 rvv3 176133 532163 1.43% 0.365%
17 9.973 792 795 799 rvv4 154726 534213 1.43% 0.366%
18 10.236 813 818 820 rvv2 317094 595109 1.60% 0.408%
19 10.453 833 837 843 rvv 666740 930248 2.50% 0.638%
20 10.671 848 856 858 rvv 1770198 4141882 11.12% 2.841%

21 10.716 858 860 865 rvB 324089 497925 1.34% 0.342%
22 11.596 935 937 941 rVvB3 522030 629057 1.69% 0.432%
23 11.699 944 946 949 rvV 384870 621916 1.67% 0.427%
24 11.814 952 956 958 rvv2 235649 416264 1.12% 0.286%
25 11.871 958 961 964 rVvVv 3227064 5261724 14.13% 3.610%

26 11.916 964 965 967 rvv2 573277 768375 2.06% 0.527%
27 11.962 967 969 970 rvv2 290125 497717 1.34% 0.341%
28 12.088 978 980 983 rvv2 288710 409319 1.10% 0.281%
29 12.179 983 988 995 rvv3 1317060 3720952 9.99% 2.553%
30 12.454 1009 1012 1013 rVB 264050 375261 1.01% 0.257%

31 12.694 1031 1033 1040 rBV3 226897 495195 1.33% 0.340%
32 12.819 1040 1044 1048 rVVv4 246491 435492 1.17% 0.299%
33 12.979 1056 1058 1061 rVV 1438301 2163242 5.81% 1.484%
34 13.174 1072 1075 1077 rBV 344286 610346 1.64% 0.419%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.345 1077 1090 1093 rVV3 6369030 37238224 100.00% 25.545%

36 13.402 1093 1095 1097 rVvv2 377206 665448 1.79% 0.456%
37 13.505 1103 1104 1107 rBV 616730 784208 2.11% 0.538%
38 13.562 1107 1109 1111 rVB 400616 489279 1.31% 0.336%
39 13.608 1111 1113 1118 rVB2 780778 929751 2.50% 0.638%
40 13.734 1122 1124 1126 rVV2 388460 513392 1.38% 0.352%

41 13.962 1141 1144 1147 rVV 548866 913748 2.45% 0.627%
42 14.031 1147 1150 1152 rVV 363425 699535 1.88% 0.480%
43 14.179 1152 1163 1166 rVV 3202506 14124685 37.93% 9.689%
44 14.248 1166 1169 1172 rVV 2939457 5129091 13.77% 3.519%
45 14.305 1172 1174 1178 rVV3 525944 1278941 3.43% 0.877%

46 14.408 1181 1183 1184 rVV 324513 476432 1.28% 0.327%
47 14.442 1184 1186 1189 rVV 810021 1333906 3.58% 0.915%
48 14.499 1189 1191 1193 rVV2 309897 491812 1.32% 0.337%
49 14.545 1193 1195 1199 rVV 429963 621441 1.67% 0.426%
50 14.614 1199 1201 1205 rVV2 1306397 3361506 9.03% 2.306%

51 14.682 1205 1207 1208 rVV 1419576 2096395 5.63% 1.438%
52 14.785 1212 1216 1219 rVV4 962321 3311134 8.89% 2.271%
53 14.831 1219 1220 1225 rVV3 1180852 2798963 7.52% 1.920%
54 14.900 1225 1226 1227 rVV 542849 606153 1.63% 0.416%
55 14.934 1227 1229 1230 rVV 857371 1331802 3.58% 0.914%

56 15.002 1230 1235 1238 rVV2 1169461 4455801 11.97% 3.057%
57 15.048 1238 1239 1241 rVV2 693948 994811 2.67% 0.682%
58 15.094 1241 1243 1246 rVV3 920970 1932613 5.19% 1.326%
59 15.162 1246 1249 1252 rVV2 813962 1492625 4.01% 1.024%
60 15.254 1254 1257 1259 rVB 1095831 1527000 4._.10% 1.048%

61 15.722 1297 1298 1302 rVB3 333485 655331 1.76% 0.450%
62 15.802 1303 1305 1309 rBV2 1000417 2247637 6.04% 1.542%
63 15.905 1312 1314 1318 rVV2 1055127 1362168 3.66% 0.934%
64 15.974 1318 1320 1324 rVV5 293250 567566 1.52% 0.389%
65 16.637 1376 1378 1381 rBV2 360387 476962 1.28% 0.327%

66 16.705 1382 1384 1386 rVV2 248549 402056 1.08% 0.276%
67 16.831 1393 1395 1399 rBV2 264003 385834 1.04% 0.265%
68 16.911 1399 1402 1405 rBV 3886089 6313529 16.95% 4_.331%
69 16.968 1405 1407 1409 rVvv2 378005 520222 1.40% 0.357%
70 17.071 1414 1416 1418 rVV3 299150 619767 1.66% 0.425%

71 17.128 1418 1421 1423 rVB 326108 599399 1.61% 0.411%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 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-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 17.185 1423 1426 1428 rBV2 195985 407674 1.09% 0.280%
73 17.483 1449 1452 1456 rVB 742495 1207810 3.24% 0.829%
74 17.997 1494 1497 1499 rBvV2 353910 697280 1.87% 0.478%
75 18.043 1499 1501 1506 rvv4 247406 800766 2.15% 0.549%

76 18.203 1512 1515 1519 rVV4 454360 1185147 3.18% 0.813%
77 18.271 1519 1521 1528 rVB2 479758 1079993 2.90% 0.741%
78 19.186 1598 1601 1607 rBV4 217496 697284 1.87% 0.478%

Sum of corrected areas: 145773831
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF078384.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 5

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

7.05 175.45 ng 3796090 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl-4-(l1-methv... 136 C10H16 005989-54-8 94
2 Limonene 136 C10H16 000138-86-3 93
3 Cvclohexene. 1-methvl-4-(l1-methyv... 136 C10H16 007705-14-8 81
4 D-Limonene 136 C10H16 005989-27-5 81
5 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C10H16 003760-14-3 72

Abundance Scan 539 (7.047 min): BF078384.D (-536) (-) m/z 68.10 100.00%
68 93
5000 79
39 53 107 121
136 HR UL UL L
L Joed e | ‘I | ‘ 128 | 289 Lo TR LA
L L N 1 M m/z 67.05 79.11%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15340: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)-
68
5000 93 HR UL UL L
39 53 79 6.80 7.00 7.20 7.40
27 m/z 93.10 78.32%
‘ 107 1210
0 |....|...‘l‘|...ﬁll‘l..i‘l.‘..lu‘.‘l ‘l...‘ll‘....l‘..‘..ln‘.‘ll....|‘....|..l.|....
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68
" '6.80 7.00 7.0 7.40
5000 93 m/z 79.10 40.02%
79
27 4l 83 107 121 136
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15347: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (.+/-.)- L e
68 6.80 7.00 7.20 7.40
m/z 94.10 31.25%
5000 93
39
53 79 107 136
B | | .
OI”'W”“W“'JL'W'LW“” '“““”'ﬂm'w”JV'“m'“w'“w'“ HRR UL UL L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Dodecyltrimethylammonium br... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.87 280.43 ng 5261720 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecvltrimethvlammonium bromide 307 C15H34BrN 001119-94-4 72
2 1-Decanaminium. N.N.N-trimethvl-._.. 235 C13H30CIN 010108-87-9 64
3 n-Octvl trimethvl ammonium bromide 251 C11H26BrN 002083-68-3 64
4 l1-Heptanamine. N.N-dimethvl- 143 C9H21N 005277-11-2 64
5 1-Hexadecanamine, N,N-dimethyl- 269 C18H39N 000112-69-6 64
Abundance Scan 961 (11.871 min): BF078384.D (-958) (-) m/z 58.10 100.00%
58
5000
a1 135 11,60 11.80 12,00 12.20
Ol 5 B4 107121 | 156170184198212226 241 | Ty777135.10  9.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121139: Dodecyltrimethylammonium bromide
58
5000
11.60 11.80 12.00 12.20
m/z 41.10 5.97%
15 2041 | 71 94 114 135149 170184198 213
m/z--> 25 40 65 80 160 120 140 160 180 200 250 240
Abundance
58
11.60 11.80 12.00 12.20
5000 m/z 43.10 5.35%
15 29 41 71 91 105 128142156170 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88788: n-Octyl trimethyl ammonium bromide R e e o R
58 11.60 11.80 12.00 12.20
m/z 59.10 4 _34%
5000
Doga | 71 9 19y 135 157
m/z--> 20 45 65 80 100 120 140 160 180 200 220 240 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl11.92 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.92 40.95 ng 768375 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 43
2 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 35
3 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 27
4 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 25
5 Butanamide, N-(4-methylphenyl)-3... 191 C11H13NO2 002415-85-2 22
Abundance Scan 965 (11.916 min): BF078384.D (-964) (-) m/z 149.10 100.00%
107 135149
121
5000
191
220 11.60 11.80 12.00 12.20
0 18 1207 m/z 135.10  95.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100777: Phenol, 4,4'-(1,2-diethyl-1,2-ethanediyl)bis-, (R...
135
107
5000
11.60 11.80 12.00 12.20
m/z 107.10 93.00%
77 91 ‘
Ol etk e L 151165181 107212 240 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
107
11.60 11.80 12.00 12.20
5000 m/z 121.10 63.11%
150
41 a
o 27 63 /7 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22574: Acetamide, N-(3-methylphenyl)-
11.60 11.80 12.00 12.20
m/z 191.15 27 .00%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.18 198.31 ng 3720950 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Undecanoic acid 186 C11H2202 000112-37-8 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 42
5 Dodecanoic acid 200 C12H2402 000143-07-7 38
Abundance Scan 988 (12.179 min): BF078384.D (-983) (-) m/z 73.05 100.00%
60 7B
43
5000 129
1180 12.00 12.20 12.40
Obrr e i m/z 60.00 78.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75070: Tetradecanoic acid
43 60 78
29 B SRS B B i
5000 129 1180 1200 12.20 12.40
87 1s s - 185 228 m/z 43.10 66.24%
01
0 "I""I .Hl“.‘l‘.‘.‘ 157 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73
43 ISR BN SN BN B
11.80 12.00 12.20 12.40
5000 29 m/z 55.10 57.37%
85 129 143
97 115 157169
L e
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250
Abundance #65562: Tridecanoic acid e B E R oSG e
43 60 78 11.80 12.00 12.20 12.40
m/z 41.10 56.02%
5000 - e
H , 115 ‘ 7o 214
0 \»»\m\ S |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1180 1200 1220 1240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Octadecanamine, N,N-dimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.98 115.29 ng 2163240 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanamine. N.N-dimethvl- 297 C20H43N 000124-28-7 78
2 1-Hexadecanamine. N.N-dimethvl- 269 C18H39N 000112-69-6 78
3 1-Decanaminium. N.N.N-trimethvl-... 235 C13H30CIN 010108-87-9 72
4 Benzedrex 155 C10H21N 000101-40-6 72
5 1-Nonadecanamine, N,N-dimethyl- 311 C21H45N 049859-87-2 72
Abundance Scan 1058 (12.979 min): BF078384.D (-1056) (-) m/z 58.10 100.00%
58
5000
43 12.60 12.80 13.00 13.20
Obrrrprrrefhrrrrerr o 29 114 142 170185 208 226 254269 m/z 43.10  5.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115995: 1-Octadecanamine, N,N-dimethyl-
58
5000
12.60 12.80 13.00 13.20
m/z 41.10 4 _.55%
0 2843 | 84100 128 156 226 268 297
m/z--> 25 4b eb 85 160 120 110 1éo 1é0 200 220 240 260 2§o 300
Abundance
58
12.60 12.80 13.00 13.20
5000 m/z 59.10 4.14%
o 43 84 254269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #79124: 1-Decanaminium, N,N,N-trimethyl-, chloride
58 12.60 12.80 13.00 13.20
m/z 55.10 3.13%
5000
oL15 41 | 91 114 142 170185
m/z--> 25 4b eb 85 160 150 110 160 180 200 220 250 2éo 2§o 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.35 1984.66 ng 37238200 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1090 (13.345 min): BF078384.D (-1077) (-) m/z 73.05 100.00%

256 13.00 13.20 13.40 13.60

43 60 B
5000 129
97 213
115 179
1437 193

227
ObprrrrhLs 243 m/z 43.10 82.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
50001 29 256

13.00 13.20 13.40 13.60
m/z 60.10 79.69%

213
T | T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
13.00 13.20 13.40 13.60
s000| . 129 m/z 41.10 68.67%
§ 1s e 214
101 143157 | 185
) N VR OV O R S NP T S S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid L LI L B e
60 78 13.00 13.20 13.40 13.60
43 m/z 55.10 66.81%
5000 129
185 228
T7 01115 143157171 ‘ 199
0 | ‘\ ‘ H ‘ \M } H‘ b |‘ | ul 1 213 ! | |
------ T 7 R e e i e e e
m/z--> 20 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60

8270-BF040115.M Fri Apr 10 13:59:57 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1,3-Dioxolane, 2-(4-methoxy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.51 41.80 ng 784208 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 78
2 I2-(4-Methoxv-phenvD)-T1.31dioxo... 238 C12H1405 1000193-22-2 64
3 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 53
4 Benzothiazole-6-carboxvlic acid 179 C8H5N02S 003622-35-3 36
5 2,4-Dimethoxyphenyl isocyanate 179 C9HONO3 084370-87-6 25
Abundance Scan 1104 (13.505 min): BF078384.D (-1103) (-) m/z 179.10 100.00%
179
5000 135
41 g 77 91 1?7121 159 103 215229243 258 13.20 13.40 13.60 13.80
Ol b el e T T S R S m/z 135.10 43.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51653: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
179
135
5000
13.20 13.40 13.60 13.80
43 m/z 107.10 14 .88%
15 28 64 107121 | 150163 | 194
0"w'h'w'“ﬂ“'h'“'lﬂ'w'“lw""“'M'm | SRRAU SRS SRS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135 179
13.20 13.40 13.60 13.80 |
5000 " m/z 180.10 12.10%
77
R 64 | 92107), 150163 194 038
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]- T
179 13.20 13.40 13.60 13.80
m/z 91.10 7.11%
135
5000
194
a1 107
oL 274 57 77 ST | 120 | 149163 |
m/z--> 20 4'0 6|0 80 100 150 140 160 180 200 220 240 260 1320 13.40 13.60 13.80

8270-BF040115.M Fri Apr 10 13:59:58 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl3.61 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.61 49.55 ng 929751 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 38
2 17-Pentatriacontene 491 C35H70 006971-40-0 38
3 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 22
4 Dodecane 170 C12H26 000112-40-3 20
5 Undecane 156 C11H24 001120-21-4 18

Abundance Scan 1113 (13.608 min): BF078384.D (-1111) (-) m/z 57.10 100.00%

5000

l?

13.20 13.40 13.60 13.80 14.00
m/z 43.10 74 .06%

0!

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol
57
97
5000 LA L B L B L B L L L L
13. 20 13 40 13. 60 13. 80 14. OO
m/z 41.10 74 .03%
18
. \“L 1] Hm‘ﬁmu 181 223 278 320 362 404 446 488518 572
. - R AR RaE]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
R e e EEERE R
13.20 13.40 13.60 13.80 14.00
5000 83 m/z 55.10 69.99%
125
0 167 210 267 307 490
T T T T T T e T e T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #46869: 1-Octanol, 2-butyl- A A A E e
57 13.20 13.40 13.60 13.80 14.00
m/z 73.05 47 .70%
5000
2
ol L 7 154
IR o o o o NI I o e e o e R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 13.20 13.40 13.60 13.80 14.00

8270-BF040115.M Fri Apr 10 13:59:59 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1-Hexadecanamine, N,N-dimet... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.96 48.70 ng 913748 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanamine. N.N-dimethvl- 269 C18H39N 000112-69-6 80
2 1-Pentadecanamine. N.N-dimethvl- 255 C17H37N 017678-60-3 72
3 3(N.N-DimethvImvristvlammonio)pr... 363 C19H41NO3S 014933-09-6 72
4 Tetradonium Bromide 335 C17H38BrN 001119-97-7 72
5 1-Tridecanamine, N,N-dimethyl- 227 C15H33N 017373-29-4 72

Abundance Scan 1144 (13.962 min): BF078384.D (-1141) (-) m/z 58.10 100.00%

58
5000

13.60 13.80 14.00 14.20

ol 3 B3 114135156 179 202221239 268 296 | sz  43.10  5.67%
m/z--> 50 100 150 200 250 300 350
Abundance #100013: 1-Hexadecanamine, N,N-dimethyl-
58
5000 LA L L L L L L L LB B

T T T T
13.60 13.80 14.00 14.20

m/z 41.10 4._.22%

0 L 84 269
I B e o N H s e s e s e L B e e o
m/z--> 50 100 150 200 250 300 350
Abundance
58
B R R R e e e
13.60 13.80 14.00 14.20
5000 m/z 59.10 3.52%
0 29 84 114 140 170 198 226 255
m/z--> 50 100 150 200 250 300 350
Abundance #145917: 3(N,N-Dimethylmyristylammonio)propanesulfonate R R R e e
58 13.60 13.80 14.00 14.20
m/z 55.10 3.23%
5000
oL 2B, | 8 122 156180 212 241 362
i B e L B e e e e e L o o e o B R e N R
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF040115.M Fri Apr 10 14:00:00 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 9-Hexadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.18 431.07 ng 14124700 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 90
2 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 87
3 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 86
4 Cvclohexanamine. N-cvclooctvlidene- 207 C14H25N 054699-42-2 80
5 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 76

Abundance Scan 1163 (14.179 min): BF078384.D (-1152) (-) m/z 55.10 100.00%

5000

13.80 14.00 14.20 14.40

137 165 186203222 246284282

0 m/z 69.10 67.02%
m/z--> 50 100 150 200 250 300 350
Abundance #99355: 9-Hexadecenoic acid, methyl ester, (2)-
55
74
5000 LA L L L L L L L LB L L
97 13.80 14.00 14.20 14.40
m/z 41.10 60.34%
“ M 123 152 _ 104 236
MR O i R N
m/z--> 100 150 200 250 300 350
Abundance
55
B e
83 13.80 14.00 14.20 14.40
5000 29 m/z 83.10 59.54%
111 264
282
. 137154 130199 222 246
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #151535: 15-Tetracosenoic acid, methyl ester, (2)- AL B
55 13.80 14.00 14.20 14.40
m/z 97.10 42 .42%
5000 83
‘ 1?? 157 181 207 349
(o — R S e
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14.20 14.40

8270-BF040115.M Fri Apr 10 14:00:01 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.25 156.53 ng 5129090 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 25
Abundance Scan 1169 (14.248 min): BF078384.D (-1166) (-) m/z 73.10 100.00%
4357
5000
185 241 T T
143157171 14.00 14.20 14.40 14.60
b m/z 43.10 94 .59Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 L S B B B
14.00 14.20 14. 40 14. 60
29 185 2a1 284 m/z 60.05 81.19%
‘ ‘ 199513227
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
14.'00 14.'20 14.'40 14.|60
5000 - 129 m/z 57.10 78.94%
87 199 242

143
115 157 185

213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid B o
73 14.00 14.20 14.40 14.60
m/z 55.10 69.84%
43 5
5000 129
185 228
‘ T7 15 | 143 171 ‘ 199 ‘
ok P.”ﬁhmp“‘MLJ%HNHu.ﬂHJP”.P”.P%?.h..”q.”q.“. B AREAREAE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60

8270-BF040115.M Fri Apr 10 14:00:02 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 2-Phenanthrylamine, 9,10-di... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.61 102.59 ng 3361510 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrvlamine. 9.10-dihvdro... 240 C14H12N202 018264-78-3 70
2 Benzenamine. 4-I2-(4-nitrophenvl... 240 C14H12N202 004629-58-7 35
3 9H-Carbazole. 9-ethvl-3-nitro- 240 C14H12N202 000086-20-4 25
4 1.4.7-Trimethvl-2-azafluorenone 223 C15H13NO 064322-98-1 25
5 6-(Methylamino)phenanthren-3-ol 223 C15H13NO 098033-23-9 20

Abundance Scan 1201 (14.614 min): BF078384.D (-1199) (-) m/z 240.10 100.00%

223 240
135

5000

14.20 14.40 14.60 14.80 15.00
0 bl N 268 298308 553,20  97.00%

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

Abundance #82202: 2-Phenanthrylamine, 9,10-dihydro-1-nitro-

223 240

205

165

14.20 14.40 14.60 14.80 15.00
m/z 135.10 78.69%

5000

5
115 139

olrr? 10 Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
240
e
14.20 14.40 14.60 14.80 15.00
5000 m/z 165.10 59.32%
165 193
39 63 g9 115 139 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82175: 9H-Carbazole, 9-ethyl-3-nitro- B e e
225240 14.20 14.40 14.60 14.80 15.00
m/z 239.10 41 _59%
5000 179

45 69 g7 113 139 164 | 194510

Al
IIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTr 1T LU TTTT T L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 20 14. 40 14. 60 14. 80 15.00

o

8270-BF040115.M Fri Apr 10 14:00:03 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknownl4.68 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.68 63.98 ng 2096400 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(bromomethvl)-4-(1-me... 212 C10H13Br 073789-86-3 25
2 Benzene. (l-ethvlbutv)- 162 C12H18 004468-42-2 25
3 cis-4-Ethoxv-3-methoxv-.beta.-me... 237 C12H15N0O4 134040-29-2 18
4 1.5.6.7-Tetramethvlbicvclol3.2.0... 237 C12H19N3S 1000140-33-7 18
5 Benzene, 1,3-bis(1-formylethyl)- 190 C12H1402 1000160-34-1 15
Abundance Scan 1207 (14.682 min): BF078384.D (-1205) (-) m/z 237.20 100.00%
119 287

5000

271
25 86 14.40 14.60 14.80 15.00

o 302317 "m/z 119.10  98.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #63922: Benzene, 1-(bromomethyl)-4-(1-methylethyl)-

14.40 14.60 14.80 15.00
m/z 187.15  71.30%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91
A e T
14.40 14.60 14.80 15.00
5000 m/z 131.10 62.67%
119
162
o 271 51 76 134
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #80288: cis-4-Ethoxy-3-methoxy-.beta.-methyl-.beta.-nitros.. e
237 14.40 14.60 14.80 15.00
m/z 133.10 59.98%
5000 103 162
190
38 77 ]_31147 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14. 60 14. 80 15.00

8270-BF040115.M Fri Apr 10 14:00:04 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknownl4.79 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.79 101.05 ng 3311130 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophthalic acid. 2.4-dimethoxv-... 446 C23H2609 019314-77-3 32
2 Coumarin-6-ol. 3.4-dihvdro-4.4-d... 237 C11H11NO5 1000126-61-0 25
3 2.4-Diphenvilthiazole 237 C15H11INS 001826-14-8 25
4 1H-Indole-2.3-dione. 3-(phenvlhyv... 237 C14H11N30 017310-26-8 22
5 7-Phenyl-7H-triazolo[e]benzofurazan 237 C12H7N50 035142-93-9 22
Abundance Scan 1216 (14.785 min): BF078384.D (-1212) (-) m/z 237.20 100.00%
237
5000] 45 107
149 065
77 187209 302 14.40 14.60 14.80 15.00 15.20
0 m/z 107.10 44 _42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163915: Isophthalic acid, 2,4-dimethoxy-6-methyl-, 3-meth...
237
5000 LRI BURBURN SURIUILE B B
14.40 14.60 14.80 15.00 15.20
45 m/z 45.10 44 _36%
0 \\‘ Il 6\\\9\”9\9 111 149 \1?1 415
m/z--> 50 100 150 200 250 300 350 400
Abundance
237
195 14.40 14.60 14.80 15.00 15.20
5000 m/z 149.10 31.97%
53 91 120 148
e L L (L A L L WL B W
m/z--> 50 100 150 200 250 300 350 400
Abundance #80451: 2,4—Dipheny|thiazole LI DAL BN B N B
237 14.40 14.60 14.80 15.00 15.20
134 m/z 223.20 26.27%
5000
39 63 %0110 , 165 193
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20

8270-BF040115.M Fri Apr 10 14:00:05 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl14.83 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.83 85.42 ng 2798960 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 46

2 4-Aminostvrene 119 C8HON 001520-21-4 43
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 43
4 3-(4-Cvanomethvl-1H-pvrrol-3-vI)... 159 C9HIN3 106491-24-1 43
5 1,3,8-p-Menthatriene 134 C10H14 021195-59-5 43
Abundance Scan 1220 (14.831 min): BF078384.D (-1219) (-) m/z 119.10 100.00%
119
162
5000
91 146 e B L B B e
Obrerrrrmtirer bl L gl 190201, 225261 17285302 65 00 67, 64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000 LI L L L LB L L L L BB
14.60 14.80 15.00 15.20
91 m/z 91.10 15.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
119
L R
14.60 14.80 15.00 15.20
5000 m/z 146.10 14 .60%
91
39 65
ol 18
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14375: Benzene, 1-ethyl-2,3-dimethyl- R
119 14.60 14.80 15.00 15.20
m/z 117.10 12.86%
5000
39 65 ﬂ PE:
o] O N S e —— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20

8270-BF040115.M Fri Apr 10 14:00:07 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknownl15.00 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.00 135.99 ng 4455800 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-5-en-3-ol. 4.4-dimethyl-... 302 C21H340 007673-17-8 35
2 1.2-Benzisothiazol-3(2H)-one. 4-... 287 C13H9N303S 1000277-42-1 25
3 4-Trifluoromethvlbenzoic acid. 3... 300 C16H19F302 1000280-03-3 16
4 2-Pentene. 3-diethvlborvl-2-trim... 256 C12H27BGe 1000153-65-0 15
5 Kaur-16-en-18-oic acid, (4.beta.)- 302 C20H3002 020316-84-1 11
Abundance Scan 1235 (15.002 min): BF078384.D (-1230) (-) m/z 55.10 100.00%
O :‘ 15
241 287
5000 131 173
147 89 257 00
3 213 14.60 14.80 15.00 15.20 15.40
0 m/z 81.10 95.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #118849: Androst-5-en-3-ol, 4,4-dimethyl-, (3.beta.)-
4

95 269

5000 LA L I L L B L L L B
14 60 14. 80 15. 00 15 20 15. 40
173 219 241 m/z 105.10 90.58%
201
o unﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
287
R e
241 14.60 14.80 15.00 15.20 15.40
5000 . m/z 91.10 89.74%
51
ol 34 % 118 144 145,179 197212 257272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117523: 4-Trifluoromethylbenzoic acid, 3,5-dimethylcycloh... R e R A
95 14.60 14.80 15.00 15.20 15.40
110 m/z 95.10 81.41%

5000 41 68

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14 60 14. 80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 unknownl15.16 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.16 45_.55 ng 1492630 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Cvclohexadiene. 3.3.6.6-tetr... 136 C10H16 002223-54-3 38
2 7-Oxabicvclol3.3.11non-2-ene. 8-... 272 C18H2402 1000264-58-5 25
3 .agamma.-Elemene 204 C15H24 030824-67-0 25
4 3-Methylene-1.5.5-trimethvlcvclo... 136 C10H16 016609-28-2 25
5 Pyridine, 2,4,6-trimethyl- 121 C8H11N 000108-75-8 25
Abundance Scan 1249 (15.162 min): BF078384.D (-1246) (-) m/z 121.10 100.00%

5000

139

167 287 B AR B R
187 204220 241257 14.80 15.00 15.20 15.40

0 m/z 91.10 45.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #15280: 1,4-Cyclohexadiene, 3,3,6,6-tetramethyl-
121
5000 LA L L L L L L L LB B
105 14.80 15.00 15.20 15.40
79 m/z 93.10 30.35%
41 136
NN T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
121
R R RREEEEa
14.80 15.00 15.20 15.40
5000 m/z 79.10 29.53%
03 136
7
53 1L g1 p07 239 272

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58652: .gamma.-Elemene R e
14.80 15.00 15.20 15.40

m/z 105.10 28.81%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 80 15. 00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Ethanol, 2-butoxy-, phospha... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.25 46.60 ng 1527000 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 64
2 2.5-Hexanediol 118 C6H1402 002935-44-6 25
3 Undecane. 3.9-dimethvl- 184 C13H28 017301-31-4 17
4 Hexadecane 226 C16H34 000544-76-3 10
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 10
Abundance Scan 1257 (15.254 min): BF078384.D (-1254) (-) m/z 57.10 100.00%
g7
85
5000 e /\/\/VJLW/\\
153 227 LRI SUNILE SURRU IR B
| I H 173 | | 255, 2% 355 15.00 15.20 15.40 15.60
ol A b LA L T2 L 8% m/z 45.10 71.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155890: Ethanol, 2-butoxy-, phosphate (3:1)
57
85 125
5000 LI S LIS ISV
153 9 15.00 15.20 15.40 15.60
- Jm 227 299 m/z 56.10 64.52%
ol il 05|y HM s P g 35 a0
m/z--> 50 100 150 200 250 300 3%0 400
Abundance
45
o 1500 15.20 15.40 15.60
5000 m/z 85.10 53.47%
0 65
m/z--> 50 100 150 200 250 300 350 400
Abundance #45583: Undecane, 3,9-dimethyl- A BT B S
57 15.00 15.20 15.40 15.60
m/z 125.00 49 _.32%
5000 /
85
29
m/z--> 50 100 1%0 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 4-Amino-4"-(N,N-dimethylami... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.91 41.57 ng 1362170 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-Amino-4"-(N.N-dimethvlamino)st... 238 C16H18N2 022525-43-5 55

2 Benzene. 1.2.3.4-tetramethoxy-5-... 238 C13H1804 015361-99-6 50
3 3-Nitro-9-vinvlcarbazole 238 C14H10N202 001147-69-9 42
4 Acetic acid. Im-(trimethvisiloxv... 238 C12H1803Si 027798-61-4 38
5 5-lodouracil 238 C4H3IN202 000696-07-1 38
Abundance Scan 1314 (15.905 min): BF078384.D (-1312) (-) m/z 238.10 100.00%
238
5000
5 152 73
69 89 121 19521 308 15.60 15.80 16.00 16.20
178 : : : :
0 256 325 3%0 m/z 152.10 32.20%
m/z--> 50 100 150 200 250 300 350
Abundance #81185: 4-Amino-4'-(N,N-dimethylamino)stiloene
238
5000 R AR BN BN BN
15.60 15.80 16.00 16.20
m/z 45.10 27.69%
oL15 42 77% 19 159 165 193 5y
m/z--> 50 100 150 200 250 300 350
Abundance
238
15,60 15.80 16.00 16.:20
5000 m/z 273.10 24.06%
43 63 192
. 26 65 91109 137 209
m/z--> 50 100 150 200 250 300 350
Abundance #80882: 3-Nitro-9-vinylcarbazole R REREREE R L
238 15.60 15.80 16.00 16.20
m/z 223.10 22 .55%
5000 191
208
oL 30 63 95113 139 14 | |
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078384.D

Aca On : 10 Apr 2015 5:25

Operator : TP/1Z

Sample : 61782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 9

Peak Number 20 Squalene

R.T. EstConc

Relative to ISTD

6313530

Perylene-d12

MW  MolForm

1 Saualene

2 2.6.10.14.18.22-Tetracosahexaene. ..
3 4.9.13.17-Tetramethvl-4.8.12.16-. ..
4 2.6.10-Dodecatriene. 3(BE).7(BE).1. ..
5 2,6,10,14-Hexadecatetraenoic aci...

410 C30H50
410 C30H50
316 C22H360
236 C16H280
332 C22H3602

007683-64-9 91
000111-02-4 91
056882-09-8 83
1000159-57-9 78
024035-35-6 72

Abundance Scan 1402 (16.911 min): BF078384.D (-1399) (-) m/z 69.10 100.00%
69 n
5000
41 IIIIIIIIIIIIIIIIIIIII
95
137 16.60 16.80 17.00 17.20
161
ol L BI7 4 161 189 231250273 311 341367 410 | 7o gy 10 52.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 LA L L L L L LN L |
16.60 16.80 17.00 17.20
41 95 137 m/z 41.10 24 .64%
0 a7 163 101 217 245 273 299 341 367 410
R e A B e — T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R R EEmmERE
16.60 16.80 17.00 17.20
5000 m/z 95.10 13.92%
41
% 121 149
o 175 203 231 273 299 341 367 410
T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R R ma AR
69 16.60 16.80 17.00 17.20
m/z 68.10 12.38%
5000 41
93
h 137
192
ANUEERIE SN T N | S—
m/z--> 50 100 150 200 250 300 350 400 16 60 16. 80 17. 00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040915\
Data File : BF078384.D

Acq On = 10 Apr 2015 5:25

Operator : TP/1Z

Sample : G1782-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
Cyclohexene, 1-me... 7.05 175.4 ng 3796090 1 6.89 432719 20.0
Dodecyltrimethyla... 11.87 280.4 ng 5261720 4 12.45 375261 20.0
unknownll.92 11.92 41.0 ng 768375 4 12.45 375261 20.0
Tetradecanoic acid 12.18 198.3 ng 3720950 4 12.45 375261 20.0
1-Octadecanamine, ... 12.98 115.3 ng 2163240 4 12.45 375261 20.0
n-Hexadecanoic acid 13.35 1984.7 ng 37238200 4 12.45 375261 20.0
1,3-Dioxolane, 2-_... 13.51 41.8 ng 784208 4 12.45 375261 20.0
unknownl13.61 13.61 49.5 ng 929751 4 12.45 375261 20.0
1-Hexadecanamine,... 13.96 48.7 ng 913748 4 12.45 375261 20.0
9-Hexadecenoic ac... 14.18 431.1 ng 14124700 5 15.72 655331 20.0
Octadecanoic acid 14.25 156.5 ng 5129090 5 15.72 655331 20.0
2-Phenanthrylamin... 14.61 102.6 ng 3361510 5 15.72 655331 20.0
unknownl4 .68 14.68 64.0 ng 2096400 5 15.72 655331 20.0
unknownl14 .79 14.79 101.1 ng 3311130 5 15.72 655331 20.0
unknownl14 .83 14.83 85.4 ng 2798960 5 15.72 655331 20.0
unknown15.00 15.00 136.0 ng 4455800 5 15.72 655331 20.0
unknownl15.16 15.16 45.5 ng 1492630 5 15.72 655331 20.0
Ethanol, 2-butoxy... 15.25 46.6 ng 1527000 5 15.72 655331 20.0
4-Amino-4"-(N,N-d... 15.91 41.6 ng 1362170 5 15.72 655331 20.0

6

Squalene 16.91 104.6 ng 6313530 17.44 1207810 20.0
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