LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 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 1.370 14 16 23 rvVB 135952 211904 2.85% 0.891%
2 1.564 32 33 40 rVvVv 229412 358298 4.82% 1.507%
3 1.667 40 42 88 rvB 3507685 7431638 100.00% 31.255%
4 5.233 352 354 365 rVB 538193 708402 9.53% 2.979%
5 6.559 468 470 478 rBV 692473 772048 10.39% 3.247%

6.673 478 480 483 rVvVv 651502 794654 10.69% 3.342%
6.959 503 505 508 rBvV 510033 471580 6.35% 1.983%
521 524 rBV 616383 608129 8.18% 2.558%
7.656 564 566 569 rBvV 433859 451088 6.07% 1.897%
8.536 641 643 648 rBvV 755461 696104 9.37% 2.928%

QOO ~NO®
\l
=
N
N
a1
=
©

11 9.885 759 761 764 rBV 1102431 966525 13.01% 4._.065%
12 10.708 830 833 835 rvB 562924 717695 9.66% 3.018%
13 11.679 916 918 921 rBV 568549 595796 8.02% 2.506%
14 12.536 990 993 994 rBvV 772749 742160 9.99% 3.121%
15 12.559 994 995 998 rvv 167280 226672 3.05% 0.953%

16 13.291 1053 1059 1067 rBv4 78868 216174 2.91% 0.909%
17 14.034 1121 1124 1126 rBV 407810 392037 5.28% 1.649%
18 14.308 1146 1148 1151 rBV 358006 409567 5.51% 1.723%
19 14.525 1164 1167 1170 rVB 938479 1041205 14.01% 4_379%
20 14.857 1194 1196 1201 rVB4 47807 128035 1.72% 0.538%

21 15.245 1227 1230 1234 rBV2 71670 111129 1.50% 0.467%
22 15.702 1267 1270 1275 rBV 273426 395895 5.33% 1.665%
23 15.805 1275 1279 1283 rBV2 796480 1348139 18.14% 5.670%
24 15.874 1283 1285 1287 rVB 246127 275172 3.70% 1.157%
25 16.114 1304 1306 1310 rBVZ2 48237 110495 1.49% 0.465%

26 16.514 1339 1341 1349 rVB3 212521 337904 4 _55% 1.421%
27 17.085 1387 1391 1396 rBV 209883 497543 6.69% 2.093%
28 17.280 1406 1408 1413 rBV2 150535 355492 4.78% 1.495%
29 17.394 1416 1418 1421 rVV 141260 172084 2.32% 0.724%
30 17.451 1421 1423 1427 rVB 152851 223633 3.01% 0.941%

31 17.520 1427 1429 1435 rBV 766099 975056 13.12% 4.101%
32 18.057 1473 1476 1477 rBV 98771 143065 1.93% 0.602%
33 18.811 1540 1542 1548 rVB2 106979 218787 2.94% 0.920%
34 19.189 1572 1575 1579 rVB 95461 188113 2.53% 0.791%

8270-BF052615.M Fri May 29 13:47:35 2015 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 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

Method
Title

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

35 19.326 1584 1587 1591 rBV2 137751 310658 4.18% 1.307%

36 20.183 1659 1662 1666 rBV2 63258 174333 2.35% 0.733%

Sum of corrected areas: 23777209
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/I1Z

Sample : G2359-05 2X

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF052615.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: BF079544.D
3500000 167

3000000
2500000
2000000
1500000
1000000

6.5%67 7.14
500000

1.371.5
gty

e o e e B L L e B T L R i an maan e L

I I
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF079544.D
3500000

3000000
2500000
2000000
1500000
9.88

1000000 8.54 12.54
10.71 11.68

14.53

500000 14.0314.31

1%.56 13.29

Time--> 8.00 8.50 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 TIC: BF079544.D
3500000

3000000

2500000

2000000

1500000

17.52

1000000 15.81

500000 15
14.86 1525

e

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

18.81 191833 20.18
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.37 8.99 ng 211904 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9

Abundance Scan 16 (1.370 min): BFO79544.D (-14) (-) m/z 73.10 100.00%
7B
5000 43 F
55 87
o7 1.301.401.50 1.60 1.70 1.80
Ol eyt e S L m/z 43.05 37.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 1.301.401.50 1.60 1.70 1.80
55 87 m/z 55.10 27.92%
0 ‘?9 35 ‘M‘\ ‘ 67 || 80
L AL UL SUL AL SUELRLEL UL S SURLEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
—v—v—rrn—v-rrn—v—rrn—v—rrn—v—rrn—v—rn—r
1.301.401.50 1.60 1.70 1.80
5000 m/z 87.05 23.85%
45
29
o 39 S g7 101
L A UL SUL AL SUELEL AL UL S SURLEL SO SULN UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #720: N-Ethylformamide
30 1.301.401.50 1.60 1.70 1.80
73 m/z 41.05 11.97%
5000
44 58
18 ‘
0||||||‘ll|lll‘l|||3|8ﬁ‘l‘l‘ll|lll||||||||ﬁ|||||||||||||llll| —v—v—rrn—v-rrn—v—rrn—v—rrn—v—rrn—v—rn—r
m/z--> 10 20 30 40 50 60 70 80 90 100 1.301.401.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 unknown6.67 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.67 33.70 ng 794654 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 480 (6.673 min): BF079544.D (-478) (-) m/z 132.00 100.00%
5000

6.40 6.60 6.80 7.00

132

01 m/z 68.10 45_.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 R o EEERmEmam
6.40 6.60 6.80 7.00
33 44 . 97 105 m/z 134.00 32.70%
60 78 ‘ ‘
I N O - /A - O 1S |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

69 104 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.75%
31 54 51 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole —v—v—v—v—rv—v—vl&rr

132 6.40 6.60 6.80 7.00
m/z 69.10 18.62%

5000
104
66
14 27 37445158 7 7T g9 97 | 115 ‘
S MRS - S SO 1PN 00 - S .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 unknownl13.29 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.29 5.83 ng 216174 Phenanthrene-d10 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 38
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 15
4 Benzene. 1.1"-(2-cvclopropen-1-v... 192 C15H12 022825-21-4 15
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 11
Abundance Scan 1059 (13.291 min): BF079544.D (-1053) (-) m/z 190.10 100.00%
1
5000
13.00 13.20 13.40 13.60
0 m/z 189.10 97 .05%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 A AN AR R B
o4 anmnmnm
m/z 192.10 56.63%
oL 27 395 63 8 | 110122 137 150 163 178 |
m/z--> ﬁo Jo éo 85 160 150 150 160 180 260
Abundance
189
13.00 13.20 13.40 13.60
5000 m/z 191.10 46.09%
94
8l 163
S R R R R R R RS RN R SRR
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50629: Phenanthrene, 1-methyl-
192 13.00 13.20 13.40 13.60
m/z 149.00 41 .50%
5000
95 165
28 39 51 63 w | 115126 139152 | 176 | .,
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 180 200 ' 13. oo 13. 20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Trichloroacetic acid, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.70 5.87 ng 395895 Chrysene-di12 15.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 87

4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 83

Abundance Scan 1270 (15.702 min): BF079544.D (-1267) (-) m/z 57.10 100.00%

5000

-

234 15.40 15.60 15.80 16.00
m/z 83.10 92.75%

o 139155171 190 215

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43

69

-

15.40 15.60 15.80 16.00
m/z 55.10 91.56%

5000

125

153168

196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 97
69 IIIIIIIIIIIIIIIIIIIIIII
15.40 15.60 15.80 16.00
5000 m/z 43.10 89.58%
125

o 27 140 168 106 222238 266

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

Abundance #146886: Dichloroacetic acid, heptadecy! ester T
15.40 15.60 15.80 16.00

m/z 97.10 81.94%

5000

:

154169 191 210 238 2g6 295
et
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Cyclohexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.51 5.01 ng 337904 Chrysene-di12 15.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 Methoxvacetic acid. heptadecvl e... 328 C20H4003 1000282-99-1 83
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 76
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 70
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 68
Abundance Scan 1341 (16.514 min): BF079544.D (-1339) (-) m/z 57.10 100.00%
g7
83
5000 JJWJL
NN U
127 151 211 254 16.20 16.40 16.60 16.80
Ol 1 e 20, i B 32 "m/z 43.10 71.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72491: Cyclohexadecane
55 g3
5000 NS U
16.20 16.40 16.60 16.80
m/z 71.10 56 .84%
139 167 196 224
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
i ot NSRS U
16.20 16.40 16.60 16.80
5000 m/z 55.10 55.52%
111 283
238
| 29 ko 140 168 194210 328
mmmmﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93396: Ethanol, 2-(tetradecyloxy)- R R e R B
57 16.20 16.40 16.60 16.80

m/z 83.10 55.19%

83

5000

29
168 196 o7

:

258
R B e N EEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.28 7.29 ng 355492 Perylene-d12 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1408 (17.280 min): BF079544.D (-1406) (-) m/z 57.10 100.00%
57
5000 85 _—~ﬁ&_VJxA~_V}\\A_J\,_-fk,ﬂ
141 258 17.00 17.20 17.40 17.60
ol .36.1, A “ X 163183 207 234 7° 291 324 3% sz 71.10 73.03%
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57
85
5000 L UL B B BULLI
ﬂ%ﬂ%ﬂ@ﬂm
m/z 43.10 57 .47%
29 ‘ 13 4
0 L ! \‘ u“\ \H\ h‘ H‘ \‘ \‘ J 169 197 225 253 282
m/z--> 55 160 150 200 2%0 300 350
Abundance
57
17.00 17.20 17.40 17.60
5000 85 m/z 85.10 47 .18%
0 29 113 14 169 197 226
m/z--> 55 160 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- B B Baame R
57 17.00 17.20 17.40 17.60
m/z 55.10 23.13%
e v /\/\/\/\/\/\/\[\W
29 113 210
oL .U Ao M 160 10877 230 266 309 e —
m/z--> 50 100 150 200 250 300 350 1mmnmmmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.39 3.53 ng 172084 Perylene-di12 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Pervlene 252 C20H12 000198-55-0 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 1418 (17.394 min): BF079544.D (-1416) (-) m/z 252.10 100.00%
282
5000
36 65 83100 e 150170 200 224 272 296 316 341 365 17.00 17.20 17,40 17.50 17.90
oL P A Sl S0 SR 0P O S m/z 250.10 28.52%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000
17.00 17.20 17.40 17.60 17.80
m/z 253.10 20.16%
oL 50 74 99 M\H 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
17.00 17.20 17.40 17.60 17.80
5000 m/z 125.00 14._.77%
126
o 63 83100 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #89817: Benzo[a]pyrene L B e
252 17.00 17.20 17.40 17.60 17.80
m/z 126.00 12.97%
5000
126
oL39 5774 100, | 149 174 200 224 ||
m/z--> 50 160 150 200 250 300 350 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.06 2.93 ng 143065 Perylene-d12 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Pentacosane 352 C25H52 000629-99-2 93
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
Abundance Scan 1476 (18.057 min): BF079544.D (-1473) (-) m/z 57.10 100.00%
g7
T vﬁgmj\ﬁvjtV\wvﬂvdK\
5000
13 4, 17.80 18.00 18.20 18.40
188 324 : : : :
ol ,I. Joh 010 188010 244 280 506324384365 o BTt S e
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 R DAL UL BRI B
17.80 18.00 18.20 18.40
m/z 43.10 54_.16%
29 113
0 \‘ Al ‘\ H\ ‘hw h‘ u‘ il 1ﬁ1 | 169 197 225 253 296
m/z--> 56 160 1éo 260 2éo 360 3%0
Abundance
57
17.80 18.00 18.20 18.40
5000 85 m/z 85.10 53.14%
113
oL 2 141 1691g9 211 239 267 205 323 352
m/z--> 56 160 1éo 200 2éo 360 3%0
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- R BEERE BT L
57 17.80 18.00 18.20 18.40
m/z 55.10 20.82%
5000 85
0 ‘ L I L\lﬁ3 141 183 211 239 267 296
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 3%0 17.|80 18.|00 18.|20 18.I40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 _gamma.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.33 6.37 ng 310658 Perylene-d12 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 90
2 _beta.-Sitosterol 414 C29H500 000083-46-5 78
3 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 55
4 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 49
5 Cholest-5-ene, 3-methoxy-, (3.be... 400 C28H480 001174-92-1 43
Abundance Scan 1587 (19.326 min): BF079544.D (-1584) (-) m/z 43.10 100.00%
43
95 145
5000
255 303 329 381 414 USRNSSR DR SRR
19.00 19.20 19.40 19.60
0 m/z 57.10 69 .55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 SRR BARAR SRR
145 414 19.00 19.20 19.40 19.60
213 255 303329 4g1 m/z 55.10  67.45%
oL \I h I“' ! L‘p” \‘\H‘ HJ \H ‘h %3 I‘L' : ‘l '3I$"1 : .“ 'Mi .‘.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
19.00 19.20 19.40 19.60
5000 m/z 95.10 63.29%
81 107 414
145 213 303 329
. 173 233255275 354 381
m/z--> 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro- A BEmma B R
43 19.00 19.20 19.40 19.60
m/z 145.10 60 .44%
5000
414
69 105
145 329
oL ”MI\I\L\JINIHL M\Iululxhlx\.h Jul\7l8 2|13||2|46|2|73| .3|0?.. |3|5‘|]'|3|81|L|| : .
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079544.D

Aca On : 28 May 2015 15:07

Operator : TP/1Z

Sample : 62359-05 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Stigmast-4-en-3-one Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2018 3.58ng 174333 Perylene-di2 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Stigmast-d4-en-3-one 412 C20H480 001058-61-3 90

2 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 27
3 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 27

4 4.5-Dimethvl-2-pvrimidone 124 C6H8N20 034939-17-8 18
5 2,3-Diaminophenol 124 C6H8N20 059649-56-8 18
Abundance Scan 1662 (20.183 min): BF079544.D (-1659) (-) m/z 124.10 100.00%
124
290
5000

19.80 20.00 20.20 20.40
m/z 290.15 59.95%

316338

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #158845: Stigmast-4-en-3-one
124

5000

19.I8O 20.00 20.20 20.40
m/z 43.10 47 .49%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
R A
19.80 20.00 20.20 20.40
5000 m/z 229.15 40.46%
95 288
oL 0 ™ 150 177198 223 258
T T T T T T T [ T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #110773: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone A REmaE EESE TS
124 19.80 20.00 20.20 20.40
m/z 55.10 35.38%
5000
95 288
oL 50 R0l 120 177198 203 258
— T e B B A
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40

8270-BF052615.M Fri May 29 13:47:47 2015

Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052815\
Data File : BF079544.D

Acq On : 28 May 2015 15:07

Operator : TP/1Z

Sample - G2359-05 2X

Misc :

ALS Vial : 5 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... 1.37 9.0 ng 211904 1 6.96 471580 20.0
unknown6 .67 6.67 33.7 ng 794654 1 6.96 471580 20.0
unknown13.29 13.29 5.8 ng 216174 4 12.54 742160 20.0
Trichloroacetic a... 15.70 5.9 ng 395895 5 15.81 1348140 20.0
Cyclohexadecane 16.51 5.0 ng 337904 5 15.81 1348140 20.0
Eicosane 17.28 7.3 ng 355492 6 17.52 975056 20.0
Benzo[e]pyrene 17.39 3.5 ng 172084 6 17.52 975056 20.0
Heneicosane 18.06 2.9 ng 143065 6 17.52 975056 20.0
-gamma.-Sitosterol 19.33 6.4 ng 310658 6 17.52 975056 20.0
Stigmast-4-en-3-one 20.18 3.6 ng 174333 6 17.52 975056 20.0
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