LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\

Data File : BF079190.D

Aca On : 13 May 2015 8:40 Instrument :
Operator : TP/1Z ?:'l\:gﬁ't:Sam ol
3?22'6 i 62194-17 TUMZSBQ?&O
ALS Vial : 32 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-BF043015.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 1.427 20 21 24 rVB 180352 245946 8.15% 1.097%
2 1.564 30 33 46 rVB2 120654 310647 10.30% 1.386%
3 1.724 46 47 56 rvv2 267938 666934 22.11% 2.975%
4 1.850 56 58 90 rvVB 1687627 3016462 100.00% 13.454%
5 5.084 339 341 346 rBV 51168 89101 2.95% 0.397%
6 5.587 382 385 387 rBY 1650154 1790528 59.36% 7.986%
7 6.856 493 496 498 rBV 1395141 1891713 62.71% 8.437%
8 6.993 506 508 511 rBY 1737586 1865945 61.86% 8.322%
9 7.279 531 533 536 rBV 306451 318938 10.57% 1.422%
10 7.473 547 550 552 rVB 1140559 1258607 41.72% 5.613%

11 7.976 591 594 596 rBV 1275986 1149358 38.10% 5.126%
12 8.856 669 671 674 rBvY 474707 431944 14.32% 1.927%
13 10.205 786 789 791 rBV 1819216 1602693 53.13% 7.148%
14 10.708 831 833 836 rBvV 126353 113713 3.77% 0.507%
15 11.039 859 862 864 rVvB 346707 484519 16.06% 2.161%

16 11.382 890 892 895 rBvV 17385 41751 1.38% 0.186%
17 12.011 945 947 950 rBV2 1051244 1236684 41.00% 5.516%
18 12.205 962 964 969 rBV 22585 33362 1.11% 0.149%
19 12.880 1020 1023 1025 rBV 545319 531293 17.61% 2.370%
20 12.971 1028 1031 1035 rVB2 19343 40324 1.34% 0.180%
21 14.388 1152 1155 1157 rBV 67503 70453 2.34% 0.314%
22 14.468 1160 1162 1164 rVB 21165 33885 1.12% 0.151%
23 14.663 1176 1179 1182 rBV 55947 74335 2.46% 0.332%
24 14.880 1195 1198 1200 rBV 1161254 1572954 52.15% 7.015%
25 15.646 1258 1265 1266 rBV5 14695 44280 1.47% 0.197%

26 15.977 1291 1294 1296 rBV 99241 116702 3.87% 0.520%
27 16.057 1298 1301 1306 rBV2 190080 412610 13.68% 1.840%
28 16.194 1310 1313 1315 rVV 438149 695929 23.07% 3.104%

29 16.228 1315 1316 1318 rVB 39766 34492 1.14% 0.154%
30 16.354 1325 1327 1333 rVB3 26911 36626 1.21% 0.163%
31 16.491 1337 1339 1341 rVB2 28623 34889 1.16% 0.156%
32 16.880 1371 1373 1374 rBV2 22644 36312 1.20% 0.162%
33 16.926 1374 1377 1381 rVV 126717 229719 7.62% 1.025%
34 17.337 1411 1413 1416 rBV 24183 31729 1.05% 0.142%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 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-BF043015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.520 1427 1429 1431 rBV 30874 41712 1.38% 0.186%
36 17.554 1431 1432 1439 rVB 33912 79189 2.63% 0.353%
37 17.760 1447 1450 1452 rBV 107943 159001 5.27% 0.709%
38 17.966 1466 1468 1472 rBV 31946 39289 1.30% 0.175%
39 18.034 1472 1474 1477 rBV 390607 603503 20.01% 2.692%
40 18.389 1503 1505 1511 rVB 50940 94197 3.12% 0.420%
41 18.629 1523 1526 1529 rBV2 66762 121304 4.02% 0.541%
42 18.869 1545 1547 1552 rVB 27289 58609 1.94% 0.261%
43 20.195 1661 1663 1667 rVB3 80764 153576 5.09% 0.685%
44 20.332 1673 1675 1679 rVB2 37638 82571 2.74% 0.368%
45 20.457 1683 1686 1690 rVV6 26786 69938 2.32% 0.312%

46 20.686 1702 1706 1712 rVB3 133979 372877 12.36% 1.663%

Sum of corrected areas: 22421143
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051215\

BF079190.D

13 May 2015 8:40

TP/1Z

G2194-17

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

1.43 173

TIC: BF079190.D

99
1.85 5.59

6.86)

7.47

7.28
1.56

5.08

0

Time--> 1.

7.50

50 2.00 2.50

3.00 3.50 4.00 4.50 5.00 5.50

Abundance

1500000
r.98

1000000

500000

TIC: BF079190.D
10.20

12.01

12.88
8.86

11.04

10.71

12.21 2.97

11.38 1i§%7

ol
Time--> 8.00

14.50

12.00 12.50

13.00 13.50 14.00

8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

1500000

1000000

500000

0

TIC: BF079190.D

14.88

18.3918-6313,87

1

Time-->

20.00 20.50

18.50 19.00 19.50

17.00 17.50 18.00

5.00 15.50

16.00 16.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Propane, 2,2-dimethoxy- Concentration Rank 6

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

1.43 15.42 ng 245946 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 17
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9

Abundance Scan 21 (1.427 min): BF079190.D (-20) (-) m/z 73.10 100.00%
3
43
5000
89 SN L VN i W
140 1.60  1.80
55
O 88 20 82 L m/z 43.05 56.02%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L B L B A
140 1.60  1.80
a1 89 m/z 89.10 26 .51%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
73
140 160 180
5000 m/z 41.05 11.55%
41 57
29
15 50
e S L S UL LI S S FUR LI
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine e
43 140 1.60 1.80
32 m/z 45.10 8.46%
58 89
5000 18
O |"l"|' '?%I e |??"“|' "'|7ﬁ"' U L N L
m/z--> 10 20 30 40 50 60 70 80 90 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.08 5.59 ng 89101 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Pentanal, oxime 101 C5H11NO 000628-79-5 9

Abundance Scan 341 (5.084 min): BF079190.D (-339) (-) m/z 43.10 100.00%
43
59
5000
101 .”,..”,4.”,..”,..”
Al s || 83 480 5.00 5.20 5.40
S B B A A AL R RN RN LA LARAS LARR) SR ARAN UARRI SRS m/z 59.10 59.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI RN LI I I
59 480 500 520 5.40
m/z 101.10 21.41%
o llt 83 gg'0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
480 5.00 520 540
5000 41 m/z 58.10 16.78%
31
69 87
o, 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8-methy!- A e
59 480 5.00 5.20 5.40
m/z 41.10 9.46%
5000
43
0 ‘\ MM . 6\\9\ %3 98 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown6.99 Concentration Rank 2

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

6.99 117.01 ng 1865950 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 508 (6.993 min): BF079190.D (-506) (-) m/z 132.00 100.00%
132
5000 68
96 TrrTrTyTTTT T TT T T T T T
40 5y -8 | 106 J 6.60 6.80 7.00 7.20 7.40
0 AN W - N | R m/z 68.10  45.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L UL UL I
6.60 6.80 7.00 7.20 7.40
31 51 m/z 134.00 32.36%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 680 7.00 7.20 7.40
5000 m/z 66.10 28.34%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl REEE ,-f\. e
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 17.61%
5000 98 116
| I n,m...“,.nh.,uh..h, W .- 189 SN § GV A W
m/z--> 20 40 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40

8270-BF043015.M Wed May 13 14:46:06 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownl15.98 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.98 3.35 ng 116702 Chrysene-di12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Neoclovene-(11). dihvdro- 206 C15H26 1000152-83-6 47
2 4-Cvclohexvlresorcinol 192 C12H1602 002138-20-7 38
3 4-T(Bicvclol4.1.0lheptane-7-carb... 287 C17H21NO3 1000297-42-7 35
4 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 25
5 Benzeneacetic acid, 2-acetyl-3-m... 208 C11H1204 120714-35-4 15
Abundance Scan 1294 (15.977 min): BF079190.D (-1291) (-) m/z 123.10 100.00%
3

5000

-

15.60 15.80 16.00 16.20
m/z 109.10 81.09%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60308: (-)-Neoclovene-(11), dihydro-
109

5

5000

15.60 15.80 16.00 16.20
m/z 149.10  77.15%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149
123 15.60 15.80 16.00 16.20
5000 m/z 95.10 72.00%
192
39 69
0 15 9 175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #110450: 4-[(Bicyclo[4.1.0]heptane-7-carbonyl)-amino]-benz... A REEE RS
123 15.60 15.80 16.00 16.20
55 m/z 163.20 67.02%
95
5000 165
287
o o, ]| \H 40| 186 207 242959
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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

Peak Number 9 1-Nonadecene

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.06 11.86 ng 412610 Chrysene-di12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
4 1-Tetracosanol 354 C24H500 000506-51-4 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 87

Abundance Scan 1301 (16.057 min): BF079190.D (-1298) (-) m/z 57.10 100.00%
43
- LNLJ&
125,59 ' 15.80 16.00 16.20 16.40
153 178 : : : :
Ohrreprrrrrd a8 2 m/z 43.10 88.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7
5000 I DAL UL BRI B
15.80 16.00 16.20 16.40
29 125 m/z 55.10 86.94%
RECH 139154168182196210224238 266
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 I DAL UL BRI B
97 15.80 16.00 16.20 16.40
5000 m/z 83.10 84.12%
- 111
125
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester e B S
3 57 15.80 16.00 16.20 16.40
83 m/z 97.10 74 .82%
5000
125
o 139153167182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15%0 1&00 1&20 IGMO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 17-Pentatriacontene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.93  6.60 ng 229719 Chrysene-d12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 58

324 C16H33CI102S 038775-38-1 53
007325-84-0 52

002490-48-4 52

2 l1-Hexadecanesulfonvl chloride
3 Silane. trichlorodocosvl- 442 C22H45CI13Si
4 1-Hexadecanol. 2-methvl- 256 C17H360

5 Pentafluoropropionic acid, hepta... 402 C20H35F502

1000283-04-2 50

Abundance Scan 1377 (16.926 min): BF079190.D (-1374) (-) m/z 57.10 100.00%
57
83
5000 218
111 274 e
l (141167 l 16.60 16.80 17.00 17.20
Ot Hmuwr.,”..rm.”,...w....,”..,.”., m/z 43.10 71.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
5000 LA L L L L LB LB |
16.60 16.80 17.00 17.20
29 125 m/z 55.10 59.23%
ob ik “ “H H\ m\u u‘u “\. b ?1?99‘?36 267292320 348 376 406 434 462 490
m/z--> 0 50 250 300 350 400 450
Abundance
57
83 o
16.60 16.80 17.00 17.20
5000 111 m/z 71.10 58.12%
29
139167196224 271 4,
O A T T At I A o o S S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #163388: Silane, trichlorodocosyl- B e
43 16.60 16.80 17.00 17.20
m/z 83.10 56.05%
5000
71
97
0 H | 125154 196224 266294 398 442
e e Tt T o e e S S o o
m/z--> 0 50 100 150 200 250 300 350 400 450 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Benzo[e]pyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.55 2.62 ng 79189 Perylene-di12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 81
2 Benzolalpvrene 252 C20H12 000050-32-8 81
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 81
4 Benzolklfluoranthene 252 C20H12 000207-08-9 76
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 68
Abundance Scan 1432 (17.554 min): BF079190.D (-1431) (-) m/z 252.10 100.00%
252
5000 j\
126 BN BN %k‘ ARRRN
51 1001137 139 176 200 224 267 17.20 17.40 17.60 17.80
| % o 157 281 | "m/z 250.10  23.34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89816: Benzo[e]pyrene
252
5000 A DA B ----u----u-
17.20 17.40 17.60 17.80
m/z 253.10 19.78%
125
ol 5063 83 99 1127 146 174187200 224237 m
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
252
17.20 17.40 17.60 17.80
5000 m/z 126.05 15.78%
126
113 228
41 57 83 100 149 200
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89826: Benz[e]acephenanthrylene
252 17.20 17.40 17.60 17.80
m/z 113.00 7.66%
5000
126
0l 39 74 87100113 ‘M 150 174187200 224237 ||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.76 5.27 ng 159001 Perylene-di12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 1450 (17.760 min): BF079190.D (-1447) (-) m/z 57.10 100.00%
57
e MJL‘A
L BN BURBURE SR NI I
141 17.40 17.60 17.80 18.00
o — ,]. - .11, .‘.1 8 T s s sy m/z 71.10 68.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 L U BURELE BRI B B
17.40 17.60 17. 80 18.00
- 13 m/z 43.10 60.79%
0 \‘ ‘L h H\ h h‘ u‘ 1 \1\169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 460 !
Abundance
57
17.40 17.60 17.80 18.00
5000 m/z 85.10 50.26%
85
0 29 113 141 169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #158131: Nonacosane L B
57 17.40 17.60 17.80 18.00
m/z 55.10 22.36%
L2 [H13 141 160 197 225 253 281 309 337 365 _ 408
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 300 350 4(|)O ! 17.40 17. 60 17. 80 18|00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1,19-Eicosadiene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.39 3.12 ng 94197 Perylene-di12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 68
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 58
3 Decanenitrile 153 C10H19N 001975-78-6 58
4 1-Dodecen-1-ol. acetate 226 Cl1l4H2602 056438-08-5 58
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 58
Abundance Scan 1505 (18.389 min): BF079190.D (-1503) (-) m/z 43.10 100.00%
5000
110 138 R B R
57 178 211229 261 326 355 18.00 18.20 18.40 18.60 18.80
0 N 1 P Y M m/z 57.10 99.66%
m/z--> 50 100 150 200 250 300 350
Abundance #105306: 1,19-Eicosadiene
55
5000 AR B AR I
18. 00 18. 20 18 40 18. 60 18. 80
29 109 m/z 82.10 89.78%
o h w “137 166 194 227 250 278
m/z--> 56 200 250 360 3%0
Abundance
43 82
18.00 18.20 18.40 18.60 18.80
5000 m/z 96.10 75.05%
110
oL 25 | 60 138 166 104717 236 264282
LI L L UL UL SRR S B
m/z--> 50 100 150 200 250 300 350
Abundance #25006: Decanenitrile A ERmEa mEa S
82 | 110 18.00 18.20 18.40 18.60 18.80
m/z 97.10 58.08%
5000 WWWJ\M
0! .4.\!{.”..}3.8,.... e S
m/z--> 50 100 150 200 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.63 4.02 ng 121304 Perylene-di12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Octacosane 394 C28H58 000630-02-4 76
Abundance Scan 1526 (18.629 min): BF079190.D (-1523) (-) m/z 57.10 100.00%
57
5000 85 _/\v_ﬂJ/\,J«,_/\f\~v««\VMA$,/
4 | 113, 145 " 18140 18.60 18.80 19.00
172 204 235251 : : : :
ohrrrrrrebd L 1200 2 200 23828 278 e Y 67, 58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107655: Eicosane
57
85
5000 LRSI B B SUELLS SR
4 18.40 18.60 18. 80 19. oo
m/z 43.10 60.44Y%
‘ 13 m
0 ‘ H\ ‘\ h‘ \‘ \‘ \‘ | 169 197 225 253 282
m/z--> 25 Jo eb éo 100 150 140 160 180 200 220 240 260 280 360
Abundance
57
" 18140 18.60 18.80 19.00
5000 85 m/z 85.10 50.35%
41
. 13 141 160184 219 239054 309 _/\W_,Jﬂwvxyw/\Aw¥~»ﬂﬁ,$yN/
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane R B A B
57 18.40 18.60 18.80 19.00
m/z 55.10 25.08%
85
5000
4
113
o 28 | L ML 109 197 225 253268 296
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 240 260 280 360 1850 1860 1880 1900

8270-BF043015.M Wed May 13 14:46:12 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown20.19 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.19 5.09 ng 153576 Perylene-d12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Tricvclol6.2.1.0(4.11)Tundec... 204 C15H24 1000154-06-7 27
2 1.3-Dimethvl-5-(propen-1-vDadam... 204 C15H24 057040-48-9 22
3 6.7-Dichloro-3.3-bis-trifluorome... 301 C8H7CI2F6N 1000297-26-1 22
4 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 18
5 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 15
Abundance Scan 1663 (20.195 min): BF079190.D (-1661) (-) m/z 133.10 100.00%
133 4
5000 ’\VWV\NVW¢uAf/\%Af\w/\\MA\/
19.80 20.00 20.20 20.40 20.60
0 m/z 204.20 99.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58828: (-)-Tricyclo[6.2.1.0(4,11)Jundec-5-ene, 1,5,9,9-te...
105 133
41
81 189
5000 161
19.80 20.00 20.20 20.40 20.60
m/z 95.10 72.32%
0 'WJ'Ml|“"'|""|""|""|"
m/z--> 50 100 150 200 250 300 350 400
Abundance
107 133 204
19.80 20.00 20.20 20.40 20.60
5000 55 m/z 55.10 70.20%
79 163
G L L L AL WL L UL S B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #118257: 6,7-Dichloro-3,3-bis-trifluoromethyl-2-aza-bicycl... A BREEE T
204 19.80 20.00 20.20 20.40 20.60
m/z 285.20 70.12%
5000
184
232
135
39 6‘9 101 ‘ 161 ‘ 266 ‘1
OIIJIi\I.LI\I.II[III\\IL:LL‘UJ‘II‘JI\IUH\I |‘||||‘|||||||||||| SN | W S N VA W—
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown20.33 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.33 2.74 ng 82571 Perylene-d12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 47
2 2H-T1.21Dioxetol3" .47 :4.51furol3... 260 C14H1205 129833-00-7 47
3 Pvrrolidinol3.2-blbenzolel-2H-1.... 218 C11H10N20S 017163-68-7 47
4 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 43
5 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 38
Abundance Scan 1675 (20.332 min): BF079190.D (-1673) (-) m/z 218.20 100.00%
218
5000
69 109 A {; 2 S r d v 5
41 9 189
15182 5 269 355 20.00 20.20 20.40 20.60
0 S {1 P S m/z 203.20 86.61%
miz--> 50 100 150 200 250 300 350
Abundance #68005: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218
5000 190 20.00 20.20 20.40 20.60
69 m/z 69.10 32.73%
R T A
miz--> s '160' " '150' 200 250 300 350
Abundance
203
43 20.00 20.20 20.40 20.60
5000 m/z 109.10 28.55%
) 65 91 119 147 175 228 260 M/\M
miz--> ' s0 100 150 200 250 300 350
Abundance #67783: Pyrrolidino[3,2-b]benzo[e]-2H-1,4-thiazin-2-one, 3... A ERmmaE R
60 203 20.00 20.20 20.40 20.60
! m/z 205.15 27_61%
- %__A/\—/\\/\/‘]\
o’ B e o T e
miz--> 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown20.46 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.46 2.32 ng 69938 Perylene-d12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Phosphacvclopentene. 4-mesitvl- 204 C13H17P 214605-01-3 15
2 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 15
3 2-Methvl-5-nitroindole-3-carboxa... 204 C10H8N203 003558-17-6 15
4 Guaia-3.9-diene 204 C15H24 000489-83-8 15
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 15
Abundance Scan 1686 (20.457 min): BF079190.D (-1683) (-) m/z 204.20 100.00%
204
69 109
43 o1 135 176 287
5000 15¢ 229 269 | 315 341
20.20 20.40 20.60 20.80
(o} m/z 69.10 76 .44%
m/z--> 50 100 150 200 250 300 350
Abundance #58549: 4-Phosphacyclopentene, 4-mesityl-
204
5000 105 135 HRRA UL BN SURSA B
176 20.20 20.40 20.60 20.80
39 77 m/z 109.10 72.57%
5 st
o " ‘Ihln‘mlw\l Iw‘\l L IHI —— ——— ———
m/z--> 50 100 150 200 250 300 350
Abundance
204
" 20,20 20.40 20.60 20.80
5000 m/z 71.10 70.20%
95 123 161
4 &
L L U WL L L B
m/z--> 50 100 150 200 250 300 350
Abundance #58203: 2-Methyl-5-nitroindole-3-carboxaldehyde I
204 20.20 20.40 20.60 20.80
m/z 105.10 70.20%
77 103
5000 6 157
130
0‘ Il |M|J|1|7L4||||| — T ——T . B e N A
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80

8270-BF043015.M Wed May 13 14:46:15 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079190.D

Aca On : 13 May 2015 8:40

Operator : TP/1Z

Sample : 62194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown20.69 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.69 12.36 ng 372877 Perylene-di12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-1sopropenvl-3-propenvicvclopen... 150 C11H18 1000192-81-2 47
2 Lonaifolenaldehvde 220 C15H240 019890-84-7 46
3 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 42
4 1H-Cycloproplelazulene. la.2.3.5... 204 C15H24 021747-46-6 40
5 1-Chloro-1-ethyl-3-methyl-1-germ... 206 C7H13CIGe 026311-76-2 38
Abundance Scan 1706 (20.686 min): BF079190.D (-1702) (-) m/z 95.10 100.00%

3

5000

20.40 20.60 20.80 21.00

0! m/z 109.10 88.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #22903: 1-lsopropenyl-3-propenylcyclopentane
67 107
41
5000 LA L L L L L L L
3 20.40 20.60 20.80 21.00
‘ 135 m/z 205.20  84.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
A R e A RRRE.
41 67 135 20.40 20.60 20.80 21.00
5000 205 m/z 81.10 82.86%
I \«/\vadHJAL“Mf”LJRV/
ol B gl by 8
m/z--> 50 100 150 200 250 300 350 400
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan Al BEaE S R
109 20.40 20.60 20.80 21.00
5 m/z 107.10 79.59%
137 218
5000
78
160
189
0 JiJﬂ,\ J.,H..@, e .
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
Data File : BF079190.D

Acq On : 13 May 2015 8:40

Operator : TP/1Z

Sample : G2194-17

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Propane, 2,2-dime... 1.43 15.4 ng 245946 1 7.28 318938 20.0
2-Pentanone, 4-hy... 5.08 5.6 ng 89101 1 7.28 318938 20.0
unknown6 .99 6.99 117.0 ng 1865950 1 7.28 318938 20.0
unknownl15.98 15.98 3.4 ng 116702 5 16.19 695929 20.0
1-Nonadecene 16.06 11.9 ng 412610 5 16.19 695929 20.0
17-Pentatriacontene 16.93 6.6 ng 229719 5 16.19 695929 20.0
Benzo[e]pyrene 17.55 2.6 ng 79189 6 18.03 603503 20.0
Heneicosane 17.76 5.3 ng 159001 6 18.03 603503 20.0
1,19-Eicosadiene 18.39 3.1 ng 94197 6 18.03 603503 20.0
Eicosane 18.63 4.0 ng 121304 6 18.03 603503 20.0
unknown20.19 20.19 5.1 ng 153576 6 18.03 603503 20.0
unknown20.33 20.33 2.7 ng 82571 6 18.03 603503 20.0
unknown20.46 20.46 2.3 ng 69938 6 18.03 603503 20.0
unknown20.69 20.69 12.4 ng 372877 6 18.03 603503 20.0
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