LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 1.518 27 29 32 rVB 1210386 1602008 25.36% 7.144%
2 1.678 40 43 51 rvB 161393 336404 5.32% 1.500%
3 1.781 51 52 56 rvv 61124 109670 1.74% 0.489%
4 1.850 56 58 61 rvv 60815 92705 1.47% 0.413%
5 1.907 61 63 103 rVB 3251165 6317711 100.00% 28.174%
6 5.176 348 349 354 rVB 90263 101180 1.60% 0.451%
7 5.667 389 392 394 rBV 250024 275148 4 .36% 1.227%
8 6.913 498 501 503 rBV 373132 322873 5.11% 1.440%
9 7.073 513 515 518 rVB 311149 326665 5.17% 1.457%
10 7.370 539 541 543 rBV 544046 469471 7.43% 2.094%

11 7.553 555 557 559 rvB 264549 261483 4.14% 1.166%
12 8.056 599 601 603 rBvV 224917 192462 3.05% 0.858%
13 8.948 677 679 680 rBvV 719423 645256 10.21% 2.878%
14 8.971 680 681 683 rvB 187444 158982 2.52% 0.709%
15 10.296 794 797 799 rVB 336605 402759 6.38% 1.796%

16 11.119 867 869 871 rBvV 510203 697577 11.04% 3.111%

17 11.165 871 873 875 rvB2 65514 66053 1.05% 0.295%
18 11.382 889 892 894 rBvV 64012 65499 1.04% 0.292%
19 11.805 927 929 931 rVB 92402 83402 1.32% 0.372%

20 12.102 952 0955 958 rVvB 167661 170502 2.70% 0.760%

21 12.971 1028 1031 1032 rBV 807759 751209 11.89% 3.350%
22 13.005 1032 1034 1036 rVvVv 521741 637010 10.08% 2.841%
23 13.062 1036 1039 1041 rVB 152776 151152 2.39% 0.674%

24 13.268 1052 1057 1059 rBvV 61778 79070 1.25% 0.353%
25 13.600 1083 1086 1088 rBV 73403 86780 1.37% 0.387%
26 13.634 1088 1089 1091 rVvVv 101791 85736 1.36% 0.382%
27 13.737 1095 1098 1099 rVVv2 105345 133376 2.11% 0.595%
28 13.977 1117 1119 1126 rVB2 57725 97439 1.54% 0.435%
29 14.480 1160 1163 1166 rBV 695790 671859 10.63% 2.996%
30 14.663 1176 1179 1183 rBvV4 28599 65523 1.04% 0.292%

31 14.765 1184 1188 1190 rVV 522801 701965 11.11% 3.130%
32 14.971 1203 1206 1208 rBV 426465 545245 8.63% 2.432%
33 15.177 1223 1224 1227 rVB 71789 69962 1.11% 0.312%
34 15.268 1228 1232 1233 rBV2 47443 89159 1.41% 0.398%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.303 1233 1235 1237 rBV 113259 134747 2.13% 0.601%

36 15.588 1255 1260 1262 rBV4 41286 89073 1.41% 0.397%
37 15.737 1270 1273 1276 rBV2 76732 135921 2.15% 0.606%
38 15.954 1289 1292 1293 rBV2 43049 78001 1.23% 0.348%
39 15.988 1293 1295 1298 rVV2 35576 72052 1.14% 0.321%

40 16.148 1307 1309 1311 rVB2 99984 107476 1.70% 0.479%

41 16.263 1316 1319 1321 rBV2 838983 1169737 18.52% 5.216%
42 16.548 1342 1344 1347 rBV2 116836 154447 2.44% 0.689%
43 16.948 1377 1379 1383 rVB 160076 201439 3.19% 0.898%
44 17.337 1411 1413 1416 rBVY 139482 226520 3.59% 1.010%
45 17.554 1430 1432 1437 rBVY 216118 525070 8.31% 2.342%

46 17.737 1445 1448 1450 rBVY 114233 213531 3.38% 0.952%
47 17.874 1458 1460 1464 rVB 132549 209130 3.31% 0.933%
48 17.943 1464 1466 1468 rBVY 203556 258718 4._.10% 1.154%
49 18.011 1470 1472 1476 rVB 683585 876585 13.88% 3.909%
50 18.137 1481 1483 1485 rBV 127219 176214 2.79% 0.786%

51 18.594 1521 1523 1531 rVB 130579 313217 4._.96% 1.397%
52 18.766 1536 1538 1542 rVB 123478 233816 3.70% 1.043%

53 19.132 1568 1570 1573 rVV 69203 124487 1.97% 0.555%
54 19.223 1575 1578 1582 rVB 137477 260565 4.12% 1.162%

Sum of corrected areas: 22424041

8270-BF043015.M Fri May 01 13:06:45 2015 Page: 2



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\BF043015\

BF078867.D
1 May 2015 00:38
TP/1Z
G2044-05 5X
17 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 2

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

1.52 68.25 ng 1602010 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 2-Butanone. 3-methoxv-3-methvl- 116 C6H1202 036687-98-6 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 29 (1.518 min): BF078867.D (-27) (-) m/z 73.10 100.00%
3
43
5000
89
S L R AL
140 1.60 1.80
55
O i e . Tm/z 43.10 57.95%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 R e SSER NS
140 1.60 1.80
a1 89 m/z 89.10 27.66%
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
43
3 140 160 180
5000 m/z 41.05 11.29%
27
59 74
e S L L UL LI S S SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine LI Biete e e
43 140 1.60 1.80
32 m/z 45.10 8.75%
58 89
5000 18
0 “ 24 | 1 53 1 7\2\
L SRR S S LA UL SR SULLELN FUL LS S U R R
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\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 15

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

1.85 3.95 ng 92705 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 38
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 58 (1.850 min): BF078867.D (-56) (-) m/z 73.10 100.00%
7B
5000
43
55 87 D |
% 1.60 1.80 2.00 2.20
Ol e e Tm/Zz 43.05  39.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 R LA IR L A
43 O 160 1.80 2.00 2.20
87 m/z 55.10 33.23%
. T e erer 101
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
160 180 2.00 2.20
5000 - m/z 87.10 26 .84%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7316: 2-Methyl-5-hexen-3-ol
7B 1.60 1.80 2.00 2.20
55 m/z 41.05 12.64%
43
5000
15 M\ H 81
0"W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”
m/z--> 10 20 70 80 90 100 110 120 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.18 4_.31 ng 101180 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 14
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 349 (5.176 min): BFO78867.D (-348) (-) m/z 43.05 100.00%
43
5000 59
o1 | o 1‘|’1 480 500 520 540 560
O e e e e m/z 59.05 50.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A RS SR BN
480 5.00 520 5.40 5.60
m/z 58.10 16.39%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540 560
5000 m/z 101.10 15.71%
101
o 1B 31 508 60 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59 480 5.00 520 5.40 5.60
m/z 41.10 7.97%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 unknown7.07 Concentration Rank 4

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

7.07 13.92 ng 326665 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 515 (7.073 min): BF078867.D (-513) (-) m/z 132.00 100.00%
5000

6.80 7.00 7.20 7.40

01 m/z 68.10 46.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 |||||||/|\||||||||||||||||
6.80 7.00 7.20 7.40
33 44 . 97 105 m/z 134.00 31.06%
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
132
A
6.80 7.00 7.20 7.40
5000 m/z 66.10 30.40%
104
51 o, 96 77
0 14 27 37 44 58 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine R B A B A
132 6.80 7.00 7.20 7.40

m/z 69.10 19.03%

5000 104

39 52 g 78
W J ‘M‘ “ 92 ‘ 117

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.74 3.55 ng 133376 Phenanthrene-d10 12.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 68
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 Hvdrazinecarboxaldehvde. 2-I3-(m... 190 C4H6N40S2 038362-25-3 14
4 4.47-Difluorobiphenvl 190 C12H8F2 000398-23-2 12
5 3-Fluoro-5-(trifluoromethyl)benz... 189 C8H3F4N 149793-69-1 9

Abundance Scan 1098 (13.737 min): BF078867.D (-1095) (-) m/z 189.05 100.00%
1
5000 AA
163 13.40 13.60 13.80 14.00
63 81
o 40 50 115 128139 150 207 /7 190.10 99 78
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 R LR A R
o4 1340 13.60 13.80 14.00
m/z 192.10 43.63%
oL 27 3950 63 8 | 110122 137 150 163 178 ||
miz-> 20 40 60 8 100 120 140 160 180 200
Abundance
189
13.40 13.60 13.80 14.00
5000 m/z 191.10 37.87%
94
81 163
R S S S WL B L S WL WL
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49370: Hydrazinecarboxaldehyde, 2-[3-(methylthio)-1,2,4-t...
190 13.40 13.60 13.80 14.00
105 m/z 94.50 24.63%
5000
47
117 162
59 “ 142
oL, ,.l.ﬂ‘ H\\ .mﬁu.j...w..w.,”..
miz-> 20 40 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 Naphthalene, 2-phenyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.59 ng 97439 Phenanthrene-d10 12.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 95
2 5.160I1".271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 78
3 2-Phenvilnaphthalene 204 Cl6H12 035465-71-5 76
4 Tricvclol8.2.2_.2(4.7)Thexadeca-2... 204 C16H12 006572-60-7 74
5 Naphthalene, 1-phenyl- 204 Cl6H12 000605-02-7 64
Abundance Scan 1119 (13.977 min): BF078867.D (-1117) (-) m/z 204.10 100.00%
204
5000
o 7610 o e 13160 13580 14,00 1420
ol | e TW/z 202.10  37.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58963: Naphthalene, 2-phenyl-
204
5000 LN SUNILE BRI I
13.60 13.80 14.00 14.20
m/z 203.10 29.93%
27 51 Zﬁﬂlﬁl 126 152 176
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
13.60 13.80 14.00 14.20
5000 m/z 205.10 15.24%
39 63 101 356 152176 313 408
m/z--> 50 100 150 200 250 300 350 400
Abundance #58952: 2-Phenylnaphthalene e e
204 13.60 13.80 14.00 14.20
m/z 101.00 11.72%
5000

101
28 51 ZF‘ 126 150 176

IIIHI‘III II‘II‘IIIII T T T T T T T T T T T T T Trrr[prrriyrrror|prrrryrT
I [ I T | | I

T
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

16.55 2.64 ng 154447 Chrysene-di12 16.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 87
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 1344 (16.548 min): BF078867.D (-1342) (-) m/z 57.10 100.00%

g7
5000 85

113 16.20 16.40 16.60 16.80
| 141 169191 220 247 279 309330
ol—ipd, ﬂ.. OO e ot i do m/z 43.10 62.91%

m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 LA LI L L L L B LB B B
16:20 16,40 16.60 16.80
29 m/z 71.10 61.39%
o h | (M3 141 169 197 225 253 281 309 337 365 394
S 0 e A LA M S S LS S
m/z--> 50 100 150 200 250 300 350
Abundance
57
S
16.20 16.40 16.60 16.80
5000 m/z 85.10 43.99%
85
29
0 113 141 169 197 225 253 281 323 351 380
A Y e A e Y
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-  E RmaaE B
57 16.20 16.40 16.60 16.80
m/z 55.10 24 _.14%
5000 85
2 113 210
0 | l L 77141 160 ST 239 266 309
I SN,
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 Tetracosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.95 3.44 ng 201439 Chrysene-di12 16.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 92
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 90
4 Docosane 310 C22H46 000629-97-0 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1379 (16.948 min): BF078867.D (-1377) (-) m/z 57.10 100.00%
57
5000 85
13 16,60 16,80 17.00 17.20
141161 240
- l A AT A0t 188 211 240262 289310 338 372 T 10 69.90%
miz--> 0 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57
5000 85 DU AR DU B B
mmmmﬂmﬂm
m/z 43.10 61.19%
29 113
o h L {1 ‘141‘169 197 225 253 281 309 338
miz--> 0 50 160 150 260 250 360 3éo
Abundance
57
g5 16,60 16,80 17.00 17.20
5000 m/z 85.10 49 .19%
29
. 113 941 169 197 240
miz--> 0 - "55' B 160" "150" ' 560" ' 550" ' éoo" ' ééo"
Abundance #136489: Tricosane, 2-methyl-  Eaa e R
43 16.60 16.80 17.00 17.20
m/z 55.10 22.64%
5000 1
o 15,J“' I ??‘1127 155 183 211 239 267 20° 323341
miz--> 0 % m @ @ 250 ﬁ @ mmmmﬂmﬂm'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.34 5.17 ng 226520 Perylene-di12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 76
3 Octadecane 254 C18H38 000593-45-3 76
4 Heptacosane 380 C27H56 000593-49-7 76
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 68
Abundance Scan 1413 (17.337 min): BF078867.D (-1411) (-) m/z 57.10 100.00%
57
5000 85
253 S
113 141 191 17.00 17.20 17.40 17.60
ob A d A LTS a9t 218 | 281306328 359 386 ot 10 6e 725,
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57
5000 85 S SR SR BIGRR BRI
ﬂ%ﬂ%ﬂ%ﬂm
m/z 43.10 62.40%
20 | || M4 160 1e7 226
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57
17.00 17.20 17.40 17.60
5000 P m/z 85.10 46 .32%
29 113 169
O '}ﬁg"' T ?ﬁ8" LY UL UL
m/z--> 50 100 150 200 250 300 350
Abundance #91037: Octadecane R ARRRREEE S
57 17.00 17.20 17.40 17.60
m/z 55.10 25.47%
5000 85
29
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 17. oo 17. 20 17. 40 17|60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 2-Bromo dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.74 4.87 ng 213531 Perylene-d12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heneicosane 296 C21H44 000629-94-7 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 1448 (17.737 min): BFO78867.D (-1445) (-) m/z 57.10 100.00%
57
85
5000
155 239 268 17.40 17.60 17.80 18.00
— l 1 7, 10 BF C5.296 301 382 1 hy7 71.10  70.70%
m/z--> 50 100 150 200 250 300 350
Abundance #86886: 2-Bromo dodecane
57
5000 85 L DAL B BN SR B
17.40 17. 60 17. 80 18 00
29 m/z 43.10 60.35%
113 169
0..“. e .‘.‘. |14|'9| ‘...|....24|8....|....|....
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 17.40 17.60 17.80 18.00
5000 m/z 85.10 55.46%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #99477: Nonadecane R AEEa R B
57 17.40 17.60 17.80 18.00
m/z 41.10 22 .20%
5000 85
29
m/z--> 55 160 150 260 250 360 3éo 1720 1760 1780 1800 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.14 4.02 ng 176214 Perylene-d12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 81
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 81
5 Nonacosane 408 C29H60 000630-03-5 80
Abundance Scan 1483 (18.137 min): BF078867.D (-1481) (-) m/z 57.10 100.00%
57
5000 85
113 17.80 18.00 18.20 18.40
155 207 241 26282
ol ,I. Iy A 3392 19 N Pre6at)y 312 393039 "m/z 71.10 63.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107653: Eicosane
57
5000 85 L UL UL SR B B
29 ﬂmmmmmmm
m/z 43.10 52.47%
113
o, .“. o, H H H\ 4 dlli\ul‘fl'(?gl :!'9|7|2|2|5|2|53| |2|82| ————
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
17,80 18.00 18.20 1840
5000 85 m/z 85.10 42 .62%
. 29 113 141 169 197 225 253 296
m/z--> ' "'50"' 160"' léd B éod B 550"' éod B ééd - Zoo
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- R AEEa R B
57 17.80 18.00 18.20 18.40
m/z 41.10 23.22%
5000 85
0 ‘ I ‘1}311§1 183 211 239 267 296
m/z--> §0 160 1éo 260 250 360 3%0 400 1780 1800 1820 1840 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 Pentadecane, 8-heptyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.59 7.15 ng 313217 Perylene-di12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 89
2 Heptacosane 380 C27H56 000593-49-7 64
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 64
4 Octacosane 394 C28H58 000630-02-4 53
5 Hexadecane 226 C16H34 000544-76-3 52
Abundance Scan 1523 (18.594 min): BF078867.D (-1521) (-) m/z 57.10 100.00%
57
5000 85 ./\\-ﬁ—~\f/\\,j\\\if\Am_ﬁ,\ﬂA
111 231 263 18.20 18.40 18.60 18.80 19.00
141 285 350 : : : : -
ol \ ] l et s 199, || 25 312 30313400 0 hyz  71.10  63.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #136482: Tetracosane
57
85
5000 UL SRR SRR B
1820 18.40 18.60 18.80 19.00
113 m/z 43.10 59.15%
oL, 38 ‘ LA \‘\ | M1 169 197 225 253 281 309 338
m/z--> 5 100 150 260 250 300 3%0 400
Abundance
57
18.20 18.40 18.60 18.80 19.00
5000 m/z 85.10 46.77%
85
0 29 113 141 169 197 225 253 281 323 351 380
UELI S UL LS SRS SN SUNLELEL LR U
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl- R e
57 18.20 18.40 18.60 18.80 19.00
m/z 41.10 22 .76%
5000 85
29 113 210
ol L ,J‘.-i At e T 239266 309 N —
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 28-Nor-17.beta.(H)-hopane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.77 5.33 ng 233816 Perylene-di12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 76
2 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 64
3 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 52
4 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 49
5 Phenanthrene, 9-dodecyltetradeca... 360 C26H48 055334-01-5 43
Abundance Scan 1538 (18.766 min): BF078867.D (-1536) (-) m/z 191.15 100.00%
191
95
5000 123
67
4 w 15120 1850 150 1900
245 336 360 383 : : : :
o 4 L g12 2P 215 SMUUSLIAY L Tn/z 95.10  66.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191
5000 UL SR UL BURRE B
109 18.40 18.60 18.80 19.00
135 - 398 m/z 81.10 56.60%
oL A \‘ H‘H N ‘\ \ H |m'" : I\Z?OI — ||32|8|3|5|5||“||||
m/z--> 50 200 250 300 350 400
Abundance
191
18.40 18.60 18.80 19.00
5000 109 m/z 123.10 43.98%
137
163 2T o 355 383
O B B e e T S
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone R EEEma S B
191 18.40 18.60 18.80 19.00
m/z 177.20 42 .47%
5000 28
95 135 163
ot ‘“‘ h i.u. - e
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 19 Docosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.13 2.84 ng 124487 Perylene-di12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 86
2 Hexacosane 366 C26H54 000630-01-3 83
3 Hexadecane 226 C16H34 000544-76-3 83
4 Nonadecane 268 C19H40 000629-92-5 64
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 62
Abundance Scan 1570 (19.132 min): BF078867.D (-1568) (-) m/z 57.10 100.00%
57
5000 85
so1 | e 280 580 15100 1990 1990
155 257 322 376 420 : : : :
0...,.-'-- || “'3 00 347 m/z 71.10 74.80%
m/z--> 50 150 200 250 300 350 400
Abundance #123096: Docosane
57
5000 85 RSN R AR AR
mmmmmmmm
113 m/z 43.10 59.65%
0 [ h “\ ‘h‘ h‘ u‘ “ 1?1 | \183‘2].'1 239 267 3:!-0
m/z--> §o 160 1%0 260 250 300 3éo 460
Abundance
57
18.80 19.00 19.20 19.40
5000 g5 m/z 85.10 47 .51%
113
o 29 141 169 197 225 253 295 366
m/z--> §o 160 1%0 260 250 360 3éo 460
Abundance #73968: Hexadecane R B
57 18.80 19.00 19.20 19.40
m/z 55.10 28.48%
5000 85
0 290 ||, 1}3 141 169 197 226
m/z--> % 1& ﬁo @ 250 mo ﬁ 4& 1mm%mwmwo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078867.D

Aca On : 1 May 2015 00:38

Operator : TP/1Z

Sample : 62044-05 5X

Misc :

ALS Vial : 17 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 20 unknownl19.22 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.22 5.95 ng 260565 Perylene-d12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 45
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 42
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
5 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 32
Abundance Scan 1578 (19.223 min): BF078867.D (-1575) (-) m/z 191.15 100.00%
191
5000 /\N‘“A\/\/\N
41 "' 10,00 19.20 19,40 19.60
219 279 397 . . . )
o 242, 10301323344 369 m/z 95.10  44.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000] 28 LRI BRI SR BRI B
mmwmmmmm
135 163 m/z 81.10 32.17%
oL ““‘-“-‘.--- e
m/z--> 50 150 200 250 300 350 400
Abundance
95 191
4 "' 10,00 19.20 19,40 19.60
5000 67 m/z 123.10 28.66%
135
0 115 | 161 211 236 264 303
m/z--> 55 160 150 200 250 360 3%0 460
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... R B LN e e
191 19.00 19.20 19.40 19.60
m/z 69.10 27 .52%
5000{ 43
123
95 ‘ 149
0.‘.‘.‘,“‘“‘“‘ HHJ\\M e S
m/z--> 50 m Jm 200 250 3m 350 400 1%mwmwm%o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043015\
Data File : BF078867.D

Acq On : 1 May 2015 00:38

Operator : TP/1Z

Sample - G2044-05 5X

Misc :

ALS Vial : 17 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... 1.52 68.3 ng 1602010 1 7.37 469471 20.0
Butane, 2-methoxy... 1.85 4.0 ng 92705 1 7.37 469471 20.0
2-Pentanone, 4-hy... 5.18 4.3 ng 101180 1 7.37 469471 20.0
unknown7 .07 7.07 13.9 ng 326665 1 7.37 469471 20.0
4H-Cyclopenta[def... 13.74 3.5 ng 133376 4 12.97 751209 20.0
Naphthalene, 2-ph... 13.98 2.6 ng 97439 4 12.97 751209 20.0
Octacosane 16.55 2.6 ng 154447 5 16.26 1169740 20.0
Tetracosane 16.95 3.4 ng 201439 5 16.26 1169740 20.0
Hexadecane 17.34 5.2 ng 226520 6 18.01 876585 20.0
2-Bromo dodecane 17.74 4.9 ng 213531 6 18.01 876585 20.0
Eicosane 18.14 4.0 ng 176214 6 18.01 876585 20.0
Pentadecane, 8-he... 18.59 7.2 ng 313217 6 18.01 876585 20.0
28-Nor-17 .beta.(H... 18.77 5.3 ng 233816 6 18.01 876585 20.0
Docosane 19.13 2.8 ng 124487 6 18.01 876585 20.0
unknown19 .22 19.22 6.0 ng 260565 6 18.01 876585 20.0
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