LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF122215.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 4.350 196 198 203 rBB 15836 23819 1.23% 0.140%
2 5.001 252 255 264 rBB 254189 407070 20.97% 2.393%
3 5.436 291 293 296 rBV 959505 1195685 61.58% 7.029%
4 6.476 381 384 386 rBY 1355254 1570484 80.88% 9.233%
5 6.590 392 394 397 rBVY 1281031 1422816 73.28% 8.365%
6 6.819 412 414 416 rBV 357076 293064 15.09% 1.723%
7 6.887 419 420 423 rBV 28248 26114 1.34% 0.154%
8 6.979 425 428 430 rBVY 1450993 1385690 71.37% 8.146%
9 7.390 461 464 466 rBV 815097 1048906 54.02% 6.167%
10 8.099 524 526 529 rBV 320972 367727 18.94% 2.162%

11 9.185 618 621 623 rBVY 2070648 1941634 100.00% 11.415%
12 9.573 653 655 658 rBv 215250 232381 11.97% 1.366%

13 9.676 660 664 667 rBv2 10585 22933 1.18% 0.135%
14 9.802 673 675 677 rVB 32590 31807 1.64% 0.187%
15 9.859 677 680 682 rBvV 492445 440037 22.66% 2.587%
16 10.031 692 695 696 rBv2 14370 23242 1.20% 0.137%
17 10.122 701 703 704 rvv 30367 25720 1.32% 0.151%
18 10.293 717 718 720 rBV 50327 49864 2.57% 0.293%
19 10.419 726 729 731 rBV3 18715 45132 2.32% 0.265%
20 10.522 735 738 740 rBV 133994 169039 8.71% 0.994%
21 10.568 740 742 744 rVB2 25381 28199 1.45% 0.166%
22 10.602 744 745 746 rBV 25586 26642 1.37% 0.157%
23 10.648 746 749 751 rBV 536057 534271 27.52% 3.141%
24 10.705 751 754 755 rvB2 29299 31439 1.62% 0.185%
25 10.728 755 756 758 rBV2 24413 36713 1.89% 0.216%
26 10.785 758 761 764 rBV 292243 380094 19.58% 2.235%
27 10.853 765 767 769 rvv3 70461 77117 3.97% 0.453%
28 10.979 776 778 781 rVB3 50511 100865 5.19% 0.593%
29 11.093 786 788 790 rvv3 33820 44055 2.27% 0.259%

30 11.254 797 802 804 rBV 345220 448254 23.09% 2.635%

31 11.345 808 810 813 rBV 357297 394090 20.30% 2.317%
32 11.596 830 832 834 rBV 104900 124265 6.40% 0.731%
33 11.642 834 836 838 rvB 83930 89156 4_.59% 0.524%
34 11.802 848 850 851 rBVvV2 57328 86549 4._46% 0.509%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.328 894 896 899 rBvV 103030 197650 10.18% 1.162%

36 12.396 900 902 904 rvv 104323 131123 6.75% 0.771%

37 12.442 904 906 907 rVvB 61478 62082 3.20% 0.365%
38 12.556 913 916 917 rBV2 114916 157201 8.10% 0.924%
39 12.785 934 936 937 rBV 91906 75736 3.90% 0.445%

40 12.934 946 949 951 rBV 1331845 1435173 73.92% 8.437%

41 13.825 1025 1027 1033 rVB2 137059 331565 17.08% 1.949%
42 13.985 1039 1041 1049 rVB2 266350 315497 16.25% 1.855%
43 14.317 1068 1070 1073 rBV2 113645 202523 10.43% 1.191%
44 15.414 1164 1166 1171 rVB 199095 364943 18.80% 2.146%
45 16.065 1221 1223 1233 rVB2 122012 316472 16.30% 1.861%

46 16.477 1257 1259 1264 rVB 89379 184858 9.52% 1.087%
47 17.026 1304 1307 1310 rBV3 43548 109975 5.66% 0.647%

Sum of corrected areas: 17009671
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084045.D
2000000

1500000 6.98

1000000 5.44

500000
5.00

e T T e 1 L L L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084045.D
2000000 9|18

12.93

1500000

1000000

500000
8.10
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
Abundance TIC: BF084045.D
2000000
1500000
1000000
13.99

500000

o T T T T ]

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 27.78 ng 407070 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 255 (5.001 min): BF084045.D (-252) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 N
| 83.1 4.60 4.80 500 5.20 5.40
o 1 A m/z 59.10 66.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SULAS LR SRR R
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.10 26 .86%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 480 500 520 540
5000 m/z 58.10 16.25%
101.0
15.0 58.0
0 28.0 69.0 84.0
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 e
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 10.18%
5000 41.0
o T O =Y 1260 1420 R
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.59 Concentration Rank 1

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

6.59 97.10 ng 1422820 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 394 (6.590 min): BF084045.D (-392) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 ‘ sed 620 6.40 6.60 6.80 7.00
54.1 . . . .
o....,...:ll!...,:...,.!.-.',...5?,1....,..I~.,.]1??.?....,...., | [m/z 68.10 42.97%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R R S L R
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 32.09%
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.77%
63.0 81.0
31.0 50.0 101.0 112.0
Ol P T T T T T T T T T T T e T
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.47%
5000
33.0 44.0 0.0 105.0
v b 82 000 | oaso
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.29 2.27 ng 49864 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tritetracontane 605 C43H88 007098-21-7 86
Abundance Scan 718 (10.293 min): BF084045.D (-717) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 1411 10.00 10.20 10.40 10.60
(o} m/z 43.10 68.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57.0
85.0 10.00 10.20 10.40 10.60
29.0 m/z 71.10 64 .82%
O A et 141 0 169 0 282 0
m/z--> 20 45 eb éo 160 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57.0
10.00 10.20 10.40 10.60
5000 85.0 m/z 85.10 44.82%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57.0 10.00 10.20 10.40 10.60
m/z 41.10 35.83%
5000 85.0
290 113.0
0 T 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
P”quupuqnupn.””.”.””.”.””.”.“”.“.””.“.”“.. R N R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 00 10 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Pentadecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.52 7.68 ng 169039 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Eicosane 282 C20H42 000112-95-8 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Octadecane 254 C18H38 000593-45-3 80
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 738 (10.522 min): BF084045.D (-735) (-) m/z 57.10 100.00%

10.20 10.40 10.60 10.80

517.1
5000

o m/z 71.10 63.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000
850 10.20 10.40 10.60 10.80
29.0 > m/z 43.10 46.86%
113.0
o1 L L4 g0 1410 183.0 2110 2390
T T T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T
10.20 10.40 10.60 10.80
5000 m/z 85.10 34 .59%
85.0
29.0

113.0 1410 169.0 197.0 225.0 253.0 282.0

a

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane e

57.0 10.20 10.40 10.60 10.80

m/z 41.10 25.83%
5000
85.0
29.0
0 ‘ ‘\ ‘ Iy \\1130 1410 1840

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10 40 10 60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Pentadecane, 2,6,10,14-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.78 19.29 ng 380094 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 80
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 78
3 Octadecane. 2.6-dimethvl- 282 C20H42 075163-97-2 78
4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 761 (10.785 min): BF084045.D (-758) (-) m/z 57.10 100.00%

517.1

5000

10.40 10.60 10.80 11.00
m/z 71.10 90.93%

o 1411 1832 507o 2442

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99492: Pentadecane, 2,6,10,14-tetramethyl-
57.0

5000
10.40 10.60 10.80 11.00

113.0 m/z 43.10 56.03%

29.0 183.0
It I I I D 2250 253.0
e S A A - nS EREEE OIS
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
e
10.40 10.60 10.80 11.00
5000 m/z 85.10 35.63%
85.0
112.0
ol.30.0 141.0 183.0 226.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107664: Octadecane, 2,6-dimethyl- IRRA ST B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 27 .64%
5000
113.0
o M\HM | 1410 1680 1960 5390 267.0
o s R A= LA A s e n e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknownl10.85 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.85 3.91 ng 77117 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexen-1-carboxaldehvde. 3... 138 C9H140 1000131-99-4 35
2 2(1H)-Naphthalenone. octahvdro-4... 208 C14H240 054594-42-2 25
3 3-Methoxvbenzvl alcohol 138 C8H1002 006971-51-3 20
4 Benzene. 1.2-dimethoxv- 138 C8H1002 000091-16-7 15
5 2-Methoxybenzyl alcohol 138 C8H1002 000612-16-8 15
Abundance Scan 767 (10.853 min): BF084045.D (-765) (-) m/z 69.10 100.00%
111.1  138.1
411
5000
"' 10/60 10.80 11.00 11.20
0 m/z 138.10 99.45Y%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #16999: 3-Cyclohexen-1-carboxaldehyde, 3,4-dimethyl-
43.0
67.0 138.0
109.0
5000 91.0 R SRR SR SURIURA S
10.60 10.80 11.00 11.20
‘ ‘ m/z 83.10 98.29%
o N —
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
81.0
"' 10/60 10.80 11.00 11.20
5000 109.0 m/z 81.10 92 .43%
137.0  165.0
65.0
193020&0
e L S S B WL LA B SIS B S
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #16682: 3-Methoxybenzy! alcohol R A BAR T e  S
138.0 10.60 10.80 11.00 11.20
m/z 111.10 87.31%
109.0
5000 770
39.0
0:||“i‘||ﬁ§|.0|“lmu|‘|H||?;?‘.‘|0||H=‘|||“|||‘|“|||||||||||||||||||||||| e B R REE e S
m/z--> 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Cyclopentane, 1,2-dibutyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.98 5.12 ng 100865 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dibutvl- 182 C13H26 062199-52-4 70
2 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 60
3 Cvclohexanone. 2.3-dimethvl- 126 C8H140 013395-76-1 49
4 3-Octene. 2.2-dimethvl- 140 C10H20 086869-76-3 46
5 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 46
Abundance Scan 778 (10.979 min): BF084045.D (-776) (-) m/z 69.10 100.00%
69.1
5000
139.1 1661 1972 2332 | 10.60 10.80 11.00 1120
o} m/z 55.10 69.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44151: Cyclopentane, 1,2-dibutyl-
69.0
5000 UM UL SRS R
41.0 195.0 10,60 10.80 11.00 11.20
97.0 ' m/z 83.10 65.84%
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
69.0
10,60 10.80 11.00 11.20
5000 41.0 111.0 m/z 70.10 48.65%
o240 oo e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11054: Cyclohexanone, 2,3-dimethyl- L B
55.0 10.60 10.80 11.00 11.20
83.0 m/z 56.10 37 .89%
5000 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Pentadecane, 8-heptyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.25 22.75 ng 448254 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
2 Nonacosane 408 C29H60 000630-03-5 90
3 Docosane 310 C22H46 000629-97-0 90
4 Hexadecane 226 Cl16H34 000544-76-3 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 802 (11.254 min): BF084045.D (-797) (-) m/z 57.10 100.00%
571.1
5000
1131 100 1120 1140 1180
183.2 : : :
ob—d 4 .-.‘||, .J.‘l.l.f‘ﬁ“l.. a2l e m/z 71.10 92.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 R SURIUL SURRLE DU B
11.00 11.20 11.40 11.60
99.0 m/z 85.10 54 _.63%
o | 7 1410 17602%%m00 000
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
" 11.00 1120 11.40 11,60
5000 m/z 43.10 47 .36%
99.0
0270 141.0 1830 2250 267.0 309.0 3510  408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #123095: Docosane R A BAR T e  S
57.0 11.00 11.20 11.40 11.60
m/z 41.10 27.85%
5000
99.0
027,0} | | |/, 1410 1830 2250 267.0 310.0
m/z--> 50 100 150 200 250 300 350 400 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.60 6.31 ng 124265 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Nonacosane 408 C29H60 000630-03-5 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Triacontane 422 C30H62 000638-68-6 78
Abundance Scan 832 (11.596 min): BF084045.D (-830) (-) m/z 57.10 100.00%
57.1
5000 J\A\/\/\J\A/w
a1 11.20 11,40 11,60 11.80 12.00
: 210.2 - : - - -
T O O R I v N B -7 i T R TP 1
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57.0
5000 LRI IR SURIULA SURIL DU
11.20 11.40 11.60 11.80 12.00
99.0 m/z 43.10 66.07%
0l250, || i | 1410 1830 2400
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
11.20 11,40 11,60 11.80 12.00
5000 m/z 85.10 58.80%
99.0
0l.26.0 141.0 183.0 2250 267.0 309.0 351.0 408.0
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #73966: Hexadecane AR Eaa L E
57.0 11.20 11.40 11.60 11.80 12.00
m/z 41.10 25.88%
= A/A\/WJW
99.0
oL260f | | | | | 1410 1830 2260
m'z--> 0 50 100 150 200 250 300 350 400 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknownll.64 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.64 4.52 ng 89156 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 46
2 Octacosane 394 C28H58 000630-02-4 43
3 Heneicosane 296 C21H44 000629-94-7 43
4 Heptacosane 380 C27H56 000593-49-7 43
5 Heptadecane 240 C17H36 000629-78-7 43
Abundance Scan 836 (11.642 min): BF084045.D (-834) (-) m/z 57.10 100.00%
57.1
97.1
5000
d | 170 2002 "0 11160 1180 1500
o) S S m/z 43.10 72.32%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane
57.0
5000 LI B I BRI UL
nmnmnmnm
F m/z 71.10 71.77%
0 18.0 } ‘ | H L 141.0183.0225.0 281.0323.0 379.0 421.0463.0 506.0
miz--> 0 55 100 1%0 260 250 360 350 400 4éo 560
Abundance
57.0
"' 11140 11.60 11.80 12.00
5000 m/z 97.10 53.45%
99.0
o 141.0183.0225.0 281. 0 337.0 394.0
LA LR LA L LR LR EL L EL LLELEL BLELLELEN ILLELEL B

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #115570: Heneicosane e RARREEE RS
11.40 11.60 11.80 12.00

m/z 55.10 45.27%

5000

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 1140 11.60 11.80 12,00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknownl11.80 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.80 4.39 ng 86549 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 meso-4.5-Dicvclohexyl-2.7-dimeth... 306 C22H42 065149-86-2 47
2 Cyclohexane. 1-(cvclohexvimethyl... 194 C14H26 054823-94-8 43
3 Cvclohexane. 1-(cvclohexvimethyl... 194 C14H26 054823-97-1 38
4 5-Octen-4-one. 7-methvl- 140 C9H160 032064-78-1 38
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 18
Abundance Scan 850 (11.802 min): BF084045.D (-848) (-) m/z 97.10 100.00%
1
55.1
5000
123.1 LN BRI SUREUR SO B
165.1 194.1 2312 263.2 11.40 11.60 11.80 12.00 12.20
0 m/z 55.10 73.76%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #120937: meso-4,5-Dicyclohexyl-2,7-dimethyloctan
57.0 97.0
5000 LR SRR SRR BN B
153.0 11. 40 11. 60 11. 80 12. 00 12. 20
193.0 m/z 57.10 70.72%
R O T AN L -1
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 97.0
11/40 11,60 11.80 12.00 12.20
5000 m/z 43.10 59.21%

124.0 166.0 194.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #52109: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, cis- A RREEE RS E ST
55.0 970 11.40 11.60 11.80 12.00 12.20

£ m/z 41.10 48.41%
5000
\ H 194.0

T O O - S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 40 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Decane, 3,8-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.33 10.03 ng 197650 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 76
2 Hentriacontane 437 C31H64 000630-04-6 68
3 Heneicosane 296 C21H44 000629-94-7 68
4 Pentacosane 352 C25H52 000629-99-2 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 62
Abundance Scan 896 (12.328 min): BF084045.D (-894) (-) m/z 57.10 100.00%
57.1
5000
r“ e —
169.2 206.1  260.4 12.00 12.20 12.40 12.60
o...-.~,.-.e.il,.|l.1?.5.1,....,....-,....,....,....,...., m/z 71.10 64.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #36190: Decane, 3,8-dimethyl-
57.0
5000 SRR ARSI RS
12.00 12.20 12,40 12.60
m/z 43.10 45_43%
‘ 99.0 141.0
0""W'd”“LJ"'I""I"" I DALY UURL L DU
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
12.00 1220 12,40 12.60
5000 m/z 85.10 39.32%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #115570: Heneicosane e B
57.0 12.00 12.20 12.40 12.60
m/z 41.10 27 .24%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> 50 100 150 200 250 300 350 400 ' 12.00 12,20 12,40 12.60

8270-BF122215.M Thu Dec 24 16:33:45 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.40 6.65 ng 131123 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 58
2 Heptacosane 380 C27H56 000593-49-7 58
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 58
4 Nonadecane 268 C19H40 000629-92-5 58
5 Tetradecane 198 C14H30 000629-59-4 55
Abundance Scan 902 (12.396 min): BF084045.D (-900) (-) m/z 57.10 100.00%
57.1
5000
\ 2383 ssas 1200 1750 124 1260 1250
oy m/z 71.10 75.37%
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
57.0
5000 LIRSS SRR SO B
12.00 12.20 12.40 12.60 12.80
99.0 m/z 83.10 63.91%
oL 210 ‘ |l | | 1410 1830 2250 2810 3370 3040
m/z--> 55 160 1%0 260 250 360 3éo '
Abundance
57.0
12:00 12.20 12.40 12.60 12.80
5000 m/z 43.10 58.49%
99.0
o 27,0 141.0 183.0 2250 267.0 309.0 380.0
m/z--> 55 160 1%0 260 250 360 3éo '
Abundance #45563: Dodecane, 2—methy|— LI DL B LA BN B
57.0 12.00 12.20 12.40 12.60 12.80
m/z 55.10 50.72%
5000
99.0 141.0
0 '%1Fhlh'”JM'LH"'! '}gﬁol" UL R UL SRR LIRSS SRR SO B
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60 12.80

8270-BF122215.M Thu Dec 24 16:33:46 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Octadecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.44 3.15ng 62082  Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecane 254 C18H38 000593-45-3 50

2 Triacontane 422 C30H62 000638-68-6 43
3 Tetratriacontane 479 C34H70 014167-59-0 43
4 Tetracosane 338 C24H50 000646-31-1 38

5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 38

Abundance Scan 906 (12.442 min): BF084045.D (-904) (-) m/z 57.10 100.00%
57.1
5000
99.1 173.1 255.2 RARRaEEaEE R
l l 1]1.' 208.2 12.20 12.40 12.60 12.80
0 ...~.,.-.~.-.' Ly m/z 71.10 80.67%
m/z--> 0 50 150 200 250 300 350 400
Abundance #91037: Octadecane
57.0
5000 LA B L L L L L L
12. 20 12. 40 12. 60 12. 80
99.0 m/z 85.10 79.47%
| ] | \ 141.0 183.0 254.0
o R 0 e e
m/z--> 0 50 lOO 150 200 250 300 350 400
Abundance
57.0
s B
12.20 12.40 12.60 12.80
5000 m/z 43.10 67.01%
99.0
o 141.0 183.0 225.0 267.0 309.0 351.0 422.0
T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane L e TS LA
57.0 12.20 12.40 12.60 12.80
m/z 41.10 26.06%
5000
o259 J ) 1410 1830 2250 2670 3110 367.0 4100
T T T T T e T T s B
m/z--> 0 50 100 150 200 250 300 350 400 12. 20 12. 40 12. 60 12. 80

8270-BF122215.M Thu Dec 24 16:33:47 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Nonahexacontanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 21.02 ng 331565 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 87
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 80
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 80
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 64
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 62
Abundance Scan 1027 (13.825 min): BF084045.D (-1025) (-) m/z 57.10 100.00%
51.1
5000
3692 2712 160 1360 1610 1420
oL ....n....“...,”..,”..,.”.,..”,..”,...w. m/z 71.10 63.79%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #174887: Nonahexacontanoic acid
57.0
5000 LRI ISR UL SULLE SUR
Bmmmmmmm
m/z 83.10 53.28%
0 \mdka%um“2530 350.0 899.0 998.0
m/z--> 6 100 260 360 460 560 660 760 860 960 1doo
Abundance
57.0
' 13.60 13.80 14.00 14.20
5000 m/z 43.10 52.53%
196.0
o+ v e e e e e
m/z--> 6 160 260 360 460 560 660 700 800 900 1000
Abundance #174828: Tetrapentacontane, 1,54-dibromo- AR Baa T e
57.0 13.60 13.80 14.00 14.20
m/z 69.10 43 .99%
5000
o Jl ] 55.0 2530 351.0 449.0 543.0 6700 8350
m/z--> 6 1 o 260 300 400 560 600 700 800 900 1000 13 60 13. 80 14.00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .32 12.84 ng 202523 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Octadecane 254 C18H38 000593-45-3 93
3 Decane. 3.6-dimethyl- 170 C12H26 017312-53-7 90
4 5.5-DibutvInonane 240 C17H36 006008-17-9 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 1070 (14.317 min): BF084045.D (-1068) (-) m/z 57.10 100.00%
5%.1
85.1
5000
| r“‘ 412 1822 1200 1450 1440 1460
oL ,J. L | T Aol Ln 22222833 2998 | M4 "m/z 71.10 86.63%
m/z--> 50 10 150 200 250 300 350
Abundance #115569: Heneicosane
57.0
5000 85.0 UL SRR SR SRS SRR RN
mmmmmmmm
m/z 85.10 61.53%
0 2?'0“ L g I u 327 0155 0183 02110 2530 296.0
m/z--> 56 100 1%0 260 2%0 360 3%0
Abundance
57.0
14.00 14.20 14.40 14.60
5000 85.0 m/z 43.10 44 _49Y%
o 29.0 127.0155.0183.0011.0 254.0
m/z--> B "56' - 160" ' ﬁéo" ' éooll ' éso" ' 500" ' ééo"
Abundance #36184: Decane, 3,6—dimethy|— L L L L R B
57.0 14.00 14.20 14.40 14.60
m/z 99.10 25.56%
5000 85.0
29.0
oL J N e e B PO
m/z--> 50 100 150 200 250 300 350 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknownl16.07 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.07 17.34 ng 316472 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 38
3 Propenamide. 3-(3.4-dimethoxvphe... 313 C18H19N0O4 339165-72-9 25
4 Thiazole. 2-amino-4-(p-aminophen... 191 C9HIN3S 003673-53-8 18
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 16
Abundance Scan 1223 (16.065 min): BF084045.D (-1221) (-) m/z 191.20 100.00%
2
5000
0362 2852 383.4 ' 15.80 16.00 16.20 16.40
0 m/z 177.20 42 .65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60237: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 57.0 15.80 16.00 16.20 16.40
93.0 149.0 m/z 55.10 41 .49%
2o |
oLt .H‘,“‘. g Y
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
15.80 16.00 16.20 16.40
5000/ 28.0 m/z 95.10 41.48%
950 1350
L L L L U L UL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #124449: Propenamide, 3-(3,4-dimethoxyphenyl)-N-(4-methoxy ... A B B
191.0 15.80 16.00 16.20 16.40
m/z 81.10 39.74%
123.0
5000
77.0 313.0
ol Yy gty 3000 | os30ps30 [ I
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknownl16.48 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.48 10.13 ng 184858 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethyl-2... 206 C14H220 1000197-08-4 47
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 43
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 37
4 Anthracene. 9-butvl- 234 C18H18 001498-69-7 35
5 9H-Fluorene-9-carbonitrile 191 C14HOSN 001529-40-4 35
Abundance Scan 1259 (16.477 min): BF084045.D (-1257) (-) m/z 191.15 100.00%
190.2
5000 95.1
137.1 T
551 220.2250.1279.2 397.4 16.20 16.40 16.60 16.80
(o} m/z 95.10 48.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191.0
5000 L BRI BRI BN B
43.0 16.20 16.40 16.60 16.80
123.0 m/z 81.10 38.30%
91.0 ‘
o) — \I‘ IMIH\I HI\ IMI\‘\I ‘:“ fHHu #I'GI]*IQ\I ‘ ‘: —— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16.20 16.40 16.60 16.80
5000/28.0 m/z 69.10 31.83%
950 1350
e L L L B I WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen e e REEaEmmn
191.0 16.20 16.40 16.60 16.80
m/z 123.10 26.76%
5000
43.0 149.0
0:|‘|“|”||U|‘9]|-“.‘C:";L|29.C|)L|lt|M:i:\l‘uuuu T A R B
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084045.D

Aca On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample : 6G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl17.03 Concentration Rank 14

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

17.03 6.03 ng 109975 Perylene-di12 15.41

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 43
2 Phenol. 3.5-bis(1l.1-dimethvlethvl)- 206 C14H220 001138-52-9 43
3 3-Indolethanamine. N-acetvl-5-fl._._. 250 C13H15FN202 1000116-27-1 35
4 9H-Purine. 6-methvl-9-(trimethvl... 206 C9H14N4Si 032865-79-5 35
5 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 32

Abundance Scan 1307 (17.026 min): BF084045.D (-1304) (-) m/z 191.20 100.00%
191.2
57.1
95.1
5000
37.1 Trrryrrrryrrrryrrrr|rrorr
232.2263 5 411.4 16.80 17.00 17.20 17.40
(o . m/z 57.10 78.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60200: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 LA L L L L L
570 16.80 17.00 17.20 17.40
. 0
131.0 m/z 95.10 64 .75%
‘ 91.0 |
U O O YR P I I S —
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
B e L o S
57.0 16.80 17.00 17.20 17.40
5000 ' m/z 205.20 53.60%
15.0 91.0 135.0
O e o B e e e L e o LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #88202: 3-Indolethanamine, N-acetyl-5-fluoro-6-methoxy- T
191.0 16.80 17.00 17.20 17.40
m/z 71.10 52.80%
5000
43.0 250.0
| 101020 ||
oyt B e L o S
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122315\
Data File : BF084045.D

Acq On : 23 Dec 2015 20:42

Operator : UM/SJ

Sample - G4933-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215_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]
2-Pentanone, 4-hy... 5.00 27.8 ng 407070 1 6.82 293064 20.0
unknown6 .59 6.59 97.1 ng 1422820 1 6.82 293064 20.0
Eicosane 10.29 2.3 ng 49864 3 9.86 440037 20.0
Pentadecane, 2,6,... 10.52 7.7 ng 169039 3 9.86 440037 20.0
Pentadecane, 2,6,... 10.78 19.3 ng 380094 4 11.34 394090 20.0
unknown10.85 10.85 3.9 ng 77117 4 11.34 394090 20.0
Cyclopentane, 1,2... 10.98 5.1 ng 100865 4 11.34 394090 20.0
Pentadecane, 8-he... 11.25 22.8 ng 448254 4 11.34 394090 20.0
Heptadecane 11.60 6.3 ng 124265 4 11.34 394090 20.0
unknownll.64 11.64 4.5 ng 89156 4 11.34 394090 20.0
unknownl11.80 11.80 4.4 ng 86549 4 11.34 394090 20.0
Decane, 3,8-dimet... 12.33 10.0 ng 197650 4 11.34 394090 20.0
Octacosane 12.40 6.7 ng 131123 4 11.34 394090 20.0
Octadecane 12.44 3.1 ng 62082 4 11.34 394090 20.0
Nonahexacontanoic... 13.83 21.0 ng 331565 5 13.99 315497 20.0
Heneicosane 14.32 12.8 ng 202523 5 13.99 315497 20.0
unknown16.07 16.07 17.3 ng 316472 6 15.41 364943 20.0
unknownl6.48 16.48 10.1 ng 184858 6 15.41 364943 20.0
unknownl17.03 17.03 6.0 ng 109975 6 15.41 364943 20.0

8270-BF122215_.M Thu Dec 24 16:33:51 2015 Page: 23



