LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 63891-06

Misc :

ALS Vial : 18 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-BF092815.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 4.423 198 200 202 rBvV 21543 31598 1.13% 0.126%
2 4.480 202 205 210 rVB3 16473 37103 1.32% 0.148%
3 5.074 254 257 266 rBV 775478 1408726 50.25% 5.606%
4 5.451 287 290 291 rBV 36490 55441 1.98% 0.221%
5 5.486 291 293 296 rVB 2094947 2290472 81.71% 9.115%
6 5.886 326 328 330 rBV 28688 29672 1.06% 0.118%
7 6.480 378 380 381 rBV 29238 29512 1.05% 0.117%
8 6.514 381 383 386 rBY 1656408 2520778 89.92% 10.032%
9 6.651 392 395 398 rBVY 2403129 2441694 87.10% 9.717%
10 6.709 398 400 403 rVB 56155 59523 2.12% 0.237%
11 6.880 413 415 418 rBV 480914 534848 19.08% 2.129%
12 6.937 418 420 424 rvv3 25469 37547 1.34% 0.149%
13 7.040 427 429 432 rVV 2244173 2044184 72.92% 8.135%
14 7.154 436 439 441 rvVB2 15296 28271 1.01% 0.113%
15 7.200 441 443 448 rBV3 27519 58751 2.10% 0.234%
16 7.452 462 465 468 rBV 1252277 1427227 50.91% 5.680%
17 7.532 470 472 474 rVB 30613 36507 1.30% 0.145%
18 7.680 484 485 491 rVB3 18122 35987 1.28% 0.143%
19 7.909 501 505 509 rBV3 32131 71009 2.53% 0.283%
20 8.172 525 528 530 rBV 789109 723324 25.80% 2.879%
21 8.880 587 590 594 rVB3 26030 46876 1.67% 0.187%
22 9.246 619 622 625 rBY 2286871 2803308 100.00% 11.156%
23 9.315 625 628 630 rvv3 36944 80010 2.85% 0.318%
24 9.395 634 635 637 rVB2 36432 31133 1.11% 0.124%
25 9.452 637 640 642 rBV2 23215 38580 1.38% 0.154%
26 9.509 643 645 648 rBV3 17117 35135 1.25% 0.140%
27 9.646 654 657 659 rVB 580402 498025 17.77% 1.982%
28 9.726 659 664 668 rBVS 19798 72997 2.60% 0.291%
29 9.783 668 669 671 rBV 48489 76377 2.72% 0.304%
30 9.852 674 675 677 rVB2 36414 34708 1.24% 0.138%

31 9.932 679 682 683 rBv 630608 707477 25.24% 2.816%
32 10.355 715 719 720 rBV 68082 103958 3.71% 0.414%
33 10.720 748 751 753 rBV 1436858 1447886 51.65% 5.762%
34 10.835 759 761 763 rBV2 64083 107325 3.83% 0.427%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 63891-06

Misc :

ALS Vial : 18 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-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.372 806 808 809 rBvV 86675 112637 4.02% 0.448%

36 11.418 810 812 813 rBV 599554 547913 19.55% 2.181%
37 11.955 857 859 864 rBv3 487491 550796 19.65% 2.192%
38 12.629 917 918 920 rBV 236317 233977 8.35% 0.931%
39 12.858 936 938 940 rBV 183694 223391 7.97% 0.889%
40 13.006 949 0951 954 rBV 1658398 1930484 68.86% 7.683%

41 13.909 1028 1030 1033 rBVY 354090 442965 15.80% 1.763%
42 14.069 1041 1044 1047 rVB2 444419 664682 23.71% 2.645%
43 15.532 1170 1172 1176 rVB 319206 434807 15.51% 1.730%

Sum of corrected areas: 25127621
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082061.D
2500000 6.65

7.04
5.49

2000000
6.51

1500000
7.45

1000000
5.07 8.17

6.88

500000
o 4428 5/45  5.89 6/48 71A3A7nm0 .53 68 7.91

T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082061.D

2500000 13.01
9.25

2000000

10.72 14.07

1500000

1000000

500000

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082061.D
2500000

2000000

1500000 15.53

1000000

500000

e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 52.68 ng 1408730 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 257 (5.074 min): BF082061.D (-254) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 llll|llllllllllllllll
480 5.00 5.20 5.40
..,....,....,....','.-...5,1-.1.:.;..?.9-,(’....f‘?:l..,...u|....,. m/z 59.10 63.49%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
000 590 ik 5bo 550 sho
m/z 101.10 20.14%
S R I -1 b e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0

480 5.00 520 5.40
5000 41.0 m/z 58.10 16.21%

31.0
69.0 87.0
15.0 51.0 98.0
L B L LA s o e s e o N e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

480 5.00 520 5.40
m/z 41.05 9.12%

5000
41.0
29.0 101.0
L1 ‘ \‘ L 50.0 1y 73.0 86.0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.65 Concentration Rank 1

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

6.65 91.30 ng 2441690 1,4-Dichlorobenzene-d4 6.88
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. 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 395 (6.651 min): BF082061.D (-392) (-) m/z 132.10 100.00%
132.1
5000 68.0
oy [ ek ok 6o 7ho
e el e e e m/z 68.05 42.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U IR I I L
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.27%
‘ [ 1 H | !
m/z--> 20 40 i 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 28.87%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl S IS e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.70%
74.0
5000 ggo 1160
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Benzene, 1,3,5-trimethyl- Concentration Rank 10

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

6.71 2.23 ng 59523 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 90
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 86
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 83

Abundance Scan 400 (6.709 min): BF082061.D (-398) (- m/z 105.10 100.00%
105.1
5000 120.1
431 °01
|| ‘ 71 910 6.40 6.60 6.80 7.00
S OV NN N Y A N A m/z 120.10 43.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105.0
120.0
5000
6.40 6.60 6.80 7.00
m/z 57.10 29.93%
270 300 510 gso 10 9O
I L, PR | I ol
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
120.0 640 6.60 6.80 7.00
5000 m/z 43.10 25.65%
150 270 390 510 50 (10 910
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9111: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 41.10 13.89%
5000 120.0
280 390 510 70 910
"ﬁfg|“'w'“JN'“N“'w???w'hh“'wh“'wwtl“VL““'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 11

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

7.20 2.20 ng 58751 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 90
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 90
3 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 90
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 90
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90

Abundance Scan 443 (7.200 min): BF082061.D (-441) (-) m/z 119.10 100.00%
119.1

41.0 55?-1 | | 6.80 7.00 7.20 7.40 7.60
MBS W 1P M OV { VTR MO SN A BESUNE NS m/z 134.10 38.13%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14365: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 hM‘ATA"‘NX

134.0 6.80 7.00 7.20 7.40 7.60
m/z 105.10 35.47%

91.0 105.0
15,0 27.0 39.0 51.0 650 77.0 ™ 1
T T T T T T T T T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0

5000
105.1 134.1
91.0
77.0

134.0 6.80 7.00 7.20 7.40 7.60
5000 m/z 91.00 27 .44%
27.0 39.0 510 650 77.0 91O 105.0
wwmwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14372: Benzene, 1-ethyl-3,5-dimethy!l- .... R B s
119.0 680 700 720 740 760

m/z 77.00 14 .26%

5000
134.0
27.0 39.0 510 650 77.0 91"0 105.0
e e e e e e e e e e

| \ \ \ \ Ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown9.31 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.31 2.26 ng 80010 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (7a-1sopropenvl-4.5-dimethvlocta... 222 C15H260
2 Carboxamide. seleno-2-thienvl- 191 C5H5NSSe
3 Amiphenazole 191 C9HON3S
4 3.4-Heptadien-2-one. 3-cvclopent... 192 C13H200
5 7-Hydroxy-2,5,8-quinoline trione 191 C9H5NO4

054679-69-5 27
000490-55-1 27
063922-50-9 25
015544-54-4 17

Abundance Scan 628 (9.315 min): BF082061.D (-625) (-) m/z 191.20 100.00%

41.1

69.1

5000

9.00 9.20 9.40 9.60
m/z 41.10 76 .66%

m/z--> 20 40 60 80 100 120 140 160 180 200

1000187-02-9 33

Abundance #71014: (7a-lsopropenyl-4,5-dimethyloctahydroinden-4-ylme...
191.0
95.0
135.0
5000 410 790 LIS L L L L L L B B |
: 9.00 9.20 9.40 9.60
5%0 H ‘ 11% o m/z 69.10  68.00%
T ,f. ol e | 2070
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
191.0
110.0 R N RAREE mE s
9.00 9.20 9.40 9.60
5000 m/z 57.10 58.79%
39.0
69.0 840 175.0
L o o e o o L B o e o e B i i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50014: Amiphenazole A B B e
191.0 9.00 9.20 9.40 9.60
m/z 43.10 55.30%
5000 121.0
43.0 77.0 104.0 149.0
[ 61.\0‘\\ ‘ | u ‘\ \\“ 164.0

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Biphenylene Concentration Rank 12

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

9.78 2.16 ng 76377 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 83
2 Acenaphthylene 152 C12H8 000208-96-8 72
3 (6BALPHA.7BETA.11ALPHA.11AALPHAY... 334 C25H180 1000241-69-8 64
4 5.6-Dihvdro-4-methvlthieno(2.3-d... 152 C7H8N2S 092204-06-3 53
5 3,5-Dimethoxy-N,N-dimethylbenzyl... 195 C11H17NO2 039727-93-0 53

Abundance Scan 669 (9.783 min): BF082061.D (-668) (-) m/z 152.10 100.00%
1

5000

9.40 9.60 9.80 10.00
m/z 151.10 20.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #24336: Biphenylene
152.0
5000 | LN L L L L L
9.40 9.60 9.80 10.00
6.0 m/z 205.20 15.91%
50.0, 126.0
1l
T [ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
152.0
R o o
9.40 9.60 9.80 10.00
5000 m/z 153.10 15.71%

76.0
14.0 51.0 126.0

mﬁwwﬁwwwﬁwﬁwﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134875: (6BALPHA, 7BETA, 11ALPHA, 11AALPHA)-11-PHENYL-6B,7,1...
152.0 9.40 9.60 9.80 10.00
m/z 150.10 15.61%

5000

334.0

51.0 : 1820 x5 289.0
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.35 2.94 ng 103958 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 68
2 Eicosane 282 C20H42 000112-95-8 62
3 Tetradecane 198 C14H30 000629-59-4 58
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 58
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 719 (10.355 min): BF082061.D (-715) (-) m/z 57.10 100.00%

57.1
5000

10.00 10.20 10.40 10.60
m/z 43.10 63.80%

1131 1552177.2 2052

244.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36156: Dodecane
57.0
5000 LI L L L N L L LB L L B
85.0 10.00 10.20 10.40 10.60
29.0 m/z 71.10 56.99%
‘ “ H L ‘1130 141.0 1700
| |
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R B
10.00 10.20 10.40 10.60
5000 m/z 85.10 37.09%
85.0
29.0
113.0 141.0 169.0 282.0
m@mﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane R R
57.0 10.00 10.20 10.40 10.60
m/z 41.10 33.66%
5000 85.0
29.0
e e P20, 1410 169.0 1980

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.83 3.92 ng 107325 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 58
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 58
3 Eicosane 282 C20H42 000112-95-8 52
4 2.6-Dimethvldecane 170 C12H26 013150-81-7 52
5 Tridecane 184 C13H28 000629-50-5 52

Abundance Scan 761 (10.835 min): BF082061.D (-759) (-) m/z 57.10 100.00%

51.1

5000

10.60 10.80 11.00 11.20
m/z 43.10 66.35%

7.1159.1 183250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 850 LIRS LL  L L  LL L  LL B
10. 60 10 80 11. 00 11. 20
m/z 71.10 65.73%
113.0
L “ | T L0 183.0 211.0 239.0 267.0 296.0
[ T e e e T T T [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
B IS
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.10 37.21%

113.0 154.0 183.0 211.0 239.0 281.0
mﬁmﬁmﬁrﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107651: Eicosane e s mae s
57.0 10.60 10.80 11.00 11.20
m/z 229.20 26.40%

5000

29.0
‘ | 1180 1410 1690 197.0 2250 2530 262.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.95 20.11 ng 550796 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 25

Abundance Scan 859 (11.955 min): BF082061.D (-857) (-) m/z 73.05 100.00%

431 730
5000 .
, 213.2

157.1 1852 11.60 11.80 12.00 12.20

m/z 60.10 89.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 2560 T T 1T T 1T L B B

11. 60 11. 80 12. 00 12.20

213.0 m/z 43.10 84 ._.84%
LAl
il
m/z--> 2IO 4|0 6|0 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 U D SR SRR SURBLE I
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 75.44%
185.0
97.0 228.0
15.0 157.0
mmm‘wwﬁwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid AT o
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 68.33%
5000 129.0
171.0
W
Il‘l H\ H‘\‘ M‘IHMIIMH ‘H||‘|‘|||||||‘|||||||‘|||||||‘|||||| RRamanEIEEE LA e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082061.D

Aca On : 5 Oct 2015 23:30

Operator : UM/I1Z

Sample : 6G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.91 13.33 ng 442965 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Methoxvacetic acid. heptadecvl e... 328 C20H4003 1000282-99-1 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 90
Abundance Scan 1030 (13.909 min): BF082061.D (-1028) (-) m/z 57.10 100.00%
51.1
5000 orl
' } 1251 2301 550 150 14100 1420
155 1 2021 : : : :
ol b L L SE 208 || 2602 3093 3473 | 74310 72.30%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43.0 97.0
5000 00 U A S B B
13. 60 13 80 14. oo 14. 20
125.0 m/z 55.10 63.87%
150 L )l | “ L 15401820210023802660
m/z--> 50 160 150 260 2éo 300 3éo
Abundance
57.0
13.60 13.80 14.00 14.20
5000 97.0 m/z 83.10 59.32%
29.0
125.0
ALY I O o et .~
m/z--> 50 100 150 200 250 300 350
Abundance #129672: 1-Hexadecanesulfonyl chloride R R mEEE
57.0 13.60 13.80 14.00 14.20
m/z 71.10 53.50%
97.0
5000
L) e ssec2t0 zmo s
miz--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100515\
Data File : BF082061.D

Acq On : 5 Oct 2015 23:30

Operator : UM/1Z

Sample - G3891-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.07 52.7 ng 1408730 1 6.88 534848 20.0
unknown6 .65 6.65 91.3 ng 2441690 1 6.88 534848 20.0
Benzene, 1,3,5-tr... 6.71 2.2 ng 59523 1 6.88 534848 20.0
Benzene, 2-ethyl-_._. 7.20 2.2 ng 58751 1 6.88 534848 20.0
unknown9 .31 9.31 2.3 ng 80010 3 9.93 707477 20.0
Biphenylene 9.78 2.2 ng 76377 3 9.93 707477 20.0
Dodecane 10.35 2.9 ng 103958 3 9.93 707477 20.0
Heptadecane, 2,6,... 10.83 3.9 ng 107325 4 11.42 547913 20.0
n-Hexadecanoic acid 11.95 20.1 ng 550796 4 11.42 547913 20.0
1-Nonadecene 13.91 13.3 ng 442965 5 14.07 664682 20.0
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