LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 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-BF101015.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 4.320 188 191 196 rBvV 18673 28548 1.23% 0.129%
2 4.994 247 250 256 rBV 712671 1000982 43.02% 4_.520%
3 5.428 285 288 290 rBVY 1644279 1801318 77.41% 8.134%
4 5.634 304 306 311 rVB 27469 32078 1.38% 0.145%
5 6.469 376 379 382 rBVY 1460057 1625886 69.87% 7.342%
6 6.594 387 390 392 rBVY 2037445 1833156 78.78% 8.278%
7 6.823 408 410 413 rBV 562934 474530 20.39% 2.143%
8 6.983 421 424 426 rBV 1693409 1639818 70.47% 7 .405%
9 7.394 457 460 463 rBY 1136164 1084492 46.61% 4.897%
10 8.114 520 523 525 rBV 734553 629874 27.07% 2.844%
11 8.675 569 572 573 rBV 73180 87069 3.74% 0.393%

12 9.200 615 618 620 rBVY 1651640 2326902 100.00% 10.507%
13 9.589 650 652 655 rBv 391358 324924 13.96% 1.467%
14 9.875 674 677 679 rVB 767239 702083 30.17% 3.170%

15 10.149 697 701 703 rBV3 45601 62193 2.67% 0.281%
16 10.298 713 714 715 rBV 52590 39876 1.71% 0.180%
17 10.412 720 724 726 rBV3 12430 31618 1.36% 0.143%
18 10.526 731 734 735 rBV 51320 84033 3.61% 0.379%

19 10.663 744 746 751 rBV 1037680 1142266 49.09% 5.158%
20 10.789 754 757 759 rBV 203427 295764 12.71% 1.336%

21 10.869 760 764 766 rBV3 30932 89311 3.84% 0.403%
22 10.915 766 768 770 rBV3 25237 56071 2.41% 0.253%
23 10.983 772 774 777 rBV3 42468 103291 4.44% 0.466%
24 11.258 794 798 800 rBV 283104 475782 20.45% 2.148%
25 11.361 805 807 809 rBvV 602908 675174 29.02% 3.049%

26 11.612 827 829 830 rBV 149001 153379 6.59% 0.693%
27 11.898 852 854 856 rBV3 244619 411549 17.69% 1.858%
28 12.961 945 947 950 rBV 1026693 1634237 70.23% 7.380%
29 14.058 1041 1043 1047 rVB 429147 574393 24.68% 2.594%
30 15.589 1175 1177 1186 rVB 474183 1147102 49.30% 5.180%

31 16.264 1234 1236 1239 rVB 347168 641362 27.56% 2.896%
32 16.687 1270 1273 1280 rVB 408103 936227 40.23% 4.228%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 22145288
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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: BF082316.D

2500000

6.59
2000000
5.43 6.98
1500000 6.47
7.39
1000000
4.99 8.11

500000

4.32 | 5.63

e e e o S R—

N 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: BF082316.D

12|96

2500000

2000000

9.20
1500000

1000000
9.87

500000 9.59

3.67 u AA
ol

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: BF082316.D

2500000
2000000 15.59

1500000 16.26

16.69

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\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.

4.99 42.19 ng 1000980 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 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 250 (4.994 min): BF082316.D (-247) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 250 450 500 520 540
o...,....,....,....I,'::.?,l-.l.~!.,...6?-,°....,83'.1..,...:,|....,. m/z 59.10  64.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R UL UL
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.10 20.74%
0 20 | o 830 g9 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.10 16.54%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R o e B
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.43%
5000
41.0
29.0 101.0
o o all.s00 [] 730  86.0 |
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown6.59 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.59 77.26 ng 1833160 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine
2 5-Aminoindole
3 Tranvlcvpromine-propionvl

132 C4H2CIFN2
132 C8H8N2
189 C12H15NO

4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12

5 Benzene,

1-ethenyl-3,5-dimethyl-

132 C10H12

1000146-10-7 35
005192-03-0 12
1000123-86-3 10
028749-81-7 9
005379-20-4 9

Abundance Scan 390 (6.594 min): BF082316.D (-387) (-) m/z 132.10 100.00%
132.1
5000 68.1
40.1 || %.1 115.0 6.20 6.40 6.60 6.80 7.00
0...,...NH.!H,IHJM....ﬁ!”.,.. B B e m/z 68.10 40.78%
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 LI LI L L L L LB LB LB
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.37%
0 ‘ Il 1 H 1y !
L o o o e o o LA e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
R e S I ma e
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 27 .66%
104.0
66.0
0 270 510 89.0
A B e o o LB L i o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B S
57.0 132.0 6.20 6.40 6.60 6.80 7.00
24.0 m/z 69.10 17.16%
116.0
5000 98.0
S SSSNSSSEN MU VMO ¥ 1 O e
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Bicyclo[3.1.0]hex-2-ene, 4-... Concentration Rank 11

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

8.67 2.76 ng 87069 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.01Thex-2-ene. 4-methv... 134 C10H14 036262-09-6 50
2 Benzene. butvl- 134 C10H14 000104-51-8 42
3 Benzvl oxv tridecanoic acid 320 C20H3203 1000289-36-6 38
4 Benzvl isopentvl ether 178 C12H180 000122-73-6 28
5 trans-Verbenol 152 C10H160 1000292-86-3 22

Abundance Scan 572 (8.675 min): BF082316.D (-569) (-) m/z 91.10 100.00%
91.1
5000
43.1
. 191 T340 850 550 900
o} ST N m/z 92.10 40.79%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14435: Bicyclo[3.1.0]hex-2-ene, 4-methylene-1-(1-methylet...
91.0
5000 L I UL LN UL
8.40 8.60 8.80 9.00
m/z 43.10 30.99%
43.0 65.0 119.0
0 |....|H..‘..|.‘...“..‘. |||‘|‘||||‘|||||| R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
91.0
840 860 880 9.00
5000 m/z 119.10 9.20%
134.0
65.0
0 390 115.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #128122: Benzyl oxy tridecanoic acid e B i B D
91.0 8.40 8.60 8.80 9.00
m/z 108.10 8.96%
5000
4.0 oo
0 H m ”\ || 111.0 1330152017101910 216.0 244.0263.0
I""I""IIIII SRS SR N P N N LN N LN L
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.53 2.39 ng 84033 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 734 (10.526 min): BF082316.D (-731) (-) m/z 57.10 100.00%
57.1
5000 \,\,/\VJ\#L
85.1
| J |113'1141'2169'2 10.20 10.40 10.60 10.80
O T I B [ B R m/z 71.10 51.41%
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane
57.0
5000 AR DU SR
85.0 1020 10,40 10.60 10.80
1130 m/z 43.10 48 .05%
0 2%.0‘\ ‘\ \H\ \“\ ‘\‘ H‘ . ‘114%'0‘16‘9'0‘19‘7-0‘22‘5.0253,0 295'0 366.0
m/z--> 55 160 1%0 260 2éo 360 3%0
Abundance
57.0
10,20 10.40 10.60 10.80
0
5000 85.0 m/z 85.10 27 .37%
29.0
o 113.0141.0169.0197.0226.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #82607: Heptadecane e
57.0 10.20 10.40 10.60 10.80
m/z 55.10 22 .03%
5000 85.0
29.0
m/z--> 55 160 1%0 260 2éo 360 350 1&20 1&40 1&60 1dso '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.79 8.76 ng 295764 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 83
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 78
4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 76
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72

Abundance Scan 757 (10.789 min): BF082316.D (-754) (-) m/z 57.10 100.00%
57.1
5000 AAm*AfLVM,~jm«~A’““’NﬂN4
10.40 1060 10.80 11.00 11.20
o m/z 71.10 70.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 B BUARSR BRI UL R
10,40 10,60 10.80 11.00 11.20
2.0 85.0 m/z 43.10 50.51%
o ‘ |0 e 180 2110 2390
m/z--> 20 ' eb 80 160 120 140 160 180 200 220 240
Abundance
57.0
10.40 1060 1080 11.00 11.20
5000 m/z 85.10 28.70%
29.0 85.0
o 130 9410 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64585: Dodecane, 2,6,10-trimethyl- e AL AR R n s
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 21.95%
5000
29.0 85.0
o | ‘ | 30 gy 183.0 206.0
m/z--> 20 4'0 6|0 8IO 1(')0 120 140 160 180 200 220 240 10,40 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 4-Chlorobenzenesulfonamide,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.65 ng 89311 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chlorobenzenesulfonamide. N-me... 205 C7H8CINO2S 006333-79-5 59
2 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 35
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 35
4 6-Octenal. 3.7-dimethvl- 154 C10H180 000106-23-0 30
5 1,1,3-Trimethyl-1-silacyclo-3-pe... 126 C7H14Si 003528-14-1 27
Abundance Scan 764 (10.869 mln) BF082316.D (-760) (-) m/z 69.10 100.00%
5000 NAP/»AfAfJJ\JMJAAJF//kvAunJ
145.1 169.1 211.2 LN B SURBLLE BRI B
10.60 10.80 11.00 11.20
0! m/z 111.10 99.30%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #59591: 4-Chlorobenzenesulfonamide, N-methy!-
75.0 111.0  141.0 175.0  205.0
50.0
5000 LN B SURBLLE BRI B
10. 60 10. 80 11. oo 11. 20
m/z 55.10 84 .05%
40 | | |
Ouuuluuuuluu‘l.lu‘ﬁ‘.. l“..h.‘i‘..‘ .|.‘.”‘..|l...‘l‘...l‘luuu.|£‘...|..
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
69.0 111.0
10,60 10.80 11.00 11.20
5000 m/z 41.10 77.81%
41.0
0 91.0 207 0
m/z--> ﬁo Jo 65 éo 160 150 150 160 180 200 250
Abundance #11221: Cyclohexane, 1,2,4-trimethyl- R B R e
69.0 10.60 10.80 11.00 11.20
111.0 m/z 43.10 67.79%
- I M
0.1.5.'(,)....,....,....,.9.1.'9,....,....,........ S — e
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:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Cyclopentane, (2-methylbutyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.98 3.06 ng 103291 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 58
2 1-Cvclohexvl-1-(4-methvlcvclohex... 208 C15H28 002027-12-5 46
3 2-Octene. 4-ethvl-. (E)- 140 C10H20 074630-09-4 46
4 Cvclohexanone. 3.5-dimethvl-. cis- 126 C8H140 007214-52-0 43
5 Triallylsilane 152 C9H16Si 001116-62-7 38

Abundance Scan 774 (10.983 min): BF082316.D (-772) (-) m/z 91.05 100.00%
69.1 91.0
5000 411 jw
111.1
0.1 208.1 NN U SRR I
| ‘ | | 162.1179.1 232.2 10.60 10.80 11.00 11.20
o.,....'l.." Ll m/z 69.10 96.58%
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #17353: Cyclopentane, (2-methylbutyl)-
69.0
41.0
5000 111.0 AR A U SR B
10 60 10 80 11. 00 11.20
‘ m/z 55.10 80.52%
0'|jh'w“N'wktwl'“l'”'l“?%?ﬂ""“ [rrrrprrrr Ty
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
10.60 10.80 11.00 11.20
5000 m/z 83.10 57.57%
83.0 110.0
208.0
G L A L S S B S WS WA RN BARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #l733220(:tene,4ethy|,(E) | LA LA BN B
55.0 10.60 10.80 11.00 11.20
m/z 41.10 44 _27%
5000
83.0
2?0“ ‘ ‘ 111.0  140.0
o MRS ESLE ST S S ML .
m/z--> ﬁo 45 eb éo 160 150 140 160 180 260 250 ' 1060 1080 1100 1120 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.26 14.09 ng 475782 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Dodecane 170 C12H26 000112-40-3 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
Abundance Scan 798 (11.258 min): BF082316.D (-794) (-) m/z 57.10 100.00%
57.1
5000
1412 1832 11.00 11.20 11.40 11.60
3 S 2062 234.3 m/z 71.10 71.77%
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 85.0 L UL IR IR B
11.00 11.20 11.40 11.60
m/z 43.10 45.90%
o L “ | \1150‘1410 1830 2110 239.0 2670 296.0
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
11,00 11.20 11140 11.60
5000 m/z 85.10 40.20%
85.0

29.0
113.0 1410 170.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- B Ramms e e
57.0 11.00 11.20 11.40 11.60
m/z 41.10 24.93%
5000 85.0

113.0 210 0
‘\ Iyl T, 140 1690 239.0 2660 309.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11. 20 11. 40 11.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Decane, 3,8-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.61 4_.54 ng 153379 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 94
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 829 (11.612 min): BF082316.D (-827) (-) m/z 57.10 100.00%
57.1
5000
991 4411 1120 11.40 11,60 11.80 12.00
1832 241.2 : : . . .
obi bl L Ll j s 3832 24b2ores m/z 71.10 77.08%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #36190: Decane, 3,8-dimethyl-
57.0
5000 UL BRI SR SURILR B
11.20 1140 11.60 11.80 12.00
m/z 43.10 57.01%
99.0 141.0
0 "'”“"'“Lﬂ"Jl""l"" I PN SR SR
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
1120 11.40 11,60 11.80 12.00
5000 m/z 85.10 48.70%
99.0
0250 141.0 183.0 2250 2670 3110 367.0 4100
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #99475: Nonadecane A EREEEEEES A
57.0 11.20 11.40 11.60 11.80 12.00
m/z 41.10 18.67%
5000
99.0 268.0
s | || | ) 1410 1830 zas0
m'z--> 0 50 100 150 2(')0 250 300 350 400 11.20 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.90 12.19 ng 411549 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 854 (11.898 min): BF082316.D (-852) (-) m/z 43.10 100.00%
431 731
5000 W
129.1
ot 1571 185, 2132 "1160 11,80 12,00 1220 |
: - ' 256.3 : : : :
o 34.2 2904 | "m/z 73.10 94.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 73.0
5000 256.0 L B SULRN BN R
umnmnmnm
213.0 m/z 60.10 88.49Y%
‘ 157.0 185.0
0 |‘l||i‘l‘||“|||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
m/ 57.10 81.49Y%
5000 129.0 z 0
185.0 228.0
97.0

157.0

bile

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid R B LA M e e
43.0 11.60 11.80 12.00 12.20
m/z 55.10 72 .89%
5000 -’/FJAA/d\ﬁﬁﬁ/kJVr»ﬁﬁwwﬂw
OF i R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11.80 12.00 12.20

8270-BF101015.M Fri Oct 16 17:39:04 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 28-Nor-17.beta.(H)-hopane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.26 11.18 ng 641362 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 53
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
3 4.5-Dihvdrothiazol-4-one. 2-(2-m... 222 C10H10N202S 022476-61-5 38
4 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 38
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38
Abundance Scan 1236 (16.264 min): BF082316.D (-1234) (-) m/z 191.20 100.00%
191.2
5000
383.4 16.00 16.20 16.40 16.60
0 2122 2913 3362 42841 njz 177.20  47.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191.0
5000 A BN SR BN B
109.0 16.00 16.20 16.40 16.60
398.0 m/z 81.10 41 .45%
| M w490 260.0 350 |
0...|....“W“.“.‘.‘k.‘.“.‘ ‘“.‘...‘ll...luuuul‘...‘.‘luu..
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16,00 16.20 16.40 16.60
5000/28.0 m/z 95.10 37.94%
950 1350
L L A A WL WL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #70273: 4,5-Dihydrothiazol-4-one, 2-(2-methoxyanilino)- R B A REEERE B L
191.0 16.00 16.20 16.40 16.60
m/z 69.10 34.10%
5000
60 10 g
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082316.D

Aca On : 15 Oct 2015 18:31

Operator : UM/I1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknownl6.69 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.69 16.32 ng 936227 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 47
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
3 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 42
4 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 37
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
Abundance Scan 1273 (16.687 min): BF082316.D (-1270) (-) m/z 191.20 100.00%

5000

55.1
16.40 16.60 16.80 17.00

231.2 269.2302.3 349.3 3974

0 m/z 95.10 39.02%
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
191.0
5000 TT T [T T T T [T T T T[T T T T [T TTT

16.I4O 16.I60 16.I80 17.I00
m/z 81.10 31.00%

A
S

o
-;o
=
S
=—©
4+ o

ol N
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
AN B a
16.40 16.60 16.80 17.00
5000 570 m/z 69.10 28.37%
107.0 149.0
o MR RIS AR 0 L RFVERYNRS S
m/z--> 50 100 150 200 250 300 350 400
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- R Al BT RS
95.0 191.0 16.40 16.60 16.80 17.00
m/z 123.10 23.96%
43.0
5000
135.0
0 i‘ L Uy 11 || 2240 2640 3030
. B B T A e e o B R B
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
Data File : BF082316.D

Acq On : 15 Oct 2015 18:31

Operator : UM/1Z

Sample : G4015-06

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4.99 42.2 ng 1000980 1 6.82 474530 20.0
unknown6 .59 6.59 77.3 ng 1833160 1 6.82 474530 20.0
Bicyclo[3.1.0]hex. .. 8.67 2.8 ng 87069 2 8.11 629874 20.0
Hexacosane 10.53 2.4 ng 84033 3 9.87 702083 20.0
Pentadecane, 2,6,... 10.79 8.8 ng 295764 4 11.36 675174 20.0
4-Chlorobenzenesu... 10.87 2.6 ng 89311 4 11.36 675174 20.0
Cyclopentane, (2-... 10.98 3.1 ng 103291 4 11.36 675174 20.0
Heptadecane, 2,6,... 11.26 14.1 ng 475782 4 11.36 675174 20.0
Decane, 3,8-dimet... 11.61 4.5 ng 153379 4 11.36 675174 20.0
n-Hexadecanoic acid 11.90 12.2 ng 411549 4 11.36 675174 20.0
28-Nor-17 .beta.(H... 16.26 11.2 ng 641362 6 15.59 1147100 20.0
unknownl16 .69 16.69 16.3 ng 936227 6 15.59 1147100 20.0
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