LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : 6G4016-06

Misc :

ALS Vial : 16 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 3.291 97 101 112 rVB 59044 123228 2.05% 0.429%
2 4.343 188 193 196 rBY 2492053 6014012 100.00% 20.925%
3 5.017 247 252 255 rBVY 1710375 3860736 64.20% 13.433%
4 6.446 375 377 387 rBV 363937 409993 6.82% 1.427%
5 6.583 387 389 393 rVB 116896 102207 1.70% 0.356%
6 6.823 408 410 412 rBV 374721 395683 6.58% 1.377%
7 6.972 421 423 426 rBV 1122143 1148919 19.10% 3.997%
8 7.143 437 438 441 rBV3 99591 118367 1.97% 0.412%
9 7.395 457 460 462 rBV 717462 880741 14.64% 3.064%
10 8.103 520 522 525 rBV 392624 558478 9.29% 1.943%

11 9.189 614 617 619 rBV 2132011 1910208 31.76% 6.646%
12 9.589 649 652 654 rBvY 328025 298940 4._.97% 1.040%
13 9.863 674 676 679 rBvV 642701 697315 11.59% 2.426%

14 10.298 710 714 716 rBV2 34345 61283 1.02% 0.213%
15 10.766 753 755 760 rVB 53957 79141 1.32% 0.275%
16 11.349 804 806 809 rBvV 462562 677509 11.27% 2.357%
17 11.406 809 811 815 rVB 53120 77581 1.29% 0.270%
18 11.601 823 828 829 rBV3 39530 77669 1.29% 0.270%
19 11.646 830 832 833 rBvV 86307 68018 1.13% 0.237%
20 11.806 844 846 849 rBV2 33419 89537 1.49% 0.312%
21 11.966 857 860 861 rBV3 41124 78456 1.30% 0.273%
22 12.058 866 868 869 rvv 96986 85531 1.42% 0.298%

23 12.344 890 893 895 rBvV 108728 232518 3.87% 0.809%
24 12.447 901 902 904 rBV 111440 107532 1.79% 0.374%
25 12.549 909 911 913 rBV2 92067 137542 2.29% 0.479%

26 12.687 919 923 925 rBvV2 112306 282906 4._.70% 0.984%
27 12.801 931 933 934 rBV 125219 153938 2.56% 0.536%
28 12.949 943 946 949 rBV 1592613 2153803 35.81% 7.494%
29 13.224 968 970 973 rBv2 181101 395282 6.57% 1.375%
30 13.315 976 978 979 rvVv 240157 292201 4._86% 1.017%

31 13.395 983 985 987 rBvV2 184656 364569 6.06% 1.268%
32 13.875 1023 1027 1033 rBV2 370146 1267921 21.08% 4.412%
33 14.035 1039 1041 1044 rBV 417812 488603 8.12% 1.700%
34 14.332 1065 1067 1071 rBV2 301185 556738 9.26% 1.937%

8270-BF101015.M Thu Oct 15 17:08:37 2015 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : 6G4016-06

Misc :

ALS Vial : 16 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

35 15.693 1184 1186 1192 rVB2 362071 763550 12.70% 2.657%
36 16.241 1232 1234 1243 rVB 686588 1929173 32.08% 6.712%
37 16.664 1268 1271 1278 rVB 806012 1801156 29.95% 6.267%

Sum of corrected areas: 28740984
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101515\

BF082289.D

14 Oct 2015 20:07

umsiz

G4016-06

16 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 4-Penten-2-one, 4-methyl- Concentration Rank 15

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

3.29 6.23 ng 123228 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 78
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 25
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 17
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 10

Abundance Scan 101 (3.291 min): BF082289.D (-97) (-) m/z 43.05 100.00%
3.0
5000
55.1 83.1 081 300 3.20 340 3.60
e e e m/z 83.10 11.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 ISR RS RN
3.00 3.20 3.40 3.60
m/z 39.10 10.03%
83.0
e B0 630 7ap T 980
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
300 3.20 340 3.60
5000 m/z 55.10 6.98%
55.0
27.0
15.0 630 7.0 830 98.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3162: 4-Penten-2-one, 3-methyl- e A mmma L
43.0 3.00 3.20 3.40 3.60
m/z 41.10 5.11%
5000
27.0
Ll %% g0 830 8O
m/z--> 10 20 30 40 50 60 70 80 90 100 300 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.34 303.98 ng 6014010 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 193 (4.343 min): BF082289.D (-188) (-) m/z 83.10 100.00%
55.1 83.1
5000 431 981 A
e
4.00 4.20 4.40 4.60
...,....,....,....-|,-':...,".|..'.,..6.7'.1,7?;9,.!..,....~,.... m/z 55.10 97.23%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 290 98.0 400 420 440 460
m/z 43.10 36.69%
“\ ! \‘\ | ‘ ! 67.0 75.0 ! .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 BN SRR SRR
43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 34.72%
29.0
98.0
69.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)- R e EEmmam
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 25.81%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
”.,.ﬁ.,.ulh.”.il”.pﬂﬂ.,.”MH.”.V.M.,.”.W.”. BN SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.02 195.14 ng 3860740 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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 252 (5.017 min): BF082289.D (-247) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 250 a5o 5h0 550 S
83.1 : : : : :
) P I P> 3 SR | PR : S &S m/z 59.10 66.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN R R R U
59.0 460 480 500 520 540
m/z 101.10 21.88%
et 830 307
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 4.80 500 520 5.40
5000 m/z 58.10 17.13%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- A B a o o
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.36%
5000 41.0
31.0
69.0 87.0
15.0 ‘J‘ L] s1o]] “ 98.0
mz-> 10 20 30 40 50 60 70 80 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\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 unknown6.58 Concentration Rank 17

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

6.58 5.17 ng 102207 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 389 (6.583 min): BF082289.D (-387) (-) m/z 132.00 100.00%
132.0
5000
68.1
w1 sa1 || g0 % 620 640 6.60 6.80 7.00
R R e e R B B e T e Rt N m/z 68.10 35.66%
m/z--> 10 20 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
5000 NSRS SRR LA
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 31.73%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.63%
41.0 97.0
53.0
79.0 117.0
mwﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14006: 5-Aminoindole  Emm S EERE e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .56%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 16

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

7.14 5.98 ng 118367 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 1H-Imidazole. 4-methvl- 82 C4H6N2 000822-36-6 59
3 1H-Pvrazole. 1-methvl- 82 C4H6N2 000930-36-9 50
4 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 49
5 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 38

Abundance Scan 438 (7.143 min): BF082289.D (-437) (-) m/z 82.10 100.00%
83.1
5000 301 541 1101
67.0 0o 6.80 7.00 7.20 7.40
120, m/z 54.10 38.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5705: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 1100 "I"'AP"AI""I""
540 6.80 7.00 7.20 7.40
39.0 : m/z 39.10 35.58%
"|'“'|'?Z'?"“|“"'|”'“l'é?“?“"l"“ ??'9 R LA AR AR RARA) SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82.0
"ﬁ"w"“l'“'l“A'H
540 6.80 7.00 7.20 7.40
5000 m/z 110.10 34_.37%
28.0
15.0 41.0 67.0
Wmmmwwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1129: lH—PyrazoIe, l—methyl— T T II\| LN L N L
82.0 6.80 7.00 7.20 7.40
m/z 53.10 11.72%
5000
280 420 54.0
11 il \‘ !
m/z--> 10 20 3'0 4'0 5'0 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknownl11.81 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.64 ng 89537 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 43
2 2-Hexenal. 2-ethvl- 126 C8H140 000645-62-5 43
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 43
4 Tritetracontane 605 C43H88 007098-21-7 43
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 41
Abundance Scan 846 (11.806 min): BF082289.D (-844) (-) m/z 57.10 100.00%
57.1
5000
1261 g9 1140 11.60 11.80 12.00 12.20

m/z 97.10 83.52%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #172958: Tetratetracontane
57.0
5000 LA L L L L L L L LB
11:40 11.60 11.80 12.00 12.20
m/z 43.10 80.01%
L 11 ]mlf 0 169.0 225.0 281.0 337.0 393.0 463.0  561.0 615.0
e BN s A
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
55.0
SN
260 11.40 11.60 11.80 12.00 12.20
5000 126. m/z 55.10 71.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110991: Octadecane, 1-chloro- R e e
57.0 11.40 11.60 11.80 12.00 12.20
m/z 71.10 69.81%

5000

0
161.0 217.0 288. O

L e R e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11. 40 11. 60 11. 80 12. 00 12 20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF101515\
BF082289.D

14 Oct 2015 20:07

umziz

G4016-06

16 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

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

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

Peak Number

8 Eicosane, 2-methyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.34 6.86 ng 232518 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 86
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80

Abundance Scan 893 (12.344 min): BF082289.D (-890) (-) m/z 57.10 100.00%
57.1
5000

1131
|.m M||ﬁﬂlm% muzwz%m

m/z--> 20 40

60 80 100 120 140 160 180 200 220 240 260 280

12.00 12.20 12.40 12.60

Abundance

5000

29.0

#115574: Eicosane, 2-methyl-

57.0

‘h M%W“wl%omm 25302810

m/z 71.10 52 .24%

12. OO 12. 20 12. 40 12. 60

m/z--> 20 40

60 80 100 120 140 160 180 200 220 240 260 280

Abundance

5000

29.0

m/z--> 20 40

57.0

85.0

1130 1410 169.0 107.0 239.0 2570

60 80 100 120 140 160 180 200 220 240 260 280

m/z 43.10 39.42%

12.00 12.20 12.40 12.60

Abundance

5000

#55024: Tridecane, 3-methyl-

57.0

85.0
| | 1130 1400 1690 41989

m/z 85.10 34 .37%

12.00 12.20 12.40 12.60

m/z 55.10 25.45%

m/z--> 20 40

60 80 100 120 140 160 180 200 220 240 260 280

12. OO 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 Eicosane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.45 3.17 ng 107532 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 902 (12.447 min): BF082289.D (-901) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 12.20 12.40 12.60 12.80
,,| e A 21692 20422812 2502 | "m/z 43.10 58.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57.0
5000 R SN SR SN R
85.0 1220 12.40 12.60 12.80
20.0 m/z 71.10 57 .39%
‘ h | 1130 1410 169.0 282.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
1220 12:40 12.60 12.80
5000 85.0 m/z 85.10 40.88%
28.0
113.0 155.0 183.0 310.0
Wwwmwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane R BN maR T B S
57.0 12.20 12.40 12.60 12.80
m/z 55.10 21.58%
5000
85.0
29.0
‘\ L L ‘ 113.0 141.0 169.0 1970 2260
m/z--> 20 45 60 80 160 150 140 160 180 200 220 240 260 280 300 1220 12.40 12.60 12.80

8270-BF101015.M Thu Oct 15 17:08:42 2015

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 Heptacosane, l1l-chloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.55 4_.06 ng 137542 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 72
2 Docosane 310 C22H46 000629-97-0 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Hexatriacontane 507 C36H74 000630-06-8 72
Abundance Scan 911 (12.549 min): BF082289.D (-909) (-) m/z 57.10 100.00%
51.1
5000
113 12.20 12.40 1260 12.80
1832
- .l, | JJ i '14” sz 24 m/z 71.10 63.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro-
57.0
5000 AR AR LA IS B
12120 12.40 12.60 12.80
97.0 m/z 43.10 44 _07%
JJ\WHMOBMmm 273.0 309.0 343.0 378.0 414.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
12.20 12.40 1260 12.80
5000 m/z 85.10 31.31%
99.0
2610 141.0 183.0 225.0 267.0 310.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane T
57.0 12.20 12.40 12.60 12.80
m/z 41.10 22 .46%
5000
99.0
26/0) | | | | | 141.0 183.0 22102540
m/z--> 50 100 150 200 250 300 350 400 12:20 12,40 12,60 12.80

8270-BF101015.M Thu Oct 15 17:08:43 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.69 8.35 ng 282906 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 72
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
4 Hexadecane. 1-bromo- 304 C16H33Br 000112-82-3 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 923 (12.687 min): BF082289.D (-919) (-) m/z 57.10 100.00%
57.1
5000
e 12,40 12.60 12,80 13.00
151.2 ) 273.3 . . . .
LI 4 !I'f'mﬁwh#ﬁﬂ—wm m/z 43.10 68.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro-
57.0
5000 SRR SURILR SUNILN U
12.40 12.60 12.80 13.00
%7.0 m/z 71.10 58.69%
Ll ‘\ “L‘ (1410 183.0217.0  273.0 309.0343.0 378.0 414.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
12,40 12.60 12,80 13.00
5000 m/z 55.10 41.73%
99.0
1410 183.0 239.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #86886: 2-Bromo dodecane B Al B R
57.0 12.40 12.60 12.80 13.00
m/z 85.10 36.56%
5000
J J 99.0 169.0
1'SI'Q"‘l"' “-*-‘}gaq - T ?4%9' L DALY AL SR SRR SURILN SUNILN U
m/z--> 50 100 150 200 250 300 350 400 12.40 12.60 12.80 13.00

8270-BF101015.M Thu Oct 15 17:08:43 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 n-Pentadecylcyclohexane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.80 6.30 ng 153938 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Pentadecvlcvclohexane 294 C21H42 006006-95-7 80
2 n-Nonvlcvclohexane 210 C15H30 002883-02-5 80
3 Hexane. 1.6-dicvclohexvl- 250 C18H34 001610-23-7 74
4 Dodecvlcvclohexane 252 C18H36 001795-17-1 72
5 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 72

Abundance Scan 933 (12.801 min): BF082289.D (-931) (-) m/z 83.10 100.00%

83.1
5000 551

111.1 202.1 L L L B
o 139.2160.1 o5 2 2502 281.2 12.40 12.60 12.80 13.00 13.20

m/z 82.10 76 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #114450: n-Pentadecylcyclohexane
82.0
55.0
5000 TTTT LI L L L TT
12. 40 12. 60 12. 80 13. 00 13. 20
m/z 55.10 51.03%
29.0 1110 1390  182.0 210.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83.0
T T
55.0 12.40 12.60 12.80 13.00 13.20
5000 ' m/z 57.10 28.60%
29.0
126.0 1530 182.0 200
TWTWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88626: Hexane, 1,6-dicyclohexyl- A ERmEa mEa S
83.0 12.40 12.60 12.80 13.00 13.20
m/z 43.10 27.91%
55.0
5000
mmthle%Omemzmo%@
R R o e AN A EARRREEE R Ea s e a e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00 13. 20

8270-BF101015.M Thu Oct 15 17:08:44 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.22 16.18 ng 395282 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
Abundance Scan 970 (13.224 min): BF082289.D (-968) (-) m/z 57.10 100.00%
57.1
5000
1412 "' 13.00 13.20 13.40 13.60
1832
— | ,‘-. A, ll bl 2 5002122 246228033094 Tnyz 71.10  79.48%
m/z--> 50 100 150 200 250 300 350
Abundance #123096: Docosane
57.0
5000 LI BN BUSUSLN UL B

13. oo 13 20 13. 40 13. 60
99.0 m/z 43.10 65.44Y%

141.0 310 0
[ h “\ i h‘ \‘ ‘ ] | 183 0 239.0 281.0

m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R R R A e
13.00 13.20 13.40 13.60
5000 m/z 85.10 50.28%
99.0
27.0 141 0 183.0 225.0 281.0 337.0 394.0
L B e e LA o e e e
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane R A BEAE S B
57.0 13.00 13.20 13.40 13.60
m/z 55.10 23.17%
5000
99.0
27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0

m/z--> 50 100 150 200 250 300 350 13. OO 13 20 13. 40 13. 60

8270-BF101015.M Thu Oct 15 17:08:45 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 14 Pentadecane, 8-heptyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.32 11.96 ng 292201 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 64
2 Heneicosane 296 C21H44 000629-94-7 64
3 Docosane 310 C22H46 000629-97-0 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Octadecane 254 C18H38 000593-45-3 62

Abundance Scan 978 (13.315 min): BF082289.D (-976) (-) m/z 57.10 100.00%

57.1

5000

13.00 13.20 13.40 13.60
m/z 71.10 73.84%

1131 141.2

169.2 197.2 239.2 2743 3164

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 LA L L L L L L L LN |
85.0 13.00 13.20 13.40 13.60
m/z 43.10 58.78%
113.0 2100
‘\ |y T 0 1690 23902660 309.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R N REEmEERE
85.0 13.00 13.20 13.40 13.60
5000 ' m/z 85.10 57.79%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0

Wmﬁwwmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #123095: Docosane R R e EEEER R
57.0 13.00 13.20 13.40 13.60

m/z 97.10 54 .26%

5000 85.0

250
| | 1130 141.0 160, 01970 2250 2530 261.0 310.0

"N
...,....,....,.... e e e e e B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 00 13. 20 13. 40 13. 60

8270-BF101015.M Thu Oct 15 17:08:45 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Z-5-Nonadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.40 14.92 ng 364569 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 60
2 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 52
3 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 46
4 Pentadecane 212 C15H32 000629-62-9 46
5 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 45
Abundance Scan 985 (13.395 min): BF082289.D (-983) (-) m/z 57.10 100.00%
57.1
5000 191.2
11.1
238.2 303.3 13.00 13.20 13.40 13.60 13.80
e m/z 71.10 75.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #98172: Z-5-Nonadecene
55.0 97.0
5000 AR SRR B SRR N
13. oo 13 20 13 40 13 60 13. 80
266.0 m/z 43.10 72.19%
39.0
- ,.h.“.‘.““,‘l‘ﬂ.‘u R 2 N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
13.00 13.20 13.40 13.60 13.80
5000 m/z 55.10 54 _.85%
99.0 MFfMAAFWAJuWJLfvaJA
141.0 238. 0 505.0547.0
m/z--> 55 160 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance #27134: Nonane, 4,5- dlmethyl [TT T T[T T T[T T T[T [TT

13.00 13.20 13.40 13.60 13.80
m/z 69.10  47.44%

5000

\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 13. OO 13 20 13 40 13 60 13. 80

8270-BF101015.M Thu Oct 15 17:08:46 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 16 Ethanol, 2-(hexadecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 51.90 ng 1267920 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 86
2 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 80
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 64
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 64
5 17-Pentatriacontene 491 C35H70 006971-40-0 62
Abundance Scan 1027 (13.875 min): BF082289.D (-1023) (-) m/z 57.10 100.00%
57.1
5000 83.1
\ . 13.60 13.80 14.00 14.20
141.2 : : : :
I | ik “160.2197.22253 258.2 2942 3283 m/z 43.10 55.97%
m/z--> 50 100 150 200 250 300 350
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57.0
5000 850 LIS L L L L L L L

13. 60 13. 80 14. OO 14. 20

3L 111.0 m/z 71.10 54.77%
196.0
. | e 016907002200 25500810
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R MR
13.60 13.80 14.00 14.20
5000 85.0 m/z 55.10 47 .97%
29.0
111.0
141.0169.0197.0224.0252.0 283.0444
A S A e e
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)- B A B B
57.0 13.60 13.80 14.00 14.20
m/z 83.10 39.48%
83.0
5000
29.0 111.0
168.0 196 0
| } fe0 2210 258.0
e Ol Bmaman e R Rma e R R
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. OO 14. 20

8270-BF101015.M Thu Oct 15 17:08:47 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 17 Tetracosane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.33 22.79 ng 556738 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 91
2 Tetracosane. 9-octvl- 451 C32H66 055401-54-2 90
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 1067 (14.332 min): BF082289.D (-1065) (-) m/z 57.10 100.00%
57.1
5000
o 14.00 14.20 14.40 14.60
141.2 - - - -
ALy daeee20000 o203 a7aa 0 RO GRS
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #159267: Heptacosane, 1-chloro-
57.0
5000 LR SR UL UL IR
14.00 14.20 14.40 14.60
m/z 85.10 50.78%
| J‘HH“14101830 231.0273.0 3430 4140
mz-> 0 50 150 200 250 300 350 400 450 500
Abundance
57.0
14.00 14.20 14.40 14.60
5000 m/z 43.10 50.44%
99.0 337.0
141.01830 2804, 9 378.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane R B
14.00 14.20 14.40 14.60
m/z 55.10 28.38%
5000
141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14. 20 14. 40 14.60

8270-BF101015.M Thu Oct 15 17:08:47 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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 18 28-Nor-17.alpha.(H)-hopane Concentration Rank 8

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

15.69 20.00 ng 763550 Perylene-di12 15.57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 59
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 43
3 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 30
4 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8HIN50 1000263-69-7 25
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 14

Abundance Scan 1186 (15.693 min): BF082289.D (-1184) (-) m/z 191.20 100.00%
95.1 191.2
5000 1492
55.1
259.3 30533553 3973 15.40 15.60 15.80 16.00
o w2432 2503 20423253707 3973 m/z 95.10 89.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191.0
5000 |||||||||||||||||||||
109.0 15.40 15.60 15.80 16.00
49.0 355.0 m/z 177.20 67 .29%
Y A0S DU LR i
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0 191.0
41.0 MM
15.40 15.60 15.80 16.00
5000 m/z 81.10 66 .26%
135.0 274.0
226.0
T T T T e e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #50265: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl- T
95.0 15.40 15.60 15.80 16.00
m/z 149.15 51.86%
5000
41.0 T3ao 192.0
.!m.!J.L'..y “iﬁ..,.... ———— e e
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl6.24 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.24 50.53 ng 1929170 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 43
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 38
3 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 38
4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 32
5 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16CIFN2S 1000298-18-2 27
Abundance Scan 1234 (16.241 min): BF082289.D (-1232) (-) m/z 191.20 100.00%
191.2
55.1
3.1 1660 1620 1640 1660
383.4 : : :
o 245.2 2873 3252 495 "m/fz 177.20 43.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000{28-0 LR UL IR BN B
16.00 16.20 16.40 16.60
950 1350 m/z 95.10 43.21%
III‘II‘III\‘I‘\I\\‘I“I‘il‘lwlIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
" 16,00 16.20 16.40 16.60
5000 m/z 81.10 40.53%
109.0
398.0
149.0 260.0 355.0
mz-> 50 100 150 200 250 300 350 400
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- T
95.0 191.0 16.00 16.20 16.40 16.60
m/z 69.10 31.51%
43.0
5000
th Al zpo®0O3030
m/z--> 0 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082289.D

Aca On : 14 Oct 2015 20:07

Operator : UM/I1Z

Sample : G4016-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M

Quant Title

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

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

... Concentration Rank 6

Peak Number 20 15-I1sobutyl-(13.alpha.H)-is

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

16.66 47.18 ng 1801160 Perylene-di12 15.57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Isobutvl-(13.alpha.H)-isocopa... 332 C24H44 087953-47-7 64
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 58
3 28-Nor-17 .beta. (H)-hopane 398 C29H50 036728-72-0 56
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 53
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 45

Abundance Scan 1271 (16.664 min): BF082289.D (-1268) (-) m/z 191.20 100.00%
191.2
e _4/\\5_«_J\\/\/\\/\,W/\__A__,
> 16,40 16.60 16.80 17.00
231.2 : : : :
o 2133 3323 m/z 95.10 42.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133959: 15-Isobutyl-(13.alpha.H)-isocopalane
191.0
5000 69.0 L o e L
123.0 16.40 16.60 16.80 17.00
32. ‘ ‘ 332.0 m/z 81.10 35.63%
] (ﬁ Jhdd w‘zw Lhsso | msozso ||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
R I EEEE SRR
16.40 16.60 16.80 17.00
5000/28.0 m/z 69.10 30.94%
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane R A e I
191.0 16.40 16.60 16.80 17.00
m/z 123.10 24 .38%
5000
109.0
398.0
e | o e
1 (- | 1
e T e R I EEEE SRR
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:\HPCHEMI1\BNA_F\DATA\BF101515\
Data File : BF082289.D

Acq On : 14 Oct 2015 20:07

Operator : UM/1Z

Sample : G4016-06

Misc :

ALS Vial : 16 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]
4-Penten-2-one, 4. .. 3.29 6.2 ng 123228 1 6.82 395683 20.0
3-Penten-2-one, 4. .. 4.34 304.0 ng 6014010 1 6.82 395683 20.0
2-Pentanone, 4-hy... 5.02 195.1 ng 3860740 1 6.82 395683 20.0
unknown6 .58 6.58 5.2 ng 102207 1 6.82 395683 20.0
2-Cyclohexen-1-on. .. 7.14 6.0 ng 118367 1 6.82 395683 20.0
unknownll.81 11.81 2.6 ng 89537 4 11.36 677509 20.0
Eicosane, 2-methyl- 12.34 6.9 ng 232518 4 11.36 677509 20.0
Eicosane 12.45 3.2 ng 107532 4 11.36 677509 20.0
Heptacosane, 1-ch... 12.55 4.1 ng 137542 4 11.36 677509 20.0
Heptadecane, 2,6,... 12.69 8.3 ng 282906 4 11.36 677509 20.0
n-Pentadecylcyclo... 12.80 6.3 ng 153938 5 14.04 488603 20.0
Docosane 13.22 16.2 ng 395282 5 14.04 488603 20.0
Pentadecane, 8-he... 13.32 12.0 ng 292201 5 14.04 488603 20.0
Z-5-Nonadecene 13.40 14.9 ng 364569 5 14.04 488603 20.0
Ethanol, 2-(hexad... 13.88 51.9 ng 1267920 5 14.04 488603 20.0
Tetracosane, 9-oc... 14.33 22.8 ng 556738 5 14.04 488603 20.0
28-Nor-17.alpha.(... 15.69 20.0 ng 763550 6 15.57 763550 20.0
unknownl16.24 16.24 50.5 ng 1929170 6 15.57 763550 20.0
15-1sobutyl-(13.a... 16.66 47.2 ng 1801160 6 15.57 763550 20.0
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