LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : G4015-10

Misc :

ALS Vial : 19 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 53571 85970 3.72% 0.249%
2 4.994 247 250 253 rBV 888689 1143766 49.50% 3.313%
3 5.417 284 287 290 rBVY 1200375 1103151 47.74% 3.195%
4 6.457 376 378 381 rBVY 1111900 1211630 52.43% 3.509%
5 6.594 387 390 392 rBV 926768 1261768 54.60% 3.654%
6 6.823 408 410 412 rBV 487975 427379 18.49% 1.238%
7 6.983 421 424 426 rBV 987534 1279290 55.36% 3.705%
8 7.395 457 460 462 rBV 962610 980140 42.41% 2.839%
9 8.115 520 523 525 rBV 586824 581634 25.17% 1.685%
10 9.189 615 617 620 rBY 1735068 1874693 81.13% 5.430%
11 9.589 649 652 654 rBV 181180 159265 6.89% 0.461%
12 9.795 668 670 674 rBV2 30010 46804 2.03% 0.136%
13 9.875 674 677 679 rvVv 574436 703194 30.43% 2.037%
14 10.298 713 714 716 rVB 61072 43981 1.90% 0.127%
15 10.515 730 733 736 rBV 28117 44065 1.91% 0.128%

16 10.663 743 746 748 rBV 602326 695027 30.08% 2.013%
17 10.778 754 756 760 rBV 129436 184586 7.99% 0.535%

18 10.869 760 764 766 rBvV2 35889 55775 2.41% 0.162%
19 11.098 783 784 786 rBvV2 23912 38531 1.67% 0.112%
20 11.143 786 788 791 rvv4 20688 48905 2.12% 0.142%

21 11.224 793 795 796 rBV 226193 211248 9.14% 0.612%
22 11.246 796 797 800 rVvB 119516 141631 6.13% 0.410%

23 11.315 801 803 805 rBv2 25609 45362 1.96% 0.131%
24 11.361 805 807 809 rBvV 766017 762984 33.02% 2.210%
25 11.406 809 811 815 rvB2 45951 87191 3.77% 0.253%
26 11.498 817 819 820 rBV 43953 46275 2.00% 0.134%
27 11.532 820 822 824 rBV2 62153 78913 3.41% 0.229%

28 11.589 824 827 830 rBv3 215033 539568 23.35% 1.563%
29 11.658 830 833 835 rvv 354663 520842 22.54% 1.508%
30 11.704 835 837 839 rvv2 42973 81945 3.55% 0.237%

31 11.818 844 847 852 rBV3 173745 644561 27.89% 1.867%
32 11.909 852 855 857 rBv2 117174 306738 13.27% 0.888%
33 11.978 857 861 862 rBVv3 154293 362888 15.70% 1.051%
34 12.069 867 869 870 rBvV 558067 674110 29.17% 1.952%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : G4015-10

Misc :

ALS Vial : 19 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-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.104 870 872 873 rBv2 69190 107524 4._.65% 0.311%

36 12.218 881 882 887 rBv4 175640 471053 20.38% 1.364%
37 12.344 891 893 897 rvv2 382698 812962 35.18% 2.355%
38 12.412 897 899 901 rvv 402073 437882 18.95% 1.268%
39 12.458 901 903 905 rvv 882856 756735 32.75% 2.192%
40 12.561 911 912 914 rBvV2 223195 338073 14.63% 0.979%

41 12.675 920 922 923 rBV 236626 220674 9.55% 0.639%
42 12.812 932 934 935 rBV 304111 461021 19.95% 1.335%
43 12.835 935 936 938 rvv 1136010 984072 42.58% 2.850%
44 12.961 944 947 951 rBV 1649539 2310848 100.00% 6.693%
45 13.201 965 968 969 rBv2 854729 997317 43.16% 2.888%

46 13.235 969 971 976 rvv3 300569 678293 29.35% 1.965%
47 13.327 977 979 984 rVB 514073 1016892 44.01% 2.945%
48 13.555 996 999 1001 rBV 841311 1213365 52.51% 3.514%
49 13.898 1027 1029 1035 rVB2 748685 1333983 57.73% 3.864%
50 14.035 1039 1041 1045 rVB2 713092 1370280 59.30% 3.969%

51 14.230 1056 1058 1060 rBV 609794 599005 25.92% 1.735%
52 14.561 1085 1087 1089 rBV 599263 719760 31.15% 2.085%
53 14.892 1114 1116 1123 rVB 481552 791792 34.26% 2.293%
54 16.035 1213 1216 1218 rBV 320838 526702 22.79%% 1.525%
55 16.241 1232 1234 1244 rVB3 316631 963385 41.69% 2.790%

56 16.664 1269 1271 1279 rVB 400169 941776 40.75% 2.728%

Sum of corrected areas: 34527204

8270-BF101015.M Thu Oct 15 17:09:54 2015 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF082292.D

5.42
4.99

4.32

0
Time-->

3.50 4.00

4.50

5.00 5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF082292.D

9.19

Time-->

13.00 13.50 14.00

10.00 10.50 11.00 11.50 12.00 12.50

14.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF082292.D

16.04

16.24 16.66

Time-->

19.50 20.00

18.00 18.50 19.00

15.50 16.00

16.50 17.00 17.50

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = 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 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

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

4.99 53.52 ng 1143770 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 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28

4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

017348-59-3 28
001116-98-9 17

m/z 43.10 100.00%

4.60 4.80 5.00 5.20 5.40

m/z 59.10 63.17%

4.60 4.80 5.00 5.20 5.40

m/z 101.10 19.77%

4.60 4.80 5.00 5.20 5.40

m/z 58.10 16.22%

4.60 4.80 5.00 5.20 5.40

m/z 41.10 9.16%

Abundance Scan 250 (4.994 min): BF082292.D (-247) (-)
43.1
59.1
5000
101.1
69.1 83.1
I A o o e o T L o o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0
15.0 101.0
31.0
...,”t.,”.Wﬂ”.uﬂh..,”:.,”..,”..?%9.,”.:J”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
57.0
5000
20.0 101.0
15.0 73.0 83.0
I o o B B A o e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0
5000 41.0
31.0
69.0 87.0
150 | L] s0.0 ] ‘ 98.0
T i o o LN I o e o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110

4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 2

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

6.59 59.05 ng 1261770 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 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 390 (6.594 min): BF082292.D (-387) (-) m/z 132.00 100.00%
132.0
5000
68.1
201 ” 96.1 620 6.40 6.60 6.80 7.00
”..p”:u,ut.,”..,u..,”-.,.”.,.”.,.”.,.”.,.” m/z 134.00  34.25Y%
m/z--> 40 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR RS U N R
6.20 6.40 6.60 6.80 7.00
310 5L0 ‘ ‘ m/z 68.10 28.79%
‘ L1 H | 1
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 19.25%
41.0 97.0
115.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 12.12%
5000
105.0
510 770 ;| | 1500 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Cyclohexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.59 14.14 ng 539568 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 91
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Trichloroacetic acid. tridecvl e... 344 C15H27C1302 074339-51-8 91
4 2-Tetradecene. (E)- 196 C14H28 035953-53-8 90
5 1-Tetradecene 196 C14H28 001120-36-1 90

Abundance Scan 827 (11.589 min): BF082292.D (-824) (-) m/z 55.10 100.00%

55.1 83.1

5000

E

11.20 11.40 11.60 11.80 12.00
m/z 83.10 89.36%

139.2 196.2

168.2 233.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72491 Cyclohexadecane
55.0
5000 LA L I L L B L L L B
111 0 11. 20 11. 40 11. 60 11. 80 12. 00

m/z 69.10 86.08%

29.0
L)

| 1390 1670 1960 2240

m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
43.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
970 11.20 11.40 11.60 11.80 12.00
5000 7. m/z 97.10 74.30%
125.0
22.0 154.0 196.0 224.0
R e B e B A B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138591: Trichloroacetic acid, tridecyl ester A RREEE RS E ST
430 | 690 11.20 11.40 11.60 11.80 12.00
m/z 43.10 71.29%
5000
126.0
154.0 182.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 20 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Nonadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.66 13.65 ng 520842 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 833 (11.658 min): BF082292.D (-830) (-) m/z 57.10 100.00%

57.1
5000

11.40 11.60 11.80 12.00
m/z 71.10 60.32%

113.1 q411 169.2

211.2 239.3 268.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99477: Nonadecane
57.0
5000 850 ||||||||||||| IIIIIIIII
11.40 11.60 11.80 12.00
m/z 43.10 58.00%
29 0 1130
|, 7T 1410 169.0 197.0 2250 2680
.”,””P.”P”.P”q.”wnnlunp.npn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R e e R
11.40 11.60 11.80 12.00
5000 m/z 85.10 44 . 39%
85.0
29.0
113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane e RRmEmmas e S
57.0 11.40 11.60 11.80 12.00
m/z 41.10 24.11%
85.0
5000
29.0 113.0
20 || 30 1430 1600 1670 2250 ps30 2960
B O O L B o e EANERASRS ALy R EEEa B e N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Hexadecane, l1-chloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.82 16.90 ng 644561 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 60
2 Tritetracontane 605 C43H88 007098-21-7 52
3 Tridecane 184 C13H28 000629-50-5 46
4 Tetradecane 198 C14H30 000629-59-4 43
5 Pentadecane 212 C15H32 000629-62-9 30
Abundance Scan 847 (11.818 min): BF082292.D (-844) (-) m/z 57.10 100.00%
57.1
5000
L1 s 11170 11560 1180 1200 1220
el M o r e 22088 e M/Z 97.10  87.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94519: Hexadecane, 1-chloro-
57.0
5000 LA SO BN UGN UL
11. 40 11. 60 11. 80 12. oo 12. 20
05.0

m/z 71.10 73.88%
I H“ ‘\h s \161 0 260.0

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

Abundance
57.0
AR e e
11.40 11.60 11.80 12.00 12.20
5000 m/z 43.10 73.19%
111.0 169.0
2250 2810 3370 393.0 463.0 519.0 575.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #45543: Tridecane EE s e AN s na
57.0 11.40 11.60 11.80 12.00 12.20
m/z 55.10 68.77%
5000
20 184.0
1 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11. 40 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.07 17.67 ng 674110 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonacosane 408 C29H60 000630-03-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 869 (12.069 min): BF082292.D (-867) (-) m/z 57.10 100.00%
5%.1
5000
|15 20 o e s 11180 15100 122 1740
i e e S S e e e m/z 71.10 66.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57.0
5000 L B BRI SR B
umnmnmnm
99.0 m/z 43.10 58.02%
260) I h\ IS . 1830 2250 20
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
11.80 12.00 12,20 1240
5000 m/z 85.10 47 .38%
99.0
26,0 141.0 183.0 2250 267.0 309.0 351.0  408.0
m/z--> 55 160 1éo 200 250 360 3éo 460
Abundance #115570: Heneicosane L B L B
57.0 11.80 12.00 12.20 12.40
m/z 41.10 26.92%
5000
99.0
ZG‘LQ‘ L [ | 1410 1830 225.0 296.0
m/z--> 50 100 1éo 200 250 3(')0 350 4(')0 11. 80 12. oo 12 20 12'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Heptacosane, l1-chloro- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.22 12.35 ng 471053 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 64
2 Pentadecane 212 C15H32 000629-62-9 53
3 Eicosane 282 C20H42 000112-95-8 52
4 3-Ethvl-3-methvlheptane 142 C10H22 017302-01-1 43
5 2,3-Dimethyldodecane 198 C14H30 006117-98-2 43

Abundance Scan 882 (12.218 min): BF082292.D (-881) (-) m/z 57.10 100.00%
57.1
5000 97.1

11.80 12.00 12.20 12.40 12.60

ol L I i ".‘1.4?'2' 196.2  256.2290.3

- e AL o e e S B e s o | m/z 71.10 74_41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro-
57.0
5000 [TTIT[Trrr[rrrr[rrrr[rm
11.80 12.00 12.20 12.40 12.60
97.0 m/z 43.10 64 ._75%
| ‘ | ‘\ M\m 141.0 183.0217.0  273.0 309.0 343.0 378.0 414.0
m/z--> 5 100 150 200 250 300 350 400
Abundance
57.0
R N EREE e s
11.80 12.00 12.20 12.40 12.60
5000 m/z 85.10 55.51%
26.0 90 1410 212.0
L B B e e L e o e TR o e L i o e L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane B AR R ma
57.0 11.80 12.00 12.20 12.40 12.60
m/z 55.10 42 _.80%
5000
99.0
[ %0 1m0 282.0
N B B o o o e L o B e e L A e o o o R e e e
m/z--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40 12.60

8270-BF101015.M Thu Oct 15 17:09:59 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.34 21.31 ng 812962 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 3.5-Dimethvldodecane 198 C14H30 107770-99-0 83
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
4 Hexadecane 226 C16H34 000544-76-3 78
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 893 (12.344 min): BF082292.D (-891) (-) m/z 57.10 100.00%
571.1
5000
o 12.00 12.20 12.40 12.60
27.2 : . . .
ol l A h .fl. [ 1892 2061 2453 2873 | ‘m/z 71.10 50.66%
m/z--> 50 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 UL AR IR SRS

12.00 12.20 12.40 12.60
m/z 43.10 39.48%

99.0
270 | | | I 141.0 1830 2250 267.0 3230  380.0
T T T e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
AR EE s e
12.00 12.20 12.40 12.60
5000 m/z 85.10 31.18%
99.0
270 140016901980
T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- e AR B
57.0 12.00 12.20 12.40 12.60
m/z 55.10 26.57%
5000
2710 0 a0 210.0
} ‘ by 91700 7 239.0 309.0
—— e e R RAREmama
m/z--> 50 100 150 200 250 300 350 12. OO 12. 20 12. 40 12. 60

8270-BF101015.M Thu Oct 15 17:10:00 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Heptylcyclohexane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.41 11.48 ng 437882 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvlcvclohexane 182 C13H26 005617-41-4 53
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 53
3 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 53
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 53
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 53
Abundance Scan 899 (12.412 min): BF082292.D (-897) (-) m/z 83.10 100.00%
83.1
55.1
5000
e 206.1 12.00 12.20 12.40 12.60 12.80
139.2 : : : : : :
0 165.1 238.2 280.3302.3 m/z 55.10 66 . 19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #44142: Heptylcyclohexane
83.0
55.0
5000 R
1200 12.20 12,40 12.60 12.80
m/z 82.10 57.74%
'w"ww'ﬂ“ﬂw'ﬂt'wﬁ%%g'“'|“"w'}ﬁ%9'|”"w"w"“l'“'v"w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
12.00 12.20 12.40 12.60 12.80
5000 m/z 69.10 37.67%
27.0 126.0

E

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

Abundance #25843: Cyclohexane, pentyl- A EREEEEEES A
83.0 12.00 12.20 12.40 12.60 12.80
55.0 m/z 97.10 33.19%
5000 ,WVAfﬁhAJ«NJNJ\AﬂAAJAAAAVAVV
29.0 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12. 20 12. 40 12. 60 12. 80

8270-BF101015.M Thu Oct 15 17:10:00 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.46 19.84 ng 756735 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 87

Abundance Scan 903 (12.458 min): BF082292.D (-901) (-) m/z 57.10 100.00%

57.1
5000 85.1

12.20 12.40 12.60 12.80

1131 1412
o...,....,...|,.."..,':...l,...'.,....,....1?.9..2....20.‘?.2].?]3??.3...2.7.9.3.2.??,.3... m/z 71.10 62.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 TT T T[T T T T[T T T [Trrrrrm
12.20 12.40 12.60 12.80
m/z 43.10 59.68%
290 113.0 1410
L Ly 1410 1600 197.0 2250 2530 2960
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
e
12.20 12.40 12.60 12.80
5000 m/z 85.10 45.63%
85.0
29.0
113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114972: Dodecane, 1-iodo- I
57.0 12.20 12.40 12.60 12.80
m/z 41.10 24 .25%
5000 85.0
29.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 1240 12.60 12.80

8270-BF101015.M Thu Oct 15 17:10:01 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Octadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.84 14.36 ng 984072 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Pentadecane 212 C15H32 000629-62-9 93
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 936 (12.835 min): BF082292.D (-935) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.2 12.60 12.80 13.00 13.20
141.2
0 ...,....,'...| AL 142 169.2196.22202 2533 2883 3173 | 771 10 68.06%
m/z--> mmmmmmmmmmmmmmmm
Abundance #91037: Octadecane
57.0
5000 85.0 UL UL U UL SR
12. 60 12. 80 13. oo 13 20
9.0 m/z 43.10 57.31%
| ‘ Lod 4 Jllf 0\141 0169.0 197.0 225,0 254.0
m/z--> %&&%m@mmmmmmmmmﬁ
Abundance
57.0
" 1260 1280 13.00 13.20
0
5000 g5.0 m/z 85.10 49 .25%
29.0

113.0 141.0 1690  212.0
mﬁmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #91041: Heptadecane, 8-methyl- R A R B S
57.0 12.60 12.80 13.00 13.20
m/z 41.10 25.30%
85.0
5000
126.0
154.0
‘ b | 183.0 211.0 2390
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 60 12. 80 13. 00 13 20

8270-BF101015.M Thu Oct 15 17:10:02 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 15
R.T. EstConc Area Relative to ISTD R.T.

13.20 14.56 ng 997317 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Tricosane 324 C23H48 000638-67-5 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 90

Abundance Scan 968 (13.201 min): BF082292.D (-965) (-) m/z 57.10 100.00%

57.1
5000 851

113.1 12.80 13.00 13.20 13.40 13.60
141.2 169.2
ol d g 2 16021072 282 dera aems s | g 9T RSy

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #123095: Docosane
57.0
5000 85.0
12. 80 13. OO 13 20 13. 40 13. 60
m/z 43.10 56.40%
29.0 113.0

BTN ‘1410169019702250253028103100

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

57.0

12.80 13.00 13.20 13.40 13.60
5000 85.0 m/z 85.10 51.20%

113.0 324.0

141.0
169.0 197.0  239.0 267.0 9950
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #122578: Tridecane, 1-iodo- A ERmEa mEa S
57.0 12.80 13.00 13.20 13.40 13.60
m/z 41.10 20.38%
5000 85.0
28.0
1130 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. OO 13 20 13. 40 13. 60

8270-BF101015.M Thu Oct 15 17:10:02 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 2-Bromo dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.33 14.84 ng 1016890 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 76
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 68
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 979 (13.327 min): BF082292.D (-977) (-) m/z 57.10 100.00%
57.1
85.1
5000
| ‘ | |113 1141, 2169 2197.2224.2252.2 284.3 3233 13.00 13.20 13.40 13.60 _
ol b b )y [LehLeose 283 Soes m/z 71.10 76.98%
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57.0
5000 85.0 IR BARUURERE
anmnmmm
m/z 85.10 59.27%
200 | | | Hﬁmmm%wmnm
m/z--> §o 160 150 260 2éo 300 3éo
Abundance
57.0
13.00 13.20 13.40 13.60
5000 85.0 m/z 43.10 50.71%
29.0 113.0 169.0
140.0 248.0
m/z--> §0 160 150 260 2éo 360 3éo
Abundance #123100: Pentadecane, 8-heptyl- AN RS B
57.0 13.00 13.20 13.40 13.60

m/z 97.10 49_37%

5000 85.0

113.0 210.0
“J‘l |77 141.0169.0 L 239.0266.0 309.0

m/z--> 50 100 150 200 250 300 350 13. 00 13 20 13. 40 13. 60

29.0

8270-BF101015.M Thu Oct 15 17:10:03 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 15 Heneicosane, 11-(1-ethylpro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.56 17.71 ng 1213370 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 Cl16H34 000544-76-3 78
4 Heneicosane 296 C21H44 000629-94-7 64
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 58
Abundance Scan 999 (13.555 min): BF082292.D (-996) (-) m/z 57.10 100.00%
571.1
83.1
5000
1132 13.20 13.40 13.60 13.80
141.2
ol L LIy 242169.2107.02052 26732953 3384 puot 71 160 72.17%
m/z--> 50 100 150 200 250 300
Abundance #82608: Heptadecane
57.0
85.0
5000 NS BARR DU SRR I
13.20 13.40 13.60 13.80
29.0 m/z 83.10 70.45%
m/z--> 50 100 150 200 250 300 '
Abundance
57.0
13.20 13.40 13.60 13.80
5000 85.0 m/z 43.10 59.82%
29.0
113.0141.0169.0197.0225.0  268.0
m/z--> 50 100 150 200 250 300 '
Abundance #73968: Hexadecane R e  REREE
57.0 13.20 13.40 13.60 13.80
m/z 85.10 54 _.22%
5000 85.0
200/ | | | [M30141.0160.0197 2260
m/z--> 50 100 150 200 250 300 ' 13.20 13.40 13.60 13.80

8270-BF101015.M Thu Oct 15 17:10:04 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Dodecane, 2-methyl-6-propyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.90 19.47 ng 1333980 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 83
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 81
4 Heptacosane 380 C27H56 000593-49-7 80
5 Octadecane, 5-methyl- 268 C19H40 025117-35-5 80

Abundance Scan 1029 (13.898 min): BF082292.D (-1027) (-) m/z 57.10 100.00%
51.1
85.1
5000
| L { |113 2141 2160.2197.2  239.2267.3 309.3 352.3 1360 1380 14.00 14.20
ob b b g | Lyt PP 200 e sdfs S99 m/z 71.10  75.90%
m/z--> 50 100 150 200 250 300 350
Abundance #136483: Tetracosane
57.0
85.0
5000 LN B SRR UL B
anmmmmm
13.014101690 m/z 85.10 60.93%
29.0 338.0
| .“‘- bl L [19702250256.0281.0300.0°00
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
13.60 13.80 14.00 14.20
5000 85.0 m/z 43.10 57.89%
1130100 1820 04
m/z--> B 'éo' ' "160' ' "150' - '260' ' "2éo' ' "300' ' "350"
Abundance #82615: Hexadecane, 2-methyl- T
57.0 13.60 13.80 14.00 14.20
m/z 41.10 20.16%
85.0
5000 1970
113'01410
: 225.0
I29IOI‘ I ’..\..,1.6?(.).,.... T RN
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. oo 14 20

8270-BF101015.M Thu

Oct 15 17:10:04 2015

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Eicosane, 10-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.89 30.07 ng 791792 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Eicosane 282 C20H42 000112-95-8 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86

Abundance Scan 1116 (14.892 min): BF082292.D (-1114) (-) m/z 57.10 100.00%
1 M/\/J\\/\
5000
991 14.60 14.80 15.00 15.20
141, 2 : : : :
oL ,I. A g B412 18322172 2503 3173 87144004 nz U 71 10 66.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #136482: Tetracosane
57.0
5000 L B B IS UL
14.60 14.80 15.00 15.20
99.0 m/z 43.10 54 _.15%
m/z--> éo 100 150 260 2éo 300 350 400
Abundance
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 49 _.36%
27.0 9.0 1410 183 o 2250  282.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #115575: Eicosane, 10-methyl- R B A RARES R S
57.0 14.60 14.80 15.00 15.20
m/z 55.10 20.95%
5000
99.0
“‘ TEN 15??&%0 239.0 281.0
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF101015.M Thu Oct 15 17:10:05 2015

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 Pentadecane, 8-heptyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.04 20.00 ng 526702 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
Abundance Scan 1216 (16.035 min): BF082292.D (-1213) (-) m/z 57.10 100.00%
57.1
5000
%01 15580 16,00 16,20 1640
1411 191.2 : : : :
ol LA by JoHL 19122252 2812 3323 3894 m/z 71.10 66.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 LI UL BUULN UL B

15.80 16.00 16.20 16.40
m/z 43.10 54.74%

99.0
2qoL }\“ | 4 ;4}0 1830 2250  281.0 337.0 394.0
T P T T T T
miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
e
15.80 16.00 16.20 16.40
5000 m/z 85.10 50.29%
99.0
2610 141.0 1830 225.0 296.0
L e T e R
miz--> 50 100 150 200 250 300 350 400
Abundance #136482: Tetracosane R AT RS S
57.0 15.80 16.00 16.20 16.40
m/z 55.10 20.16%
5000
99.0
Ly | 140 1830 2250 2670 390
....,.. T T T T T ] T T e
miz--> 50 100 150 200 250 300 350 400 1580 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 19 unknownl6.24 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.24 36.58 ng 963385 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 47
2 (7a-1sopropenvl-4_.5-dimethvlocta... 222 C15H260 1000187-02-9 47
3 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 42
4 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 42
5 Cholestan-7-one, (5.alpha.,14.be... 386 C27H460 040072-53-5 38
Abundance Scan 1234 (16.241 min): BF082292.D (-1232) (-) m/z 191.20 100.00%
191.2
5000 8L1
123.1
H " 16.00 16.20 16.40 16.60
383.4 : : :
o 1551 245.2 294.2 328.3 415.3 n/z 81.10 47 34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000{28.0 LRI UL SR BULBLLN B
16.00 16. 20 16. 40 16 60
950 1350 m/z 177.20 42 .88%
|||‘||‘|||“|“||‘“|“|‘i:‘:‘:‘luuuu||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
9.0 HRAUNUR N SRR B
1350 16.00 16.20 16.40 16.60
5000 410 ' m/z 95.10 42 .32%
miz-> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane R B A B
191.0 16.00 16.20 16.40 16.60
m/z 123.10 31.91%
5000
109.0
398.0
el ] e s
s B 1 mo | 20 'zéo' 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 : BF082292.D

Aca On : 14 Oct 2015 21:33

Operator : UM/I1Z

Sample : 6G4015-10

Misc :

ALS Vial : 19 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 20 28-Nor-17.alpha.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.66 35.76 ng 941776 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 56
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 53
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 50
4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 42
Abundance Scan 1271 (16.664 min): BF082292.D (-1269) (-) m/z 191.20 100.00%
191.2
5000 05.1
55.1
i 16,40 16.60 16.80 17.00
2812 2942 33033613 3974 m/z 95.10 41.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191.0
5000 109.0 16,40 16.60 16.80 17.00
49.0 356.0 m/z 81.10 36.59%
SR W R O O L il
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16,40 16.60 16.80 17.00
5000128.0 m/z 69.10 31.87%
950 1350
mz-> 50 100 150 200 250 300 350 400
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R A REERE EEREE S L
191.0 16.40 16.60 16.80 17.00
m/z 55.10 29.36%
5000 57.0
107.0 14?.0
I I | ‘ “\ il I L
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 : BF082292.D

Acq On : 14 Oct 2015 21:33

Operator : UM/1Z

Sample : G4015-10

Misc :

ALS Vial : 19 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 53.5 ng 1143770 1 6.82 427379 20.0
unknown6 .59 6.59 59.0 ng 1261770 1 6.82 427379 20.0
Cyclohexadecane 11.59 14.1 ng 539568 4 11.36 762984 20.0
Nonadecane 11.66 13.7 ng 520842 4 11.36 762984 20.0
Hexadecane, 1-chl... 11.82 16.9 ng 644561 4 11.36 762984 20.0
Eicosane 12.07 17.7 ng 674110 4 11.36 762984 20.0
Heptacosane, 1-ch... 12.22 12.4 ng 471053 4 11.36 762984 20.0
Heptacosane 12.34 21.3 ng 812962 4 11.36 762984 20.0
Heptylcyclohexane 12.41 11.5 ng 437882 4 11.36 762984 20.0
Heneicosane 12.46 19.8 ng 756735 4 11.36 762984 20.0
Octadecane 12.84 14.4 ng 984072 5 14.05 1370280 20.0
Docosane 13.20 14.6 ng 997317 5 14.05 1370280 20.0
2-Bromo dodecane 13.33 14.8 ng 1016890 5 14.05 1370280 20.0
Heneicosane, 11-(... 13.56 17.7 ng 1213370 5 14.05 1370280 20.0
Dodecane, 2-methy... 13.90 19.5 ng 1333980 5 14.05 1370280 20.0
Eicosane, 10-methyl- 14.89 30.1 ng 791792 6 15.57 526702 20.0
Pentadecane, 8-he... 16.04 20.0 ng 526702 6 15.57 526702 20.0
unknownl16.24 16.24 36.6 ng 963385 6 15.57 526702 20.0

6

28-Nor-17.alpha.(... 16.66 35.8 ng 941776 15.57 526702 20.0
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