LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

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-BF110715.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 2.430 27 30 33 rBv 91674 129550 3.09% 0.268%
2 4.967 249 252 255 rVB 1709338 1972227 47.02% 4_077%
3 5.413 288 291 293 rBVY 3195391 3674345 87.60% 7 .596%
4 6.453 379 382 384 rBVY 3618069 4194377 100.00% 8.671%
5 6.567 390 392 395 rBVY 3011529 3418869 81.51% 7.067%
6 6.796 410 412 415 rBV 1643672 1572291 37.49% 3.250%
7 6.956 424 426 428 rVB 3236798 2716922 64.78% 5.616%
8 7.367 459 462 463 rBV 2256553 2585455 61.64% 5.345%
9 7.836 501 503 511 rVB3 40868 94119 2.24% 0.195%
10 7.996 515 517 519 rBV 44481 44620 1.06% 0.092%
11 8.087 523 525 527 rBVY 2592499 2110960 50.33% 4.364%
12 8.853 589 592 595 rBV 49768 81762 1.95% 0.169%
13 9.173 617 620 622 rBY 2788562 3622560 86.37% 7.489%
14 9.299 630 631 638 rVvB2 26442 47483 1.13% 0.098%
15 9.562 652 654 656 rBY 1036363 827402 19.73% 1.710%
16 9.665 659 663 665 rBv4 23945 43813 1.04% 0.091%
17 9.790 672 674 676 rVB 105575 85196 2.03% 0.176%
18 9.848 676 679 681 rBY 2018933 2270698 54.14% 4.694%
19 10.053 696 697 701 rVB3 39355 63133 1.51% 0.131%
20 10.259 711 715 716 rBV2 37322 61293 1.46% 0.127%

21 10.293 716 718 719 rVB 99812 121259 2.89% 0.251%
22 10.362 722 724 730 rVB2 27624 46971 1.12% 0.097%
23 10.511 734 737 740 rBV 77076 138251 3.30% 0.286%
24 10.625 745 747 750 rBV2 1899944 2110236 50.31% 4.362%
25 10.762 756 759 763 rBV 225038 270114 6.44% 0.558%

26 10.853 765 767 769 rvv2 53556 76775 1.83% 0.159%
27 10.888 769 770 773 rvv2 48607 71449 1.70% 0.148%
28 10.956 773 776 778 rVvv2 37845 68805 1.64% 0.142%
29 11.002 778 780 782 rVvV 70999 91111 2.17% 0.188%
30 11.036 782 783 785 rVvV 53548 64639 1.54% 0.134%
31 11.082 785 787 790 rVvB2 147175 193942 4.62% 0.401%
32 11.208 796 798 799 rBV 96227 85932 2.05% 0.178%
33 11.288 803 805 806 rBvV 36929 47757 1.14% 0.099%

34 11.322 806 808 811 rVvVv 2221418 2033715 48.49% 4._.204%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.391 811 814 816 rVB4 56734 120486 2.87% 0.249%

36 11.791 847 849 851 rBV 59054 104173 2.48% 0.215%
37 11.871 853 856 858 rBvV 606744 645751 15.40% 1.335%

38 12.156 879 881 883 rBvV 30266 43199 1.03% 0.089%
39 12.214 884 886 887 rvB2 46733 52132 1.24% 0.108%
40 12.316 893 895 897 rBvV 49915 81030 1.93% 0.168%

41 12.374 898 900 902 rvv 96160 102921 2.45% 0.213%
42 12.568 912 917 922 rBV2 1637011 3563980 84.97% 7.367%
43 12.659 922 925 929 rvVv 341609 610100 14.55% 1.261%
44 12.717 929 930 932 rvv 106142 97590 2.33% 0.202%
45 12.762 932 934 935 rvv 119740 126823 3.02% 0.262%

46 12.911 945 947 949 rBV 2612796 2244405 53.51% 4.640%
47 13.071 959 961 964 rBv2 101869 172318 4._.11% 0.356%
48 13.402 988 990 992 rvB2 86098 122504 2.92% 0.253%
49 13.574 1003 1005 1006 rVB 99794 74990 1.79% 0.155%
50 13.757 1019 1021 1023 rVB2 74001 86047 2.05% 0.178%

51 13.825 1024 1027 1029 rBV2 191955 315212 7.52% 0.652%
52 13.962 1036 1039 1041 rBV 1512052 1639292 39.08% 3.389%
53 14.454 1080 1082 1090 rBV2 133157 360325 8.59% 0.745%
54 15.082 1134 1137 1140 rBV2 115030 298906 7.13% 0.618%
55 15.380 1160 1163 1166 rBV 1161355 1446953 34.50% 2.991%

56 15.848 1202 1204 1206 rVB 106959 134175 3.20% 0.277%
57 16.054 1220 1222 1228 rVB5 121612 372800 8.89% 0.771%

58 17.083 1310 1312 1316 rVB2 113040 243575 5.81% 0.504%
59 17.311 1329 1332 1333 rBV2 146478 276819 6.60% 0.572%

Sum of corrected areas: 48374537
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082906.D

3500000 6|45
5.41
6.57
3000000

2500000
2000000
4.97
1500000

1000000

500000

6.96

6.80

8.09
7.37

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

O L s e oo e e e s e B B I L e s o s e e e B e e e L o e e e o e e e T B

Abundance TIC: BF082906.D
3500000

3000000 917 12.91
2500000 113
9.85
2000000 10.62 1257
1500000

1000000

500000

13.96

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: BF082906.D
3500000

3000000

2500000

2000000

15.38

1500000

1000000

17.0817.31

500000

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50

T e

20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 4

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

4.97 25.09 ng 1972230 1,4-Dichlorobenzene-d4 6.80
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 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 252 (4.967 min): BF082906.D (-249) (-) m/z 43.10 100.00%
43
59
5000
1o 460 480 500 5.20 5.40
o...,....,....,...3?','“..,??!.,..??,..??,?3..,...:,|....,. m/z 59.10  61.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IS R R I
4.60 4.80 5.00 5.20 5.40
m/z 101.10 19.34%
o 25 3 37 | 83 o3 %
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 460 480 500 5.20 5.40
5000 m/z 58.10 15.44%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110 A
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R e R R
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.93%
5000
41
0 |""|"'H““""lﬁ”"l??”*i ""I??"I' ?p'l""lt"'l' R SRR AR R
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:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.57 Concentration Rank 1

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

6.57 43.49 ng 3418870 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 392 (6.567 min): BF082906.D (-390) (-) m/z 132.10 100.00%
132
68
5000
(75 4 T 0 520 640 6.60 650 7.00
104 . : : . .
o..,....,....,...!,“.'.‘.‘? i Ol 87 L S M5 "m/z 68.10  59.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 )
5000 SRR L R
620 640 6.60 6.80 7.00
3 78 m/z 66.10 36 .56%
138 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 134.00 32.04%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #2741: 2-Cyclohexen-1-one R
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 23.12%
5000
39 %
53

0.w}?,”ﬂ,”.JL.wmhf{.u”.w”.w”.w”.w”.w””,””,”. e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.76 2.66 ng 270114 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 81
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 70
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 68
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 759 (10.762 min): BF082906.D (-756) (-) m/z 57.10 100.00%

57
43 71

5000

10.40 10.60 10.80 11.00
m/z 43.10 67.37%

o 113 127 141 154 168 183 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane

5000 n T
10.40 10.60 10.80 11.00

29 8 m/z 71.10 63.98%
L L “ 99 113 127 141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
e AR SR
10.40 10.60 10.80 11.00
5000 & m/z 85.10 40.97%
85
29 9
. 113 127 141 1% 183 198
e R e e LI
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45546: Nonane, 5-butyl- R n o S
8 57 711 10.40 10.60 10.80 11.00
m/z 41.10 29.95%
85
5000 126
o Il “ L9 112 | 140 155 184
e .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.87 6.35 ng 645751 Phenanthrene-d10 11.32
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 856 (11.871 min): BF082906.D (-853) (-) m/z 73.05 100.00%
43 oo 7B
5000 129
97 115 213
143157171185 oo 207 541 256 11.60 11.80 12.00 12.20
Obrr i m/z 43.10 86.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 L B BN B SR
nmnmnmnm
21 m/z 60.05 83.04%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.60 11.80 12.00 12.20
5000 m/z 57.10 71.86%
129
29 87 185 228
. 101115 143157171 199213
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 250 2é0
Abundance #65566: Tridecanoic acid R
60 78 11.60 11.80 12.00 12.20
m/z 55.10 63.67%
43
5000
129
29 ‘ . 1s 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 9,12-Octadecadienoic acid (... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.57 35.05 ng 3563980 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 5-Decen-1-ol. (2)- 156 C10H200 051652-47-2 91
3 5-Decen-1-ol. (BE)- 156 C10H200 056578-18-8 91
4 7-Hexadecvne 222 C16H30 074685-28-2 90
5 1-Tetradecyne 194 C14H26 000765-10-6 87

Abundance Scan 917 (12.568 min): BF082906.D (-912) (-) m/z 67.10 100.00%

67 81
5000
109
_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_

12.20 12.40 12.60 12.80

123
137151 167182196 220 241 264280

o m/z 81.10 85.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67 81
95
5000 41 L LN N L L LB L L B
109 12.20 12.40 12.60 12.80
m/z 55.10 70.18%
2 ‘ 123 280
Oy e trte e by kB4 182106210 262 ©
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
41 81 S EAREREEaE
12.20 12.40 12.60 12.80
5000 95 m/z 95.10 57.60%
27 110 138
0 124 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #26944: 5-Decen-1-ol, (E)- e
12.20 12.40 12.60 12.80

m/z 41.10 54 .36%

5000

I

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

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.66 7.44 ng 610100 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62

Abundance Scan 925 (12.659 min): BF082906.D (-922) (-) m/z 73.05 100.00%

12.40 12.60 12.80 13.00

43 7B
5000 129
60

Obrrrrrrrl m/z 43.10 94.27%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129 TTTT LI N I N

12.I4O 12.|60 12.|80 13.IOO
284 m/z 57.10 85.30%

ZT 143157171
O.HPLJM”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 R e o R
57 12.40 12.60 12.80 13.00
5000 129 m/z 60.05 78.90%
87 185 228
2 H5 14315171 | 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid N AR A I o
73 12.40 12.60 12.80 13.00
43 g m/z 55.10 65.27%
5000 129

143157 214

§

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Thiophene, 2-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.07 2.10 ng 172318 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-hexvl- 168 C10H16S 018794-77-9 59
2 Diborane(6). tetrapropvl- 196 C12H30B2 022784-01-6 50
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 47
4 2H-Pvran-4-carboxvlic acid. 3.4-... 170 C9H1403 038858-64-9 47
5 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 47
Abundance Scan 961 (13.071 min): BF082906.D (-959) (-) m/z 97.10 100.00%
o
5000 57
a3 111 12,80 13.00 13.20 13.40
83 216 . . . )
ol M 20F N 185151 170 18820010 235 285 o U57 167 43.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34558: Thiophene, 2-hexyl-
97
5000 LI BN BN I B
12.80 13.00 13.20 13.40
4 168 m/z 99.10 24 .84%
o 29 7 g7 84 | Hlypnag
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240
Abundance
97
4 12,80 13.00 13.20 13.40
5000 m/z 55.10 15.90%
27 153
54 4
o gg 11 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6631: Cyclohexane, 1,3-dimethyl-, cis- B A RRREE R
5 97 12.80 13.00 13.20 13.40
m/z 43.10 15.88%
5000
112
‘ ‘ 83
0...,.‘.‘..‘,M....,..‘..,‘...a‘,....,....,.... R A Eaa s R A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 1-Heneicosyl formate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.83 3.85 ng 315212 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 86
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 86
5 1-Octadecanol 270 C18H380 000112-92-5 76

Abundance Scan 1027 (13.825 min): BF082906.D (-1024) (-) m/z 57.10 100.00%

5000 111

J l 139 167 195 239 273301 13.60 13.80 14.00 14.20
oA hd by [Fogeraee 2% 2rsson 578310 87.05%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137330: 1-Heneicosyl formate
57 83

5000

13,60 13.80 14.00 14.20
m/z 43.10 76.21%

111
oot bl k| P67 196200 20629452
m/z--> 50 100 150 200 250 300 350 400 450

Abundance
43
83 AR B SR SURR S
13.60 13.80 14.00 14.20
5000 m/z 55.10 70.91%
111
139 182210
S B L L B B S B S S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene AR Baa T e
43 13.60 13.80 14.00 14.20

m/z 97.10 70.67%

h 8[ ’[\’\J\AMJ\/\W\/W

111
| y | 139167 106224 267292 321 462 490

e S SES e

m/z--> 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Oxirane, [(hexadecyloxy)met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.45 4.40 ng 360325 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(hexadecvloxv)methvl1- 298 C19H3802 015965-99-8 91
2 Oxirane. [(dodecvloxv)methvIll- 242 C15H3002 002461-18-9 87
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 83
4 17-Pentatriacontene 491 C35H70 006971-40-0 76
5 1-Docosanol 326 C22H460 000661-19-8 74
Abundance Scan 1082 (14.454 min): BF082906.D (-1080) (-) m/z 57.10 100.00%
57
5000 83
111 14.20 14.40 14.60 14.80
135 165 397 . . . .
ol d AL 035 100 195 234267277209 | 855 39T | 2743107 80.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #116669: Oxirane, [(hexadecyloxy)methyl]-
57
5000 83 LRI S UL B U
29 1420 1440 1460 14.80
111 m/z 71.10 51.76%
o \\H\$\ I 139 169 224 250 281
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
'14.20 14.40 14.60 14.80
5000 83 m/z 55.10 48.60%
29 111
0 140 166 197
m/z--> 50 100 150 200 250 300 350 400
Abundance #125129: Ethanol, 2-(octadecyloxy)- A BT B S
57 14.20 14.40 14.60 14.80
m/z 69.10 44 .02%
5000 85
29
111
0‘ L 00 s07 224 252 28 gy
m/z--> 50 100 150 200 250 300 350 400 1420 1440 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.08 4.13 ng 298906 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Eicosane 282 C20H42 000112-95-8 90
3 Octacosane 394 C28H58 000630-02-4 87
4 10-Methvlnonadecane 282 C20H42 056862-62-5 83
5 Heptadecane 240 C17H36 000629-78-7 74
Abundance Scan 1137 (15.082 min): BF082906.D (-1134) (-) m/z 57.10 100.00%
57
85
5000
252 e
141 183 14.80 15.00 15.20 15.40
o 't 'l “ 16270210229 || 27A292 323 3% "m/z 71.10 77.74%
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57
5000 a5 L B BRI SULRE B
14.80 15.00 15.20 15.40
29 m/z 43.10 58.64%
oL h L d113 141 169 197 225 253 281 309 338
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance
57
14.80 15.00 15.20 1540
5000 m/z 85.10 58.16%
85
29
0 113 141 169 282
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #155177: Octacosane e e ERRES BE s
57 14.80 15.00 15.20 15.40
m/z 83.10 24 .14%
5000 85
29 113 141
0 LI, ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1%0 260 250 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 5-(7a-l1sopropenyl-4,5-dimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.05 5.15 ng 372800 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(7a-l1sopropenvl-4_.5-dimethvl-o... 290 C20H340 1000193-54-0 52
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 47
3 Azulenol4.5-bl1furan-2(3H)-one. d... 266 C15H2204 005090-67-5 38
4 2-Anthracenvloxirane 220 C16H120 052643-86-4 30
5 (7a-l1sopropenyl-4,5-dimethylocta... 222 C15H260 1000187-02-9 22
Abundance Scan 1222 (16.054 min): BF082906.D (-1220) (-) m/z 191.15 100.00%
191
55 95
5000
39 27429631 341 373394 " 15.80 16.00 16.20 16,40
0 m/z 55.10 67.79%
m/z--> 50 100 150 200 250 300 350
Abundance #112334: 5-(7a-1sopropenyl-4,5-dimethyl-octahydroinden-4-y...
191
95
135
5000 41 R SUNILR SO BRI B
69 15.80 16.00 16.20 16.40
163 m/z 95.10 62 .05%
o Il | N L —
m/z--> 50 100 150 200 250 300 350
Abundance
95
41 101 R SUNILR SO BRI B
15.80 16.00 16.20 16.40
5000 67 m/z 81.10 54 .57%
135 274
O |%1?' '|1§¥ T |?17'%4?' UL DR SR
m/z--> 50 100 150 200 250 300 350
Abundance #97845: Azuleno[4,5-b]furan-2(3H)-one, decahydro-8,9-dihyd... A BT B S
41 191 15.80 16.00 16.20 16.40
o 123 m/z 109.10 53.72%
5000 67
147 248
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 13 1,2-Benzenedicarboxylic aci... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.08 3.37ng 243575  perylene-di2 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1.2-Benzenedicarboxvlic acid. 3.... 302 C8H2CI404 000632-58-6 90

1000138-92-2 35
003691-11-0 20
108451-43-0 15
061834-43-3 15

2 Cyclopentlel-1.3-oxazine. octahy... 216 C13H16N20
3 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24

4 Cvclopentanecarboxyvlic acid. 3-e... 152 C9H1202

5 2-Cyclohexen-3-o0l-1-one, 2-benzoyl- 216 C13H1203

Abundance Scan 1312 (17.083 min): BF082906.D (-1310) (-) m/z 215.20 100.00%
107 215
43 @7
149
5000
177
3| 16.80 17.00 17.20 17.40

0 m/z 107.10 86.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #118926: 1,2-Benzenedicarboxylic acid, 3,4,5,6-tetrachloro-

5000 304 LA L L L L L L L
16.80 17.00 17.20 17.40
ZMS m/z 43.10 69.57%
0 B —
m/z--> 300 350 400
Abundance
215
e e ERRES BE s
16.80 17.00 17.20 17.40
5000 m/z 67.10 66.96%
135
41 93
65
oLt ety o 4 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #58876: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7... T
41 107 16.80 17.00 17.20 17.40
m/z 57.10 66.19%
79
5000
135 189
L
0 ,NN:MW‘ ,\...., ——— SN
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF110715.M Mon Nov 16 17:45:17 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082906.D

Aca On : 13 Nov 2015 19:29

Operator : UM/I1Z

Sample : 6G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 _gamma.-Sitosterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.31 3.83 ng 276819 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 97
2 _beta.-Sitosterol 414 C29H500 000083-46-5 95
3 26.27-Dinorcholesta-5.22-dien-3-... 356 C25H400 057597-10-1 37
4 17-(1.5-DimethvlhexvI)-10.13-dim... 414 C29H500 1000210-86-9 30
5 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 30
Abundance Scan 1332 (17.311 min): BF082906.D (-1329) (-) m/z 43.10 100.00%
a3
5000
17.00 17.20 17.40 17.60
O m/z 57.10 76 .19%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 S SRR UL IS BN
145 o1s 203 414 ﬂ%ﬂ%ﬂ%ﬂmo
‘ s 255 ‘ 329 g m/z 81.10  72.80%
o) — \‘I 1 IM' i “l“‘. ‘?“I“' ZIVIGI IH : ‘l |3$‘|1| .“ Imi .‘. .
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance
43
17.00 17.20 17.40 17.60
5000 81 105 m/z 105.10 72 .09%
18 145 . e 414
. 173 234255276 303 354 381
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #143598: 26,27-Dinorcholesta-5,22-dien-3-ol, (3.beta.,22E)- R R ma AR
55 83 17.00 17.20 17.40 17.60
m/z 55.10 66 .51%
5000 255
107 133 159 200 356
h 187 213 323
OIIIII‘\ILI‘II R R EamEsmmaas
m/iz--> 0 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082906.D

Acq On : 13 Nov 2015 19:29

Operator : UM/1Z

Sample - G4370-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 .97 25.1 ng 1972230 1 6.80 1572290 20.0
unknown6 .57 6.57 43.5 ng 3418870 1 6.80 1572290 20.0
Hexadecane 10.76 2.7 ng 270114 4 11.32 2033720 20.0
n-Hexadecanoic acid 11.87 6.3 ng 645751 4 11.32 2033720 20.0
9,12-Octadecadien... 12.57 35.0 ng 3563980 4 11.32 2033720 20.0
Octadecanoic acid 12.66 7.4 ng 610100 5 13.96 1639290 20.0
Thiophene, 2-hexyl- 13.07 2.1 ng 172318 5 13.96 1639290 20.0
1-Heneicosyl formate 13.83 3.9 ng 315212 5 13.96 1639290 20.0
Oxirane, [(hexade... 14.45 4.4 ng 360325 5 13.96 1639290 20.0
Tetracosane 15.08 4.1 ng 298906 6 15.38 1446950 20.0
5-(7a-l1sopropenyl ... 16.05 5.2 ng 372800 6 15.38 1446950 20.0
1,2-Benzenedicarb... 17.08 3.4 ng 243575 6 15.38 1446950 20.0
-.gamma.-Sitosterol 17.31 3.8 ng 276819 6 15.38 1446950 20.0
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