LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 height area % max. total
1 3.864 171 173 176 rBvY 3801 6067 1.14% 0.084%
2 4.619 237 239 244 rBV 211349 264489 49.73% 3.642%
3 5.099 278 281 289 rVB 255622 368333 69.26% 5.072%
4 5.522 316 318 319 rBv 4614 5771 1.09% 0.079%
5 6.184 373 376 384 rBVY 253617 390789 73.48% 5.381%
6 6.299 384 386 388 rBvY 318327 363653 68.38% 5.008%
7 6.527 404 406 408 rBVY 512302 424133 79.75% 5.840%
8 6.687 417 420 422 rVB 204695 274174 51.55% 3.775%
9 7.099 454 456 458 rBV 203833 225717 42.44% 3.108%
10 7.579 494 498 502 rBvV2 3349 5697 1.07% 0.078%
11 7.819 516 519 521 rBV 476241 531820 100.00% 7.323%
12 8.539 580 582 585 rBV 12262 20806 3.91% 0.287%
13 8.596 585 587 594 rvB2 3885 10411 1.96% 0.143%
14 8.779 598 603 606 rBv2 2716 7434 1.40% 0.102%
15 8.893 611 613 615 rBY 501778 400527 75.31% 5.515%
16 9.293 646 648 651 rvB 93223 76847 14.45% 1.058%
17 9.419 658 659 662 rvB 11742 9550 1.80% 0.132%
18 9.522 662 668 669 rBV3 3985 8133 1.53% 0.112%
19 9.556 669 671 673 rBvV2 465923 511070 96.10% 7.038%
20 10.013 710 711 713 rVB 6759 5487 1.03% 0.076%
21 10.105 717 719 722 rVB2 4234 6474 1.22% 0.089%
22 10.219 726 729 732 rBV3 2449 6283 1.18% 0.087%
23 10.345 737 740 742 rBvV2 147029 186259 35.02% 2.565%
24 10.482 751 752 756 rBvV 11144 15808 2.97% 0.218%
25 10.608 761 763 765 rvVB 6323 6919 1.30% 0.095%
26 10.734 771 774 776 rBvV2 5279 7177 1.35% 0.099%
27 10.791 776 779 782 rVvv2 3865 6357 1.20% 0.088%
28 10.928 789 791 793 rBvV 11190 10249 1.93% 0.141%
29 11.031 797 800 801 rBVY 568219 496901 93.43% 6.842%
30 11.054 801 802 804 rvv 49297 36097 6.79% 0.497%
31 11.099 804 806 811 rvB2 16515 30682 5.77% 0.422%
32 11.282 816 822 825 rBV3 9706 24421 4_59% 0.336%
33 11.351 827 828 833 rvB 9018 9849 1.85% 0.136%
34 11.454 833 837 840 rvB2 7955 14199 2.67% 0.196%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.534 840 844 845 rBv4 9309 22976 4._.32% 0.316%
36 11.556 845 846 847 rvV 10152 7083 1.33% 0.098%
37 11.591 847 849 852 rvv2 58465 77933 14.65% 1.073%
38 11.636 852 853 854 rvv 15378 14774 2.78% 0.203%
39 11.671 854 856 858 rvB2 7631 11570 2.18% 0.159%
40 11.762 862 864 866 rvv 12425 14546 2.74% 0.200%
41 11.854 869 872 875 rVB4 6371 12493 2.35% 0.172%
42 12.071 890 891 893 rBvV 4977 7732 1.45% 0.106%
43 12.151 896 898 899 rvv2 6077 7843 1.47% 0.108%
44 12.231 903 905 907 rBV 83970 77776 14.62% 1.071%
45 12.288 908 910 911 rBV2 12232 18475 3.47% 0.254%
46 12.368 915 917 919 rBV2 13990 21508 4._.04% 0.296%
47 12.448 922 924 926 rVV 61628 71720 13.49% 0.988%
48 12.574 934 935 936 rBV 7357 7132 1.34% 0.098%
49 12.608 936 938 941 rvv 289942 276097 51.92% 3.802%
50 12.677 941 944 947 rBv4 8334 16929 3.18% 0.233%
51 12.779 949 953 956 rBV2 11137 22282 4._.19% 0.307%
52 12.848 957 959 960 rBV 14879 15302 2.88% 0.211%
53 12.974 968 970 972 rBV3 8539 15537 2.92% 0.214%
54 13.328 999 1001 1002 rBV 10433 10992 2.07% 0.151%
55 13.534 1017 1019 1022 rBV2 56176 79005 14.86% 1.088%
56 13.648 1026 1029 1034 rVV 382089 529042 99.48% 7.285%
57 14.162 1071 1074 1077 rBVZ2 53865 99370 18.68% 1.368%
58 14.574 1108 1110 1112 rVB2 43690 54624 10.27% 0.752%

59 14.631 1112 1115 1119 rBV 56965 124198 23.35% 1.710%
60 14.757 1122 1126 1131 rVV3 67577 181985 34.22% 2.506%

61 14.871 1134 1136 1139 rVB 43250 56517 10.63% 0.778%
62 14.928 1139 1141 1143 rBV 45929 68945 12.96% 0.949%
63 14.974 1143 1145 1148 rBV 232792 333987 62.80% 4 _599%
64 15.203 1163 1165 1168 rBV 44672 47874 9.00% 0.659%
65 15.385 1179 1181 1184 rBV 29847 49260 9.26% 0.678%

66 16.288 1257 1260 1263 rVB3 81562 137964 25.94% 1.900%

Sum of corrected areas: 7262054
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081212.D

6.53
500000 7.82

400000

6.30

300000
5.10 6.19

4.62 6.69
200000 710

100000

3.86 5.52 | 7.58 ||

e T e e o S T L T o e S e S N T il SV

Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081212.D
11103

8.89
500000
9.56 13.65

14.¢
400000

300000

200000
10.34

100000 9.29
11.
0%§08.7$L J%@gsz 10101m24{ 10485038 H
|

NAND_ ALY
LIS L S L B S N B R L B R L N L L B N L BN L B S S BN S N L R S S B B L R B N R

Time--> 8.50 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: BF081212.D

500000
400000
300000

200000 15.39

100000

e

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.62 12.47 ng 264489 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 239 (4.619 min): BF081212.D (-237) (-) m/z 43.10 100.00%
43
59
5000
36 51 | 83 1c|)1 420 4.40 4.60 4.80 5.00
SRS S P VL1 SIS BN MM m/z 59.10 57.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [rrrrfrrrr T
420 4.40 4.60 4.80 5.00
m/z 101.10 16.00%
25 3 37 83 g3 101
I S " D" A N A PPt
Abundance
59
420 440 460 4.80 500
5000 41 m/z 58.10 14 .80%
31
69 87
15 53 98
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- ,....,....,....,....,..[\.
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.13%
5000
101
15 1 3\1 I ‘ 53\\\ 69 83 Pa\
mz-> 10 20 30 40 s'o 60 70 8 90 100 110 | 420 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 2 unknown6.30 Concentration Rank 1

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

6.30 17.15 ng 363653 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 386 (6.299 min): BF081212.D (-384) (-) m/z 132.10 100.00%
132
5000 68
96 DS RARRE SARAE REE L
40 54 || 65 | 6.00 6.20 6.40 6.60
e m/z 68.10 35.82%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U NS R R R
6.00 6.20 6.40 6.60
m/z 134.10 32.55%
31 51 ‘ ‘
| H | |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
600 620 640 6.60
5000 67 m/z 66.10 23.14%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220 A
Abundance #88584: Amphetaminil e e e o
132 6.00 6.20 6.40 6.60
m/z 69.10 14 .52%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 4 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.59 3.14 ng 77933 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
Abundance Scan 849 (11.591 min): BF081212.D (-847) (-) m/z 43.10 100.00%
43 60 73
5000 129
o7 115 213 LAIALL BN SR SO BN
143157171185 256 11.20 11.40 11.60 11.80 12.00
m/z 60.00 95.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43 60 73
29
5000
242 11.20 11.40 11.60 11.80 12.00
129 m/z 73.10 95.12%
01115 143
L et | s, |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.20 11.40 11.60 11.80 12.00
5000 29 129 m/z 57.10 82.32%
87 115 ah 214
101 143157 185
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid I RREEEEEES T
60 73 11.20 11.40 11.60 11.80 12.00
43 m/z 55.10 73.22%
5000 129
29 7 185
115 | 143 __171 228
01
15 ....luT..fh.... ol ‘”:IL|57”‘” .‘..1.?9.2.:!'? BB ARARER N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 5 17-Pentatriacontene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
1353  2.99ng 79005  Chrysene-di2 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 83

074339-54-1 76
1000216-79-3 70
006222-07-7 70
1000280-07-7 68

2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302
3 Heptafluorobutyric acid, n-penta... 424 C19H31F702
4 Pentafluoropropionic acid, hexad... 388 C19H33F502
5 Pentafluoropropionic acid, octad... 416 C21H37F502

57.10 100.00%

Abundance Scan 1019 (13.534 min): BF081212.D (-1017) (-) m/z

57

e

5000

13.20 13.40 13.60 13.80
m/z 43.10 81.54%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
5000 LA L L L L L L L L LB
13 20 13. 40 13 60 13. 80
29 125 m/z 55.10 67.56%
L “ “H ku u‘h “\. b ?1?99‘?36 267292320 348 376 406 434 462 490
m/iz--> 0 50 250 300 350 400 450
Abundance
43
69 R R EEEEE
97 13.20 13.40 13.60 13.80
5000 m/z 83.10 53.91%
125
153 196224
T T T T T e e T e e T

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester T
43 13.20 13.40 13.60 13.80

m/z 97.10 47 .28%

69
5000

Iy

97
‘ I 125 169 210

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

13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 6 1-Hentetracontanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.16 3.76 ng 99370 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 l-Hentetracontanol 593 C41H840 040710-42-7 83
3 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 83
4 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 83
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 83
Abundance Scan 1074 (14.162 min): BF081212.D (-1071) (-) m/z 57.10 100.00%

;

5000 97

13.80 14.00 14.20 14.40
m/z 43.10 87.05%

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168066: 17-Pentatriacontene

%

5000 83 e e R ma e
13.80 14.00 14.20 14.40
m/z 55.10 82.11%
25
MM P 167 210 267 307 490
- LA i
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
ML
97 13.80 14.00 14.20 14.40
5000 m/z 83.10 66.49%
18
139 181 203 278 320 362 404 446 438518 572 &Jﬁ\,M,JLvAf}\“”“JVVMWﬂ«AA

m/z--> 0 5I0 lCI)O léO 200 250 300 350 400 4é0 5(I)0 55IO I
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester R R RREEEEa
43 13.80 14.00 14.20 14.40
m/z 69.10 52.97%

5000 83

i

B%S 168 210 252

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 1,16-Hexadecanediol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .57 3.27 ng 54624 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,16-Hexadecanediol 258 C16H3402 007735-42-4 68
2 Tetradecanal 212 C14H280 000124-25-4 59
3 1,11-Tridecadiene 180 C13H24 1000130-76-4 50
4 8-Azabicyclo[3.2.1]Joctan-3-o0l, 8... 141 C8H15NO 000120-29-6 47
5 Octadecanal 268 C18H360 000638-66-4 47
Abundance Scan 1110 (14.574 min): BF081212.D (-1108) (-) m/z 57.10 100.00%

7

5000

64 180195 220234 261775 14.20 14.40 14.60 14.80
m/z 43.10 78.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93393: 1,16-Hexadecanediol
2

69 96

5000

14.20 14. 40 14 60 14.80
‘ 109 104 m/z 55.10 76.59%
2

138157166 180194208222 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

41

Abundance
41 57
82 IIIIIIIIIIIIIIIIIIIIIII
14.20 14.40 14.60 14.80
5000 96 m/z 82.10 71.69%
27 110
124
138151 168 194
R B o B B A B AARA A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #42728: 1,11-Tridecadiene R AR L
43 14.20 14.40 14.60 14.80

m/z 96.10 52 .88%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 8 Chloroacetic acid, dodecyl ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.76 10.90 ng 181985 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 83
2 Chloroacetic acid, dodecyl ester 262 C14H27CI02 006316-04-7 64
3 1-Hexacosanol 382 C26H540 000506-52-5 52
4 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 43
5 1-Octadecanol 270 C18H380 000112-92-5 43

Abundance Scan 1126 (14.757 min): BF081212.D (-1122) (-) m/z 57.10 100.00%

g7
83

5000

14.40 14.60 14.80 15.00
m/z 43.10 77.88%

160 198 228 268

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 B e e o e e S EEmEE
14.40 14.60 14.80 15.00
111 m/z 83.10 77.75%
M‘Md \ ﬁ39167196224 267292 321 462 490
— I
m/z--> 0 5 150 200 250 300 350 400 450
Abundance
83
55 R EARmE RS
14.40 14.60 14.80 15.00
5000 111 m/z 55.10 63.56%
140
168
29 213
LA o e L B o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152038: 1-Hexacosanol R EARmE RS
43 14.40 14.60 14.80 15.00
m/z 97.10 60.76%
5000

83
18 111
[ 440 L) 139 168 196 224 252278 308336 364

m/z--> 0 50 100 150 200 250 300 350 400 450 14.40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 10 1,19-Eicosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.20 2.87 ng 47874 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 89
2 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 89
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
4 Tetradecanal 212 C14H280 000124-25-4 80
5 Octadecanal 268 C18H360 000638-66-4 76
Abundance Scan 1165 (15.203 min): BF081212.D (-1163) (-) m/z 57.10 100.00%

7

82
5000

L e e e
326 14.80 15.00 15.20 15.40 15.60

m/z 43.10 73 .83%

138156 186204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105307: 1,19-Eicosadiene

14.80 15.00 15,20 15.40 15.60
m/z 55.10 64.90%

5000

138154 180 208 228 250 278

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
RSB RE S Eam e mEE I
82 14.80 15.00 15.20 15.40 15.60
5000 78 m/z 82.05 64.07%
29
109
137

166 194 222 250

LU SN AR S LR SARAS LRSS RARAE LAY SRR AR SRR SRR LA LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99460: Oxirane, hexadecy!- A RREEE RS E ST
14.80 15.00 15.20 15.40 15.60
m/z 96.10 40.56%

5000

137

166 194210 250267
L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 11 Hexacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.39 2.95 ng 49260 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 72
2 Heptadecane 240 C17H36 000629-78-7 72
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Octadecane 254 C18H38 000593-45-3 64

Abundance Scan 1181 (15.385 min): BF081212.D (-1179) (-) m/z 57.10 100.00%
57
5000 85
113 15.00 15.20 15.40 15.60 15.80
135154 174 218 249269
3o 1% 326 m/z 43.10 53.20%
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane
57
5000 85 U UM B L B
15.00 15.20 15.40 15.60 15.80
m/z 71.10 50.14%
113
29 | | 7] 141 169 197 225 253 295 366
m/z--> 50 100 1%0 260 250 300 350
Abundance
57
15.00 15.20 15.40 15.60 15.80
5000 85 m/z 85.10 39.96%
29 113 141 169 197 240
m/z--> " 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- R B
57 15.00 15.20 15.40 15.60 15.80
m/z 99.10 15.34%
5000 85
29 113 210
A ,M A M e T 239 266 809 S
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80

8270-BF081715.M

Wed Aug 26 15:35:21 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/I1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 12 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.29 8.26 ng 137964 Perylene-d12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,5,6,7,8,8a-0oc... 204 Cl15H24 004630-07-3 58
2 Farnesyl bromide 284 C15H25Br 006874-67-5 53
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 49
4 3-Cyclohexene-1-methanol, .alpha... 222 C15H260 023178-88-3 46
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 43
Abundance Scan 1260 (16.288 min): BF081212.D (-1257) (-) m/z 204.20 100.00%
204
135
55 95
5000 79 19 189
161 269 301 .
20 227 249 | P84 16.00 16.20 16.40 16.60
‘ m/z 135.10 76 .35%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...

-

16.IOO 16!20 16.I40 16.I60
m/z 133.10  65.41%

5000

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

3

69 93
204 TTT I TTr T I TTrTT I TTrTT I TTTT
M 119 16.00 16.20 16.40 16.60

5000 m/z 55.10 63.15%

135 189
161

286
208243 269
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... B ARAREE R S
204 16.00 16.20 16.40 16.60

m/z 121.10 62.43%

5000

g

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081212.D

Acq On : 25 Aug 2015 22:10

Operator : UM/1Z

Sample - G3407-08 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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... 4.62 12.5 ng 264489 1 6.53 424133 20.0
unknown6 .30 6.30 17.1 ng 363653 1 6.53 424133 20.0
Pentadecanoic acid 11.59 3.1 ng 77933 4 11.03 496901 20.0
17-Pentatriacontene 13.53 3.0 ng 79005 5 13.65 529042 20.0
1-Hentetracontanol 14.16 3.8 ng 99370 5 13.65 529042 20.0
1,16-Hexadecanediol 14 .57 3.3 ng 54624 6 14.97 333987 20.0
Chloroacetic acid... 14.76 10.9 ng 181985 6 14.97 333987 20.0
1,19-Eicosadiene 15.20 2.9 ng 47874 6 14.97 333987 20.0
Hexacosane 15.39 3.0 ng 49260 6 14.97 333987 20.0
Naphthalene, 1,2,... 16.29 8.3 ng 137964 6 14.97 333987 20.0

8270-BF081715.M Wed Aug 26 15:35:21 2015 Page: 14



