LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 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-BF032416_.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 5.007 235 238 251 rBVY 752216 1082956 34.19% 3.369%
2 5.430 272 275 277 rBV 2677986 2998548 94.67% 9.328%
3 5.830 307 310 313 rBvY 99795 94820 2.99% 0.295%
4 6.459 363 365 368 rBvY 2076188 3058881 96.57% 9.516%
5 6.596 374 377 379 rBV 2860816 3161690 99.82% 9.836%
6 6.825 394 397 399 rBV 714702 635861 20.08% 1.978%
7 6.985 408 411 413 rBvV 1789764 2381229 75.18% 7.408%
8 7.396 444 447 449 rBV 1509817 2091282 66.03% 6.506%
9 8.105 507 509 512 rBVY 893030 824705 26.04% 2.566%
10 9.190 601 604 606 rBV 2635416 3167391 100.00% 9.853%
11 9.579 636 638 640 rBY 367350 299536 9.46% 0.932%
12 9.796 655 657 659 rBV 84290 67206 2.12% 0.209%
13 9.865 660 663 665 rvB 894787 957578 30.23% 2.979%
14 10.025 675 677 681 rBV3 12834 32009 1.01% 0.100%
15 10.299 699 701 702 rVB 73147 86579 2.73% 0.269%
16 10.516 716 720 723 rBV 33281 61150 1.93% 0.190%

17 10.653 729 732 734 rBV 2288849 2314410 73.07% 7.200%
18 10.768 740 742 749 rVB 109645 133280 4.21% 0.415%
19 11.214 779 781 783 rBV 48075 46758 1.48% 0.145%
20 11.339 790 792 795 rBV 950807 974575 30.77% 3.032%

21 11.876 837 839 844 rBV 103544 132696 4._.19% 0.413%

22 12.654 905 907 913 rVB3 41547 53894 1.70% 0.168%
23 12.745 913 915 918 rVB 34579 40757 1.29% 0.127%
24 12.802 918 920 924 rBV2 23810 32118 1.01% 0.100%

25 12.928 928 931 933 rBV 3031316 2858624 90.25% 8.893%

26 13.157 947 951 953 rBV 102943 103217 3.26% 0.321%
27 13.499 979 981 986 rVB 89024 88751 2.80% 0.276%
28 13.614 989 991 994 rBV 39635 38106 1.20% 0.119%
29 13.820 1007 1009 1013 rBV 605585 713934 22.54% 2.221%
30 13.980 1018 1023 1025 rBV 641085 823462 26.00% 2.562%

31 14.140 1036 1037 1042 rVB 80693 85175 2.69% 0.265%
32 14.265 1046 1048 1050 rBV 177259 152512 4.82% 0.474%
33 14.345 1053 1055 1058 rVB2 38840 39706 1.25% 0.124%

34 14.448 1062 1064 1068 rBV 117135 191232 6.04% 0.595%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 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:\HPCHEM1I\BNA_F\METHODS\8270-BF032416.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.734 1086 1089 1094 rBVZ2 28712 65528 2.07% 0.204%
36 14.882 1099 1102 1103 rBV 110507 122697 3.87% 0.382%
37 15.054 1115 1117 1119 rBV 32076 50689 1.60% 0.158%
38 15.397 1144 1147 1155 rBV 410282 616343 19.46% 1.917%
39 15.603 1163 1165 1170 rVB 39176 66992 2.12% 0.208%
40 15.877 1186 1189 1192 rBV2 26916 56873 1.80% 0.177%
41 15.934 1192 1194 1199 rVB3 15837 33389 1.05% 0.104%
42 16.334 1227 1229 1234 rVB 19594 34691 1.10% 0.108%
43 16.631 1252 1255 1260 rVB2 61884 112182 3.54% 0.349%
44 16.860 1271 1275 1277 rBV2 15332 32283 1.02% 0.100%
45 16.928 1277 1281 1287 rVV5 14118 66631 2.10% 0.207%

46 17.317 1311 1315 1318 rBV4 39823 115007 3.63% 0.358%
47 17.374 1318 1320 1328 rVB4 35628 88583 2.80% 0.276%
48 17.614 1337 1341 1354 rVB3 50232 169878 5.36% 0.528%
49 17.820 1354 1359 1364 rBV3 40345 109474 3.46% 0.341%
50 18.037 1373 1378 1390 rVvv4 85343 310348 9.80% 0.965%

51 18.266 1393 1398 1404 rVB5 16687 61672 1.95% 0.192%

52 18.529 1414 1421 1430 rVB7 17631 77526 2.45% 0.241%

53 18.780 1441 1443 1446 rVB3 48142 63686 2.01% 0.198%

54 19.009 1459 1463 1472 rBV7 14532 66387 2.10% 0.207%
Sum of corrected areas: 32145487
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085737.D
3000000 6.60

5.43
2500000

6.46

2000000
6.98

1500000 740

1000000
5.01 6.82

500000

5.83
0 A \ L

L
e I B s e IR e s e e e L e B e e e e L e e e o e e e B L e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085737.D

3000000 1293

9.19

2500000
10.65

2000000
1500000

10000008.10 086 11.34

13.
500000 9.58

9. 10.30 10.77 11.88 L 13.16 13. J
A 0 10.02 7 10.5# f 11.2 121698 316 138861

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF085737.D
3000000

2500000

2000000

1500000

1000000

13.98
500000 15.40

2
M}445mﬂf%% 1560 15503 1633 16:631q@m3  1183717.617.8218:0418 57 18,53 18.7819.01

0 A e e A

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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.

5.01 34.06 ng 1082960 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 238 (5.007 min): BF085737.D (-235) (-) m/z 43.10 100.00%
43
59
5000
101 S S MM
460 4.80 5.00 5.20 5.40
83
..,....,....,....','.-:..?.1.~:I,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 60.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- K
43
5000 59 SRS U L I
460 4.80 5.00 5.20 5.40
m/z 101.10 23.36%
"v"'l“'"?%'“W“"w'"'|“"|'“'|§?'w9?'}ﬁ%"v"'l“"|"“|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17.10%
68
50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- T T
59 460 4.80 5.00 5.20 5.40
31 m/z 41.10 8.70%
5000 41 K
73
”I'%?W""I”"I'”'?}"W""P"'I“g?l"”%Q?"P"'I”"I"”I"'W NSRBI SAARERARRERRARE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 13

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

5.83 2.98 ng 94820 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-_alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 28
3 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 12
4 Pentanoic acid, 4-oxo- 116 C5H803 000123-76-2 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 310 (5.830 min): BF085737.D (-307) (-) m/z 73.10 100.00%
43 8
5000
55 s 100 P 540 560 580 6.00 6.20
SNBSS T VNS OIS ML SNBSS (SNBSS NS m/z 43.05 82.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13058: 2-Pentanone, 4-methoxy-4-methyl-
78
43
5000 USRNSSR RN A
5.40 5.60 5.80 6.00 6.20
115 m/z 115.10 14 .57%
» % e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 540 560 580 6.00 6.20
5000 m/z 41.10 10.06%
15 51 58 83 100 117
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3788: 2-Pentanone, 3-methyl- P
43 5.40 5.60 5.80 6.00 6.20
m/z 39.10 6.44%
5000
57
29 72
‘\ 37, 51 | 65 79 85 92 100 n
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 3 unknown6.60 Concentration Rank 1

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

6.60 99.45 ng 3161690 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 377 (6.596 min): BF085737.D (-374) (-) m/z 132.10 100.00%
132
5000
68
| % 620 6.40 6.60 6.80 7.00
40 54 . . . . .
et ) 7 e L agsus )l n77 68.10  35.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 VRS UL A
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.10 33.82%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.29%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl e EARAS EEa A
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.10 15.45%
5000 og M°
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . SN | GHN——
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Pentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.74 ng 133280 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 742 (10.768 min): BF085737.D (-740) (-) m/z 57.10 100.00%
57
5000 8
4
13 10,40 10.60 10.80 11.00
141
182 m/z 71.10 71.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64575: Pentadecane
57
5000 85 R U DL SRR B
4 10. 40 10. 60 10 80 11.00
m/z 43.10 68.39%
L e o
m/z--> 25 Jo éo éo 160 150 110 1éo 180 200 220 240 260 2éo 300
Abundance
57
o 10,40 10.60 10.80 11.00
5000 m/z 85.10 51.53%
41
113
26 141 169 197 225 253268 296
mﬁmﬁmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82607: Heptadecane L B R
57 10.40 10.60 10.80 11.00
m/z 41.10 33.01%
5000 4 85
el b .‘....1..1?...%4.1... 169 1gepy 200 TS e
m/z--> 25 Jo éo éo 160 150 110 160 180 200 220 240 260 2éo 300 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Tridecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.88 2.72 ng 132696 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 74
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 11

Abundance Scan 839 (11.876 min): BF085737.D (-837) (-) m/z 73.00 100.00%

73
43 60
5000 129

213 R EREEe AR
143157171185199

11. 60 11. 80 12. OO 12 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
43 60 73

m/z 43.05 77.31%
5000 IIIIIIIllllllllllll

29 1160 11.80 12.00 12.20
: a5 171 214 m/z 60.00  76.13%
1 185
Ml“mm
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 e e EEEEmmm
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 67.73%
29 87 185
115 143 __171 228
101
15 157 199,
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid ... A WY i
43 60 73 1160 11.80 12.00 12.20

m/z 55.05 63.40%

5000 129
199 242
115 185
AL e T E
|||||| ‘\ H M H H\ \H H‘uliuu

m/z--> 20 40 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:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

13.16 2.51 ng 103217 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
5 Tetratriacontane 479 C34H70 014167-59-0 91

Abundance Scan 951 (13.157 min): BF085737.D (-947) (-) m/z 57.05 100.00%

5000

12.80 13.00 13.20 13.40
m/z 71.10 69.88%

141169 211

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
57
85
5000
12.80 13.00 13.20 13.40
m/z 43.10 63.04%
29 113
Ll 41169197 225053 296
T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
T T T T
12.80 13.00 13.20 13.40
5000 a5 m/z 85.10 51.72%
29

113141169197 225253 281300337 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane

12.80 13.00 13.20 13.40
m/z 41.10 22.27%

5000

113141169197 225253 281300337 379 421449477 506
I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 17.34 ng 713934 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 94
2 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 1009 (13.820 min): BF085737.D (-1007) (-) m/z 57.10 100.00%

57 83

5000

13.40 13.60 13.80 14.00 14.20
m/z 83.10 87.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146886: Dichloroacetic acid, heptadecy! ester

5000
13.40 13.60 13.80 14.00 14.20

m/z 43.10 84 .28%

139154169 101 210 238 295

266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 80.16%
97
125

154 183 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene

13.40 13.60 13.80 14.00 14.20
m/z 97.10 76.61%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 9 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14 .27 3.70 ng 152512 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Pentadecanal- 226 C15H300 002765-11-9 83
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 81

Abundance Scan 1048 (14.265 min): BF085737.D (-1046) (-) m/z 57.10 100.00%

82

5000

14.00 14.20 14.40 14.60
m/z 82.10 89.46%

193 209 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99446: Octadecanal
43 57 8,

5000

29 14.00 14.20 14.40 14.60
110 - 079
124156 rpy 250 m/z 43.10 83.07%
|l 152166180194208-4“ »36
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 gg
43 57 14.00 14.20 14.40 14.60
5000 m/z 96.05 67 .25%
110
29 124138
15 152166180194 211 236250 268

mﬁmﬁmﬂmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecyl-

14.00 14.20 14.40 14.60
96 m/z 55.05 65.93%

5000

152166180194208222236250264 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Tritetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .45 4.64 ng 191232 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 87
2 Tetracosane, 1-bromo- 416 C24H49Br 006946-24-3 87
3 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 83
4 Pentadecane 212 C15H32 000629-62-9 62
5 Heptadecane 240 C17H36 000629-78-7 62
Abundance Scan 1064 (14.448 min): BF085737.D (-1062) (-) m/z 57.10 100.00%
57
5000
97 A L A~ A®
27 14.20 14.40 14.60 14.80
397
AL ae9 200 oy s 0 73,020
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57
5000 I S IR B R
14.20 14.40 14.60 14.80
m/z 43.10 62.65%
‘h 127 ;69 211 253 295 337 379 421 463 505 547 604
m/z--> §0 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
" 14.20 14.40 14.60 14.80
5000 m/z 85.10 56.64%
97 135
27 183 225 26730233 375 416
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #159267: Heptacosane, 1-chloro-
57 14.20 14.40 14.60 14.80
m/z 55.05 33.27%
5000
97
27| Jq 127 183217 273303 343372 414
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.88 3.98 ng 122697 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 1,19-Eicosadiene 278 C20H38 014811-95-1 81
5 Oxirane, 2-decyl-3-(5-methylhexy... 282 C19H380 057457-72-4 80

Abundance Scan 1102 (14.882 min): BF085737.D (-1099) (-) m/z 57.10 100.00%

2

5000

:

14.60 14.80 15.00 15.20
m/z 82.05 91.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-
82 gg

-

5000

14.60 14.80 15.00 15.20
124 m/z 43.10 74.27%

138
152166180194 211 236250 268

110

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 AL DS IS SURBLLE SO
57 14.60 14.80 15.00 15.20
5000{ g m/z 96.05 71.72%
110

152166180194208222236250264 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

.

Abundance #99447: Octadecanal M2t it A

43 14.60 14.80 15.00 15.20

m/z 83.10 63.28%
5000
29
110
124
138152166180194208222 220

i S-S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Tetradecanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.60 2.17 ng 66992 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 74
2 1,19-Eicosadiene 278 C20H38 014811-95-1 59
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 53
4 Chloromethyl 6-chlorododecanoate 282 C13H24CI1202 080419-02-9 50
5 1-Dodecen-1-ol, acetate 226 Cl1l4H2602 056438-08-5 50

Abundance Scan 1165 (15.603 min): BF085737.D (-1163) (-) m/z 57.10 100.00%

43 97 82

5000

15.20 15.40 15.60 15.80 16.00
m/z 82.10 86.03%

177191 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64480: Tetradecanal
57

82

5000
15.20 15.40 15.60 15.80 16.00

m/z 43.10 83.43%

110
124138152 168 194 515

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 L M
69 15.20 15.40 15.60 15.80 16.00
5000 83 og m/z 96.05 59.99%
110
2y 124138152165 180194208222236250 278
TH—WWTWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93393: 1,16-Hexadecanediol A RREEE RS E ST
55 15.20 15.40 15.60 15.80 16.00

m/z 55.10 57.97%

5000 M

110124

7 ) |

‘ ‘ 138152166180194208222 240
RRSEERamESY R S R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 13 unknownl6.63 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.63 3.64 ng 112182 Perylene-d12 15.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 46
2 (1As-(la.alpha.,4b.beta.,8as)-4a... 206 C14H220 082262-79-1 46

3 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 35
4 (+)-Longicamphenylone 206 C14H220 1000161-37-1 25

5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 25
Abundance Scan 1255 (16.631 min): BF085737.D (-1252) (-) m/z 206.20 100.00%

137 206
® 121
= 8 163
5000 41 177
191 057
222238 283 RN NS B B

16.40 16.60 16.80 17.00
m/z 137.10 92.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60251: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexe...

5000
16.40 16.60 16.80 17.00

m/z 95.10 75.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
123
8 o S
16.40 16.60 16.80 17.00
5000 m/z 121.10 65.69%
415569 9107 | 100 6a 101208
7 177

wwmﬁﬂmmﬁmrmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
5

16.40 16.60 16.80 17.00
m/z 93.10 64.13%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 15 wunknownl7.32 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.32 3.73 ng 115007 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-5-ene,l-acetoxy-16,17-di... 386 C25H3803 294866-91-4 43
2 2,4-Dimethyl-1,4-dihydrocynnolin... 288 C10H13IN2 1000280-23-2 27
3 1,3,5-Trisilacyclohexane, 1,1-di... 160 C5H16Si3 054424-15-6 22
4 Falcarinol 244 C17H240 081203-57-8 10
5 Triethylpropoxysilane 174 C9H220Si 017841-44-0 10
Abundance Scan 1315 (17.317 min): BF085737.D (-1311) (-) m/z 43.10 100.00%
145
g1 107
5000 213
63
85 352°5 303 329 381 LRI SO U B
|| "| | - | | 17.00 17.20 17.40 17.60
i e O M e S SR m/z 145.10 84 .78%
m/z--> 50 100 150 200 250 300 350
Abundance #153138: Androst-5-ene, 1-acetoxy-16,17-dimethyl-20-oxo-
43
5000
17.00 17.20 17.40 17.60
. 99 o1s m/z 107.10 66.67%
121 145
— .“ I“" M. \‘I‘\ "“M‘I M\LM!‘\ ‘.”‘.H“l \hl‘l?ll ]I'gls .“. I |2|5‘} |2|83| — 3|2\f3| L
m/z--> 50 100 150 200 250 300 350
Abundance
145
17.00 17.20 17.40 17.60
5000 m/z 81.10 64 .83%
115
42 91
e 163
m/z--> 50 100 150 200 250 300 350
Abundance #29510: 1,3,5-Trisilacyclohexane, 1,1-dimethyl- B BEmma B B
145 17.00 17.20 17.40 17.60
m/z 55.10 58.01%
5000
43 B 45
.ﬁ,tdﬂ??ﬂhkﬂh 3"'l"" R PUE L L LRI SR U B
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 17 (-)-Caryophyllene-(11) Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.61 5.51 ng 169878 Perylene-di12 15.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (-)-Caryophyllene-(I11) 204 C15H24 1000156-13-1 83
2 1R,4S,7S,11R-2,2,4,8-Tetramethyl. .. 204 C15H24 1000140-07-6 60

3 1H-Cycloprop[e]azulene, l1la,2,3,5... 204 C15H24 021747-46-6 53
4 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 53

5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 50
Abundance Scan 1341 (17.614 min): BF085737.D (-1337) (-) m/z 204.20 100.00%

197 oo 204
69
43
5000 149 189
° " 2a9 269 28" 302 B W A f]

17.20 17.40 17.60 17.80 18.00
m/z 107.10 94.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58688: (-)-Caryophyllene-(11)
107 133 161

81 189

204

5000 41
17.20 17.40 17.60 17.80 18.00

7 m/z 133.05 79.17%

2

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

109 204
¢ 133 161 189 ¢
R B LS ma o e

41 o1 17.20 17.40 17.60 17.80 18.00

5000 69 m/z 135.10 78.09%

Tmmmwmmw’mmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58932: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd... A B e o e .
107 17.20 17.40 17.60 17.80 18.00
m/z 121.10 68.37%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 18 unknownl7.82 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.82 3.55 ng 109474 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 075023-40-4 45
2 1,8-Nonadiene, 2,7-dimethyl-5-(1... 192 Cl14H24 068702-20-5 42
3 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 38
4 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 38
5 Longifolenaldehyde 220 C15H240 019890-84-7 38
Abundance Scan 1359 (17.820 min): BF085737.D (-1354) (-) m/z 95.10 100.00%
7
55
5000 43
il 17.40 17.60 17.80 18.00 18.20
..w.”.,”.w m/z 107.10 92.93%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #58772: 1,5 Cyclodecadiene, 1,5-dimethyl-8-(1-methyletheny...
68 93
81
5000 a1 ﬂ@ﬂmﬂmmmmm
‘ 53 m/z 67.10 84.63%
..H. Hl--
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

107

17.40 17.60 17.80 18.00 18.20
m/z 93.10 82.56%

81 93
55
5000 41 7% 67 121

149
135 177
29 163 192
LA RS AR RS LRSS SRS AR SEREE LAREN AR SARAY SARAE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58874: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7... e

17.40 17.60 17.80 18.00 18.20
m/z 109.10  79.70%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.40 17. 60 17. 80 18.00 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 19 Cyclohexanone, 2,3,3-trimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.04 10.07 ng 310348 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 2,3,3-trimethyl-2__.._. 206 C14H220 069296-90-8 91
2 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 89
3 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 86
4 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-91-9 64
5 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 50
Abundance Scan 1378 (18.037 min): BF085737.D (-1373) (-) m/z 95.10 100.00%
123 205
69 163
5000{ 43
231 383 411 ' 17.80 18.00 18.20 18.40
AL m/z 123.05 97.61%
I | I |
m/z--> 50 100 150 200 250 300 350 400
Abundance #60267: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but...
95 123
41 191
5000 69 17.80 18.00 18.20 18.40
149 m/z 81.10 88.40%
A —————
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 123
" . ' 17.80 18.00 18.20 18.40
5000 69 191 m/z 205.20 88.29%
163
143
m/z--> 50 100 150 200 250 300 350 400 /\ n
Abundance #60316: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene L e e S I .[
81 123 17.80 18.00 18.20 18.40
41 m/z 163.10 75 .84%
5000 191
‘150
|¥|Jluj‘|“:‘|‘|‘|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085737.D

Acq On = 25 Mar 2016 2:48

Operator : UM/SJ

Sample : H1884-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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... 5.01 34.1 ng 1082960 1 6.82 635861 20.0
2-Pentanone, 4-me... 5.83 3.0 ng 94820 1 6.82 635861 20.0
unknown6 .60 6.60 99.5 ng 3161690 1 6.82 635861 20.0
Pentadecane 10.77 2.7 ng 133280 4 11.34 974575 20.0
Tridecanoic acid 11.88 2.7 ng 132696 4 11.34 974575 20.0
Heneicosane 13.16 2.5 ng 103217 5 13.98 823462 20.0
Dichloroacetic ac... 13.82 17.3 ng 713934 5 13.98 823462 20.0
Octadecanal 14.27 3.7 ng 152512 5 13.98 823462 20.0
Tritetracontane 14 .45 4.6 ng 191232 5 13.98 823462 20.0
Oxirane, hexadecyl- 14.88 4.0 ng 122697 6 15.40 616343 20.0
Tetradecanal 15.60 2.2 ng 66992 6 15.40 616343 20.0
unknownl16.63 16.63 3.6 ng 112182 6 15.40 616343 20.0
unknownl17 .32 17.32 3.7 ng 115007 6 15.40 616343 20.0
(-)-Caryophyllene... 17.61 5.5 ng 169878 6 15.40 616343 20.0
unknownl17 .82 17.82 3.5 ng 109474 6 15.40 616343 20.0
Cyclohexanone, 2,... 18.04 10.1 ng 310348 6 15.40 616343 20.0
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