LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Samole - H3449-07 19-VE-PILE-WALL(0-2
Misc :

ALS Vial : 8 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-BF060716.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 1.724 11 12 22 rVw 298819 527091 17.70% 1.770%
2 1.861 22 24 37 rvvV 1050426 2314504 77.72% 7.773%
3 2.021 37 38 55 rvB 67081 197209 6.62% 0.662%
4 4.296 235 237 240 rVB 21745 31382 1.05% 0.105%
5 4.970 293 296 305 rBB 157595 240664 8.08% 0.808%

5.393 330 333 335 rBV 2205899 2604507 87.46% 8.747%
6.433 421 424 426 rBV 2103474 2370798 79.61% 7.962%
438 rBV 2335896 2346802 78.81% 7.882%
6.787 453 455 458 rBvV 698642 671583 22.55% 2.255%
6.947 466 469 472 rBV 2079926 1898538 63.75% 6.376%

(@R {cNec R NNe))
(0}
(9)]
()
©
I
w
N
I
w
)]

11 7.359 502 505 507 rBV 1589843 1593285 53.50% 5.351%
12 8.079 565 568 570 rBV 1170142 966229 32.45% 3.245%
13 9.165 660 663 665 rBvV 2872832 2977901 100.00% 10.001%
14 9.553 695 697 699 rvB 458883 367952 12.36% 1.236%

15 9.770 715 716 719 rBV 53064 47396 1.59% 0.159%
16 9.839 719 722 724 rBV 779365 1015921 34.12% 3.412%
17 10.273 758 760 762 rVB 108445 80569 2.71% 0.271%
18 10.491 776 779 782 rBV 32291 52138 1.75% 0.175%

19 10.616 788 790 793 rBV2 1171638 1622758 54.49% 5.450%
20 10.742 800 801 806 rvB 91875 105254 3.53% 0.353%

21 11.188 839 840 842 rBV 34603 40947 1.38% 0.138%
22 11.313 849 851 853 rBV 1121755 940836 31.59% 3.160%
23 11.565 869 873 875 rBvV 17628 42181 1.42% 0.142%
24 11.851 896 898 902 rBv2 205713 257567 8.65% 0.865%
25 12.354 940 942 944 rBV 73140 59501 2.00% 0.200%
26 12.639 965 967 973 rBV 26245 44476 1.49% 0.149%

27 12.731 973 975 978 rVB 121076 115727 3.89% 0.389%
28 12.902 987 990 992 rBV 2184845 2076206 69.72% 6.973%

29 13.119 1007 1009 1013 rBV3 24760 55056 1.85% 0.185%
30 13.325 1026 1027 1029 rBV2 39447 57860 1.94% 0.194%
31 13.439 1035 1037 1039 rBvV 60026 65239 2.19% 0.219%

32 13.817 1067 1070 1079 rBV 111218 273559 9.19% 0.919%
33 13.942 1079 1081 1084 rBV 749000 727365 24.43% 2.443%
34 14.457 1122 1126 1131 rBV2 72225 230537 7.74% 0.774%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Samole - H3449-07 19-VE-PILE-WALL(0-2
Misc :

ALS Vial : 8 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.800 1153 1156 1158 rVB 74474 84700 2.84% 0.284%
36 14.868 1159 1162 1164 rVB 24210 36063 1.21% 0.121%
37 14.948 1167 1169 1174 rVB 16031 35572 1.19% 0.119%
38 15.051 1175 1178 1180 rBV 116366 165751 5.57% 0.557%
39 15.097 1180 1182 1190 rVB5 23033 68364 2.30% 0.230%
40 15.360 1202 1205 1207 rBV 503207 652377 21.91% 2.191%
41 15.405 1207 1209 1212 rVB 18375 31283 1.05% 0.105%
42 15.588 1222 1225 1228 rBVY 58395 94527 3.17% 0.317%
43 15.805 1241 1244 1248 rBVY 145709 225234 7.56% 0.756%
44 15.885 1248 1251 1253 rBV2 22906 52892 1.78% 0.178%
45 16.537 1306 1308 1313 rVB 33973 66606 2.24% 0.224%
46 16.765 1324 1328 1330 rBVY 33836 73478 2.47% 0.247%
47 16.823 1330 1333 1335 rVV 31541 67318 2.26% 0.226%

48 16.880 1335 1338 1341 rVB 92562 165824 5.57% 0.557%
49 17.280 1369 1373 1383 rBV4 38320 157154 5.28% 0.528%
50 17.771 1413 1416 1420 rVB3 22942 52984 1.78% 0.178%

51 18.023 1434 1438 1449 rVV6 17987 89320 3.00% 0.300%
52 18.206 1450 1454 1463 rVB3 41869 129670 4 _.35% 0.435%
53 19.269 1540 1547 1563 rVB3 96135 507172 17.03% 1.703%

Sum of corrected areas: 29775827
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA F\DATA\BF061316\
: BF087982.D

: 13 Jun 2016 14:37

: UM/SJ

= H3449-07

- 8 Sample Multiplier: 1

Quant Title :

TIC Library :

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF087982.D

5.39

1.86

1.72
4.97

4.30

6.56
6.43

6.95

7.36

6.79

Time-->

4.00

T
4.50 5.00

5.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF087982.D

8.08 10.62 11.31

9.84

10.74

A

10.27
9. ) 10.4

12.90

13.1238344

0
Time-->

I
9.50 10.00 10.50 11.00 11.50 12

.00

I
12.50

13.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF087982.D

13.94

16.54166%58

17.28

17.77 18.028.21

19.27

Time-->

16.00 16.50

17.00 17.50

14.00

14.50 15.00 15.50

18.00

e
18.50

19.00

8270-BF060716.M Tue Jun 14 16:53:20 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 3 Propane, 1,1-dimethoxy- Concentration Rank 10

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

2.02 5.87 ng 197209 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 12
3 Glvcine 75 C2H5NO02 000056-40-6 9
4 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 9
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

Abundance Scan 38 (2.021 min): BF087982.D (-37) (-) m/z 75.10 100.00%
75
5000 45 A
180 200 220 2.40
57 m/z 73.05 73.28%
0 |'8'8"|""|""|""|""|"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75
180 200 220 240
5000 29 45 m/z 45.05 38.77%
57
ok ““.‘.“luu”‘l|.8.7..::-0.3...|....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180 S | A
Abundance 1.80 2.00 220 2.40
73 m/z 41.05 26.57%
5000
45
27 57 1.80 2.00 220 2.40
bl 89 107119 135 179 m/z 47.00 18.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #870: Glycine
30
5000 180 200 220 240
75
0'|"“"l“hs"s'?l""|"''|""|""|""|""|"
827@~-BFO68716 .40 TuesOJun 804 18953:20 206 160 180
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82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.97 7.17 ng 240664 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 296 (4.970 min): BF087982.D (-293) (-) m/z 43.00 100.00%
43
59
5000
101 460 480 500 5.20 5.40
83 m/z 59.10 59.98%
R R R A RS R AR NS AR AR RN SARR LARAN AARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
460 480 500 520 5.40
5000 m/z 101.10 21.20%
59
101
o 27 36, 51“‘ 67 8 91 |
o> 1 % % 45 5 @ 76 8 80 160 1o 130 0 o | .\
Abundance 460 4.80 5.00 5.20 5.40
59 m/z 58.10 17.92%
5000 a1
68 R U U
196 460 4.80 5.00 5.20 5.40
Om%mmm% m/Z 41- 10 9-03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy-
59
31
5000 a1 460 480 500 520 5.40
73
0 "'%é'""“"l'“'?}"w""v"'|“§?|'“'%9?“|"'w""|“"|'“'|
ME~-BFO6Q716QM3Tudo Jomh d¥ 706 :893 :R210P01W 120 130 140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Concentration Rank 1

Peak Number 5 unknown6.56

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

6.56 69.89 ng 2346800 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 435 (6.559 min): BF087982.D (-432) (-) m/z 132.00 100.00%
132
5000 68
o 620 640 6.60 6.80
m/z 68.10 40.75%
0 w s e 0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 620 640 6.60 680
5000 m/z 134.00 32.97%
a1 5
0 |M‘|‘|‘%?|| AR S R
m/z--> 20 40 60 80 100 120 140 160 180 SN
Abundance 6.20 6.40 6.60 6.80
132 m/z 66.10 25.95%
5000
104 AR U L
51 66 77 6.20 6.40 6.60 6.80
ol 4 2 ™ e s e W/Z 69.10  16.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 g 11O 620 640 6.60 680
RN ,‘,\hl, Al s s
82&0—8F06071® thue gun B4 16063:128 20&6 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 7 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.85 5.48 ng 257567 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 35
Abundance Scan 898 (11.851 min): BF087982.D (-896) (-) m/z 73.00 100.00%
43 60 7B
5000
129 R e S
85
11.60 11.80 12.00 12.20
8 115 213 0
. 143157171185 o 97 256 m/z 60.00 86.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60 73
43
' 11/60 11.80 12.00 12.20
5000 129 m/z 43.10 85.91%
213 256
143 157171 185 199
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 I A
Abundance 1160 1180 12.00 12.20
43 60 73 m/z 57.05 73.81%
5000 - 129
87
242
115 148 18519°
101 1571711 213 ~T11/60 11/80 12.00 12,20
R R R R S S LA SRS AR LA RARRN SRR m/z 41.10 68.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43
5000 129 "' 11/60 11.80 12.00 12.20
29
214
‘ ‘ 143 157
0 H\ ”“.‘l‘.‘.‘
825‘:@—8[3060)71@ MGCI ueBOJLmo 124201 84631604 1&D 120 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 8 Hexadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.73 3.18 ng 115727 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 38
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 975 (12.731 min): BF087982.D (-973) (-) m/z 56.10 100.00%
56
5000

12.40 12.60 12.80 13.00
m/z 57.10 54.01%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty! ester
56
12.40 12.60 12.80 13.00
5000 m/z 43.10 37.01%
41
257
239
028t h H‘ A, “w‘,....,..%??.\..l??.. 2 2B, 31
m/z--> 20 40 60 80 100120140160180200220240260280300 SRR -
Abundance 12:40 12.60 12.80 13.00
56 m/z 41.10 36.46%
5000 41
73
129 257 12.40 12,60 12.80 13.00
o7 239 : . : .
2 185
ob s e e 28 312 Tn/z 73.00  30.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81262: Pentadecane, 8-methylene-
56
5000 41 12.40 12.60 12.80 13.00

7Q-BFOG07 26 . KO T&fe 1JUHR01HA0 116Q 381 2B 2001830 260 280 300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 9 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.82 7.52 ng 273559 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 92
4 1-Nonadecene 266 C19H38 018435-45-5 91

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1070 (13.817 min): BF087982.D (-1067) (-) m/z 57.10 100.00%
57 g3

5000

3

13.60 13.80 14.00 14.20
m/z 83.10 86.61%

ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
T e
13.60 13.80 14.00 14.20
5000 m/z 55.10 84 .96%
29
0 1Al 167 196 222238 266 294
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 A
Abundance 13.60 13.80 14.00 14.20
43 m/z 43.10 81.62%
69
97
5000
R A BEAE S B
2% 125 153 196 13.60 13.80 14.00 14.20
Ommmwmw#mwm m/z 97.10 78.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57
97
41 B
5000 13.60 13.80 14.00 14.20
o J || 154 182 210 238 965283 334

8270-BFO6(P1 60 V60T 6@ 1011120140 168 18B2RE2PDDEE0 280 300 320
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Library Search Compound Report

82

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 10 Trifluoroacetoxy hexadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.46  6.3ang 230537  Chrysene-d12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxv hexadecane 338 C18H33F302  006222-03-3 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95

959092-08-1 95
959010-23-2 95
959261-23-5 95

3 Pentafluoropropionic acid. penta... 374 C18H31F502
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302
5 Heptafluorobutyric acid, pentade... 424 C19H31F702

Abundance Scan 1126 (14.457 min): BF087982.D (-1122) (-) m/z 57.10 100.00%
] \AJLykvaf\“\~J&\A~
5000
R R R R e
14.20 14.40 14.60 14.80
153 242 m/z 83.10 96.53%
4y I i e e I
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97 LA L L L L L B L L
14.20 14.40 14.60 14.80
5000 m/z 55.10 88.47%
29 125
0 L 7 ‘ “ ) 1?4 196 224 2512§9 320
T T e e e e e e I L e IS A e
m/z--> 50 100 150 200 250 300 350 .
Abundance 14.20 14.40 14 60 14. 80
55 83 m/z 97.10 88.26%
29 R R R R e
139 167 266 14.20 14.40 14.60 14.80
ol W floa ) oo0f 196 238 60 294 m/z 43.10 81.47%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
83
5000 11 14.20 14.40 14.60 14.80
29
“h139 163182 210 557055 356
T T
m@—BF0607165M Tuem0un ﬂﬂ016 53026 2816 300 350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 11 Supraene Concentration Rank 19

82

R.T. EstConc Area Relative to ISTD R.T.
1480 2.60ng 84700  Perylene-di2 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraere 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91

3 trans-Farnesol
4 2.6.10-Dodecatrie

n-1-ol. 3.7.11-...

222 C15H260
264 C17H2802

5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240

000106-28-5 78
004128-17-0 72
125529-10-4 72

m/z 69.10 100.00%

%

14.40 14.60 14.80 15.00 15.20

m/z 81.10 54 .23%

-

14.40 14.60 14.80 15.00 15.20

m/z 41.10 20.20%

-

14. 40 14 60 14. 80 15. 00 15 20

m/z 95.10 14 .99%

i

14.40 14.60 14.80 15.00 15.20

m/z 137.10 10.95%

%

14.40 14.60 14.80 15.00 15.20

Abundance Scan 1156 (14.800 min): BF087982.D (-1153) (-)
69
5000
41 95
A Y T - -
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000
41
95 137
0 L i | 116 ﬂ 163 191 217 245 273 299 341 367 410
....,. I B e e e e e B B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
5000, 4
95 37
0 161 191 217 273299 341 367 410
T T T T T T T T T T T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol
69
5000 41
93
136
oL 20 il ) 119 17 161 191 222
T — T T
m@—BF0607160M Tu@ Junﬂl4 26T53257 20@6 350 400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 12 Triacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.05 5.08 ng 165751 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1178 (15.051 min): BF087982.D (-1175) (-) m/z 57.10 100.00%
57
85
5000
' 14.80 15.00 15.20 15.40
r13lm_ m/z 71.10 75.08%
o L) I] | 169 197 225 252
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57
" 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 56.55%
o2, u‘h‘d L ‘ ‘ ‘1§9‘197 225 253 281 309 337 365 393 422
m/z--> éo 100 150 260 2éo 360 3%0 460 e
Abundance 14'80 15.00 15.20 15.40
57 m/z 43.10 54 _.86%
85
5000
29 " 14.80 15.00 15.20 15.40
141 : : : :
Ol b b 4 [ 7 100 107 225253 296 m/z 55.10 23.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 " 14.80 15.00 15.20 15.40
29 113 141
e 169 197 225 _ 267 295 365 393
SR N N B | S e L e
82%@—8F0607160M TL® Junm14 ZB 53%@8 ZDQG 350 400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 13 Oxirane, hexadecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.59 2.90 ng 94527 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 83
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 83
4 Heptadecanal 254 C17H340 1000376-70-0 64
5 Hexadecanal 240 C16H320 000629-80-1 64
Abundance Scan 1225 (15.588 min): BF087982.D (-1222) (-) m/z 57.10 100.00%
g7
43 82

.

5000
15.20 15.40 15.60 15.80 16.00
138 155169 103 217231 283 m/z 43.10 80.61%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-

.

15.20 15.40 15.60 15.80 16.00
m/z 82.10 80.51%

5000
124
138
15 152166180194 211 236250 268
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 e
Abundance 15.20 15.40 15.60 15.80 16.00
4357 82 m/z 55.10 62.19%
96
5000
29
M2, o0 250 15.20 15.40 15.60 15.80 16.00
152166180194208222 ' : : : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
43 82

96

15.20 15.40 15.60 15.80 16.00

5000

29
110

124138

ol il 152166180194208222236250264 2g>
TTTprrrrprTT
82mME-BF060201 640M Goues0Juno 120 160 360: 280 2001 820 240 260 280
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82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 14 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.81 6.91 ng 225234 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 1244 (15.805 min): BF087982.D (-1241) (-) m/z 57.10 100.00%

57
85
5000

15.40 15.60 15.80 16.00 16.20
m/z 71.10 73.16%

0 Il { .1141 169 197 221299 265
...||| T LIS R B B L R L L L LB B

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

i

Abundance #141426: Heneicosane
P 15.40 15.60 15.80 16.00 16.20
5000 m/z 43.10 55.11%
T T e ¢JJLN$
.... L e
m/z--> 100 150 200 250 300 350 R
Abundance 1540 15.60 15.80 16.00 16.20
57 m/z 85.10 54 _.04%
- i MJ\’\—A
et
29 113 141 160 9 36 15.40 15.60 15.80 16.00 16.20
Ol R0 197 225 258 29 323 367 1 "m/z  55.10  21.54%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 a5 15.40 15.60 15.80 16.00 16.20
29 113
0 | i | 169 197 225 253 281 309 338
SRS S P ! e ; e e
me-BFO6071650M Tuéoun xw 16 SB 3025016 am 350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 15 unknownl6.77 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.25 ng 73478 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. ethenvl ester 310 C20H3802 000111-63-7 47
2 Palmitic acid vinvl ester 282 C18H3402 000693-38-9 35
3 16-Hexadecanovl hvdrazide 270 C16H34N20 002619-88-7 35
4 Stearic acid hvdrazide 298 C18H38N20 004130-54-5 14
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 14
Abundance Scan 1328 (16.765 min): BF087982.D (-1324) (-) m/z 43.10 100.00%
/71
5000 255
LU U I
127 175 213 16.40 16.60 16.80 17.00
| 192517 194 283 m/z 57.10 96.96%
O
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #153147: Octadecanoic acid, ethenyl ester
57
& 239 LN U I
16.40 16.60 16.80 17.00
5000 m/z 71.10 93.52%
4
211
123
o 8 Lo U] 137 155 177193 \\N_V,/\\w,$}\/\qv“A\A—“xv,
m/z--> ﬁo 46 éo éo 100 120 140 160 180 200 220 240 260 280 N ——
Abundance 1640 16.60 16.80 17.00
57 m/z 239.20 79.70%
239
71
5000 al
° 16,40 16.60 16.80 17.00
123 . . . )
0k 15 et 165183 21 264 | "m/z 55.10  58.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119244: 16-Hexadecanoy! hydrazide
3P
5000 16.40 16.60 16.80 17.00
57 74
‘ 95 239
I .M.‘.,....,.1.1.1.,..%?,7.1.?.2,.1.7.1.,..1.9.4,...?,2.1...',..2.??.27.0.,....
82&0—8F0602Q64M quesQJupd 120 14): E®:-BD 0140 240 260 280 Page: 15




Data Path
Data File

Aca On

Operator

Sample
Misc
ALS Vial

Library Search Compound Report

> Z:\HPCHEMI\BNA F\DATA\BF061316\
: BF0O87982.D

: 13 Jun 2016 14:37

: UM/SJ

: H3449-07

8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 16 1,1,4a-Trimethyl-5,6-dimeth...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.88 5.08 ng 165824 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24
2 Guaia-3.9-diene 204 C15H24
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24
4 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24
5 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 Cl15H24

1000193-60-8 70
000489-83-8 53
1000140-07-7 50
137235-51-9 49
000560-32-7 49

Abundance Scan 1338 (16.880 min): BF087982.D (-1335) (-)
204
135
69
5000 o5 189
119 269 301
41
167 316
p0 221
241 285
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
91
41 107 1% 189
5000 161
69
Ot 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
105 135 161
204
41
5000 189
81
65 120
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000
95 123 161
41 79 189
0 ! L
82M@-BFOB074®% .60 BAell0urdo 140 16: 5B B2 22024 260 280 300 320

m/z 204.20 100.00%

16.60 16.80 17.00 17.20

m/z 135.10 66 .95%

%

16.60 16.80 17.00 17.20

m/z 121.10 60.75%

%

T T T T
16.60 16.80 17.00 17.20

m/z 133.10 52.81%

%

16.60 16.80 17.00 17.20

m/z 69.10 48 .09%

?

16.60 16.80 17.00 17.20
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82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 17 unknownl7.28 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.28 4.82 ng 157154 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ledene oxide-(11) 220 C15H240 1000159-36-7 14
2 4.5-di-epi-aristolochene 204 C15H24 1000374-17-1 11
3 .alpha.-vlanaene 204 C15H24 1000374-19-0 10
4 Strophanthidol. 3.19-diacetate 490 C27H3808 083349-11-5 10
5 1H-Pyrrole-1-carboxylic acid, 2-... 329 C15H24BrNO2 168106-33-0 10
Abundance Scan 1373 (17.280 min): BF087982.D (-1369) (-) m/z 43.10 100.00%
43
5000
17.00 17.20 17.40 17.60
m/z 105.05 57 .54%
oL
m/z--> 50 100 150 200 250 300 350 400
Abundance #77521: Ledene oxide-(ll)
43
17.00 17.20 17.40 17.60
5000 m/z 145.05 54 .04%
il | \N/\\ﬂn,wAfn//\\x”ﬂanfvuxf
202
0:‘: J‘U ‘Hl?a “:::: — T T
m/z--> 150 200 250 300 350 400 N
Abundance 17.00 17.20 17.40 17.60
105 m/z 91.05 50.59%
5000 \4/\\ANNJWJ\J/\\vwbx“/QA\h,,f
41
® 133 161 LA BURRUE DR IR B
189 17.00 17.20 17.40 17.60
ob— bbb bbb b o 0 m/z 57.05 50.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64307: .alpha.-ylangene
105
41 LA SRR BRSURAL IR B
5000 161 17.00 17.20 17.40 17.60
77
[ 133 204
ol— Il‘wlxxlil J\lmtltl\; N ——— e
7@-BF060756 .M Tk JL’LE\O 14 206: 532533 281![)6 350 400
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82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 18 unknownl18.02 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.02 2.74 ng 89320 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaiverbenone 218 C15H220 064180-68-3 45
2 3.7-Cvclodecadien-1-one. 3.7-dim... 218 C15H220 006902-91-6 18
3 1.3-Cvclopentadiene. 2.3.4.5-tet... 190 C14H22 1000161-28-7 18
4 Pvrazine. 2.5-diethvl- 136 C8H12N2 013238-84-1 18
5 cis-2-(2-Pentenyl)furan 136 C9H120 070424-13-4 11
Abundance Scan 1438 (18.023 min): BF087982.D (-1434) (-) m/z 121.05 100.00%
55 57 g1 95107 121 135148 203
189
39 173 218
5000
161 IR SR SUNN SRR B
17.80 18.00 18.20 18.40
| | h | m/z 107.10 96.03%
0 SRS | § ME K B |'|||||||||||||'||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75885: Longiverbenone
148
135 17.80 18.00 18.20 18.40
121 /z 135.10 95.65%
5000 41 g1 108 161 m/z - -65%
55 69 175 218
203
27
0 T I‘I R |‘Ml‘| |%|?u ’ l“l\ i ‘: ‘l‘ l ‘; il ‘: i l T }?9.. e "l —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 o
Abundance 17.80 18.00 18 20 1840
107 m/z 203.10 92.63%
135
67
41
5000
53 91
27 79 121 175 o1
147 17.80 18.00 18.20 18.40
203
O iy TOL L 190FS L Tm/z 122.10  91.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53198: 1,3-Cyclopentadiene, 2,3,4,5-tetramethyl-1-(4-pent...
135
121
5000 41 o1 107 17.80 18.00 18.20 18.40
175 190
27 55
Ll L
0,...@&.&.‘“ M n H\HH .“.M.}?ﬂ.w.ﬂnl.”.,”
me-BFO®07160M Tae Jnn xm 16&53@@4 D16180 200 220
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82M2-BFO60P160M 80uel0guirr0 1101 0538030 (R2G 240 260 280

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 19 unknownl18.21 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.21 3.98 ng 129670 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 46
2 Testosterone 288 C19H2802 000058-22-0 46
3 Atropine 289 C17H23N03 000051-55-8 22
4 Pvrazine. 2-methoxv-3-(2-methvlp... 166 C9H14N20 024683-00-9 22
5 Thiophene-2-sulfonic acid, (3-fl... 271 C11H10FNO2S2 1000311-21-1 22

Abundance Scan 1454 (18.206 min): BF087982.D (-1450) (-) m/z 124.10 100.00%

124

5000

17.80 18.00 18.20 18.40 18.60
m/z 43.10 51.12%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 J\/\\A/\/\_AVM\(\/\A
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
17.80 18.00 18.20 18.40 18.60
5000 m/z 229.20 45 _.83%
288
St 109 147 246
164 187293 228 270
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 S I
Abundance 17.80 18.00 18.20 18.40 18.60
124 m/z 57.10 40.54%
T M
5000 n 246
#Mss T o
203 928 R ERREE B
165 1g5 270 17.80 18.00 18.20 18.40 18.60
O‘Wmmm—rqﬂwm m/z 55.10 38.62%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #135263: Atropine
124
5000 17.80 18.00 18.20 18.40 18.60
82
42 67 289
T P | M0 207 272 =
Ot bt b RO T 20 AR
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82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087982.D

Aca On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample = H3449-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 20 Cycloheptane, 4-methylene-1... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.27 15.55 ng 507172 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptane. 4-methvlene-1-meth... 204 C15H24 1000159-38-5 86
2 Caparratriene 206 C15H26 1000374-08-7 83
3 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 38
4 1-(2-PvridvDpiperazine 163 C9H13N3 034803-66-2 38
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 35
Abundance Scan 1547 (19.269 min): BF087982.D (-1540) (-) m/z 69.10 100.00%
I ‘,\/A_/—/\k
5000
329 LUNNLIL U U [ L R R R B B L B B |
440 19.00 19.20 19.40
3?7 m/z 95.10 94 .12%
o} —
m/z--> 50 100 150 200 250 300 350 400
Abundance #64459: Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-p...
107
41 g
19.00 19.20 19.40
5000 m/z 109.10 92 .56%
133 161
i ﬁ/\_f/\'\\h
0::‘:‘ |||’||\|||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 .
Abundance 19.00 19.20 19.40
41 69 95 m/z 107.10 92 .38%
121
5000
163
191 RN BURELSUN BURILSUN DU
19.00 19.20 19.40
O e T T e L S A e m/z 93.10 83.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90905: (-)-Isolongifolol, methyl ether
L U BN U
5000 19.00 19.20 19.40
0‘
mE-BFO060716QM T Jupfo 142006 :53036 R016350 400
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061316\

Data File : BF087982.D

Acg On : 13 Jun 2016 14:37

Operator : UM/SJ

Sample - H3449-07 19-VE-PILE-WALL(0-2
Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]|
Propane, 1,1-dime... 2.02 5.9 ng 197209 1 6.79 671583 20.0
2-Pentanone, 4-hy... 4 .97 7.2 ng 240664 1 6.79 671583 20.0
unknown6 .56 6.56 69.9 ng 2346800 1 6.79 671583 20.0
n-Hexadecanoic acid 11.85 5.5 ng 257567 4 11.31 940836 20.0
Hexadecanoic acid... 12.73 3.2 ng 115727 5 13.94 727365 20.0
1-Heneicosanol 13.82 7.5 ng 273559 5 13.94 727365 20.0
Trifluoroacetoxy ... 14.46 6.3 ng 230537 5 13.94 727365 20.0
Supraene 14.80 2.6 ng 84700 6 15.36 652377 20.0
Triacontane 15.05 5.1 ng 165751 6 15.36 652377 20.0
Oxirane, hexadecyl- 15.59 2.9 ng 94527 6 15.36 652377 20.0
Heneicosane 15.81 6.9 ng 225234 6 15.36 652377 20.0
unknownl16.77 16.77 2.3 ng 73478 6 15.36 652377 20.0
1,1,4a-Trimethyl-_.. 16.88 5.1 ng 165824 6 15.36 652377 20.0
unknownl7.28 17.28 4.8 ng 157154 6 15.36 652377 20.0
unknown18.02 18.02 2.7 ng 89320 6 15.36 652377 20.0
unknownl18.21 18.21 4.0 ng 129670 6 15.36 652377 20.0
Cycloheptane, 4-m... 19.27 15.6 ng 507172 6 15.36 652377 20.0
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