LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\

Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

3?22'6 i H1776-04 170TH-SB-13(0.5-1.0
ALS Vial : 42 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-BF031516.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 5.087 243 245 254 rBvY 67415 95387 2.37% 0.252%
2 5.487 276 280 282 rBV 2939699 4023698 100.00% 10.627%
3 6.516 367 370 372 rBV 3110042 4011110 99.69% 10.594%
4 6.642 379 381 384 rBV 3036961 3782132 94.00% 9.989%
5 6.870 399 401 404 rBVY 765544 820224 20.38% 2.166%
6 7.030 412 415 418 rBvV 2877404 2888711 71.79% 7.630%
7 7.442 448 451 453 rBV 2333436 2466563 61.30% 6.515%
8 7.533 456 459 462 rVvV 75575 118075 2.93% 0.312%
9 7.887 486 490 495 rVB3 26709 40700 1.01% 0.107%
10 8.162 511 514 516 rBV 1239418 1088646 27.06% 2.875%

11 9.236 605 608 611 rBV 3221587 3611910 89.77% 9.540%
12 9.636 640 643 644 rBvV 728395 788761 19.60% 2.083%

13 9.853 659 662 664 rvVB 64859 77284 1.92% 0.204%
14 9.911 665 667 670 rvB 818342 1052841 26.17% 2.781%
15 10.322 701 703 704 rBV 41511 40923 1.02% 0.108%

16 10.345 704 705 707 rVB 139880 117835 2.93% 0.311%
17 10.562 721 724 728 rBV 46561 84982 2.11% 0.224%
18 10.711 733 737 739 rBV2 1724123 2442005 60.69% 6.450%
19 10.825 745 747 751 rBV 100255 180608 4._.49% 0.477%

20 11.008 761 763 767 rBvV2 26605 52167 1.30% 0.138%
21 11.271 784 786 787 rBV 95810 92949 2.31% 0.245%
22 11.396 795 797 801 rBV 1116406 1049084 26.07% 2.771%
23 11.694 821 823 825 rBV 52901 44324 1.10% 0.117%
24 11.922 842 843 845 rBv2 222537 271274 6.74% 0.716%
25 11.956 845 846 849 rVB 47352 51082 1.27% 0.135%
26 12.105 857 859 863 rBvV3 20301 40901 1.02% 0.108%

27 12.608 901 903 905 rBV 117489 120389 2.99% 0.318%
28 12.711 910 912 918 rBV 177259 225167 5.60% 0.595%
29 12.802 918 920 922 rBV 191653 197374 4.91% 0.521%

30 12.836 922 923 924 rVB 85362 59084 1.47% 0.156%
31 12.882 924 927 929 rVB2 31829 50920 1.27% 0.134%
32 12.985 933 936 938 rBV 2994997 2714259 67.46% 7.169%
33 13.454 976 977 979 rVB 78807 64015 1.59% 0.169%

34 13.511 980 982 984 rBV 133798 120485 2.99% 0.318%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\

Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

3?22'6 i H1776-04 170TH-SB-13(0.5-1.0
ALS Vial : 42 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
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF031516.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.877 1012 1014 1018 rBV2 159567 223989 5.57% 0.592%

36 14.014 1024 1026 1030 rBV2 840394 1611497 40.05% 4._.256%

37 14.197 1040 1042 1044 rBV 53769 65204 1.62% 0.172%
38 14.242 1044 1046 1049 rVB 77810 127450 3.17% 0.337%
39 14.391 1057 1059 1061 rBV 53382 57951 1.44% 0.153%

40 14.505 1067 1069 1072 rBV 100150 141357 3.51% 0.373%

41 14.665 1081 1083 1085 rVB 68730 82549 2.05% 0.218%
42 14.780 1092 1093 1097 rBV2 124233 248087 6.17% 0.655%
43 14.882 1099 1102 1105 rVB2 79725 119728 2.98% 0.316%
44 15.054 1115 1117 1121 rBVY 57709 124225 3.09% 0.328%
45 15.134 1121 1124 1125 rBVY 110549 135519 3.37% 0.358%

46 15.408 1146 1148 1151 rBV 29439 41905 1.04% 0.111%
47 15.465 1151 1153 1163 rVB 517381 870018 21.62% 2.298%
48 15.694 1170 1173 1175 rBV 37495 55739 1.39% 0.147%
49 15.923 1190 1193 1195 rBV 54916 94793 2.36% 0.250%

50 15.968 1195 1197 1202 rVV 57636 102098 2.54% 0.270%

51 16.060 1203 1205 1210 rVB4 56080 107258 2.67% 0.283%

52 16.403 1232 1235 1238 rBV 36754 68096 1.69% 0.180%
53 16.883 1274 1277 1282 rVB2 35631 81527 2.03% 0.215%
54 16.974 1282 1285 1288 rVV 23203 47928 1.19% 0.127%
55 17.043 1288 1291 1295 rVB3 32653 69945 1.74% 0.185%
56 17.443 1323 1326 1331 rVV5 42703 120655 3.00% 0.319%
57 17.648 1340 1344 1350 rVB2 31583 99171 2.46% 0.262%
58 17.877 1362 1364 1368 rVB 27237 57586 1.43% 0.152%

59 18.437 1409 1413 1419 rVB5 33343 105412 2.62% 0.278%
60 19.443 1498 1501 1508 rVB4 39594 115886 2.88% 0.306%

Sum of corrected areas: 37861442
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085522.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 17

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

5.09 2.33 ng 95387 1,4-Dichlorobenzene-d4 6.87
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 25
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 14
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 245 (5.087 min): BF085522.D (-243) (-) m/z 43.10 100.00%
43
59
5000
83 480 5.00 5.20 5.40
m/z 59.10 59.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R N LN LS L
59 480 500 520 5.40
m/z 101.10 23.84%
15 4 101
ol 51 83
miz> 10 20 30 4 £ 65 70 85 90 100 140 120 130 140 180 180
Abundance
59
480 500 520 540
5000 M m/z 58.10 18.15%
68
50 126 14
TWWTHWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8—methy|— L L L L L B
59 480 5.00 520 5.40
m/z 41.10 10.19%
5000
43
"W"“I"”I"“I'”'I'Mll'”éﬁ”"ﬁ?'ﬁ"?ﬁ"”I'”'}%?'P"%4}"P'%ﬁq"' IR SRR SRR RS f3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 unknown6.64 Concentration Rank 1

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

6.64 92.22 ng 3782130 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 381 (6.642 min): BF085522.D (-379) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 % 640 660 6.80 7.00
54 104 : . . .
..,....,....,...:,"!.‘.‘7.,:.'..?%:.-.',..':.,..?‘.7,....,.'!..,.1.1:‘3.,...., b ' m/z 68.10 41.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U LRI IR R I
6.40 6.60 6.80 7.00
0,
31 4 Sﬁ 78 m/z 134.10 32.53%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 660 6.80 7.00
5000 m/z 66.10 26.74%
104
66
14 27 37 4451 5 T 89 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R e i R mas t
132 6.40 6.60 6.80 7.00
m/z 69.10 17 .24%
5000
33 44 o g7 105
o ss0 P Te | us |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.44 ng 180608 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
Abundance Scan 747 (10.825 min): BF085522.D (-745) (-) m/z 57.10 100.00%
g7
5000 8
113 10,60 10.80 11.00 11.20
3 140
,,I A a0 A e | W/Z 71.10 75.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82608: Heptadecane
57
85
5000 N U SULULN SN B
10,60 10.80 11.00 11.20
29 m/z 43.10 64 .23%
‘ I H‘1%3‘\141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
10,60 10.80 11.00 11.20
5000 85 m/z 85.10 51.76%
29

113 141 169 197 225 253 281 309 338

AU A R A SRS AN LA SRR LA SARAN RARAN LA RARAS LARE SARN SRR BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91035: Octadecane R e L
57 10.60 10.80 11.00 11.20
m/z 41.10 28.12%

5000 85

L MR 141 160 197 205 254

e A AR A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 60 10. 80 11. 00 11. 20

29 ‘
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.17 ng 271274 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 11
5 Tetradecane 198 C14H30 000629-59-4 11
Abundance Scan 843 (11.922 min): BF085522.D (-842) (-) m/z 73.05 100.00%
43 60 73
5000
P 129
8 L0 | 43157071 192 213, Lo 11.60 11.80 12.00 12.20
m/z 43.10 90.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid LL/\—AA
43
60 .4 Awmijﬁwj
5000 UL U SR SR RN
nmnmnmnm
m/z 60.05 88.19%
\\‘ \ H H\ }01;}5 \ 1431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 160 180 200 220 240 260
Abundance
60 73
ARBAR AR RS RS
43 11.60 11.80 12.00 12.20
5000 29 129 m/z 55.10 73.89%
87 15 oh 214
101 143 157 185
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid A
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 73.49%
- i M/W
e L i LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.71 4.29 ng 225167 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Undecanoic acid 186 C11H2202 000112-37-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38

Abundance Scan 912 (12.711 min): BF085522.D (-910) (-) m/z 73.05 100.00%

5000

12.40 12.60 12.80 13.00
m/z 43.10 86.97%

143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 73

5

5000

12.40 12.60 12.80 13.00
m/z 60.00 83.26%

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

73

43 R s A EEEEEEEEm
57 12.40 12.60 12.80 13.00

m/ 57.10 80.58%
5000 129 z 0

29 185 228
87 101115 | 143171
157

199513
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

i

Abundance #46617: Undecanoic acid L e
12.40 12.60 12.80 13.00
m/z 55.10 70.36%
N JA/\W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.45 ng 197374 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 45
4 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
Abundance Scan 920 (12.802 min): BF085522.D (-918) (-) m/z 56.10 100.00%
56
5000
73
129
3 o, 157 185 213 239257 12.40 12.60 12.80 13.00 13.20
e e m/z 57.10 56.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
I AAKJ
5000 SRR BRI SURLRR BRI B
29 73 12:40 12,60 12,80 13.00 13.20
m/z 43.10 40.97%
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 300
Abundance
56
1240 12.60 12.80 13.00 13.20
5000 m/z 41.10 37.26%
2 & 257
101 9 5 g5 213 239 283 312
R R AR RN R LA LA LARAS LA RARAS AR RARAN LR LRI EARAN LRI B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester B
57 12.40 12.60 12.80 13.00 13.20
m/z 55.10 32.26%
- 4( T JA/\M
257
18] H JH i m\ 1 ﬁ D 157 15 23 ‘ H 282 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12:40 12.60 12.80 13.00 13,20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Heptafluorobutanoic acid, h... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.88 2.78 ng 223989 Chrysene-di2 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 93
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 1014 (13.877 min): BF085522.D (-1012) (-) m/z 57.10 100.00%
43 97 83

5000

:

230 IIIIIIIIIIIIIIIIIIIIIII
125140154168182 202 13.60 13.80 14.00 14.20

m/z 43.10 84 .65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

43
83

-

13.60 13.80 14.00 14.20
m/z 83.10 81.40%

5000

106210 238 265 283
e

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

43 57

:

83 R B e
97 13.60 13.80 14.00 14.20

5000 m/z 55.10 74 _.02%
111

29
139153167181196 224

mm’wmmmwmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester T
3 13.60 13.80 14.00 14.20

m/z 69.10 72 .60%

:

5000

i5

29

1261401541681827 210 238252066 295
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.78 5.70 ng 248087 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 86
2 Octadecanamide 283 C18H37NO 000124-26-5 72
3 Decanamide- 171 C10H21NO 002319-29-1 64
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 2-Hydroxy-2-methylundec-5-en-3-one 198 C12H2202 1000191-46-2 38
Abundance Scan 1093 (14.780 min): BF085522.D (-1092) (-) m/z 59.10 100.00%
59
5000
43
8 97 11415 14.40 14.60 14.80 15.00
149 . : : :
170 191 218 249 273 7z 7210 73 07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59 s
5000
14.40 14.60 14.80 15.00
41 m/z 55.10 50.38%
27 \‘ Jd 1 & %ﬁ 114128 154170184198 220 233 264 281
m/z--> 26 4b eb éo 100 150 1&0 160 180 200 220 240 2éo 2éo
Abundance
59
14.40 14.60 14.80 1500
5000 m/z 43.10 33.91%
43
15 29 73 98 114128, ,5156170184198212226240254268283
wﬁmmwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36755: Decanamide- R REmEE e
59 14.40 14.60 14.80 15.00
m/z 41.10 33.86%
5000
43
86
Ll Y M 2Ll Y [ U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 1460 1480 15.00

8270-BF031516.M Fri Mar 18 16:56:10 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 unknownl4.88 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.88 2.75 ng 119728 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 45
2 Squalene 410 C30H50 007683-64-9 38
3 4-Pyridinecarboxaldehyde, 3-hydr... 167 C8H9NO3 000066-72-8 38
4 Phthalic acid, monocyclohexyl ester 248 C14H1604 007517-36-4 35
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl1l4H24 062951-96-6 30

Abundance Scan 1102 (14.882 min): BF085522.D (-1099) (-) m/z 69.10 100.00%

69

149

%

5000

14.60 14.80 15.00 15.20
m/z 149.10  77.43%

77 204224 254 293 341

m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LA L L L L L L L
a1 14.60 14.80 15.00 15.20
137 m/z 81.10 50.60%
95
L ! “‘ 17 | 161 191 217 244 273 299 341 367 410
T e e o B L e o o o s e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R EAEEEEEE S mEE
14.60 14.80 15.00 15.20
5000 m/z 167.10 25.82%
41

95 137
117 163 191 217 245 273 299 341 367 410

F

m/z--> 50 100 150 200 250 300 350 400
Abundance #34195: 4-Pyridinecarboxaldehyde, 3-hydroxy-5-(hydroxymeth... T
149 14.60 14.80 15.00 15.20
m/z 41.10 21.73%
- T LJ\M
51 93 ‘ ‘
T S N S —
m/z--> 50 100 150 200 250 300 350 400 14.60 14. 80 15. 00 15 20

8270-BF031516.M Fri Mar 18 16:56:11 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.13 3.12 ng 135519 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
5 Nonacosane 408 C29H60 000630-03-5 87

Abundance Scan 1124 (15.134 min): BF085522.D (-1121) (-) m/z 57.10 100.00%

57
85
5000

113

141 16999211 237 268 14.80 15.00 15.20 15.40
e 0 T m/z 71.10 78.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99477: Nonadecane

3

5000 85 ll|llllllllllllllll|
14.80 15.00 15.20 15.40
m/z 85.10 59.06%
29 13
] L B B e e o e B B ML B o i o o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
T T T

85 14.80 15.00 15.20 15.40

5000 m/z 43.10 58.62%
29 113
141 169 197 225 253 296 wv~j«~“/vvp~A\A~hhAvAAk~\
R T T e I
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane AN B B
57 14.80 15.00 15.20 15.40
m/z 99.10 22 .80%
5000 85
13 149
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
A 1 A i S A e e e e R L UL L B e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF031516.M Fri Mar 18 16:56:12 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 14 Pentacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.18 ng 94793 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
4 Triacontane 422 C30H62 000638-68-6 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 1193 (15.923 min): BF085522.D (-1190) (-) m/z 57.10 100.00%
g7
85
5000

15.60 15.80 16.00 16.20

b I] L 3470 183 21 269

...3.,-|. o i S — m/z 71.10 82.58%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57
5000 85 TT [T T I T [T T T T[T T T T[T TTT]

15.60 15.80 16.00 16.20
m/z 85.10 62.78%

113
2] L4y [ M 1890g9 211 239 267 205 33 352
e e
miz--> 50 100 150 200 250 300 350
Abundance
57
A wha
g5 15.60 15.80 16.00 16.20
5000 m/z 43.10 53.48%
29 113
141 169 197 225 253 296
T T T [T
miz--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl- R R mEEE
57 15.60 15.80 16.00 16.20
m/z 55.10 22 .00%
5000 85
113 239
3 “.\ T 4L 189 197 Y 267 204 323 352
A A Il
miz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF031516.M Fri Mar 18 16:56:12 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 unknownl5.97 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.35 ng 102098 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 43
2 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 38
3 Cyclohexane carboxylic acid hydr... 142 C7H14N20 038941-47-8 27
4 Cyclohexane, 1l-methyl-2-propyl- 140 C10H20 004291-79-6 25
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 25

Abundance Scan 1197 (15.968 min): BF085522.D (-1195) (-) m/z 83.10 100.00%

57

-

5000

15.60 15.80 16.00 16.20
m/z 97.10 74.78%

139157 181 ,0a 232

263 pg1297

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137330: 1-Heneicosyl formate
57 83

g

15.60 15.80 16.00 16.20
m/z 57.10 69.43%

5000 a1

167 196 222 266 294 320340

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

.

57

83 L e BB e e
15.60 15.80 16.00 16.20

5000{ 41 111 m/z 69.10 61.48%

139

?

167 196 224 253271289 307303
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #18775: Cyclohexane carboxylic acid hydrazide R e EEaE L
83 15.60 15.80 16.00 16.20
55 m/z 43.10 57.78%
5000
111
‘ 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 60 15. 80 16 00 16.20

8270-BF031516.M Fri Mar 18 16:56:13 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 16 unknownl6.06 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.06 2.47 ng 107258 Perylene-di12 15.47

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1R,4S,7S,11R-2,2,4,8-Tetramethyl ... 204 C15H24 1000140-07-6 25
2 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 22

3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 18
4 2-Methylthio-1,4-naphthoquinone 204 C11H802S 026037-60-5 15

5 4-Phosphacyclopentene, 4-mesityl- 204 C13H17P 214605-01-3 14
Abundance Scan 1205 (16.060 min): BF085522.D (-1203) (-) m/z 204.20 100.00%

204 271
133
69 95 109
5000 55 149 189 218 286
257
41 175 231

15.80 16.00 16.20 16.40
m/z 271.30 80.19%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58778: 1R,4S,7S,11R-2,2,4,8-Tetramethyltricyclo[5.3.1.0(4...
109 4

5000

A
15.80 16.00 16.20 16.40
m/z 133.10 67.93%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
133 189204
R B e A B
a 15.80 16.00 16.20 16.40
5000 55 19 | 147 161 m/z 95.10 59.02%
91 105 175
77
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... R B A B
161 204 15.80 16.00 16.20 16.40
41 m/z 109.10 57.30%
5000 55 93107 135

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16 00 16 20 16. 40

8270-BF031516.M Fri Mar 18 16:56:14 2016 Page: 16



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 unknownl7.44 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.44 2.77 ng 120655 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 45
2 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 40
3 Ledene oxide-(11) 220 C15H240 1000159-36-7 38
4 Strophanthidol, 3,19-diacetate 490 C27H3808 083349-11-5 16
5 Clionasterol acetate 456 C31H5202 004651-54-1 16

Abundance Scan 1326 (17.443 min): BF085522.D (-1323) (-) m/z 43.10 100.00%
43
145
o1 105
5000 173 213 255 303
329 414 ——
9 | | | | 17.20 17.40 17.60 17.80
gl e L L T e et m/z 145.10 72.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155644: Stigmastan-3,5-diene
43
396
5000 URELL SURLLE IR I S
17,20 17.40 17.60 17.80
105 147 m/z 105.10 57.79%
\ H I \‘m H\ H‘ 125 ‘H | 173193213234255 288 354 | |
m/z--> 150 200 250 300 350 400
Abundance
43
17.20 17.40 17.60 17.80
5000 m/z 57.10 56.23%
81 368
107
145 329 414
173193213 247 275 301
mz-> 50 100 150 200 250 300 350 400
Abundance #69480: Ledene oxide-(I1) e RARREEE RS
43 17.20 17.40 17.60 17.80
m/z 119.10 55.26%
5000
g9 91 159
131
202
A IJtlx‘l J}“LUILL?‘VIQI h:i:: ——rT T s B
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF031516.M Fri Mar 18 16:56:15 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.65 2.28 ng 99171 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane, 3-methyl- 310 C22H46 006418-47-9 64
3 Tetracosane 338 C24H50 000646-31-1 64
4 Octacosane 394 C28H58 000630-02-4 62
5 Nonacosane 408 C29H60 000630-03-5 59

Abundance Scan 1344 (17.648 min): BF085522.D (-1340) (-) m/z 57.10 100.00%

g7

:

5000

—
1271155171 195 218 282 17.40 17.60 17.80 18.00

m/z 71.10 75.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107655: Eicosane
57
85
5000 UL BRI BURBURER UL B
4 17.40 17.60 17. 80 18 00

m/z 85.10 59.24%

141
1 ‘ | ‘ H\ | ‘169 197 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance
57
I e R REREE
17.40 17.60 17.80 18.00
5000{ 41 85 m/z 43.10 44.69%
281
113

B R B L L L L L L R R R RN R E AR RRL R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #136479: Tetracosane R AR REREE R S

57 17.40 17.60 17.80 18.00

m/z 99.10 21.03%
5000 85
4
113
141 169
B o -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.40 17.60 17.80 18.00

8270-BF031516.M Fri Mar 18 16:56:15 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 20 unknownl19.44 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.44 2.66 ng 115886 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 25
2 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H200 211563-96-1 22
3 6-1sopropenyl-4,8a-dimethyl-4a,5. .. 218 C15H220 086917-79-5 22
4 4a,5,6,7,8,8a,10,10a-0Octahydro-2... 207 C12H17NO2 1000194-96-9 22
5 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 22
Abundance Scan 1501 (19.443 min): BF085522.D (-1498) (-) m/z 95.10 100.00%

L

5000

19.IOO 19.20 19.40
m/z 109.10  91.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan

!

19.IOO 19.I20 19.I4O
m/z 69.10  76.26%

5000

L

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

Abundance
123
I e e e e e o
43 19.00 19.20 19.40
5000 m/z 123.10 75.88%
67 95 165
138 180

mwmwmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #68220: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr... i B e
19.00 19.20 19.40
m/z 81.10 62.21%

5000

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40

8270-BF031516.M Fri Mar 18 16:56:16 2016 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085522.D

Acq On : 18 Mar 2016 6:40

Operator : UM/SJ

Sample : H1776-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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... 5.09 2.3 ng 95387 1 6.87 820224 20.0
unknown6 .64 6.64 92.2 ng 3782130 1 6.87 820224 20.0
Heptadecane 10.82 3.4 ng 180608 4 11.40 1049080 20.0
n-Hexadecanoic acid 11.92 5.2 ng 271274 4 11.40 1049080 20.0
Pentadecanoic acid 12.71 4.3 ng 225167 4 11.40 1049080 20.0
Hexadecanoic acid... 12.80 2.5 ng 197374 5 14.04 1611500 20.0
Heptafluorobutano... 13.88 2.8 ng 223989 5 14.04 1611500 20.0
9-Octadecenamide, ... 14.78 5.7 ng 248087 6 15.47 870018 20.0
unknownl14 .88 14.88 2.8 ng 119728 6 15.47 870018 20.0
Nonadecane 15.13 3.1 ng 135519 6 15.47 870018 20.0
Pentacosane 15.92 2.2 ng 94793 6 15.47 870018 20.0
unknownl15.97 15.97 2.4 ng 102098 6 15.47 870018 20.0
unknownl16 .06 16.06 2.5 ng 107258 6 15.47 870018 20.0
unknownl7 .44 17.44 2.8 ng 120655 6 15.47 870018 20.0
Eicosane 17.65 2.3 ng 99171 6 15.47 870018 20.0
unknown19.44 19.44 2.7 ng 115886 6 15.47 870018 20.0
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