LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 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-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 height area % max. total
1 1.724 10 12 57 rvB 1198249 2752935 100.00% 11.728%
2 4.730 273 275 299 rBV 202783 420872 15.29% 1.793%
3 5.199 314 316 345 rBVY 858961 1732543 62.93% 7.381%
4 5.587 348 350 356 rvB 21994 27603 1.00% 0.118%
5 5.839 369 372 374 rBY 39158 34552 1.26% 0.147%
6 6.273 407 410 416 rVV 1022317 1702271 61.83% 7.252%
7 6.364 416 418 429 rVB 1347667 1775264 64.49% 7.563%
8 6.593 436 438 444 rBV 417637 459574 16.69% 1.958%
9 6.753 448 452 454 rBV2 1151875 2111930 76.72% 8.997%
10 7.165 486 488 496 rBV 853609 1042513 37.87% 4.441%
11 7.587 522 525 531 rBV3 15234 32999 1.20% 0.141%
12 7.885 548 551 554 rBY 519435 640295 23.26% 2.728%
13 7.942 554 556 559 rvB 26939 34248 1.24% 0.146%

14 8.959 642 645 648 rBV 2104042 2029913 73.74% 8.648%
15 9.359 678 680 687 rvB 218334 207449 7.54% 0.884%

16 9.622 701 703 706 rBV 547207 680645 24.72% 2.900%
17 10.411 770 772 775 rBV2 781446 1126326 40.91% 4._.798%

18 10.536 781 783 788 rVB 37672 45771 1.66% 0.195%
19 10.982 820 822 824 rBV 38063 35867 1.30% 0.153%
20 11.108 831 833 835 rBvV 522375 647310 23.51% 2.758%
21 11.405 857 859 862 rBv2 27343 34464 1.25% 0.147%
22 11.656 878 881 888 rvB4 31647 99706 3.62% 0.425%
23 12.034 913 914 916 rVB 48140 50196 1.82% 0.214%
24 12.159 923 925 927 rBV3 41169 46033 1.67% 0.196%
25 12.228 930 931 933 rBV 32087 44433 1.61% 0.189%
26 12.319 937 939 940 rBV 48448 73861 2.68% 0.315%
27 12.514 954 956 957 rvv 80850 80828 2.94% 0.344%
28 12.537 957 958 965 rVB 44480 87218 3.17% 0.372%
29 12.685 968 971 973 rVvV 1683902 1709168 62.09% 7.282%
30 12.719 973 974 976 rVB 78964 56935 2.07% 0.243%
31 12.845 983 985 989 rVvB3 18494 37150 1.35% 0.158%
32 12.925 989 992 995 rBv4 33768 77030 2.80% 0.328%
33 12.982 995 997 1001 rvB2 38148 49107 1.78% 0.209%
34 13.097 1004 1007 1009 rBV 62945 95441 3.47% 0.407%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.177 1012 1014 1016 rBV2 16363 30570 1.11% 0.130%
36 13.257 1019 1021 1023 rBV3 16508 31206 1.13% 0.133%
37 13.382 1030 1032 1036 rBV3 25851 36759 1.34% 0.157%
38 13.474 1036 1040 1042 rBV3 22184 52576 1.91% 0.224%
39 13.542 1044 1046 1048 rVv2 27661 43297 1.57% 0.184%

40 13.588 1048 1050 1057 rVv2 141922 238706 8.67% 1.017%

41 13.725 1060 1062 1067 rVB 371971 596618 21.67% 2.542%

42 13.908 1075 1078 1081 rBV2 43212 72457 2.63% 0.309%
43 14.022 1086 1088 1091 rVB3 21554 37333 1.36% 0.159%
44 14.228 1102 1106 1108 rBV2 72551 146449 5.32% 0.624%
45 14.560 1133 1135 1138 rBV2 20136 32222 1.17% 0.137%
46 14.628 1139 1141 1144 rVB 46269 47627 1.73% 0.203%
47 14.731 1148 1150 1153 rVV 23748 47055 1.71% 0.200%
48 14.788 1153 1155 1157 rVV 124211 146625 5.33% 0.625%
49 14.822 1157 1158 1164 rVB2 51447 69278 2.52% 0.295%
50 14.937 1166 1168 1171 rVB2 19756 27659 1.00% 0.118%

51 15.085 1179 1181 1185 rBV 300334 437185 15.88% 1.863%
52 15.268 1195 1197 1199 rBV3 23684 36282 1.32% 0.155%
53 15.463 1212 1214 1217 rBV 75246 115042 4.18% 0.490%
54 15.520 1217 1219 1221 rVV 72485 114279 4._.15% 0.487%

55 15.588 1222 1225 1228 rVB3 45845 84491 3.07% 0.360%
56 16.125 1269 1272 1274 rBV2 22991 44100 1.60% 0.188%
57 16.365 1290 1293 1295 rBV2 28274 60711 2.21% 0.259%

58 16.548 1304 1309 1315 rVB3 52145 153330 5.57% 0.653%
59 16.777 1325 1329 1335 rBvV4 87694 241498 8.77% 1.029%

60 17.028 1348 1351 1354 rBV2 36878 93343 3.39% 0.398%

61 17.348 1377 1379 1383 rVB2 19239 37710 1.37% 0.161%

62 17.611 1397 1402 1406 rBV 88537 232939 8.46% 0.992%

63 18.457 1472 1476 1483 rVB6 26067 82860 3.01% 0.353%
Sum of corrected areas: 23472657
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF088306.D
2000000
1500000
6.36
1.72 6.75
6.2]
1000000
5.20 7.16
500000 6.59
4.73
f\/ {k 5.59 5.84 7.
o T e e e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088306.D
2000000 8,96
12.69
1500000
1000000
10.41
7.88 9.62 11.11
500000
9.36 13
94 \ [\ 10.54 10.9 11.4011.66 12.043B%3322: { HyepR138;
O i e e e e A L e e R R L e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088306.D
2000000
1500000
1000000
500000{ 13.73 15.09
5 )
04| | 1527133659 16.1316.326.5516:78 17 03 | o 17.61 18.46
O o B o e S T S e T T e T e B e B e e
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\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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-hydroxy-4-me... Concentration Rank 4

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

4.73 18.32 ng 420872 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 275 (4.730 min): BF088306.D (-273) (-) m/z 43.10 100.00%
43
59
5000
101 S WS
51 | 83 440 460 480 5.00
S 1 S U, m/z 59.10 67.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- K
43
5000 L L UL UL UL
59 440 460 480 500
m/z 101.10 26.43%
"'I'”'I'”'?%'”I"”I"wI"'W"'Wg?'ﬁg?'}ﬁ%"l'”'I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 500
5000 m/z 58.10 17.70%
101
15 58
28 69 84
wﬂmﬁwﬁmﬁmﬁwﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R A .
59 440 460 480 5.00
m/z 41.10 9.48%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I AR AR L LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown6.36 Concentration Rank 3

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

6.36 77.26 ng 1775260 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 418 (6.364 min): BF088306.D (-416) (-) m/z 132.00 100.00%
132
5000 68
96 SRR SR R I
40 54 8 06 6.00 6.20 6.40 6.60
e B m/z 68.10 41.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
m/z 134.00 32.28%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
6.00 6.0 640 660
5000 m/z 66.05 26 .89%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 16.87%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownll.66 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.66 3.08 ng 99706 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 47
2 n-Decanoic acid 172 C10H2002 000334-48-5 35
3 .alpha.-d-6,3-Furanose, methyl-_.._._. 192 C7H1206 1000149-62-6 14
4 _.alpha.-d-Riboside, 1-0-dodecyl- 318 C17H3405 1000154-76-8 14
5 _beta.-D-Glucopyranoside, methyl... 292 C14H2806 1000157-04-9 14
Abundance Scan 881 (11.656 min): BF088306.D (-878) (-) m/z 73.00 100.00%
7B
60
129
5000 A
| [ 43 11.40 11.60 11.80 12.00
”.,.”.,”.. kb, m/z 60.00 77 .90%
m/z--> 60 80 100 120 140 160 180 200
Abundance #61117: Dodecanoic acid
60 783
43
5000 R ISR UL BN B
29 129 11.40 11.60 11.80 12.00
157 200 m/z 43.10 65.07%
‘ “ ‘ lo1 1 143 ‘ 171
|.‘l..‘|‘.‘..l“.‘k‘. M‘ H\ |‘i| |‘||‘i‘|||||| ‘:18|3||||‘|||||
m/z--> 200 40 60 100 120 140 160 180 200
Abundance
60 73
| 11.40 11,60 11.80 12,00
5000 41 m/z 57.05 62.84Y%
129
29
18 87 o1 115 143 o 172
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54852: .alpha.-d-6,3-Furanose, methyl-.beta.-d-glucohexod... T
78 11.40 11.60 11.80 12.00
m/z 41.05 60.89%
60
5000
45 101
MH‘ \M“ I' Il”‘l|||||1|1|4.||]|-3|1|]|-4|.3||:|I-60||]|-7|5|]:9|1||||||| e e
m/z--> 60 100 120 140 160 180 200 11.40 11.60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl13.10 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.10 3.20 ng 95441 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 49
2 2-Cyclopentene-1-carboxylic acid... 154 C9H1402 006894-69-5 47
3 trans-1,2-Bis(bromomethyl)cycloh... 268 C8H14Br2 1000216-87-8 47
4 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 47
5 Allyltrivinylsilane 150 C9H14Si 115946-69-5 42
Abundance Scan 1007 (13.097 min): BF088306.D (-1004) (-) m/z 109.10 100.00%
109
5000
43 g7 81 R 12.80 13.00 13.20 13.40
163 : : : :
o 95 L P 183 183100 15 241256 | T S s,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10674: 6,6-Dimethylhepta-2,4-diene
109
5000 f\ AU NS BN B
67 124 12.80 13.00 13.20 13.40
a1 81 m/z 133.10 15.00%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
12.80 13.00 13.20 13.40
5000 m/z 81.10 11.18%
67
39 55 | 81 154
21 9 125139
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117742: trans-1,2-Bis(bromomethyl)cyclohexane R EEEmaEE S S

12.80 13.00 13.20 13.40
m/z 111.10 10.92%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 80 13. 00 13 20 13 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 n-Tetracosanol-1 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.23 4.91 ng 146449 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1106 (14.228 min): BF088306.D (-1102) (-) m/z 57.10 100.00%
g7
5000 LbJ\_ﬁ\JfLNJJjWRPA¥A\JWL.j\.»
1400 14.20 1440 14.60
m/z 83.10 98 .86%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 i LU BRI IS SR B
14.00 14.20 14.40 14.60
0 139 m/z 97.10 97 .39%
I \“ I i \‘h , 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance
57
8 HR AN AL IR B
14.00 14.20 14.40 14.60
5000 111 m/z 69.10 87 .53%
29
140 182 210 37255 306 Au_,j\ﬂindyjnkwAkd_JJJ\jkf—
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R EEEEEmEmEs m e
14.00 14.20 14.40 14.60
83 m/z 55.10 86.77%
29
\‘h139 163182 210 537255 356
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.79 6.71 ng 146625 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 1155 (14.788 min): BF088306.D (-1153) (-) m/z 57.10 100.00%
57
1 ﬂu—d&—A_wA\ww-\J\¢~A
5000
LRI AL AR SRR SN
141 14.40 14.60 14.80 15.00 15.20
— ll .1 1109195 225 265 m/z 71.10 71.73%
m/z--> 50 150 200 250 300 350 A
Abundance #141426: Heneicosane
57
85
5000 LSRN SRR B BN B
14. 40 14 60 14. 80 15. oo 15. 20
m/z 43.10 55.03%
29 113
\‘ J ‘\ “\ ‘hw h‘ u‘ \1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 g5 m/z 85.10 53.74%
29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #185535: Heptadecane, 9-octyl- e
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 21.21%
113
_a LT e o7 P 67 204 323 352 e
m/z--> 50 100 150 200 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Pentafluoropropionic acid, ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.82 3.17 ng 69278 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 80
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 80
3 1-Octadecanol 270 C18H380 000112-92-5 58
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 53
5 n-Heptadecanol-1 256 C17H360 001454-85-9 52
Abundance Scan 1158 (14.822 min): BF088306.D (-1157) (-) m/z 97.10 100.00%
7
5000 A,_VJL,AVAAﬁA\\nVNJ/V\MJﬂV
' 14.60 14.80 15,00 15.20
m/z 83.10 83.41%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
5000 LRI S SRR SIS I
14.60 14.80 15.00 15.20
2 m/z 69.10 73.36%
L \‘ (11138 163182 210 237255 356
m/z--> 50 200 250 300 350
Abundance
57
8 IR UL SN B B
14.60 14.80 15.00 15.20
5000 111 m/z 57.10 61.50%
29
140 182 210 937255 306
m/z--> 50 100 150 200 250 300 350
Abundance #119523: 1-Octadecanol o B I e
5 g3 14.60 14.80 15.00 15.20
m/z 111.10 57.80%
5000 111
29
I L | 1% 168 196 224 252
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.46 5.26 ng 115042 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
Abundance Scan 1214 (15.463 min): BF088306.D (-1212) (-) m/z 57.10 100.00%
57
T ~\jL~JvaAAAyxvv¢\.
5000
| J 1910 100 211 253 285 5120 1540 15160 15,60
e WS 2 %8s m/z 71.10 72.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 LR B B SR SR
15.20 15.40 15. 60 15. 80
113 m/z 43.10 55.32%
29| | | 1 1 141 169 197 225 253 281 309 337 365 393 422
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance
57
' 15.20 15.40 15.60 15.80
5000 85 m/z 85.05 52.93%
113
141 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #141426: Heneicosane R B e e EELEM
57 15.20 15.40 15.60 15.80
m/z 55.10 19.66%
I WM
5000
29 113
UL L) 77,241 160 107 225 953 296
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(|)O ! 15'20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl5.52 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.52 5.23 ng 114279 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 38
2 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 38
3 Tetracosyl pentafluoropropionate 500 C27H49F502 1000351-81-3 30
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 30
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 30
Abundance Scan 1219 (15.520 min): BF088306.D (-1217) (-) m/z 83.10 100.00%
s000) - S _JVV_JL_\,ﬁ/\x\,V__ﬁAﬂA,
11
157 R R B SUNILE SR
| 192223 265297 355 15.20 15.40 15.60 15.80
R e B T et m/z 97.10 73.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #237739: Hexacosy! pentafluoropropionate
57
5000 R AR IR IR AR
15.20 15.40 15.60 15.80
125 m/z 57.10  69.24%
2 | ‘ | Mw 199181 222250278306:336364 409 510
m/z--> 55 100 150 200 250 300 350 400 450 500 550
Abundance
57
o7 1520 15.40 15.60 15.80
5000 m/z 69.10 57.84%
125
29 153181208236264292 336364409 560
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235266: Tetracosyl pentafluoropropionate e B
57 15.20 15.40 15.60 15.80
97 m/z 55.10 45.21%
5000
125
2 & {193181210 252280308336 381  44p 482
m/z--> 50 100 150 200 250 300 3%0 400 450 500 550 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl5.59 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.59 3.87 ng 84491 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pyrazole-1-acetamide, 4-chlor... 264 C12H13CIN40 1000350-40-0 18
2 Benzene, 1,3,5-trimethyl-2-(1,2-... 158 C12H14 029555-07-5 14
3 1,2,3-Trimethylindene 158 C12H14 004773-83-5 14
4 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 14
5 Benzylideneaminoacetonitrile 144 COH8N2 1000191-62-7 14
Abundance Scan 1225 (15 588 min): BF088306.D (-1222) (-) m/z 135.10 100.00%

b

15.20 15.40 15.60 15.80 16.00
m/z 143.10  94.34%

m/z--> 50 100 150 200 250 300 350
Abundance #113542: 1H-Pyrazole-1-acetamide, 4-chloro-3,5-dimethyl-N-...
143

5000
394

183 211 253 275

5000 RN BEE R R R R
15. 20 15. 40 15 60 15. 80 16. 00
39 121 264 m/z 81.10 61.24%
I A S S
m/z--> 50 100 150 200 250 300 350
Abundance
143

15.20 15.40 15.60 15.80 16.00
m/z 119.05 57.39%

5000
115
77
m/z--> 50 100 150 200 250 300 350
Abundance #29702: 1,2,3-Trimethylindene

143 15.20 15.40 15.60 15.80 16.00
m/z 141.05 56.59%

5000
115

|\3\9t6?L91 { M} |

|
m/z--> 50 100 150 200 250 300 350 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\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Heptacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.37 2.78 ng 60711 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1293 (16.365 min): BF088306.D (-1290) (-) m/z 57.10 100.00%
g7
85
5000
[ “ P mm gy 7 1600 160 1640 1660
S i |II|I|I|||IIIIII ,.'."..,....,.... m/z 71.10 72 _13%
m/z--> 50 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 USRS
16.00 16,20 16,40 16.60
29 m/z 85.05 58.61%
J‘k h I H1}3J141 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance
57
16.00 16.20 16.40 16,60
5000 a5 m/z 43.10 49 .34%
113
29 141 169 197 225 253 295 366 \A/\¢/\ANNPJ\/wA\\V\J/\“
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane R BEEmm R B
57 16.00 16.20 16.40 16.60
m/z 99.05 21.09%
85
5000
Ll s MAQM
[l I\ \
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.55 7.01 ng 153330 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 64
2 Naphthalene, decahydro-4a-methyl... 204 C15H24 000515-17-3 38
3 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 38
4 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 35
5 1H-Cyclopropa[a]naphthalene, la,... 204 C15H24 000489-29-2 35
Abundance Scan 1309 (16.548 min): BFO8830§.D (-1304) () m/z 189.10 100.00%
189
204
5000
231 T T N T
255 281 16.20 16.40 16.60 16.80
m/z 177.10 70.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64554: Naphthalene, l,2,3,4,4a,5,6,8a—og;:tahydro—4a,8—dime...
189
93 204

107

16!20 16.I40 16.I60 16.80
m/z 204.20  70.78%

5000

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

189

133 204 16.20 16.40 16.60 16.80
5000 105 161 m/z 95.10 47.61%

91
41 55 119 147
77

27

Wmm‘mwﬁwﬁw’wwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #64542: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dimethyl-... e REREE
4 16.20 16.40 16.60 16.80

m/z 109.10 39.53%

175

5000

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl6.78 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.78 11.05 ng 241498 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 49
2 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 35
3 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 27
4 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 27
5 5-(4-Nitro-phenylcarbamoyl)-1H-i... 276 C11H8N405 1000286-29-9 14
Abundance Scan 1329 (16.777 min): BF088306.D (-1325) (-) m/z 43.10 100.00%
48 107
5000
303 329
381 414 e
16.40 16.60 16.80 17.00
Al m/z 107.10 87.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate
43
5000 AU AR B B
mmmmmmﬂm
107 147 396 m/z 55.10 75 .36%
: I‘ h H‘ dﬂ H‘M H‘\ \M\ \m ‘HH ““‘]-7‘3\ ‘21|5 2|55 28IS 3|1|5| |3|5?| yau “l . 42|8|4|.5|6
m/z--> 150 200 250 300 350 400 450
Abundance
43
16.40 16.60 16.80 17.00
5000 m/z 145.05 75.13%
81 368
107
145 329
173 213 247 275 301 414
miz-> 50 100 150 200 250 300 350 400 450
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- A REEE RS
41 107 394 16.40 16.60 16.80 17.00
283 m/z 95.10 74.18%
5000
miz--> 50 100 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2H-Cyclopentacyclooctene, 4... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.03 4.27 ng 93343 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 60
2 _beta.-Humulene 204 C15H24 000116-04-1 49
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 38
4 Guaia-3,9-diene 204 C15H24 000489-83-8 38
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 38
Abundance Scan 1351 (17.028 min): BF088306.D (-1348) (-) m/z 204.20 100.00%
135 204
55 105121
5000 81 189 226 287
0
175 209 302 Imllll\
3¢ 16.80 17.00 17.20 17.40

l m/z 135.10 79.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...

;

5000

16.80 17.00 17.20 17.40
m/z 133.10 73.43%

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

;

107

81 16.80 17.00 17.20 17.40

soo0] 133,44 204 m/z 55.10 70.29%
189

27
65

[

163

Tmmmﬁwﬁw’mmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... R B A B
16.80 17.00 17.20 17.40
m/z 121.10 70.29%

5000

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.80 17. OO 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Androst-4-en-3-one, 17-hydr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.61 10.66 ng 232939 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 78
2 Testosterone 288 C19H2802 000058-22-0 78
3 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000481-30-1 46
4 2-Methyl-4,5-pyrimidinediamine 124 C5H8N4 015579-63-2 41
5 2,4-Diaminophenol 124 C6H8N20 000095-86-3 38

Abundance Scan 1402 (17.611 min): BF088306.D (-1397) (-) m/z 124.10 100.00%

4

5000 299

_>

57 289 337 370 412 17.20 17.40 17.60 17.80 18.00
A T m/z 43.100 44.07%
m/z--> 50 100 150 200 250 300 350 400

Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be... MJ%
124
5000 [Trr [t r[rrrrprrrorprts
288 17.20 17.40 17.60 17.80 18.00
0 | 147 ot6 m/z 229.20  37.92%
“ ‘ L4 203
..NM @WW?&MM;MWW.‘.luL,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
288
e e A R A
17.20 17.40 17.60 17.80 18.00
5000 246 m/z 57.10 28.94%
a o1 147
67 203
L A o o e e o B LA I A B o e o o e O B
m/z--> 50 100 150 200 250 300 350 400
Abundance #134666: Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)- A EREEEEEES A

17.20 17.40 17.60 17.80 18.00
m/z 55.10 28.90%

5000

g

T T I T T
m/z--> 50 100 150 200 250 300 350 400 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\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl8.46 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.46 3.79 ng 82860 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 35
2 [2-(1-butenyl)-2,2-dimethylcyclo... 163 C11H17N 1000111-15-4 35
3 3,5-Octadien-2-one 124 C8H120 038284-27-4 30
4 Sesquirosefuran 218 C15H220 039007-93-7 25
5 (R)-(-)-14-Methyl-8-hexadecyn-1-ol 252 C17H320 064566-18-3 25
Abundance Scan 1476 (18.457 min): BF088306.D (-1472) (-) m/z 95.10 100.00%
60 95 109
123
81 163 205
5000 55 179
41 137 151 o2 | 218231
18.20 18.40 18.60 18.80
m/z 69.10 95 .52%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
95
123
5000 41 67 LR BULE UL UL RO
107 203 18120 1840 18.60 18.80
134 147 161 175 m/z 109.10 88.43%
H 190
H \ I
mz-> 20 100 120 140 160 180 200 220
Abundance
81 107 128
a1 163 18:20 18.40 18,60 18.80
5000 m/z 123.10 77 .43%
69 93 148
53
134
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10492: 3,5-Octadien-2-one R REERE RS L
95 18.20 18.40 18.60 18.80
m/z 96.05 71_.55%
1 1 v*wv\»/\wﬂ\,AJHAWNVm
5000
124
109
| & &
A | | |
miz-> 20 40 85 160 120 140 160 180 200 220 18120 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088306.D

Acq On : 23 Jun 2016 23:38

Operator : UM/SJ

Sample - H3660-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.73 18.3 ng 420872 1 6.59 459574 20.0
unknown6 .36 6.36 77.3 ng 1775260 1 6.59 459574 20.0
unknownll.66 11.66 3.1 ng 99706 4 11.11 647310 20.0
unknown13.10 13.10 3.2 ng 95441 5 13.74 596618 20.0
n-Tetracosanol-1 14.23 4.9 ng 146449 5 13.74 596618 20.0
Heneicosane 14.79 6.7 ng 146625 6 15.09 437185 20.0
Pentafluoropropio... 14.82 3.2 ng 69278 6 15.09 437185 20.0
Triacontane 15.46 5.3 ng 115042 6 15.09 437185 20.0
unknownl15.52 15.52 5.2 ng 114279 6 15.09 437185 20.0
unknown15.59 15.59 3.9 ng 84491 6 15.09 437185 20.0
Heptacosane 16 .37 2.8 ng 60711 6 15.09 437185 20.0
Naphthalene, 1,2,... 16.55 7.0 ng 153330 6 15.09 437185 20.0
unknownl16.78 16.78 11.1 ng 241498 6 15.09 437185 20.0
2H-Cyclopentacycl ... 17.03 4.3 ng 93343 6 15.09 437185 20.0
Androst-4-en-3-on... 17.61 10.7 ng 232939 6 15.09 437185 20.0
unknownl18.46 18.46 3.8 ng 82860 6 15.09 437185 20.0
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