LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 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-BF070117 .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 2.816 115 124 129 rVB4 17570 40581 1.07% 0.126%
2 3.745 274 282 287 rBV3 24203 37955 1.00% 0.118%
3 4.939 480 485 493 rBV 485391 684847 18.12% 2.135%
4 5.316 545 549 550 rBvV 46080 37912 1.00% 0.118%
5 5.357 550 556 559 rVB 3490354 3779494 100.00% 11.781%
6 5.581 591 594 599 rvB2 42011 48303 1.28% 0.151%
7 6.275 705 712 717 rBV3 33302 51383 1.36% 0.160%
8 6.339 717 723 724 rBV2 40668 48500 1.28% 0.151%
9 6.375 724 729 732 rVB 3151869 3726039 98.59% 11.614%
10 6.504 746 751 755 rBV 3334376 3621209 95.81% 11.287%
11 6.563 759 761 763 rBvV2 45133 39368 1.04% 0.123%
12 6.733 786 790 793 rBV 1144619 904490 23.93% 2.819%
13 6.798 798 801 805 rBv2 35970 40711 1.08% 0.127%

14 6.892 810 817 820 rBV 2834877 2589696 68.52% 8.072%
15 7.298 879 886 889 rBvV 2227948 2294946 60.72% 7.153%

16 7.345 891 894 897 rvB2 50522 43572 1.15% 0.136%
17 7.392 897 902 906 rBV2 55206 69924 1.85% 0.218%
18 8.016 1004 1008 1010 rBV 1450025 1188580 31.45% 3.705%
19 8.033 1010 1011 1014 rVB 80724 51779 1.37% 0.161%
20 8.451 1077 1082 1086 rBV 53340 49086 1.30% 0.153%
21 8.622 1108 1111 1113 rBV 72753 58522 1.55% 0.182%
22 8.727 1123 1129 1132 rBV 116572 94871 2.51% 0.296%
23 8.827 1142 1146 1149 rVB 94361 83572 2.21% 0.260%
24 9.092 1186 1191 1194 rBV 3347335 3008529 79.60% 9.378%
25 9.186 1204 1207 1210 rVvB2 100123 87730 2.32% 0.273%
26 9.351 1229 1235 1241 rBV2 35498 54836 1.45% 0.171%
27 9.427 1245 1248 1250 rBV 66522 60474 1.60% 0.188%
28 9.451 1250 1252 1254 rBV 53596 41677 1.10% 0.130%
29 9.486 1254 1258 1260 rBV 581436 513733 13.59% 1.601%
30 9.710 1294 1296 1300 rVB 101853 88283 2.34% 0.275%
31 9.769 1300 1306 1309 rBV 1143584 1087041 28.76% 3.388%
32 9.969 1337 1340 1343 rVB 61822 56653 1.50% 0.177%
33 10.174 1371 1375 1379 rBV3 30217 49176 1.30% 0.153%

34 10.210 1379 1381 1384 rVB 135519 101128 2.68% 0.315%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.433 1415 1419 1421 rBV 43731 49865 1.32% 0.155%
36 10.469 1421 1425 1430 rVB5 28849 41124 1.09% 0.128%

37 10.551 1435 1439 1443 rVB 1737219 1618454 42.82% 5.045%
38 10.680 1459 1461 1468 rBV3 139105 211274 5.59% 0.659%
39 11.127 1535 1537 1540 rBV 86398 73339 1.94% 0.229%
40 11.245 1553 1557 1560 rBVY 986723 826530 21.87% 2.576%

41 11.480 1594 1597 1602 rBV3 70047 65465 1.73% 0.204%
42 11.557 1607 1610 1612 rBV 60435 49604 1.31% 0.155%
43 11.786 1644 1649 1652 rBV2 133079 155198 4._.11% 0.484%
44 11.851 1657 1660 1663 rBVY 41559 40779 1.08% 0.127%
45 11.963 1675 1679 1687 rVB2 44250 55409 1.47% 0.173%
46 12.298 1733 1736 1740 rBVY 351364 299469 7.92% 0.933%
47 12.351 1743 1745 1748 rVB 85091 79530 2.10% 0.248%
48 12.451 1759 1762 1766 rBV2 55876 58170 1.54% 0.181%
49 12.568 1779 1782 1786 rBV2 60405 70137 1.86% 0.219%

50 12.827 1822 1826 1830 rBV 1725072 1710117 45.25% 5.330%

51 13.045 1860 1863 1865 rBV 56076 53398 1.41% 0.166%
52 13.286 1900 1904 1906 rBV 78428 102084 2.70% 0.318%
53 13.315 1906 1909 1914 rVB 280336 269469 7.13% 0.840%
54 13.380 1918 1920 1923 rBV3 32075 42385 1.12% 0.132%
55 13.415 1923 1926 1929 rVv4 38788 40676 1.08% 0.127%

56 13.733 1977 1980 1987 rVB2 160017 192531 5.09% 0.600%
57 13.874 2000 2004 2007 rBV 862177 788055 20.85% 2.456%
58 15.286 2240 2244 2248 rVB 379907 454681 12.03% 1.417%

Sum of corrected areas: 32082343
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF070217\

BF096416.D

2 Jul 2017 15:17

SJ/MA

13950-15

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF096416.D
5

4.94

3.75

6.39

6.73

6.89

7.30

0
Time-->

4.00

4.50

5.00

Abundance

3000000

2500000

2000000

8.02

1500000

1000000

500000

.03

TIC: BF096416.D

10.55

9.77
11.24

9.49

sk

883
8;\458}5% A

o 9@7ﬂ£ﬁ?1ggﬁ}068 1113 1148561413506

12.30
3528 57

12.83

13.32
13.04 134283®

O

Time--> 8.00

10.50 11.00

9.00

10.00

8.50

9.50 11.50

12.00

12.50

13.00

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000f; 75

TIC: BF096416.D

13.87

15.29

Time-->

14.00

16.50 17.00

14.50

15.00 15.50 16.00

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 15.14 ng 684847 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 485 (4.939 min): BF096416.D (-480) (-) m/z 43.00 100.00%
43
59
5000
101 DR NS SR RN LR
4.60 4.80 5.00 5.20
e Sl B3l 69 8 |11 T eg 66 52.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN N AR L A
59 460 480 500 520
m/z 101.10 15.18%
25 3 37 83 g3 1
miz--> T A Al gt A g At PP AP
Abundance
43
- 460 480 500 520
5000 m/z 58.00 13.32%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-  Raaaa e
509 4.60 4.80 5.00 5.20
m/z 41.00 8.29%
5000 41
69 87
15 “ 53| I 98
m/z--> 10 20 30 ' 50 6|O 7'0 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknown6.50 Concentration Rank 1

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

6.50 80.07 ng 3621210 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF096416.D (-746) (-) m/z 132.00 100.00%
32
5000 68
20 54 | 6 620 6.40 6.60 6.80
75 104 : : : :
..,....,....,...:,“!.‘.‘7:,!!..?%:.-.',..'..,..?‘.7,....,.-:..,.1.1:‘3.,...., b m/z 68.10 39.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR LR L S
6.20 6.40 6.60 6.80
0
31 4 Sﬁ 78 m/z 134.00 31.45%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 26.11%
41 97
53 2 117
34 60 89 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole AL B L N N N B
132 6.20 6.40 6.60 6.80
m/z 69.10 16.05%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 4 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.68 5.11 ng 211274 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 Eicosane 282 C20H42 000112-95-8 80
5 5-Ethyldecane 170 C12H26 017302-36-2 80
Abundance Scan 1461 (10.680 min): BF096416.D (-1459) (-) m/z 57.05 100.00%
g7
5000
85

184 10.40 10.60 10.80 11.00
- \10.5...1,5:?... e || M/z 43.00 67.03%

m/z--> 50 100 150 200 250 300 350
Abundance #48833: Tridecane
57
5000 LA L L L L L L LB
29 85 10,40 10,60 10.80 11.00

m/z 71.05 46.05%

| 1

m/z--> 50 100 150 200 250 300 350
Abundance
43
e A mEEEE L
10.40 10.60 10.80 11.00
5000 - m/z 85.10 29 .36%
g9 127 155
e i B B LA e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane A e
57 10.40 10.60 10.80 11.00
m/z 41.00 24 _.61%
5000
85
29
7| 113 141 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.79 3.76 ng 155198 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 72

Abundance Scan 1650 (11.792 min): BF096416.D (-1644) (-) m/z 43.00 100.00%

48 60 7B
5000 129

11.40 11.60 11.80 12.00 12.20
m/z 73.10 97.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
5000
29 11.40 11.60 11.80 12.00 12.20
m/z 60.00 90.36%
s |
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 57.05 87.36%
97 115 143157171185 213 256
199 227941
T T T e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid L e
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 41.00 83.32%
5000 129
29 171
115
214
| ‘ T } ‘ 143157 ‘ 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 6 Cetene Concentration Rank 4

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

12.30 7.25 ng 299469 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 92
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 87
3 1-Octadecanol 270 C18H380 000112-92-5 87

006222-06-6 83
1000283-05-1 83

4 Pentafluoropropionic acid, tetra... 360 C17H29F502
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02

Abundance Scan 1736 (12.298 min): BF096416.D (-1733) (-) m/z 55.05 100.00%
55
41
5000
12.00 12.20 12.40 12.60
e m/z 43.10 92.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81244: Cetene
43 57
83
5000 LA L L L L L L L L LB
29 12.00 12.20 12.40 12.60
1”125 m/z 57.00 90.59%
\\ 140154168182196 224
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
T e
4l 69 83 12.00 12.20 12.40 12.60
5000 97 m/z 83.10 67.30%
111
27 125
139153167182196210224 252 280
Wmmmmﬁwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119523: 1-Octadecanol T e
55 83 12.00 12.20 12.40 12.60
4 6 97 m/z 69.10 61.33%
5000
Zm 1 139154168182196210224 252
AR T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 4,8,12,16-Tetramethylheptad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.29 2.59 ng 102084 Chrysene-di2 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 72
2 Hexanoic acid, 4-tridecyl ester 298 C19H3802 1000279-29-3 53
3 2(3H)-Furanone, 5-ethyldihydro-5... 128 C7H1202 002865-82-9 50
4 Hexanamide, N-allyl- 155 C9H17NO 1000340-13-9 50
5 2(3H)-Furanone, 5-butyldihydro-4... 156 C9H1602 055013-32-6 47
Abundance Scan 1905 (13.292 min): BF096416.D (-1900) (-) m/z 99.10 100.00%
99

55

5000

F

150168 190 220 247264 287 13.00 13.20 13.40 13.60
m/z 55.00 61.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164514: 4,8,12,16-Tetramethylheptadecan-4-olide
99
5000 43 LA L L L L LB
13. OO 13 20 13. 40 13 60
69 196 m/z 43.00 59.83%
L ‘ ‘h L )| | 151167184 203221 254 306 324
A L R RARE R aa ed L e RARAsaanara s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
AR EEREE L
43 13.00 13.20 13.40 13.60
5000 m/z 57.10 38.48%
71
2T 117 182
138154 255
Wﬁwﬁmmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #12318: 2(3H)-Furanone, 5-ethyldihydro-5-methyl- AR EEREE L
99 13.00 13.20 13.40 13.60
m/z 41.10 38.22%
5000 43
73
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. OO 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 8 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.32 6.84 ng 269469 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35N0 000301-02-0 95
2 Hexadecanamide 255 C16H33N0 000629-54-9 78
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Nonadecanamide 297 C19H39NO 058185-32-3 64
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
Abundance Scan 1910 (13.321 min): BF096416.D (-1906) (-) m/z 59.00 100.00%
50
5000
83 98112126, 41154 205 264 13.00 13.20 13.40 13.60
...,....,“!..--I o 40108 180196210220240 264282 | 77 72.10  48.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41
13.00 13.20 13.40 13.60
81 m/z 55.00 32.89%
2 98 112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.00 13.20 13.40 13.60 |
5000 m/z 41.00 26.52%

43

29 86 100114128142156170184198212226240 255 wKNWMJN\NyWJJAwVwaﬁv»«wﬂV~
Wmmmwwmwwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83608: Tetradecanamide e A RERREEESE L
59 13.00 13.20 13.40 13.60
m/z 43.05 17.19%
h /\/\/\M
“ ., 88 1001141281421561701841098 227
.”,”.w”.w.”.“.”,”” Bt e O L . N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Cyclopentadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.73 4.89 ng 192531 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 93
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 90

Abundance Scan 1979 (13.727 min): BF096416.D (-1977) (-) m/z 57.10 100.00%
g7
83
5000
13.40 13.60 13.80 14.00
e m/z 43.05 79.57%
m/z--> 50 100 150 200 250 300 350
Abundance #69583: Cyclopentadecane
55 83
210
5000 LR DU UL IR UG
i 13.40 13.60 13.80 14.00
29 m/z 55.00 68 .68%
‘ ‘ 139 182
JIU“ | ,MIM‘,uygujllj,,, S
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 RN BN IO
13.40 13.60 13.80 14.00
5000 m/z 83.10 67 .64%
29 125
77 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester LI B o o S R
57 13.40 13.60 13.80 14.00
97 m/z 69.00 54 _05%
5000
29 125
| | \\W (194 182 210 238 283 384
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096416.D

Acq On 2 Jul 2017 15:17

Operator : SJ/MA

Sample - 13950-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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... 4.94 15.1 ng 684847 1 6.73 904490 20.0
unknown6 .50 6.50 80.1 ng 3621210 1 6.73 904490 20.0
Tridecane 10.68 5.1 ng 211274 4 11.24 826530 20.0
Pentadecanoic acid 11.79 3.8 ng 155198 4 11.24 826530 20.0
Cetene 12.30 7.3 ng 299469 4 11.24 826530 20.0
4,8,12,16-Tetrame... 13.29 2.6 ng 102084 5 13.87 788055 20.0
9-Octadecenamide, ... 13.32 6.8 ng 269469 5 13.87 788055 20.0
Cyclopentadecane 13.73 4.9 ng 192531 5 13.87 788055 20.0
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