LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On > 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.163 9 13 19 rVB 161524 208327 5.93% 0.608%
2 3.434 226 229 239 rBV 57050 119937 3.42% 0.350%
3 5.104 509 513 527 rVB 524761 720778 20.53% 2.102%
4 5.498 574 580 583 rBY 3231258 3511260 100.00% 10.242%
5 6.504 741 751 754 rBVY 2772662 3466345 98.72% 10.111%
6 6.645 770 775 778 rBVY 3403251 3440794 97.99% 10.036%
7 6.875 809 814 817 rBV 991215 835604 23.80% 2.437%
8 7.034 836 841 844 rVB 2873586 2596195 73.94% 7.573%
9 7.439 904 910 913 rBVY 2101708 2060285 58.68% 6.010%
10 7.516 919 923 929 rBV 38487 53444 1.52% 0.156%
11 8.051 1011 1014 1018 rBvV2 45458 39443 1.12% 0.115%

12 8.157 1028 1032 1034 rBV 1046936 923419 26.30% 2.693%
13 9.228 1208 1214 1217 rBV 3051128 2707882 77.12% 7.898%
14 9.622 1277 1281 1284 rBV 550407 474098 13.50% 1.383%
15 9.822 1309 1315 1321 rBV3 24129 38865 1.11% 0.113%

16 9.910 1326 1330 1333 rVV 929678 761629 21.69% 2.222%
17 10.698 1460 1464 1467 rBV 1468495 1285014 36.60% 3.748%
18 10.804 1479 1482 1487 rBV2 49955 78815 2.24% 0.230%
19 11.280 1560 1563 1569 rVB3 29583 39990 1.14% 0.117%
20 11.398 1579 1583 1585 rBV 705461 660812 18.82% 1.927%

21 11.416 1585 1586 1589 rVvVv 152375 118272 3.37% 0.345%

22 11.469 1593 1595 1598 rVB 48550 39307 1.12% 0.115%
23 11.610 1616 1619 1626 rBv4 61246 77630 2.21% 0.226%
24 12.010 1684 1687 1689 rBV 46484 46045 1.31% 0.134%

25 12.616 1787 1790 1793 rVB 250071 198229 5.65% 0.578%

26 12.839 1822 1828 1834 rVB 235485 240663 6.85% 0.702%
27 12.980 1848 1852 1855 rVB 2293254 1989408 56.66% 5.803%
28 13.163 1881 1883 1887 rVVv2 32628 45282 1.29% 0.132%
29 13.198 1887 1889 1892 rVB2 46821 38699 1.10% 0.113%
30 13.663 1965 1968 1974 rVB2 131779 130713 3.72% 0.381%

31 13.863 1999 2002 2009 rVB2 398896 405632 11.55% 1.183%
32 14.033 2026 2031 2034 rBV2 882659 911622 25.96% 2.659%
33 14.057 2034 2035 2042 rVB 121780 99762 2.84% 0.291%
34 14.186 2054 2057 2058 rBV2 39768 38510 1.10% 0.112%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On > 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.339 2081 2083 2088 rVB 72131 70243 2.00% 0.205%
36 14.498 2106 2110 2116 rBV 364481 488964 13.93% 1.426%
37 14.798 2158 2161 2164 rBV 62398 71493 2.04% 0.209%
38 14.945 2183 2186 2189 rVB2 49047 47269 1.35% 0.138%

39 15.074 2204 2208 2212 rBV 119581 189252 5.39% 0.552%
40 15.133 2215 2218 2221 rVV 210138 249025 7.09% 0.726%

41 15.163 2221 2223 2230 rVB5 132397 189866 5.41% 0.554%
42 15.380 2257 2260 2267 rVB 73487 95050 2.71% 0.277%
43 15.445 2267 2271 2277 rVB 105057 134363 3.83% 0.392%
44 15.515 2277 2283 2294 rVB2 731620 1058098 30.13% 3.086%
45 15.727 2315 2319 2323 rVB4 49976 70372 2.00% 0.205%

46 15.957 2353 2358 2363 rBVY 271525 381907 10.88% 1.114%
47 16.010 2363 2367 2374 rVV2 74124 144570 4.12% 0.422%

48 16.080 2376 2379 2386 rVB3 43401 63224 1.80% 0.184%
49 16.210 2397 2401 2403 rBV4 34629 53935 1.54% 0.157%
50 16.468 2439 2445 2452 rVB 190158 336977 9.60% 0.983%
51 16.762 2492 2495 2499 rVB3 33019 46307 1.32% 0.135%
52 16.986 2530 2533 2539 rBV3 23477 48333 1.38% 0.141%
53 17.062 2541 2546 2557 rVB2 120250 262621 7.48% 0.766%
54 17.157 2559 2562 2569 rVB6 31289 54473 1.55% 0.159%

55 17.309 2584 2588 2598 rVB9 48796 108589 3.09% 0.317%

56 17.574 2627 2633 2638 rBV7 55706 129769 3.70% 0.379%
57 17.656 2641 2647 2658 rVV6 188021 483283 13.76% 1.410%
58 17.768 2660 2666 2677 rVB3 89648 238780 6.80% 0.696%
59 17.915 2685 2691 2698 rBV6 82587 213024 6.07% 0.621%
60 18.145 2723 2730 2744 rVB3 167156 410688 11.70% 1.198%

61 18.386 2767 2771 2781 rVB3 29411 76214 2.17% 0.222%
62 18.615 2803 2810 2819 rVB3 56731 164328 4.68% 0.479%

Sum of corrected areas: 34283727
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF099054.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

2.16 4.99 ng 208327 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.157 min): BF099054.D (-9) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.1
2.20 2.30 2.40 2.50 2.60
Ol e et et e mM/Zz 43.05  39.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 27.68%
29.0 ‘
0 | AN L1,
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
41.0 55.0 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 24 _77%
29.0
15.0 97.0
e S S L S S L S S LI S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- T
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.61%
5000 43.0
58.0
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 17.25 ng 720778 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 512 (5.098 min): BF099054.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 UL L LU UL R
| 83.0 | 4.80 5.00 5.20 5.40
1 1 SN | BRRMiL SR NS SN m/z 59.00 58.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.00 18.82%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 410 m/z 58.00 14 .80%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LSS N L NI L B
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.59%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W HRDE A L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 4 unknown6.65 Concentration Rank 1

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

6.65 82.35 ng 3440790 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 776 (6.651 min): BF099054.D (-770) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PSSP AR SERRENA
40.0 540 6.40 6.60 6.80 7.00
0 ..,....,....,....,'.-...,.:..,..I-.'...'..,?‘?.9,..!.,.-:..,1.1.“?9,....,"...,.. m/z 134.00  33.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR IS U R
6.40 6.60 6.80 7.00
2.0 510 m/z 68.10 32.08%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 20.06%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R T SN mmaas e
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.86%
5000 67.0
41.0 97.0
53.0
‘ 79.0 117.0
0'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l”hW'”'P'”I”'WH”'" IR AR U R
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\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 6 Octadecanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.66 2.87 ng 130713 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 12-Octadecenal 266 C18H340 056554-91-7 87
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
Abundance Scan 1968 (13.663 min): BF099054.D (-1965) (-) m/z 57.05 100.00%

0 82.0

5000

3

09.1

e MR
230.1 324.0 13.40 13.60 13.80 14.00

m/z 43.00 91.09%

137.1 47602020

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117607: Octadecanal
43.0 82.0

:

I I I I
13.40 13.60 13.80 14.00
109.0 m/z 82.00 79.55%
137.0 166.0 194.0 222.0 250.0

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 82.0
R R e AR RS
13.40 13.60 13.80 14.00
5000 m/z 55.05 66.77%
110.0

138.0 166.0 194.0  236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105849: Heptadecanal T e e B
13.40 13.60 13.80 14.00

m/z 96.05 54 .90%

-

5000

-

180.0 208.0 236.0
R REEmEmEm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

8270-BF092317.M Wed Oct 04 18:11:17 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 8.90 ng 405632 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 2002 (13.863 min): BF099054.D (-1999) (-) m/z 57.05 100.00%

.0

5000

:

139.1 234.0 13.60 13.80 14.00 14.20
168.1 196.1
m/z 43.10 93.83%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol

55.0 83.0

:

5000 LIS L L L LB L B
13.60 13.80 14.00 14.20
m/z 83.05 92 .51%
29.0 139.0
o ~ 167.0 196.0  238.0 266.0 294.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
st
83.0 13.60 13.80 14.00 14.20
5000 m/z 55.05 90.34%
111.0
29.0

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

Abundance #175127: Trifluoroacetoxy hexadecane L L e B
13.60 13.80 14.00 14.20

m/z 69.10 79 .74%

%

97.0

5000

125.0

:

154.0 269.0

196.0 224.0 320.0
R R I REEmE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 8 1-Heptacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.50 10.73 ng 488964 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 89

Abundance Scan 2110 (14.498 min): BF099054.D (-2106) (-) m/z 57.05 100.00%
57.0
97.1
5000
UL A B B B
39.1 2541 14.20 14.40 14.60 14.80
o “1 Ve 822Ase o m/z 83.10 82.12%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 AL BN B SULRA
mmmmmmmm
o m/z 55.05 80.61%
Zm\w‘Hmkhgwomwmmzmm%ommww
m/z--> 55 160 150 260 250 360 3%0
Abundance
57.0
97.0 14.20 14.40 14.60 14.80
5000 m/z 43.10 79.82%
o 27.0 126.0  1670196.0224.0 269.0  320.0 v‘w‘}\w
m/z--> o '55' - 160" ' 150" "260" "250" ' 500" ' ééo" B
Abundance #186968: n-Tetracosanol-1 R R R
57.0 (97.0 14.20 14.40 14.60 14.80
m/z 97.10 77.23%
5000
L
o 200 LIk 4 44 1680 21002380 278.0308.0337.0 Aifendieintat it
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.13 4.71 ng 249025 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2217 (15.127 min): BF099054.D (-2215) (-) m/z 57.05 100.00%
57.0
5000
9.0 14180 15,00 1620 1540 |
141.0 258.0 . . .
0|,| Ay 440 1940227000 n/z 71.05  69.03%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LN BRI BRI BRI BUUL
mmmmmmmm
99.0 m/z 43.05 60.18%
o 27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 100 1%0 200 250 360 3éo
Abundance
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 49 .88%
99.0
0 28.0 1410 183.0 2250 267.0 309.0  365.0394.0
m/z--> 55 160 150 260 250 300 3éo
Abundance #94356: Tetradecane, 2,6,10-trimethyl- e B o e s S
57.0 14.80 15.00 15.20 15.40
m/z 55.00 24 .22%
5000
113.0 155.0
0 L || \J .U wl L \[ 184 0 225 0
m/z--> 55 160 150 200 250 360 3éo ' 1480 1500 1520 1520 '

8270-BF092317.M Wed Oct 04 18:11:18 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

15.16 3.59 ng 189866 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C1l6H32 062376-17-4 64
2 Cvclopentane. l-pentvl-2-propvl- 182 C13H26 062199-51-3 62
3 Silane. I(1ll-chloroundecvDoxvlt... 278 C14H31CI0Si 026305-82-8 59
4 Cvclotetradecane 196 C14H28 000295-17-0 52
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 47

Abundance Scan 2223 (15.163 min): BF099054.D (-2221) (-) m/z 83.10 100.00%

1

5000
139.1 166.1 207.0 231.1 258.0 11 14.80 15.00 15.20 15.40
0 : m/z 97.10 94 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
0.0 70
5000 410 LA L L L L L B
153.0 14.80 15.00 15.20 15.40
m/z 69.00 89.17%
0 126.0 181.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69.0
R AR EEEEE T
14.80 15.00 15.20 15.40
5000 41.0 111.0 m/z 55.10 69.38%

139.0 182.0

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

Abundance #125668: Silane, [(11-chloroundecyl)oxy]trimethyl- R AR EEEEE T

69.0 | 97.0 14.80 15.00 15.20 15.40
m/z 57.10 67.51%

5000
41.0
‘ 123.0

0,,,,,,, S - A ———_——-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. 00 15. 20 15.40

8270-BF092317.M Wed Oct 04 18:11:19 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Behenic alcohol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.01 2.73 ng 144570 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Octacosanol 410 C28H580 000557-61-9 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 2367 (16.010 min): BF099054.D (-2363) (-) m/z 97.10 100.00%
57.0 97.1
5000
167.1207.0 g0 15,60 15.80 16.00 16.20 16.40
Ot m/z 57.00 96.10%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
430 8390
5000 AR AR AR AR B
15. 60 15. 80 16. 00 16. 20 16 40
25.0 m/z 43.10 94.54%
o4l ‘L \\ 16702100 2800
miz--> 0 55 100 150 260 2éo 360 3%0 460 4%0 '
Abundance
55.0 o ¢
15.60 15.|80 16.|00 16.|20 16.|40
5000 m/z 83.05 87.59Y%
0l15.0 13904659 224.0 266.0
miz--> 0 55 160 1%0 200 250 360 3%0 460 4%0 '
Abundance #234187: 17-Pentatriacontene A EEE TS
43.0 15.60 15.80 16.00 16.20 16.40
m/z 69.10 78.74%
5000 83.0
o “125016702100267030704900 S
miz--> 0 50 100 150 200 250 300 350 400 450 1560 1580 1600 1620 1640

8270-BF092317.M Wed Oct 04 18:11:20 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.47 6.37 ng 336977 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2445 (16.468 min): BF099054.D (-2439) (-) m/z 57.05 100.00%
57.0
T L\’v‘_/L\,\
5000
13.1 600 1640 1660 1680
141 1169 2 16.20 16.40 16.60 16.80
| ]1 P ALY 20042960 m/z 71.10 72.26%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L B UGN UL B
16 20 16. 40 16. 60 16 80
0.0 130 m/z 43.10 56.59%
ol L L | [ 1410169.0197.0225.0253.0 296.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57.0
16.20 16.40 16.60 16.80
5000 85.0 m/z 85.10 53.21%
0 11301410 183.0211.0239.0267.0296.0
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #194493: Hexacosane e
57.0 16.20 16.40 16.60 16.80
m/z 55.00 22.70%
- T W
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> % @ m ﬁ @ ﬁ @ 1wmmmmmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 unknownl7.57 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17 .57 2.45 ng 129769 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 46
2 1.2-Benzisothiazole. 3-(hexahvdr... 264 C13H16N202S 309735-29-3 25
3 Bicvclol2.2.1Theptan-2-one. 1-IT... 329 C20H24FNO2 1000337-17-8 25
4 3.7-Nonanedione. 5-(2-furanvl)-2... 278 C17H2603 1000319-41-4 10
5 1,3,4-Thiadiazol-2-amine, 5-trif... 273 C11H10F3N3S 1000267-89-8 10
Abundance Scan 2632 (17.568 min): BF099054.D (-2627) (-) m/z 43.05 100.00%
43.0
it T \wﬂvj\A»\,ﬁhm/\J\u/\vwf\AxA
5000 2131
255.2 329.2 e
| ﬂ%ﬂ@ﬂmﬂm
oL T m/z 57.00 72 .35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 L DAL UL DU BULRL B
81.0 368.0 ﬂ%ﬂ@ﬂmﬂ%
1 . .
L L ,\Hhﬁ? Ll 4750 21302470 2990 | | L L
m/z--> 50 100 150 200 250 300 350 400
Abundance
41.0 102.0
1o 17130 1740 1760 1780
5000 m/z 91.00 63.31%
132.0 209.0 264.0
0 710
miz-> 50 100 150 200 250 300 350 400
Abundance #168534: Bicyclo[2.2.1]heptan-2-one, 1-[[6-fluoro-3,4-dihy... A BT o e
41.0 165.0 17.20 17.40 17.60 17.80
m/z 55.05 57.02%
5000 95.0 329.0
0: |‘il l:jli'h:]l:\::: 2|18|(|)|258|0||| ||l| — R R EEEEE
m/z--> 50 100 150 2m 250 3m 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 unknownl7.66 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.66 9.13 ng 483283 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Farnesvl bromide 284 C15H25Br 006874-67-5 47
2 ()-Tricvclol6.2.1.0(4.11)Tundec... 204 C15H24 1000154-06-7 46
3 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 46
4 _alpha.-Guaiene 204 C15H24 003691-12-1 41
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 41
Abundance Scan 2648 (17.662 min): BF099054.D (-2641) (-) m/z 133.00 100.00%

138.0 204.2

300.2
5000
409.3 17.40 17.60 17.80 18.00
0 bk m/z 204.15 90.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #130771: Farnesyl bromide
69.0
204.0
119.0
5000
1610 17.40 17.60 17.80 18.00
' m/z 55.00 78.20%
29. 286.0
G 2430 7
(o I —
m/z--> 50 100 150 200 250 300 350 400
Abundance
410 133.0
93.0 IIIIIIIIIIIIIIIIIIIIIII
189.0 17.40 17.60 17.80 18.00
5000 m/z 107 .05 75.72%
O e T A o o L L B o o o o e e S N B
m/z--> 50 100 150 200 250 300 350 400

Abundance #64444: 1R,4S,7S,11R-2,2,4,8-Tetramethyltricyclo[5.3.1.0(4... R REEEEmEm e
204.0 17.40 17.60 17.80 18.00

m/z 109.10 65.36%

5000

T I
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.77 4_.51 ng 238780 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2666 (17.768 min): BF099054.D (-2660) (-) m/z 57.10 100.00%

5000

17.40 17.60 17.80 18.00

169.1218.1 281.1

0 m/z 71.05 81.16%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 LA L L L L L LB L
17.40 17.60 17.80 18.00
m/z 43.05 54 _.50%
ol h | ‘L ‘1?‘0‘1‘690 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R S R
17.40 17.60 17.80 18.00
5000 m/z 85.10 51.28%
113.0
o 169.0 2250 2810 3520
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl- L B e
7.0 17.40 17.60 17.80 18.00
m/z 55.00 23.27%
5000

é

13.0
169.0 239 9 294.0 352.0

e M — -,

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 unknownl7.92 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.92 4.03 ng 213024 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Tricvclol6.2.1.0(4.11)Tundec... 204 C15H24 1000154-06-7 49
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 46
3 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 43
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 43
5 1R,4S,7S,11R-2,2,4,8-Tetramethyl. .. 204 C15H24 1000140-07-6 35
Abundance Scan 2692 (17.921 min): BF099054.D (-2685) (-) m/z 204.15 100.00%
2

5000

17.60 17.80 18.00 18.20

0 m/z 135.05 75.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64496: (-)-Tricyclo[6.2.1.0(4,11)Jundec-5-ene, 1,5,9,9-te...
41.0 .0 133.0
810 189.0
5000 LA L L L L L B LB L |
161.0 17.60 17.80 18.00 18.20
m/z 133.05 72 .49%
01 = l,. T ...H,....,....,.... EREEEasEsnEsnsme]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
204.0
910 1330 LA L L L L L B LB L |
41.0 17.60 17.80 18.00 18.20
5000 69.0 161.0 m/z 121.05 53.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64540: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4... e A RERREEEEE L

93.0  135.0 17.60 17.80 18.00 18.20
m/z 107 .05 49 _15%
41.0
5000 1o 2040
69.0
0 S AN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 6.beta.Bicyclo[4.3.0]nonane... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.14 7.76 ng 410688 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H25I 1000195-85-9 52
2 9-Borabicvclol3.3.1Tnonan-9-amin... 205 C13H24BN 143122-94-5 38
3 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 35
4 (H)-(2)-Lonaipinane 206 C15H26 1000156-12-3 25
5 Longifolene 204 C15H24 000475-20-7 22
Abundance Scan 2729 (18.139 min): BF099054.D (-2723) (-) m/z 109.10 100.00%
55.0 0b.1 205.2
5000
245.2
J61 p31f-2 409.4 17.80 18.00 18.20 18.40
0 L e m/z 95.10 92.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #170433: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1...
109.0
41.0
149.0
5000 L AR SUSR BN B
205.0 17.80 18.00 18.20 18.40
7.0 m/z 55.05 87.81%
o A LM 260 30
m/z--> 50 100 150 200 250 300 350 400
Abundance
121.0
17.80 18.00 18.20 18.40
5000 m/z 81.05 87 .32%
410 205.0
79.0
162.0
L W WL U WL L U L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #90905: (-)-Isolongifolol, methyl ether R e EEAER R
09.0 17.80 18.00 18.20 18.40
m/z 205.20 85.81%
41.0
5000 o
480 1890 /\”
' PO T R )
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BF092317.M Wed Oct 04 18:11:24 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099054.D

Aca On : 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 unknownl18.62 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.62 3.11 ng 164328 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 49
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 47
3 Octadecane 254 C18H38 000593-45-3 47
4 Tetratetracontane 619 C44H90 007098-22-8 46
5 Hentriacontane 437 C31H64 000630-04-6 45
Abundance Scan 2811 (18.621 min): BF099054.D (-2803) (-) m/z 57.00 100.00%
57.0
5000
1131 151 g, 2201 290.1 "' 1840 18.60 18.80 19.00
(o} %'rh%.'p.!l — .b,.. — m/z 71.10 76.67%
m/z--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo-
57.0
5000 850 LA B L L L L L LB
mmmmmmmm
90,0 1550 m/z 43.05 65.99%
0 . \‘I. ‘I\ Iw‘\l ‘l‘ Iml L1]:3.I0\I . ‘: ‘|18|3|0 ——T ——T —— .
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
"' 1840 18.60 18.80 19.00
5000 85.0 m/z 85.10 52 .44%
. 113.0 141.0169.0 197.0 239.0 267.0294.0 323.0 352.0 MMAW
m/z--> §0 160 150 200 250 300 3%0
Abundance #105886: Octadecane N B B !
57.0 18.40 18.60 18.80 19.00
m/z 55.00 31.62%
h T /\“NWhJA\fhm/ﬁvamwvfmmhmwm
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 350 18. 40 18 60 18. 80 19. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100317\
Data File : BF099054.D

Acq On > 4 Oct 2017 2:20

Operator : SJ/JU

Sample : 15610-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.16 5.0 ng 208327 1 6.87 835604 20.0
2-Pentanone, 4-hy... 5.10 17.3 ng 720778 1 6.87 835604 20.0
unknown6 .65 6.65 82.3 ng 3440790 1 6.87 835604 20.0
Octadecanal 13.66 2.9 ng 130713 5 14.03 911622 20.0
1-Heneicosanol 13.86 8.9 ng 405632 5 14.03 911622 20.0
1-Heptacosanol 14.50 10.7 ng 488964 5 14.03 911622 20.0
Octacosane 15.13 4.7 ng 249025 6 15.51 1058100 20.0
Cyclohexane, 1,2-... 15.16 3.6 ng 189866 6 15.51 1058100 20.0
Behenic alcohol 16.01 2.7 ng 144570 6 15.51 1058100 20.0
Heneicosane 16.47 6.4 ng 336977 6 15.51 1058100 20.0
unknownl17 .57 17.57 2.5 ng 129769 6 15.51 1058100 20.0
unknownl7 .66 17.66 9.1 ng 483283 6 15.51 1058100 20.0
Tetratetracontane 17.77 4.5 ng 238780 6 15.51 1058100 20.0
unknownl17.92 17.92 4.0 ng 213024 6 15.51 1058100 20.0
6.beta.Bicyclo[4.... 18.14 7.8 ng 410688 6 15.51 1058100 20.0
unknown18.62 18.62 3.1 ng 164328 6 15.51 1058100 20.0
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