LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 5.195 482 486 494 rVB 176289 205338 9.11% 0.794%
2 5.607 553 556 563 rBY 2070854 2152752 95.47% 8.323%
3 6.213 654 659 663 rBV 26964 36258 1.61% 0.140%
4 6.607 722 726 734 rBVY 2321059 2105064 93.35% 8.138%
5 6.742 745 749 753 rBVY 2398979 2115701 93.82% 8.179%
6 6.966 783 787 790 rBV 840927 694761 30.81% 2.686%
7 7.119 809 813 817 rBVY 1874217 1695617 75.19% 6.555%
8 7.525 877 882 885 rBVY 1481625 1399567 62.07% 5.411%
9 8.248 1001 1005 1008 rBV 995815 831402 36.87% 3.214%
10 9.319 1181 1187 1194 rBV 2487718 2194252 97 .31% 8.483%
11 9.713 1250 1254 1260 rBV 221330 189094 8.39% 0.731%
12 9.919 1285 1289 1294 rBV2 44661 48498 2.15% 0.187%
13 10.007 1298 1304 1315 rVB 976136 893328 39.62% 3.454%
14 10.419 1372 1374 1377 rVB2 54522 41249 1.83% 0.159%
15 10.642 1406 1412 1414 rVB2 21090 24873 1.10% 0.096%
16 10.795 1434 1438 1442 rBVY 1245151 1167845 51.79% 4_.515%
17 10.895 1452 1455 1461 rVB2 50278 65772 2.92% 0.254%
18 11.342 1529 1531 1534 rBvV 41289 34633 1.54% 0.134%

19 11.495 1554 1557 1560 rBV 832151 757654 33.60% 2.929%
20 11.519 1560 1561 1567 rVB 142981 117279 5.20% 0.453%

21 11.695 1588 1591 1595 rBV5 16111 28296 1.25% 0.109%
22 12.001 1640 1643 1645 rBV 24658 23743 1.05% 0.092%
23 12.113 1658 1662 1664 rBV2 33383 34903 1.55% 0.135%
24 12.177 1670 1673 1676 rBV2 26401 28336 1.26% 0.110%
25 12.442 1713 1718 1720 rBV3 40669 43743 1.94% 0.169%
26 12.524 1729 1732 1734 rBV3 21454 24671 1.09% 0.095%

27 12.713 1761 1764 1767 rBV 355380 282383 12.52% 1.092%
28 12.748 1767 1770 1773 rVB 156633 125447 5.56% 0.485%
29 12.871 1788 1791 1792 rBV2 33749 27683 1.23% 0.107%
30 12.942 1797 1803 1809 rBV 309649 353959 15.70% 1.368%

31 12.989 1809 1811 1815 rBV2 17663 23728 1.05% 0.092%
32 13.083 1823 1827 1830 rBV 1949908 1704031 75.57% 6.588%
33 13.218 1847 1850 1852 rBV 48910 39134 1.74% 0.151%
34 13.271 1856 1859 1862 rVVv2 51164 59342 2.63% 0.229%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.336 1868 1870 1873 rBV 32705 23793 1.06% 0.092%
36 13.448 1887 1889 1891 rBV 40518 29299 1.30% 0.113%
37 13.542 1903 1905 1909 rvVB4 46199 44994 2.00% 0.174%

38 13.971 1975 1978 1983 rBV3 198474 220800 9.79% 0.854%
39 14.154 2004 2009 2012 rBV2 900903 945224 41.92% 3.654%
40 14.177 2012 2013 2021 rVB 170776 157553 6.99% 0.609%

41 14.324 2025 2038 2041 rBV6 696594 2254968 100.00% 8.718%
42 14.630 2086 2090 2096 rBV2 224020 355251 15.75% 1.373%
43 15.101 2168 2170 2176 rVB 102242 107953 4._.79% 0.417%
44 15.248 2192 2195 2198 rBVY 117704 173060 7.67% 0.669%
45 15.307 2201 2205 2209 rVB 391408 436906 19.38% 1.689%

46 15.636 2258 2261 2267 rVV 96050 117450 5.21% 0.454%
47 15.706 2268 2273 2282 rVB 487799 696597 30.89% 2.693%
48 15.930 2308 2311 2317 rVB2 111518 158566 7.03% 0.613%
49 16.177 2350 2353 2359 rVB 145213 199255 8.84% 0.770%
50 17.042 2496 2500 2506 rVB3 88685 156275 6.93% 0.604%

51 17.900 2640 2646 2656 rVB3 76759 218039 9.67% 0.843%

Sum of corrected areas: 25866319
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\

BF106492.D

15 Jun 2018 15:28

JussJ

J3471-04

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7

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

5.20 5.91 ng 205338 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 487 (5.201 min): BF106492.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 5.60
83.0 : : : :
o..“...“...“..uﬁ..?ﬂ?.I“...“...“...“...l...“ m/z 59.00 58.22%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L UL IR I
59.0 480 500 520 540 5.60
m/z 101.00 18.93%
0 N l 830 9307%1
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 16.24%
410 101.0
ol 150 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.61%
5000 41.0
31.0
69.0 870
ol 150 M ARRREECIH 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.74 Concentration Rank 1

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

6.74 60.90 ng 2115700 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.742 min): BF106492.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
6.40 6.60 6.80 7.00
o} R B m/z 68.10 42 _.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 AR S S AR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.13%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok 7o
5000 ggo 1160 m/z 66.00 27.64%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B B R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.22%
97.0
5000 0.0
31.0 520
0"h'|y'b'“'”“”|”"W"y??""l""w"'l"" AR S LR LR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Hexadecanesulfonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.97 4.67 ng 220800 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 86

Abundance Scan 1978 (13.971 min): BF106492.D (-1975) (-) m/z 57.05 100.00%
57.0
5000 ~A~¢AVMJNMNNJAvu/~w~w/WW\Jv
NSRRI SR B
229.1 13.60 13.80 14.00 14.20
I ¢ 196.2 264.0299.1 341.1 /7 43 .00 81 _00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164026: 1-Hexadecanesulfonyl chloride
57.0
5000 DU R B SR B
Bmmmmmmm
m/z 55.00 74.18%
224.0
o280, | m\ \ ‘\h L 1 h . %8,19 I 2 R
m/z--> 50 oo 250 300 350 400
Abundance
570 g70
13.|60 13.|80 14.'00 14.'20 '
5000 m/z 83.10 66.20%
L 260 139.0 182.0 222.0 266.0 311.0 412.0 ANMMMMAN%MNWA\ﬂwmﬁvjjw\wk
m/z--> 55 160 1%0 200 250 360 3%0 460
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R B
57.0 13.60 13.80 14.00 14.20
m/z 69.00 61.99%
5000 97.0 MN#wfw-~ﬁ~ﬁvJﬂwxwvwﬁd)/ﬁ\\M“
1&q M | L 39.0 19602270
ol T Ly St S
m/z--> 50 5 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Friedelan-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .32 47.71 ng 2254970 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 89
2 Sesauirosefuran 218 C15H220 039007-93-7 60
3 3-Cvclopentvlpropionic acid. but... 194 C12H1802 1000292-46-4 60
4 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
5 D:A-Friedoursan-3-one 426 C30H500 089950-00-5 58
Abundance Scan 2037 (14.318 min): BF106492.D (-2025) (-) m/z 69.10 100.00%
69.1
5000 \MWVAWM“%’v)/ﬁW\A~WM_j\KMMM
163.1 2p5.2
273.1 UL R UL B SO
1 305.1 341.2 4114 14.00 14.20 14.40 14.60
0l : m/z 95.10 84.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221186: Friedelan-3-one
69.0 109.0
5000 UL AR B B
163.0 205.0 273.0 426.0 14.00 14.20 14.40 14.60
- ‘ m/z 55.00 73.20%
: 341.0
oL L 2o, | 3050% smao | |
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0 1230
14.00 14.20 14.40 1460
5000 m/z 109.10 70.28%
1750 2180
L L L WL WL W A S WA
m/z--> 50 100 150 200 250 300 350 400
Abundance #56244: 3-Cyclopentylpropionic acid, but-3-yn-2-yl ester B B
81.0 1230 14.00 14.20 14.40 14.60
m/z 81.05 68.07%
0 fL”'“}l"?gﬁq"' UL UL SR SR UL AU B IO
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexacosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.63 7.52 ng 355251 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 91
2 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
Abundance Scan 2090 (14.630 min): BF106492.D (-2086) (-) m/z 57.00 100.00%
57.0
R SR B SRR B
242.1 14.40 14.60 14.80 15.00
41.1
N ¥ X “ B39 L PRL SE039TL 0 Tz 43.00  70.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232315: Hexacosy! trifluoroacetate
57.0
97.0
5000 L SR BN SURBURN U
14.40 14.60 14.80 15.00
m/z 71.10 59.90%
ol \\‘ H hh m .1810 222.0 2780 320.0 364.0 409.0  460.0
m/z--> 5 100 150 200 250 300 350 460 4%0
Abundance
43.0
1440 14.60 14,80 15.00
0
5000 83.0 m/z 55.00 55.12%
269.0
o 1250 4960 312.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R RmEEs o
57.0 14.40 14.60 14.80 15.00
m/z 83.10 54 .46%
h J\iw\//\
18.
o} R o e e
m/z--> 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Oxirane, heptadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.10 ng 107953 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 1.19-Eicosadiene 278 C20H38 014811-95-1 90
3 Tetradecanal 212 C14H280 000124-25-4 90
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
5 Tridecanal 198 C13H260 010486-19-8 80
Abundance Scan 2170 (15.101 min): BF106492.D (-2168) (-) m/z 57.00 100.00%
57.0
5000 ' A J
187.0217.1 948 1276.1306.2 342.1372.3 14. 80 15. 00 15. 20 15. 40
0 : m/z 43.00 76.62%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
430 82.0
5000 LR UL B IR B
14.80 15.00 15.20 15.40
10.0 m/z 82.10 75.12%
oL AL H\ 13 0166.0194.0  236.0264.0
m/z--> 50 150 260 250 300 350
Abundance
55.0
14:80 15.00 15.20 15.40
5000 83.0 m/z 55.00 54_.70%
. 270 1110 151 0180.0008.0 250.0278.0
m/z--> 50 100 150 200 250 300 350
Abundance #71297: Tetradecanal e REaREEEEE
57.0 14.80 15.00 15.20 15.40
m/z 96.10 54 _.57%
5000 %.0
29.0
‘l } 24.0 168.0
o by 220 .
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.31 12.54 ng 436906 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Docosane 310 C22H46 000629-97-0 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2206 (15.312 min): BF106492.D (-2201) (-) m/z 57.05 100.00%
57.0 h
5000
5.0 15.00 15.20 15.40 15.60
141.1 : : : :
ol 183.1219.1256.1 297.2333.2 379.2 422.2 n/z 71.10 72 _88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 R B BN B SRR
15.00 15.20 15.40 15.60
99.0 m/z 43.05 58.22%
ol | L ‘N Hm }4}0 183.0 225.0 267.0 309.0 367.0
m/z--> 55 100 150 260 250 360 3%0 460 '
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 54 _.65%
99.0
0l15.0 141.0 183.0 225.0 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #175558: Tetracosane T T T
57.0 15.00 15.20 15.40 15.60
m/z 55.00 23.95%
5000
99.0
0 d 1410 183.0 2250 267.0 338.0
miz--> ""sb""lc')d"'léd B " " 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.93 4.55 ng 158566 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 86
3 Tetradecanal 212 C14H280 000124-25-4 76
4 Tridecane. l1l-bromo- 262 C13H27Br 000765-09-3 56
5 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 53
Abundance Scan 2311 (15.930 min): BF106492.D (-2308) (-) m/z 57.00 100.00%
57.0
%0 /\_\/\M&_
5000
1802 i1 seet ais2 353 15160 15,80 16,00 16,20
0 : m/z 82.00 T71.47%

m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-
82.0
43.0

5000 R EEEEEEEE s
15 60 1580 1600 16 20

10 m/z 43.00 65.88%
i om0 220_zmg

0! “““.‘ L B B e e B R
m/z--> 50 1 200 250 300 350
Abundance
43.0
R R S REEEEmas ey
82.0 15 60 15.80 16.00 16.20
5000 m/z 83.05 61.43%
111.0
0 152.0 194.0 250.0
A e e o e B [ A s o s o e B e
m/z--> 50 100 150 200 250 300 350
Abundance #71299: Tetradecanal e A REEEEEaS
57.0 15.60 15.80 16.00 16.20

m/z 96.05 52 .06%

5000 96.0
27,0
‘ } 138.0168.0

{ | LI l. ﬂ. 212.0

o+ R RmE

m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8
R.T. EstConc Area Relative to ISTD R.T.
16.18 5.72 ng 199255 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Tetracosane 338 C24H50 000646-31-1 93
3 Docosane 310 C22H46 000629-97-0 93
4 Pentacosane 352 C25H52 000629-99-2 93
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2354 (16.183 min): BF106492.D (-2350) (-) m/z 57.00 100.00%
57.0
5000
113.1 15,80 16.00 16.20 16.40 16.60
[141.1169.1 200. . 13221
ol LA | [ g4LLe01 2000 2391 | 200132243503 | T 71.10  74.39%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L UL BRI DU BN B
15. 80 16 00 16 20 16. 40 16. 60
0.0 1130 m/z 85.10 52.88%
0 \‘. ‘L ‘\ “\ ‘hw h‘ H‘ ‘\1430\16‘90197022502530 296 0
m/z--> §o 100 150 260 250 300 350
Abundance
57.0
. 15,80 16.00 16.20 16.40 16.60
5000 : m/z 43.00 51.89%
. 29.0 113-0141.0]_69.0197.0225.0253.0 338.0 J\/\/\/J\/\WM
m/z--> o 'goll ' 160" "150" "260" "250" ' 500" ' 550
Abundance #153223: Docosane R REmEE e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 99.10 19.01%
113.0
0 |y ] 1830211.0239.0267.0 3100
m/z--> % M 150 2& 2% ﬁ %o mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Bicyclo[4.1.0]heptane, 7-bu... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.04 4.49 ng 156275 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.01lheptane. 7-butvl- 152 C11H20 018645-10-8 64
2 11-Tetradecen-1-ol. acetate. (2)- 254 C16H3002 020711-10-8 50
3 Z-2-Dodecenol 184 C12H240 069064-36-4 49
4 Methanamine. N-I3-methvl-2-buten... 97 C6H11N 1000196-86-4 43
5 E-11(13-Methyl)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 43
Abundance Scan 2500 (17.042 min): BF106492.D (-2496) (-) m/z 57.00 100.00%
.0
97.1
5000
163.1191.1 9211 2631 356 1 "' 16.80 17.00 17.20 17.40
o ; m/z 82.05 98.31%
m/z--> 50 100 150 200 250 300 350
Abundance #25441.: Bicyclo[4.1.0]heptane, 7-butyl-
82.0
41.0
5000 R U SR SO IR
16.80 17.00 17.20 17.40
%ogo 1520 m/z 43.05 88.50%
OIIIIMII\I h:‘h‘lh‘u“:||“|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
82.0
. ' 16.80 17.00 17.20 17.40
5000 ' m/z 83.10 71.05%
110.0
270 138'0166 0194.0
m/z--> 50 100 150 200 250 300 350
Abundance #48726: Z-2-Dodecenol S RREEs B
57.0 16.80 17.00 17.20 17.40
m/z 55.05 64 .99%
5000 96.0
{ 13801660
o’ ‘J.im.ﬂl — T
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106492.D

Aca On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 _beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.90 6.26 ng 218039 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 52
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 46
3 22.26-0x1do-4.17-cholestadien-3.... 414 C27H4203 1000252-80-4 10
4 Cholest-7-en-3-ol. 4.4-dimethvl-... 414 C29H500 006384-28-7 9
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 9
Abundance Scan 2646 (17.900 min): BF106492.D (-2640) (-) m/z 43.05 100.00%
43.0
105.0
161.1
5000 2311
320.3 3813
199, 275.1 414.3 e
17.60 17.80 18.00 18.20
Ob—— m/z 69.10 78.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 17,60 17.80 18.00 18.20
107.0
‘ ‘ 145.0 1 2030 41401 "n77 105.00 69.71%
7 Y 255.0 .
obr—— I\ ‘ m | ﬁH“\ ‘\‘\ \‘Nﬂ\m “H\ \H’l\‘\ﬂ HH \ulhl MI ; ‘: I\‘wl . I\‘ : |3i41 0 3I81 0‘\ ‘L
m/z--> 50 100 1 200 250 300 350 400
Abundance
43.0
17,60 17.80 18.00 18.20
5000 81.0 m/z 81.00 60.91%
414.0
145.0 213.0 303.0
178.0 255.0 381.0
0 115.0 ‘ 342.0
m/z--> 55 160 1%0 200 250 300 3%0 460
Abundance #217405: 22,26-Oxido-4,17-cholestadien-3.beta., 16.alpha.-diol  EEmEE b !
43. 17.60 17.80 18.00 18.20
1790 m/z 57.00 57 .65%
5000 107.0
i
OIIIJ\I\‘\I\I‘\‘I{I‘ R R e
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061518\
Data File : BF106492.D

Acq On : 15 Jun 2018 15:28

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.20 5.9 ng 205338 1 6.97 694761 20.0
unknown6.74 6.74 60.9 ng 2115700 1 6.97 694761 20.0
1-Hexadecanesulfo... 13.97 4.7 ng 220800 5 14.15 945224 20.0
Friedelan-3-one 14.32 47.7 ng 2254970 5 14.15 945224 20.0
Hexacosyl trifluo... 14.63 7.5 ng 355251 5 14.15 945224 20.0
Oxirane, heptadecyl- 15.10 3.1 ng 107953 6 15.71 696597 20.0
Hexacosane 15.31 12.5 ng 436906 6 15.71 696597 20.0
Oxirane, hexadecyl- 15.93 4.5 ng 158566 6 15.71 696597 20.0
Heneicosane 16.18 5.7 ng 199255 6 15.71 696597 20.0
Bicyclo[4.1.0]hep... 17.04 4.5 ng 156275 6 15.71 696597 20.0
-beta.-Sitosterol 17.90 6.3 ng 218039 6 15.71 696597 20.0
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