LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On > 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 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-BF110818 .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 2.216 17 22 34 rvVB 107549 145914 14.22% 1.361%
2 5.169 520 524 533 rBV 17766 24204 2.36% 0.226%
3 5.557 586 590 606 rBV 882198 846223 82.47% 7.891%
4 6.563 758 761 776 rBV 948022 1026078 100.00% 9.568%
5 6.710 783 786 790 rBVY 1100317 957517 93.32% 8.928%
6 6.945 822 826 832 rBV 621117 514215 50.11% 4 _.795%
7 7.098 848 852 864 rBV 822053 719526 70.12% 6.709%
8 7.510 918 922 938 rBV 567289 603999 58.86% 5.632%
9 8.227 1040 1044 1059 rVvB 726393 653501 63.69% 6.093%
10 9.298 1222 1226 1235 rBvV 1200345 958350 93.40% 8.936%

11 9.692 1288 1293 1300 rVB 122022 109410 10.66% 1.020%
12 9.986 1339 1343 1353 rVB 692424 605978 59.06% 5.650%
13 10.774 1474 1477 1486 rBV 327291 334030 32.55% 3.115%
14 10.868 1490 1493 1502 rVB3 10765 18718 1.82% 0.175%
15 11.480 1593 1597 1605 rBV 579691 514945 50.19% 4.802%

16 11.845 1657 1659 1663 rVB2 18981 15093 1.47% 0.141%
17 11.980 1679 1682 1686 rBV3 27064 33672 3.28% 0.314%
18 12.533 1773 1776 1778 rBV2 73447 69837 6.81% 0.651%
19 12.551 1778 1779 1784 rVB3 52354 46468 4_.53% 0.433%
20 12.645 1792 1795 1800 rVB3 11984 17379 1.69% 0.162%
21 12.698 1800 1804 1808 rBV 38513 41073 4._00% 0.383%
22 12.768 1813 1816 1823 rVVv4 38907 52719 5.14% 0.492%
23 12.909 1838 1840 1842 rBV 27060 29773 2.90% 0.278%
24 12.933 1842 1844 1848 rVB2 43322 43989 4._.29% 0.410%
25 12.980 1848 1852 1855 rBV2 14675 17165 1.67% 0.160%
26 13.056 1862 1865 1869 rBV 759093 671346 65.43% 6.260%
27 13.268 1898 1901 1904 rVB2 30560 23118 2.25% 0.216%
28 13.609 1956 1959 1961 rBV2 47011 39904 3.89% 0.372%

29 13.939 2012 2015 2020 rBVZ2 77955 102101 9.95% 0.952%
30 14.127 2043 2047 2051 rBV 565530 557613 54.34% 5.199%

31 14.256 2066 2069 2072 rBV 63745 61434 5.99% 0.573%
32 14.562 2118 2121 2124 rBV 75597 75404 7.35% 0.703%
33 14.880 2172 2175 2178 rVB 84928 85752 8.36% 0.800%

34 15.227 2231 2234 2243 rVB 116786 136873 13.34% 1.276%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On > 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.621 2298 2301 2304 rBV 95003 130018 12.67% 1.212%
36 15.656 2304 2307 2311 rVB 277152 323963 31.57% 3.021%
37 16.080 2376 2379 2383 rVB 91015 117271 11.43% 1.093%

Sum of corrected areas: 10724573
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On : 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance -
1200000 TIC: BF110622.D
6.71

1000000 6.56

5.56
7.10

800000
6.95
600000 7.51

400000

200000

5:'\17 L L k L L

e T L B

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance -
1200000 ol30 TIC: BF110622.D

1000000

800000 623 13.06
' 9.99

600000 11.48

400000 10.77

200000 9.69
\ - X M@fﬁ@é@

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance -
1200000 TIC: BF110622.D

1000000

800000
14.13
600000
400000

200000 13.94
13.61

rr- 71—
Time-->  13.50 14.00 14.50 15.00 15.50 16.00

T
16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On : 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.22 5.68 ng 145914 1,4-Dichlorobenzene-d4 6.95
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 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 22
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 23 (2.222 min): BF110622.D (-17) (-) m/z 73.10 100.00%
73.1

-

5000 43.0
55.1 87.1
| 2.20 2.30 2.40 2.50 2.60
Obr e et e e e e e e e || M/z 43.00 40 89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
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 55.10 29.91%
29.0
ol L] .
B B o B LI I N b e e o e S R R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 410 550 m/z 87.10 28.06%
29.0
o ] sro 1120 a0
T Nt LLL A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.55%
5000 59.0
87.0
43.0
29.0 L1 L L ‘ 102.0
B B L o e o o B AN EEEEEEEEEEu
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On : 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 1

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

6.71 37.24 ng 957517 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 786 (6.710 min): BF110622.D (-783) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.0 RSN SRR AN R
400 540 | 6.40 6.60 6.80 7.00
O e boe e Z80 L 3ge0 Wl w77 68.10  42.10%
m/z--> 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 s
5000 RSN SRR AN R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.19%
0'I”"l'Jh'L'I”'W'”'i”?hq'“l”"P'“l'”'P"WI'“I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 26.68%
33.0 44.0 0.0 105.0
0 6(\) 9 0 0 ‘ | 115.0 |
AR SRS AR AR RARAN RS AR RN RSN SNSS SRS SRR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e e R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.46%
117.0
5000
39.0 910
270 [ %o ﬁo'jo 1%0‘ M
o) |||‘| Tt ||||‘|‘||| |l|| SN 1S M I\I\” |||l ! ME—
m/z--> 20 30 40 50 60 70 80 9'0 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On : 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Bicyclo[2.2.2]octane, 2-met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1253 2.71ng 69837  Phenanthrene-di0 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
“““ icvclol2.2.2loctane. 2-methvl- 124 CO9H16  000766-53-0 64
4 Octadiene. 7-methvl- 124 C9H16 037050-05-8 58

064566-18-3 53
002463-02-7 50

RY-(-)-14-Methvl-8-hexadecvn-1-ol 252 C17H320
1.14-Eicosadienoic acid. methyl... 322 C21H3802

ANWN P
NPAaw®

-Heptadecyne, 17-chloro- 270 C17H31CI 056554-75-7 49
Abundance Scan 1776 (12.533 min): BF110622.D (-1773) (-) m/z 66.95 100.00%
>0 JLMM
18 LA L L L L L L L L L
163.1 12:20 12.40 12.60 12.80
(o m/z 81.00 73.43%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
67.0 95.0
124.0
5000 41.0 LA L L L B
12.20 12.40 12.60 12.80
m/z 55.00 72.02%
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #10664: 3,4-Octadiene, 7-methyl-
41.0 67.0
R RREEEE RS EE
12.20 12.40 12.60 12.80
5000 95.0 m/z 206.10 62.86%
||| e
N T
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #104165: (R)-(-)-14-Methyl-8-hexadecyn-1-ol
55.0 81.0 12.20 12.40 12.60 12.80
m/z 95.10 59.07%
5000 109.0
0 \‘ \‘ \“ ‘ ‘M “\1330 L 16?'0 195.0 223.0 252.0
R e R R R o e AR RERE R RREEEE RS EE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12. 20 12. 40 12 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On : 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.77 2.05 ng 52719 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1816 (12.768 min): BF110622.D (-1813) (-) m/z 43.05 100.00%

73.0

5000 129.1
JJM ' 1, ' : 12.40 1260 12.80 13.00
(o} : m/z 73.00 94 .59%
60

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73.0
5000 129.0
12.40 12.60 12.80 13.00
: ] m/z 60.00 93.82%
0 : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
R RN R
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.10 83.74%
83.0
157.0 185.0 213.0 256.0
O.HPH.N”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid A BT o e
43.0 ,73.0 12.40 12.60 12.80 13.00
m/z 55.10 75.14%
5000 129.0

1501 ||

o220l S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On : 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.94 3.66 ng 102101 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 92
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2015 (13.939 min): BF110622.D (-2012) (-) m/z 57.10 100.00%
57.1
5000
111.1 2'6q 1a'en 14100 1400
187.1 230.0 13.60 13.80 14.00 14.20
ol e 2531 2811 m/z 43.10 68.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane
57.0
5000 AU RN AR
13.60 13.80 14.00 14.20
29.0 m/z 71.10 55.49%
o |, 113.0 141.0 169.0 196.0 240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
13.60 13.80 14.00 14.20
5000 m/z 55.05 43.06%
. 29. OH 111.0133.0 161.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane R e EEAER R
57.0 13.60 13.80 14.00 14.20
m/z 85.10 42 .69%
5000 85.0
29.0
0 ‘ H \‘ \‘ 11\3 0 141 0 169.0 212 0
m/z--> 26 45 60 85 100 150 150 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Data Path
Data File

Aca On

Sample
Misc

ALS Vial

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
BF110622.D

9 Nov 2018 12:46

J5762-01 2X

Operator ; JU/SJ

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

9 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.70 ng 75404 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tricosane 324 C23H48 000638-67-5 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2121 (14.562 min): BF110622.D (-2118) (-) m/z 57.10 100.00%
57.1
5000
1901411 131 221 2501 14720 1440 14150 1480 "
ob——i m/z 43.10 69 .59%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 L B B B B B
85.0 1420 1440 1460 14.80
29.0 m/z 71.10 62.87%
ol \ ﬂ13 0141.0169.0197.0226.0
m/z--> §0 100 1%0 260 250 360 3%0
Abundance #164578: Tricosane
57.0
14.20 14.40 1460 1480
5000 85.0 m/z 85.10 44.14%
13.0 324.0
o \ | | | [ ] 714101800197.0 239.0267.0905.0
m/z--> §0 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane TTT T T T[T T T T[T T T T T T T T T
57.0 14.20 14.40 14.60 14.80
m/z 55.10 21.75%
5000 85.0
. 290 i ﬂ13°14101690197022502530 20503230 3670
m/z--> 5'0 100 1&1;0 2(')0 250 300 3&1;0 14.20 14. 40 14. 60 14I80 '

8270-BF110818.M Mon Nov 12 15:44:20 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On : 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecane, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.88 3.08 ng 85752 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 2175 (14.880 min): BF110622.D (-2172) (-) m/z 57.10 100.00%
57.1
5000

14.60 14.80 15.00 15.20
m/z 71.10 62.46%

o

e 113.1141.1 168.0 198.0 225.1 254.1278.1 308.1
o
mz-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #117649: Octadecane, 2-methyl-
57.0
5000 LA L L L L L LB L
85.0 14.60 14.80 15.00 15.20
29.0 2950 m/z 43.10 60.50%
’ 113.0 :
J2o | | |1130141.0 160.0 1970 | 253.0
e R e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117636: Nonadecane
57.0
R R EREEE SR RS
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.05 48.52%
29.0 268.0
RRRIERERSIaun ””P”quupuﬂuu.”.u”.u.”u.”.””.”qu”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane A o Al BRRmsma
57.0 14.60 14.80 15.00 15.20
m/z 41.10 20.81%
5000
85.0
29.0

1113 0 141.0 169 0 197 0 225 0 253. o 282 0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On : 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.23 8.45 ng 136873 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2235 (15.233 min): BF110622.D (-2231) (-) m/z 57.10 100.00%
57.1
5000
l | e t4L.1 1750 219.1  264.1 300.2 . 1500 1520 1540 1560 |
oL bl e O e | m/z 71.10 60.65%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LB SULRLE UL BN L
15.00 15.20 15.40 15.60
m/z 43.10 58.93%
o 270} . | “ | _}4} 0. 1830 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 260 250 300 350
Abundance #194493: Hexacosane
57.0
" 15.00 15,20 15.40 15.60
5000 m/z 85.05 46.07%
99.0
ol 1. j Iy \{ 1410 1830 2250 267.0 309.0 _ 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B REEREESEET
57.0 15.00 15.20 15.40 15.60
m/z 55.10 25.51%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 50 100 15 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110622.D

Aca On : 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.08 7.24 ng 117271 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Hexacosane 366 C26H54 000630-01-3 87
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 5-Butyl-5-ethylheptadecane 324 C23H48 1000360-43-0 86
Abundance Scan 2379 (16.080 min): BF110622.D (-2376) (-) m/z 57.10 100.00%
57.1
141.1 220.1 254.1284.1 323.1 15.80 16.00 16.20 16.40
N "11|l'!,1.79?.',....,....,....,.. m/z 71.10 62.76%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L LR BRI UL U
15. 80 16 00 16. 20 16. 40
m/z 43.10 62.28%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
m/z--> éo 100 1%0 260 2éo 360 3éo
Abundance #194493: Hexacosane
57.0
' 15.80 16.00 16,20 16.40
5000 85.0 m/z 85.10 50.72%
. 290 j I e 1410160.0197.0225,02530 29603280 367.0 J\M¢Mwwwwxmj\ﬁwmwwwmvw%u
m/z--> éo 160 150 260 2éo 360 3éo
Abundance #194499: Eicosane, 7-hexyl- N B E e
57.0 15.80 16.00 16.20 16.40
m/z 99.10 18.46%
5000 85.0 j\mwﬂﬂukiww/kﬂﬁmﬁwwﬂw«mw
0 ‘ J 31301410 182.0211.0 252.0281.0309.0337.0
m/z--> 5'0 100 150 2(')0 2éo 3(')0 3éo 15. 80 16 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110622.D

Acq On > 9 Nov 2018 12:46

Operator : JU/SJ

Sample : J5762-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.22 5.7 ng 145914 1 6.95 514215 20.0
unknown6.71 6.71 37.2 ng 957517 1 6.95 514215 20.0
Bicyclo[2.2.2]oct... 12.53 2.7 ng 69837 4 11.48 514945 20.0
Octadecanoic acid 12.77 2.0 ng 52719 4 11.48 514945 20.0
Heptadecane 13.94 3.7 ng 102101 5 14.13 557613 20.0
Hexadecane 14.56 2.7 ng 75404 5 14.13 557613 20.0
Octadecane, 2-met... 14.88 3.1 ng 85752 5 14.13 557613 20.0
Heptacosane 15.23 8.4 ng 136873 6 15.66 323963 20.0
Heneicosane 16.08 7.2 ng 117271 6 15.66 323963 20.0
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