LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample : J6079-04

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF112618.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 2.240 21 26 39 rvB 73321 106218 8.86% 0.977%
2 5.175 522 525 535 rBV 29902 49001 4_.09% 0.451%
3 5.557 586 590 617 rBV 853500 1061127 88.47% 9.761%
4 6.563 758 761 781 rBVY 1009598 1171000 97.63% 10.772%
5 6.704 781 785 799 rVB 1198649 1180688 98.44% 10.861%
6 6.934 821 824 836 rBV 305016 318719 26.57% 2.932%
7 7.087 846 850 865 rBV 964307 910397 75.90% 8.375%
8 7.498 917 920 942 rBV 587297 715149 59.62% 6.579%
9 8.216 1039 1042 1060 rBV 312305 405706 33.82% 3.732%
10 9.286 1220 1224 1241 rBV 1346193 1199427 100.00% 11.034%
11 9.686 1289 1292 1302 rVB 62263 63815 5.32% 0.587%

12 9.975 1337 1341 1353 rBvV 393150 388928 32.43% 3.578%
13 10.769 1473 1476 1488 rBV 492195 535749 44_.67% 4.928%
14 11.474 1592 1596 1599 rBV 280162 304274 25.37% 2.799%

15 11.498 1599 1600 1607 rVB 59863 47194 3.93% 0.434%
16 11.974 1675 1681 1685 rBV2 31391 43341 3.61% 0.399%
17 12.010 1685 1687 1693 rVV 22401 23974 2.00% 0.221%
18 12.092 1697 1701 1703 rvv2 19106 23701 1.98% 0.218%
19 12.116 1703 1705 1712 rVB2 13567 16662 1.39% 0.153%
20 12.527 1771 1775 1777 rBV2 19274 19019 1.59% 0.175%
21 12.698 1800 1804 1808 rBV 75324 77164 6.43% 0.710%
22 12.927 1840 1843 1849 rVB 88503 85695 7.14% 0.788%
23 13.051 1860 1864 1867 rBV 804998 732944 61.11% 6.742%
24 13.139 1873 1879 1886 rVB3 8191 15757 1.31% 0.145%
25 13.251 1891 1898 1903 rVB3 18436 31953 2.66% 0.294%
26 13.363 1913 1917 1922 rVB2 13754 15533 1.30% 0.143%
27 13.592 1954 1956 1962 rVB 19213 13964 1.16% 0.128%
28 13.898 2004 2008 2010 rBv4 9025 16504 1.38% 0.152%
29 13.921 2010 2012 2021 rVB4 44181 58152 4._.85% 0.535%
30 14.063 2032 2036 2041 rVB 49462 46305 3.86% 0.426%
31 14.127 2042 2047 2050 rvVv 326987 337844 28.17% 3.108%
32 14.157 2050 2052 2056 rvVv 43825 47259 3.94% 0.435%
33 14.233 2060 2065 2069 rBV2 45045 44965 3.75% 0.414%
34 14.521 2109 2114 2115 rBV 15016 18943 1.58% 0.174%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample : J6079-04

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF112618.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.539 2115 2117 2123 rVB 67092 64675 5.39% 0.595%
36 14.857 2166 2171 2175 rBV 75325 77906 6.50% 0.717%
37 14.933 2181 2184 2188 rBV 23595 26472 2.21% 0.244%
38 15.204 2226 2230 2235 rBV3 77494 113932 9.50% 1.048%
39 15.539 2283 2287 2289 rBV 14599 16361 1.36% 0.151%
40 15.598 2292 2297 2303 rBV3 58492 88865 7.41% 0.817%
41 15.662 2304 2308 2317 rBV 158024 222741 18.57% 2.049%
42 16.045 2368 2373 2377 rVB 41683 59687 4 .98% 0.549%
43 16.568 2457 2462 2469 rVB4 18169 36643 3.06% 0.337%
44 17.180 2562 2566 2572 rVB5 8861 17553 1.46% 0.161%
45 17.768 2661 2666 2672 rBV7 7611 18823 1.57% 0.173%

Sum of corrected areas: 10870729
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF112618_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF111059.D
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1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 3

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

2.24 6.67 ng 106218 1,4-Dichlorobenzene-d4 6.93
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 43
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 10

Abundance Scan 26 (2.240 min): BF111059.D (-21) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 87.1
| 2.20 2.30 2.40 2.50 2.60
S U R M N R — m/z 43.05 45.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 R NARAN NARAT RN RARAN LARRN
43.0 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 55.10 31.70%
29.0
Ot ”....JH..”':”. I B e I I
I I I I T I [ I I | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 28.71%
29.0
0..,??9,.”., “‘ e .”,..”,..”,.912...w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 14.81%
5000 59.0
87.0
43.0
0 29.0 | L ‘ ‘ 102.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 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\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.17 3.07 ng 49001 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 43
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
3 3-Hexanol 102 C6H140 000623-37-0 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 524 (5.169 min): BF111059.D (-522) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 1o|1.o 480 5.00 520 5.40 5.60
okt e m/z 59.00 56.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A AN AR R
59.0 480 500 520 540 5.60
m/z 101.00 15.61%
o ao | 830 03,0'%}"
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #3686: 1-Propen-2-ol, acetate
43.0
480 500 520 540 560
5000 m/z 58.10 14 _.25%
58.0
L S S S UL I UL LS I SR B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4417 3-Hexanol |||||||||||||A||||||||||
54.0 480 5.00 520 5.40 5.60
m/z 41.10 9.09%
5000 310 430 73.0
0 \‘\‘ ‘ ‘\ 11 510 \‘ I | 840 1010
miz--> 10 20 30 40 50 60 70 8 9 100 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.70 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.70 74.09 ng 1180690 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 784 (6.698 min): BF111059.D (-781) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 %0 "ok k0 650 700
0 B E e m/z 68.10 43.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.40 6.60 6.80 7.00
m/z 134.00 32.31%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R e I e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.39%
41.0 97.0
‘ ‘ 117.0
ool Lo
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.33%
74.0
116.0
5000 98.0
o i L D a0 amo
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\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknownl11.97 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.85 ng 43341 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 49
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 49
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 49
4 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 49
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 49

Abundance Scan 1680 (11.969 min): BF111059.D (-1675) (-) m/z 43.00 100.00%

43.0 60.0

5000
149.1
1651 11.60 11.80 12.00 12.20
Ot m/z 60.00 87.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 LA L L L L L LB L
11.60 11.80 12.00 12.20
0
94.0 165.0 m/z 55.10 86.25%
0 39.0 630 77q |, 1150 139.0 .
I e B L o o o e I o o o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54752: Phenanthrene, 1-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 41.00 83.60%
95.0 165.0
B a2 B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192.0 11.60 11.80 12.00 12.20
m/z 73.00 80.15%
5000
165.0
o 39.0 630 820 90 1150 139.0
L e L B o e o S B N o I L B e e N S REm e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11. 80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 1-Decanol, 2-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.92 3.44 ng 58152 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
Abundance Scan 2012 (13.921 min): BF111059.D (-2010) (-) m/z 57.05 100.00%
57.0
5000
13.60 13.80 14.00 14.20
ol h.'.?."f.‘?..,....,....,....,....,....,....,.... - 'm/z 43.10 76.13%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #119525: 1-Decanol, 2-octyl-
57.0
5000 SRR AR SRR

13.60 13.80 14.00 14.20
m/z 71.10 56.67%

oLl Jlﬁw 2520

m/z--> 0 100 200 300 400 500 600 700 800 900 1000

Abundance #243830: Nonahexacontanoic acid
57.0
13.60 13.80 14.00 14.20
5000 m/z 55.00 44 .04%
0 l “Jr‘?ﬁ? 253.0 350.0 899.0 998.0
et T T T T T T [ T
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #95993: 1-Decanol, 2-hexyl- A REEEEEaSEE
57.0 13.60 13.80 14.00 14.20
m/z 85.10 38.87%
5000
0 “4540
B o B o N B B i o L e e o o
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.23 2.66 ng 44965 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 83
5 Hexacosane 366 C26H54 000630-01-3 81
Abundance Scan 2064 (14.227 min): BF111059.D (-2060) (-) m/z 57.10 100.00%
51.1
5000
e so7 0. 24612810 4100 1420 1440 1460
ob— L, e m/z 43.00 61.85%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 LR S UL B U

14,00 14.20 14,40 14.60
m/z 71.00 56.69%

o 271|0.| | ,|99,-°‘ 1410 183.0 226.0
A o e A B e e e e e o LA B a a |
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.00 36.60%
99.0
o210 J 3\ | }41 0 1830 2250 2810 337.0  394.0
Lty T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 14.00 14.20 14.40 14.60
m/z 55.00 17 .36%
5000
99.0
Lzl ||y ,\ | 1410 183.0 2250 266,0296.0
e — T T T T R N R A REEEmmas
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .54 3.83 ng 64675 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2117 (14.539 min): BF111059.D (-2115) (-) m/z 57.10 100.00%
57.1
5000 85.0
| ruslm et 2070 2611 14120 1440 14,60 1430
ol -J VY koS S S m/z 71.05 62.13%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0

14.20 14.40 14.60 14.80
m/z 43.05 61.36%

29.0
oL ]fﬂl 14}01690197022502530 205.0323.0  367.0
—— — ¢ I LA B e e e e S e PR
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R e S RN REE s
85.0 14.20 14.40 14.60 14.80
5000 m/z 85.05 48 .56%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
— ..,.... — AL B i e e e o e o
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0 14.20 14.40 14.60 14.80

m/z 41.05 25.28%

5000 85.0
29.0 13.0
| ﬁ 9141.0169.0197.0225.0253.0281.0309.0338.0

ol b o e S L

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:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 5
R.T. EstConc Area Relative to ISTD R.T.
14 .86 4.61 ng 77906 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2172 (14.862 min): BF111059.D (-2166) (-) m/z 57.10 100.00%
57.1
5000
1]13 L2561 | 14.60 14.80 15.00 15.20
I ”.WJJ'”.W.”ﬂﬂ.”,”...”...”,”.w.”.“.”,”. m/z 43.05 67.84%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 LI B SR SULLLE UL

14.60 14.80 15.00 15.20
m/z 71.05 62.30%

13.0 169.0 225.0 281.0 337.0 394.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
R R R E e
14.60 14.80 15.00 15.20
5000 m/z 85.10 51.41%
ol 13011690 225.0 281.0 380.0
R o o e e e A RARENEEEEEREREE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 14.60 14.80 15.00 15.20
m/z 55.05 28 .55%
5000
130 169.0
O AT 7200 2250 281.0 337.0 393.0 449.0 505.0 562.0 617.0 N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2,6,10,14,18-Pentamethyl-2,.._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.93 2.38 ng 26472 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 90
2 Saualene 410 C30H50 000111-02-4 86
3 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 80
4 .psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 78
5 6,10,14,18,22-Tetracosapentaen-2... 506 C30H51BrO 065746-05-6 78
Abundance Scan 2183 (14.927 min): BF111059.D (-2181) (-) m/z 69.10 100.00%
69.1
5000
119-°| 2090 g1 14:60 14.80 15.00 1520
Ot | m/z 81.00 46.94%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69.0
5000 A UM LR SRR IR

14.60 14.80 15.00 15.20
m/z 41.00 25.98%

121.0
63.0 205.0 273.0 342.0

=

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #215931: Squalene
69.0
R AEmEEEE L
14.60 14.80 15.00 15.20
5000 m/z 93.10 16.84%
7.0
o200 || 1oq dd h 1910 2310 2730 3410 410.0
= ik i e e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram... —
69.0 14.60 14.80 15.00 15.20

m/z 119.00 16.72%

5000
294 Jqom 161.0 J
0 J ol J‘\ M.\ \l l“ 2040 272.0
e T

m/z--> 0 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111059.D

Aca On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample = J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Nonahexacontanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.57 3.29 ng 36643 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 78
2 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 72
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Hexatriacontane 507 C36H74 000630-06-8 72
Abundance Scan 2462 (16.568 min): BF111059.D (-2457) (-) m/z 57.05 100.00%
57.0
5000
I 2810 16.20 16.40 16.60 16:80
oAby || M/z 71.10  77.03%
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid
57.0
5000 NN I
16.20 16.40 16.60 16.80
m/z 43.00 59.10%
0 56.0 2530 350.0 899.0 998.0
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #94351: Hexadecane, 3-methyl-
57.0
16.20 16.40 16.60 16:80
5000 m/z 85.05 52.62%
J[ 211.0
Ol"'P“"W"w"“|'”'|“"w"w"“|'”'|“"w
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #241526: Tetratetracontane
57.0 16.20 16.40 16.60 16.80
m/z 56.00 24 .44Y%
5000
oL || 4550 2530 351.0 4770 6180
m/z--> 6 160 260 360 400 500 660 760 860 960 1doo 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112818\
Data File : BF111059.D

Acq On : 28 Nov 2018 21:34

Operator : JU/SJ

Sample : J6079-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF112618_.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... 2.24 6.7 ng 106218 1 6.93 318719 20.0
2-Pentanone, 4-hy... 5.17 3.1 ng 49001 1 6.93 318719 20.0
unknown6.70 6.70 74.1 ng 1180690 1 6.93 318719 20.0
unknownll.97 11.97 2.9 ng 43341 4 11.47 304274 20.0
1-Decanol, 2-octyl- 13.92 3.4 ng 58152 5 14.13 337844 20.0
Hexadecane 14.23 2.7 ng 44965 5 14.13 337844 20.0
Hexacosane 14 .54 3.8 ng 64675 5 14.13 337844 20.0
Octacosane 14.86 4.6 ng 77906 5 14.13 337844 20.0
2,6,10,14,18-Pent... 14.93 2.4 ng 26472 6 15.66 222741 20.0
Nonahexacontanoic... 16.57 3.3 ng 36643 6 15.66 222741 20.0
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