LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 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-BF120818.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 4.987 487 493 502 rVB2 167469 240613 2.80% 0.394%
2 5.410 560 565 568 rBY 3801369 3435550 39.92% 5.629%
3 6.422 733 737 744 rBV2 2622574 2502255 29.08% 4._.100%
4 6.563 757 761 765 rBVY 6107244 6011483 69.86% 9.850%
5 6.792 797 800 804 rBY 1706688 1569272 18.24% 2.571%
6 6.863 809 812 814 rBV 138011 126296 1.47% 0.207%
7 6.951 823 827 831 rBVY 5928464 5662181 65.80% 9.278%
8 7.357 890 896 899 rBVY 5480500 5262929 61.16% 8.624%
9 8.075 1015 1018 1021 rBVvV 2535072 2196419 25.52% 3.599%
10 8.263 1046 1050 1053 rVB 198697 150726 1.75% 0.247%

11 8.380 1067 1070 1075 rVB 187249 169011 1.96% 0.277%
12 9.051 1178 1184 1189 rVB3 106747 100253 1.16% 0.164%
13 9.157 1197 1202 1205 rBV 9635164 8605546 100.00% 14.101%
14 9.545 1265 1268 1271 rBV 302283 228677 2.66% 0.375%
15 9.833 1313 1317 1319 rBV 2579159 2402694 27.92% 3.937%

16 9.863 1319 1322 1330 rVV 1318817 1477228 17.17% 2.421%
17 9.945 1332 1336 1340 rVB 561709 487773 5.67% 0.799%
18 10.616 1446 1450 1454 rBV 4673561 4684991 54.44% 7.677%
19 10.698 1461 1464 1469 rBV 155098 169863 1.97% 0.278%
20 11.316 1565 1569 1571 rBV 2318357 1965937 22.85% 3.221%

21 11.333 1571 1572 1576 rVB 201902 158485 1.84% 0.260%
22 11.851 1656 1660 1665 rBV 1311721 1194226 13.88% 1.957%
23 11.892 1665 1667 1671 rVB 298062 265411 3.08% 0.435%
24 12.527 1771 1775 1777 rBV 164111 179480 2.09% 0.294%
25 12.633 1790 1793 1799 rBV 713811 687813 7.99% 1.127%

26 12.751 1808 1813 1817 rVB 137227 150774 1.75% 0.247%
27 12.904 1834 1839 1842 rBV 6388547 5868586 68.20% 9.616%
28 12.939 1842 1845 1854 rVB 223173 246730 2.87% 0.404%
29 13.810 1989 1993 2001 rBV 607741 769634 8.94% 1.261%
30 13.874 2001 2004 2011 rBV 162424 182038 2.12% 0.298%

31 13.951 2013 2017 2020 rBV 1929968 1742272 20.25% 2.855%
32 14.709 2144 2146 2149 rBV2 115004 131229 1.52% 0.215%
33 14.809 2160 2163 2167 rVB 272218 269088 3.13% 0.441%
34 15.068 2204 2207 2215 rVB3 84146 120381 1.40% 0.197%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 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\HPCHEM1I\BNA F\METHODS\8270-BF120818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.386 2257 2261 2267 rBV 1329017 1613039 18.74% 2.643%

Sum of corrected areas: 61028883
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On - 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120818.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 8

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

4.99 3.07 ng 240613 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 494 (4.992 min): BF111297.D (-487) (-) m/z 43.00 100.00%
43.0
59.1

101.1
4.60 4.80 5.00 5.20 5.40
83.0
0 ...,....,....,....-,'....,..'.-!,...6?,0....,....,....,|....,. m/z 59.10 55.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A e A
59.0 460 4.80 5.00 5.20 5.40
0
15.0 1010 m/z 101.10 16.63%
s1.0 83.0
O e o e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R R e S RREEE n
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 14 .80%
41.0
29.0 101.0
o 11,500 ] 730 86.0 |
(O B o o e B L L LA i B e o o e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417: 3-Hexanol
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.94%
5000 31 73.0
1 ‘ ‘ 11 \‘ 84 O 101 O
0"'I'”'I"”I"'W""P"'I'”'I"”I"'W""P"'I' N R e RN R
m/z--> 10 20 30 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.56 Concentration Rank 1

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

6.56 76.61 ng 6011480 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 761 (6.563 min): BF111297.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
w01 o1 J oo || Gh0 6k 6k Gy
o} i o S e Kt m/z 68.10 42 .75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS S S
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.85%
0 AL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 680
5000 m/z 66.00 27 .92%
104.0
miz--> % b e'o & o o w10 o
Abundance #52379: Tranylcypromine- proplonyl T ,4. . .\, R
57.0 6.20 6.40 6.60 6.80
m/z 69.05 17.71%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘||‘h||“|||H“||‘|“|||‘H||||:!-5|8|.O|||||1|8|9.|0|| S ERRREE R
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown9.95 Concentration Rank 6

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

9.95 4_.06 ng 487773 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-l1l-amine. N-ethvl-N-methvl- 113 C7H15N 061308-10-9 46
2 Benzolbldioxane. 3.3-dimethvl-2-... 235 C14H21NO2 003523-36-2 37
3 Hex-4-enamide. N.N-dimethvl 141 C8H15NO 123456-20-2 36
4 2.3.N.N-Tetramethvl-4-nitro-butv... 188 C8H16N203 1000187-66-9 32
5 2-Propanamine, N-ethyl- 87 C5H13N 019961-27-4 25

Abundance Scan 1337 (9.951 min): BF111297.D (-1332) (-) m/z 72.10 100.00%
72.1
5000 45.0
170.1
98.1 1271 AR SR SR
1490 1910 9.60 9.80 10.00 10.20
0 ; : m/z 45.05 49 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7021: 3-Buten-1-amine, N-ethyl-N-methyl-
74.0
44.0
5000 NS NN

960 980 10.00 10.20
m/z 44.10 44 _85%

27.0
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89873: Benzo[b]dioxane, 3,3-dimethyl-2-(1-ethylamino)ethyl-
72.0
| S
9.60 9.80 10.00 10.20
5000 m/z 170.10 28.18%
44.0
o ne . 91.0 1210 1450163018202020 235.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19052: Hex-4-enamide, N,N-dimethy!  REaE e A NARRY T
72.0 141.0 9.60 9.80 10.00 10.20
: m/z 98.10 20.83%
5000 45.0
98.0
27.0 ‘ ‘
0 “M.ﬂw.whw“.”M.m..HzﬂR.,”.w..” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 12.15 ng 1194230 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1660 (11.851 min): BF111297.D (-1656) (-) m/z 43.05 100.00%
430 | 73.0
5000 129.1
970 rrrryrrrryrrrryrrrrrTT
157.1 1852 213.2 37 5256.3 11.|60 11.'80 12.'00 12.'20
o/ ' : m/z 73.00 93.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
.0

60
5000 129.0 - ..,....,J e
83.0 11.60 11.80 12.00 12.20
X 0
‘J‘“ 1570 190 2130 250 | ™/Z 60.00  90.71%
4 ,
04
20 40 6

m/z--> 0O 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
.0

73
e AR RE=
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 79.14%
o) :
20 40 60

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid I B L e L B B
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.10 74 .57%
5000 129.0
0 15.0 . J“k_ e
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Hexaethylene glycol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.89 2.70 ng 265411 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 58
2 Pentaethvlene alvcol 238 C10H2206 004792-15-8 53
3 Tetraethvlene alvcol 194 C8H1805 000112-60-7 53
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 53
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet. .. 370 C16H3409 005117-19-1 53

Abundance Scan 1667 (11.892 min): BF111297.D (-1665) (-) m/z 45.05 100.00%

44.0
5000

11.60 11.80 12.00 12.20

97.1 124.1 1551

1921 9911

0 m/z 43.10 48.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128696: Hexaethylene glycol
45.0
5000 LN L L L L B B
89.0 11. 60 11. 80 12. 00 12 20
: m/z 57.10 37.06%
0290 | 67.0 |,| - 1330 1630 195.0219.0 251.0 2810
A L B R e L e e A AR et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91749: Pentaethylene glycol
45.0
11.60 11.80 12.00 12.20
5000 m/z 71.10 34_11%
89.0
o129 ! J 1330 163.0 195.0 219.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56803: Tetraethylene glycol R e e e AR
45.0 11.60 11.80 12.00 12.20
m/z 89.10 30.94%
5000
89.0
o2 M R0 eso
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.63 7.00 ng 687813 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70

Abundance Scan 1792 (12.627 min): BF111297.D (-1790) (-) m/z 43.10 100.00%

:

73.0
5000
129.1
97.0 T e e e
185.2 241.2 12.40 12.60 12.80 13.00
50.2 213.2 : 284.4 - - : :
0‘ H“‘mm m/z 73.00 76.33%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
129.0
5000 284.0
] . 12.40 12.60 12.80 13.00
' m/z 57.05 71.09%
0 : :
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
T T T T T
12.40 12.60 12.80 13.00
5000 129.0 m/z 59.95 64.78%
J‘u | 157.0 1g50 213.0 256.0
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid P R
73.0 12.40 12.60 12.80 13.00
m/z 41.05 62.06%
5000 129.0 wﬂthrA\fWJANAKWL~wwﬁjkwaM/

m/z--> 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\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 8.83 ng 769634 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1993 (13.810 min): BF111297.D (-1989) (-) m/z 57.05 100.00%
57.0
97.1
5000
LR SRR DAL SUNRL B
39.1 13.40 13.60 13.80 14.00 14.20
ol ‘ N« I 181221312460 287192313570 | a0 94 78
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 AR SRR SRR SURBLRA
13140 13.60 13.80 14.00 14.20
m/z 55.05 88.26%
39.0
oL J“ ]}, , 1820 2240 2660
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0 LRSI SN B U S
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 81.41%
169.0
0L, 26l0] | I ) | 3380 |7 2100 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 T e
57.0 |97.0 13.40 13.60 13.80 14.00 14.20
m/z 69.10 72 .30%
P3go
ol LALLM bh g, 2810 2220 2640 3080 e A tning
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.09 ng 182038 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 90
2-12-12-T2-T2-T2-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 87
2-T2-12-T2-12-12-T2-12-T2-T2-(2-... 502 C22H46012 1000352-13-2 83
2-T2-12-12-12-12-12-12-(2-Hvdrox. .. 414 Ci8H38010 1000352-12-5 83
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 1000352-12-6 80
Abundance Scan 2003 (13.868 min): BF111297.D (-2001) (-) m/z 45.00 100.00%
44.0

S8

5000 89.0
W L 133.1 13.60 13.80 14.00 14.20
176.2  234.0 . 335.1
0 ....,~.'.'.'I|.-,1:J¢=.J.,....,...‘.,2.7.3.2.,....,....,....,.. m/z 43.10 50.33%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45.0
5000 89.0 L e EMLLELE e e

13,60 13.80 14.00 14.20
m/z 88.95  47.40%

N

o 1| l| ; , % 1750 251.0
e e e R e S e e
miz-> 0 50 10 150 200 250 300 350 400 450
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45.0
89.0 13.60 13.80 14.00 14.20
5000 ' m/z 57.10 32.31%
133.0
ol | [ l J 177.0 221.0  283.0 327.0
T e e e e e e e e e e
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth... e
45.0 13.60 13.80 14.00 14.20
0
89.0 m/z 71.10 26.72%
5000
133.0
ol Ai‘l Lo 1770 221.0 265.0 309.0 415.0 459.0
e T T T T T e e e e e e e A
miz-> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111297.D

Aca On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample : J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.81 3.34 ng 269088 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 74
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72
Abundance Scan 2163 (14.809 min): BF111297.D (-2160) (-) m/z 69.10 100.00%
69.1
5000
\ 07.1137.1 14.40 14.60 14.80 15.00 15.20
oL 300 LI, 189121032530 2989 3422 3862 | uspg1.10  54.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LRI DAL BRI SUNIU B
14.40 14.60 14.80 15.00 15.20
m/z 41.10 28.99%
o bk 0{-0,13,7 'C,) 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 1460 14.80 15.00 15.20
5000 m/z 95.10 12.39%
137.0
o120 |} 107.0 | 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal A B o
69.0 14.40 14.60 14.80 15.00 15.20
m/z 137.05 10.86%
5000
137.0
29.0 | bmyo ] 192.0 247.0 316.0
OI\JI\JIJI Lui‘|L|‘u|EU‘||‘|||||‘|‘||||‘||||||‘||||||||||| o L
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121118\
Data File : BF111297.D

Acq On : 12 Dec 2018 1:06

Operator : JU/SJ

Sample - J6214-37

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.99 3.1 ng 240613 1 6.80 1569270 20.0
unknown6 .56 6.56 76.6 ng 6011480 1 6.80 1569270 20.0
unknown9 .95 9.95 4.1 ng 487773 3 9.83 2402690 20.0
n-Hexadecanoic acid 11.85 12.2 ng 1194230 4 11.32 1965940 20.0
Hexaethylene glycol 11.89 2.7 ng 265411 4 11.32 1965940 20.0
Octadecanoic acid 12.63 7.0 ng 687813 4 11.32 1965940 20.0
1-Nonadecene 13.81 8.8 ng 769634 5 13.95 1742270 20.0
3,6,9,12,15-Penta... 13.87 2.1 ng 182038 5 13.95 1742270 20.0
Squalene 14.81 3.3 ng 269088 6 15.39 1613040 20.0
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