LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 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-BF092218 .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 4.887 474 476 490 rVB 43856 56210 3.56% 0.332%
2 5.310 544 548 551 rBVY 1470725 1319192 83.57% 7.781%
3 6.339 719 723 730 rBVY 1632870 1431004 90.65% 8.440%
4 6.475 742 746 749 rBVY 1635332 1420766 90.00% 8.380%
5 6.539 755 757 763 rBV 24139 21512 1.36% 0.127%
6 6.704 782 785 789 rBV 798186 687001 43.52% 4._.052%
7 6.863 808 812 815 rBVY 1408010 1116086 70.70% 6.583%
8 7.263 876 880 883 rBY 1018964 851998 53.97% 5.025%
9 7.986 999 1003 1007 rBVY 1088598 857685 54.33% 5.059%
10 9.063 1182 1186 1189 rBvV 2030138 1578565 100.00% 9.310%

11 9.186 1204 1207 1211 rBV 273412 243447 15.42% 1.436%
12 9.457 1250 1253 1256 rBV 414023 326399 20.68% 1.925%

13 9.686 1289 1292 1294 rBV 26356 21841 1.38% 0.129%
14 9.739 1297 1301 1304 rBV 957569 858976 54.41% 5.066%
15 10.180 1373 1376 1379 rVB 42920 31094 1.97% 0.183%
16 10.404 1410 1414 1416 rBV 24173 27691 1.75% 0.163%
17 10.516 1430 1433 1439 rBvV 851966 724073 45.87% 4.271%
18 10.651 1453 1456 1463 rVB 79644 96574 6.12% 0.570%
19 10.851 1487 1490 1493 rBv4 14665 20117 1.27% 0.119%
20 11.098 1529 1532 1535 rBV 87881 75034 4._75% 0.443%
21 11.127 1535 1537 1541 rVB 44453 43674 2.77% 0.258%
22 11.210 1548 1551 1554 rBV 758089 702064 44_.47% 4.141%
23 11.233 1554 1555 1559 rvVv 100942 67097 4._.25% 0.396%
24 11.286 1559 1564 1567 rVB2 36181 38438 2.43% 0.227%
25 11.521 1601 1604 1610 rBV 79366 81205 5.14% 0.479%
26 11.710 1634 1636 1639 rBV 21158 20284 1.28% 0.120%
27 11.739 1639 1641 1646 rVB2 29421 39152 2.48% 0.231%
28 11.821 1652 1655 1658 rBV 45681 46432 2.94% 0.274%
29 11.927 1670 1673 1676 rBV 82859 68189 4._.32% 0.402%
30 12.086 1697 1700 1705 rBV7 12313 23154 1.47% 0.137%
31 12.263 1727 1730 1733 rBV3 23962 22064 1.40% 0.130%
32 12.316 1737 1739 1742 rVB 70325 57610 3.65% 0.340%

33 12.416 1753 1756 1760 rBV 228003 198348 12.57% 1.170%
34 12.645 1789 1795 1798 rBV 223927 227254 14 _.40% 1.340%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 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-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.686 1799 1802 1804 rVVv2 56092 41474 2.63% 0.245%
36 12.792 1817 1820 1824 rBV 1219774 1034155 65.51% 6.099%
37 12.868 1830 1833 1835 rBV3 19232 19752 1.25% 0.116%
38 12.974 1848 1851 1855 rVB 44654 45248 2.87% 0.267%
39 13.039 1859 1862 1865 rVB 72949 60584 3.84% 0.357%
40 13.074 1865 1868 1871 rBVY 37209 40231 2.55% 0.237%
41 13.168 1881 1884 1886 rVB 30436 24254 1.54% 0.143%
42 13.198 1886 1889 1894 rBVY 23628 23240 1.47% 0.137%
43 13.380 1917 1920 1924 rBV 55009 60830 3.85% 0.359%
44 13.474 1934 1936 1941 rBV2 20135 24617 1.56% 0.145%
45 13.586 1952 1955 1958 rBV2 31046 41134 2.61% 0.243%
46 13.680 1969 1971 1973 rBV 21974 20155 1.28% 0.119%
47 13.710 1973 1976 1982 rVB2 61581 72699 4.61% 0.429%
48 13.839 1993 1998 2000 rBV2 717723 762068 48.28% 4._.495%
49 13.862 2000 2002 2005 rVB 110201 85001 5.38% 0.501%
50 14.021 2027 2029 2032 rVB 64872 54910 3.48% 0.324%
51 14.327 2078 2081 2083 rBV 63383 68421 4_.33% 0.404%
52 14.621 2128 2131 2134 rBV 76504 80487 5.10% 0.475%
53 14.751 2151 2153 2157 rVB 67128 69597 4.41% 0.410%

54 14.839 2165 2168 2178 rBV 95404 203554 12.89% 1.201%
55 14.939 2182 2185 2188 rVB2 101260 111271 7.05% 0.656%

56 15.180 2223 2226 2231 rVB 62572 67102 4._.25% 0.396%
57 15.239 2232 2236 2239 rBV 406671 427743 27.10% 2.523%
58 15.692 2309 2313 2318 rVB2 83674 116339 7.37% 0.686%

Sum of corrected areas: 16955096
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
2000000

1500000

1000000

500000

TIC: BF109239.D

6.3%6.47

5.31 6.86

7.26

6.70

4.89 L L 54

0
Time-->

T L
4.50 5.00

Abundance
2000000

1500000

1000000

500000

TIC: BF109239.D

12.79
7.99

9.74

10.52
11.21

9.46

9.19
| ’[L 9. 10.18 10.49| %8910 g5

12.42 12.64

0
Time-->

T
11.50

— T Yot T T T T — T
9.00 9.50 10.00 10.50 11.00 12.00 12.50

Abundance
2000000

1500000

1000000

500000

TIC: BF109239.D

13.84

— T T
14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 41_.36 ng 1420770 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
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 745 (6.469 min): BF109239.D (-742) (-) m/z 131.95 100.00%
131.9
5000 68.1
40.0 540 o1 "ok 640 6k0 650
0 : B E e m/z 68.10 46.06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 ,
5000 IREBEAREE RS LRSS S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.10%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5k ok ok
5000 ggo 1160 m/z 66.00 29.28%
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|8|0| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R AR Ra
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.09%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\0\11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3

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

9.19 5.67 ng 243447 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8HONO2 000621-42-1 58
4 Acetaminophen 151 C8HONO2 000103-90-2 53
5 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 42

Abundance Scan 1208 (9.192 min): BF109239.D (-1204) (-) m/z 43.00 100.00%
43.0
109.1
5000 1511
oooome | e 550 oo 020 940 5bo
bttt il Ay | m/Zz 109.10  80.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
A
5000 NN NARAE RE L
8.80 9.00 9.20 9.40 9.60
69.0 g5 0 m/z 151.10 49 _50%
ok 210 | .|.. el (1380 | 1970 1020 2110
m/z--> 20 45 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109.0
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 22.13%
93.0
32.0 |l ‘13ﬁ0 \
G R R S S WL S B S WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109.0 8.80 9.00 9.20 9.40 9.60

m/z 69.05 16.54%

5000 151.0

43.0
80.0
27.0 ‘ 63.0 | 1350 |

N

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.75 ng 96574 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 1456 (10.651 min): BF109239.D (-1453) (-) m/z 57.10 100.00%
57.1
5000
39 132 1411 1691 " 10,40 10,60 10.80 11.00
(o} m/z 43.05 74 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 85.0 LI BRI BN BRI B
mmmmmmnm
29.0 m/z 71.10 64 .09%
. Il | 1120 1410 184.0
miz--> """"""e'o'"'s'o'"ic')é"iz'é"i«')"ieé"isd"'zéé"ééé'"
Abundance #71393: Pentadecane
57.0
" 10,40 10,60 10.80 11.00
0
5000 85.0 m/z 85.05 50.65%
29.0
0 \‘ ‘ H Il 113 0 \ 141 0 169 0 212.0
m/z--> ' ' éo 85 160 150 140 160 180 260 250
Abundance #83023: Hexadecane el R o
57.0 10.40 10.60 10.80 11.00
m/z 41.10 38.80%
5000 85.0
29.0
o ‘ “ L4 113.0 141 0 1690 107.0 2260
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 1020 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.10 2.14 ng 75034 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1532 (11.098 min): BF109239.D (-1529) (-) m/z 57.10 100.00%
57.1
. ,ﬁ\vvﬂﬁkmﬁwdjmv,ﬁﬁvavmﬂm
99.1 10.80 11.00 11.20 11.40
155.2184.0
o...,-.-!.'l.-l.'...,-........,........,.... m/z 43.05 74.75%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 L DU I B B
10.80 11.00 11.20 11.40
99.0 m/z 71.05 65.82%
oL 71Ol L L4y 410 182.0011.02400
m/z--> 50 100 150 200 2éo 300 350
Abundance #141426: Heneicosane
57.0
10.80 11.00 11.20 11.40
5000 m/z 85.10 46.99%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 50 100 15 200 250 300 350
Abundance #202662: Heptacosane R B B e
57.0 10.80 11.00 11.20 11.40
m/z 41.05 33.94%
0 27,0 || | \9%0‘ 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 1&'30 200 250 300 350 10.80 11.00 11.20 11.40

8270-BF092218 .M Mon Sep 24 14:31:04 2018

Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.52 2.31 ng 81205 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1604 (11.521 min): BF109239.D (-1601) (-) m/z 57.05 100.00%

57.0

5000

11.20 11.40 11.60 11.80

113.1 141.1 1691

0! m/z 43.05 68.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L L LB L |
11.20 11.40 11.60 11.80
m/z 71.10 67.61%
29.0 113.0 0
o U 1410 1690 197.0 2250 253.0 2960
B L B o e e AR ERES e a sy o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57.0
R R N N EmEEsmas ey
11.20 11.40 11.60 11.80
5000 85.0 m/z 85.05 45 .37%
29.0
0 L ‘\ Il 1\11?0\1410 169.0 197.0 225.0 254.0
B L L o e e R AREANEEACE R Sas Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane e o B R AR
57.0 11.20 11.40 11.60 11.80
m/z 41.05 31.72%
5000 85.0
29.0
ol | ‘ | | , 1130 141.0 169.0 197.0 226.0
B O A L o e e R ARARNEARSN RS S R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.62 3.76 ng 80487 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2131 (14.621 min): BF109239.D (-2128) (-) m/z 57.10 100.00%
57.1
5000
91 "' 14.40 14.60 14.80 15.00
141.1 .0207.1 253.1 309.1 341. : v : .
Y | 160 12 m/z 71.10 76.22%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 L B B BULLILN B
mmmmmmﬁm
99.0 m/z 43.10 71.26%
oL AL S|y 1410 1830 2250 2680
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57.0
"' 14.40 14.60 14.80 15.00
5000 m/z 85.10 52 .64%
99.0
27,0 169.0
0= 'EJ'“ J'Lk e T "zﬂﬁq UL AL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane RS EmmEs o L
57.0 14.40 14.60 14.80 15.00
m/z 55.10 22 .70%
5000
99.0
o 27.0{ j ] tl.\.}4%0‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3&'30 14 I40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 17-Octadecenal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.25 ng 69597 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Octadecenal 266 C18H340 056554-86-0 81
2 16-Octadecenal 266 C18H340 056554-87-1 81
3 Cvclododecanol 184 C12H240 001724-39-6 64
4 Pentadecanal- 226 C15H300 002765-11-9 58
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 47

Abundance Scan 2153 (14.751 min): BF109239.D (-2151) (-) m/z 57.10 100.00%

51. )

5000
111'1 Trrrrr Trrrrrrr TTrTror [T
212.1 54002681 298.2 329.2 14.40 14.60 14.80 15.00
0 m/z 82.05 97 .32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115860: 17-Octadecenal
5000 AR R A

I I I
14.40 14.60 14.80 15.00
09.0 m/z 43.10 71.41%
o 37.0 168.0 196.0 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115861: 16-Octadecenal

14.40 14.60 14.80 15.00
m/z 96.10 67.21%

5000

10.0
0252.0

o 37.0 168.0196.0 224-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #48733: Cyclododecanol R B .
14.40 14.60 14.80 15.00

m/z 83.10 54 _47%

5000

I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.94 5.20 ng 111271 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 60
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 58
3 Octadecane 254 C18H38 000593-45-3 58
4 Tricosane 324 C23H48 000638-67-5 58
5 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 58
Abundance Scan 2185 (14.939 min): BF109239.D (-2182) (-) m/z 57.10 100.00%
57.1
85.1
5000 259 1
- 14.60 14.80 15.00 15.20
155.1183.1 2251 : : : :
ol ,|. LL ll Lo SOPLISSL 2251 ) 2601 w51 G 73 70n
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57.0
5000 A A SR SRR
85.0 14.60 14.80 15.00 15.20
29.0 m/z 43.10 62.22%
113.0
oL | L4 | 410 18302110 2530 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 57.01%
ob—— A“ || 13914101600197.0 2320 267.0294.0 323.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane R A REER R
57.0 14.60 14.80 15.00 15.20
m/z 252.10 38.48%
5000 85.0
L0l L MB0141.01600167.0 2250 2540
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109239.D

Aca On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT77-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.69 5.44 ng 116339 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2313 (15.692 min): BF109239.D (-2309) (-) m/z 57.10 100.00%
57.1
5000
¥ %l 15.40 15.60 15.80 16.00
1681 211.1 248.0277.2 319.2 : : :
ol L dd ‘Hl@zo, el P 85 gz 71.10 0 70.81%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 L B IR SULILN R
mmmmmmmm
m/z 43.05 60.03%
. 27,}0|‘ | 9? © 1410 1830 2250 2820
m/z--> 55 100 1%0 200 2éo 360 3éo
Abundance #215181: 2-methyloctacosane
57.0
' 15.40 15.60 15.80 16.00
5000 m/z 85.10 50.30%
99.0
0280 ].iAL UJJ‘%4}Ol 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 55 100 150 260 250 300 3éo
Abundance #38349: Decane, 3,8-dimethyl- I AEEREE TS
57.0 15.40 15.60 15.80 16.00
m/z 55.10 22 .68%
5000
| 99.0 1410
oL bd g Joo N —
m/z--> 50 100 150 200 250 300 350 15.40 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092218\
Data File : BF109239.D

Acq On : 22 Sep 2018 23:16

Operator : JU/SJ

Sample : JAT777-21 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
Quant Title : 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]
unknown6 .47 6.47 41.4 ng 1420770 1 6.70 687001 20.0
2,4,7,9-Tetrameth. .. 9.19 5.7 ng 243447 3 9.74 858976 20.0
Tridecane 10.65 2.8 ng 96574 4 11.21 702064 20.0
Heptadecane 11.10 2.1 ng 75034 4 11.21 702064 20.0
Heneicosane 11.52 2.3 ng 81205 4 11.21 702064 20.0
Nonadecane 14.62 3.8 ng 80487 6 15.24 427743 20.0
17-Octadecenal 14.75 3.3 ng 69597 6 15.24 427743 20.0
Hexadecane, 2,6,1... 14.94 5.2 ng 111271 6 15.24 427743 20.0
Eicosane 15.69 5.4 ng 116339 6 15.24 427743 20.0
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