LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 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-BF121918.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

2.210 17 21 29 rvB2 62780 98240 3.22% 0.291%
3.434 226 229 238 rBV 25473 58193 1.91% 0.172%
522 rBvY 157200 183211 6.01% 0.543%
5.534 581 586 589 rBV 2765800 2729719 89.52% 8.088%
6.534 751 756 761 rBV 3080600 3049303 100.00% 9.035%
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6.675 775 780 783 rBV 3198684 2878677 94.40% 8.530%
6.898 815 818 822 rBV 1531154 1274014 41.78% 3.775%
848 rBVY 2743093 2228176 73.07% 6.602%
7.457 908 913 916 rBV 2065218 1770928 58.08% 5.247%
7.928 989 993 996 rVB 163262 134569 4.41% 0.399%
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11 8.180 1032 1036 1040 rBV 1829678 1562339 51.24% 4.629%
12 9.251 1214 1218 1222 rBV 3150717 2883566 94.56% 8.544%
13 9.645 1281 1285 1289 rVB 314604 281340 9.23% 0.834%
14 9.933 1330 1334 1338 rBV 1693790 1570842 51.51% 4 _.655%
15 10.369 1405 1408 1410 rVB 62179 48797 1.60% 0.145%

16 10.586 1440 1445 1451 rBV2 26758 42531 1.39% 0.126%
17 10.721 1464 1468 1471 rBV 2050257 1700903 55.78% 5.040%
18 10.839 1485 1488 1496 rVB 110506 123007 4._.03% 0.364%
19 11.286 1558 1564 1567 rBV 109660 117784 3.86% 0.349%
20 11.316 1567 1569 1574 rVB 39583 44172 1.45% 0.131%

21 11.421 1583 1587 1589 rBV 1690913 1398789 45.87% 4.145%
22 11.445 1589 1591 1594 rVvVv 164422 144483 4.74% 0.428%

23 11.492 1597 1599 1602 rVB 36249 31933 1.05% 0.095%
24 11.645 1620 1625 1627 rBvV4 29774 39408 1.29% 0.117%
25 11.716 1634 1637 1641 rBV 95002 82736 2.71% 0.245%
26 11.945 1673 1676 1680 rBV2 399082 314327 10.31% 0.931%
27 12.033 1688 1691 1694 rBV2 41099 38315 1.26% 0.114%
28 12.121 1703 1706 1711 rBV 104473 95624 3.14% 0.283%
29 12.468 1762 1765 1768 rVB2 34678 33625 1.10% 0.100%

30 12.510 1768 1772 1775 rBV 94832 104441 3.43% 0.309%

31 12.557 1778 1780 1784 rVB4 42932 48087 1.58% 0.142%
32 12.633 1790 1793 1796 rBV 402796 343493 11.26% 1.018%
33 12.727 1806 1809 1813 rBV 142943 139320 4._.57% 0.413%
34 12.863 1827 1832 1834 rBV 334532 339988 11.15% 1.007%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.004 1852 1856 1859 rBV 2689761 2304313 75.57% 6.828%

36 13.239 1893 1896 1898 rBV 60602 64445 2.11% 0.191%
37 13.515 1941 1943 1948 rBV2 52563 62338 2.04% 0.185%
38 13.580 1951 1954 1957 rBV 90814 87951 2.88% 0.261%
39 13.692 1971 1973 1977 rBV 50285 63454 2.08% 0.188%

40 13.898 2004 2008 2012 rBV2 274157 339915 11.15% 1.007%

41 14.057 2029 2035 2038 rBV 1517198 1619148 53.10% 4._.798%
42 14.080 2038 2039 2042 rVB 167144 118872 3.90% 0.352%
43 14.221 2060 2063 2068 rVB2 163997 159345 5.23% 0.472%
44 14.527 2112 2115 2120 rVB 283952 265776 8.72% 0.788%
45 14.839 2165 2168 2172 rVB 188531 177866 5.83% 0.527%

46 14.915 2179 2181 2184 rVB 81024 68610 2.25% 0.203%
47 14.986 2190 2193 2197 rVB 171186 181452 5.95% 0.538%
48 15.104 2210 2213 2216 rBVY 155839 217935 7.15% 0.646%
49 15.186 2223 2227 2229 rBVY 308787 405459 13.30% 1.201%
50 15.474 2273 2276 2280 rVB 120472 128760 4.22% 0.382%

51 15.539 2283 2287 2291 rBV 741530 943352 30.94% 2.795%
52 16.021 2365 2369 2374 rBV2 251181 350911 11.51% 1.040%
53 16.833 2504 2507 2515 rVB3 146346 253753 8.32% 0.752%

Sum of corrected areas: 33748535
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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\BF122618\

BF111726.D

26 Dec 2018 21:03

JussJ

J6501-01

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 11

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

5.12 2.88 ng 183211 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 516 (5.122 min): BF111726.D (-508) (-) m/z 43.00 100.00%
43
59
5000
101 480 5.00 5.20 5.40
o...,....,....,....','::..?.1.~!.|i...‘??....,?.3..,....,|....,....,....,....,...., m/z 59.10 57.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN L UL UL IR
59 480 500 520 540
m/z 101.00 18.38%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.10 13.78%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate B e R
43 480 5.00 5.20 5.40
m/z 41.05 10.20%
5000
58
Yoo 7 100
O T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40

8270-BF121918_.M Thu Dec 27 17:47:35 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 1

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

6.67 45.19 ng 2878680 1,4-Dichlorobenzene-d4 6.90
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 C6H9CIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF111726.D (-775) (-) m/z 132.00 100.00%
5000 68
40, 54 ‘ 75 640 6.60 6.80 7.00
48 62 103 . . . .
o S . ::.'.|,....,..5.‘?,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.10 43.96%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IREBEAAREE SRS L S
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.09%
38 44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.40 6.60 6.80 7.00

5000 67 m/z 66.10 29.45%
41 53 97 117
79
0 34 “‘ ‘\ ! 61\“\‘ L]y 89 || 103110 | 124 ||
R B e B R A R AR RERES
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e AR
132 6.40 6.60 6.80 7.00

m/z 69.10 18.55%

5000

33 4 g7 105

60 70 78
| 51 60 P78 g | | 1s ‘

B e 1 L

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 4.49 ng 314327 Phenanthrene-d10 11.42
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1675 (11.939 min): BF111726.D (-1673) (-) m/z 43.05 100.00%
48 60 73
5000
129
o7 115 157 185 213 160 1180 12.00 1290
l 1431571711851 99 %057 256 11.60 11.80 12.00 12.20
Ot m/z 60.00 85.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L B UL BN UL

11.60 11.80 12.00 12.20

m/z 73.05 84 .55%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
T T T T
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 75.09%
29
143157
o2 LIl LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R mmas B
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 73.49%
5000 129
29
143 199 242
‘ | 157171185
0..1.5,.‘a..‘i:‘.. B RS e e e
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\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.90 4.20 ng 339915 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 89
4 10-Heneicosene (c.t) 294 C21H42 095008-11-0 78
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 76
Abundance Scan 2008 (13.898 min): BF111726.D (-2004) (-) m/z 57.10 100.00%
57
83
5000 230
111
200 13.60 13.80 14.00 14.20
3 140
o ol g B2 N 1 249 280 319 341 3690 ho7T43.10 86.55%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LR S AR UL BUL
13.60 13.80 14.00 14.20
29 111 m/z 55.10 84 .48%
o kg 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #163018: 9-Tricosene, (2)-
55 9
13.60 13.80 14.00 14.20
5000 m/z 83.10 64 .50%
125
29 322
ol 7 | ) 4158 182 210 238 266 294 |
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)- UL D P D B
57 13.60 13.80 14.00 14.20
83 m/z 69.10 57.71%
5000
29 111
o 1139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .53 3.28 ng 265776 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
5 2-methyltetracosane 352 C25H52 1000376-72-6 83
Abundance Scan 2115 (14.527 min): BF111726.D (-2112) (-) m/z 57.10 100.00%
57
5000 85
UL AL B BRI B
113 254 14.20 14.40 14.60 14.80
141
Y J J | Catet, 183 217 Ti278300 331 370 410 s %43 10 72.44%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #105883: Octadecane
57
5000 85 U BN SRR B SRS
29 Mmmmmmmm
m/z 71.10 62.09%
L s 20 10 s 2
miz--> 0 éo 160 150 260 250 360 3éo 460
Abundance #141424: Heneicosane
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.10 46 .17%
0 2\‘9 ] | 1\113114\.1 \1(?9‘197 225 253 296
miz--> 0 éo 160 1%0 260 250 300 3éo 460
Abundance #117640: Tridecane, 7-hexyl- R AEmEEEE L
57 14.20 14.40 14.60 14.80
29 m/z 55.10 37.83%
5000 85
182
omikﬂwnuﬁﬁﬁumwuq e
miz--> 0 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .84 3.77 ng 177866 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Tricosane 324 C23H48 000638-67-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2168 (14.839 min): BF111726.D (-2165) (-) m/z 57.10 100.00%
g7
5000 85
113 141 256 14.60 14.80 15.00 15.20
- .I, LTI 169 211251 TR0 289 318330 366 404 | A3 107 66.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194495: Hexacosane
57
5000 85 LI LN B BN B
mmmmmmmm
- 113 m/z 71.10 58.91%
oL LI 77,248,269 197 225 253 261 300 337 °0°
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance #164579: Tricosane
57
" 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 38.36%
2L e, 10 a0 2 200 ey %
m/z--> 55 160 1%0 260 2%0 300 3%0 400
Abundance #141424: Heneicosane L L L L L L B
57 14.60 14.80 15.00 15.20
m/z 55.10 20.78%
5000 85
29 113
o L4 [T M 169,207 225 253 290
m/z--> 50 160 1%0 260 250 300 3%0 400 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 16-Heptadecenal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.99 3.85 ng 181452 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 95
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
3 Octadecanal 268 C18H360 000638-66-4 91
4 Tetracosanal 352 C24H480 057866-08-7 91
5 Tetradecanal 212 C14H280 000124-25-4 87
Abundance Scan 2194 (14.992 min): BF111726.D (-2190) (-) m/z 55.10 100.00%

82

5000
152 179 217 954 990315336 366 14.60 14.80 15.00 15.20 15.40
(o m/z 82.10 90.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104155: 16-Heptadecenal
57 82
5000 TT T T [T T T T[T T T T[T TT T 7T
14 60 14. 80 15. OO 15 20 15. 40
110 m/z 57.10 84.08%
) S I 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
43 82
R e EERE RS R a
14.60 14.80 15.00 15.20 15.40
5000 m/z 41.10 66.58%
110
oLl l 1138 166 194 236 264
i B e L B o B i o
m/z--> 50 100 150 200 250 300 350 400
Abundance #117605: Octadecanal A B R e
43 82 14.60 14.80 15.00 15.20 15.40
m/z 43.10 65.68%
5000
G.LEMu S —
m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. OO 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Tricosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.19 8.60 ng 405459 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 93
4 Eicosane 282 C20H42 000112-95-8 93
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2228 (15.192 min): BF111726.D (-2223) (-) m/z 57.10 100.00%
57
5000 85
11 14,80 15.00 15.20 15.40 15.60
141 169 268
oL, ..\,.J. LTI 169 107 225 249208 304326 351 386 43710 66.13%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 R SRR ORI DR B
14. 80 15. oo 15. 20 15. 40 15. 60
m/z 71.10 58.16%
113 324
. \ BTt 180 197 239 267 g9
m/z--> - '56' B 160" ' ﬁéo" "260" 2%0" ' 560" ' 3%0" '
Abundance #117638: Nonadecane
57
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.10 44 .10%
29
m/z--> 56 160 150 260 2%0 360 3%0
Abundance #175566: Tricosane, 2-methyl- A EaE T o
43 14.80 15.00 15.20 15.40 15.60
m/z 55.10 27 .78%
5000 71
0 J j ] 1 99d127 155 183 211 239 267 295 323
m/z--> % @ @ m 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.02 7.44 ng 350911 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Octadecane. 1-iodo- 380 C18H371 000629-93-6 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 1-Chloroeicosane 316 C20H41cCl 042217-02-7 74
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 2369 (16.021 min): BF111726.D (-2365) (-) m/z 57.10 100.00%
57
155 15.80 16.00 16.20 16.40
oL | 4L -“ i 5*34 P176197 227 252 281302325346369 400 | Ty 43.10  62.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 LRI UL UL UGN B
85 1580 16.00 16.20 16.40
29 m/z 71.10 56.72%
o ‘|| J 1 (112 141 169 197 205 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo 460
Abundance #202264: Octadecane, 1-iodo-
57
"' 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 42 .89%
29
oL L |, 85 ass 2y 253
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #202662: Heptacosane N B B B
57 15.80 16.00 16.20 16.40
m/z 55.10 25.40%
5000
85
o ??‘ | 1113 141 169 197 225 253 281 323 351 380
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 400 15. 80 16 00 16. 20 16. 40

8270-BF121918_.M Thu Dec 27 17:47:41 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111726.D

Aca On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Tetracosanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.83 5.38 ng 253753 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanal 352 C24H480 057866-08-7 89
2 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 80
3 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 76
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 76
5 1,19-Eicosadiene 278 C20H38 014811-95-1 76
Abundance Scan 2507 (16.833 min): BF111726.D (-2504) (-) m/z 57.10 100.00%
57 82
5000
137 166 191912 240 304325 352 388 418 16.60 16.80 17.00 17.20
(o} m/z 82.10 89.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185525: Tetracosanal
57 &2
334
5000 LN BRI UL BRI B
mmmmﬂmﬂm
138 m/z 43.10 84 .41%
o 166 194 222 250 278 306
m/z--> ' "55' 100 150 200 250 300 350 400
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
55
" 16.60 16.80 17.00 17.20 |
5000 278 m/z 96.05 69.26%
29
109
o] 1%7‘166 104 222 250
m/z--> 55 1%0 260 250 300 3%0 460
Abundance #117615: Z-2-Octadecen-1-ol B REEREESEET
57 16.60 16.80 17.00 17.20
m/z 71.10 57 .48%
5000
110 250
L mmmmms
m/z--> % 50 ﬁ 250 mo ﬁ 4& mmmmﬂmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122618\
Data File : BF111726.D

Acq On : 26 Dec 2018 21:03

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 5.12 2.9 ng 183211 1 6.90 1274010 20.0
unknown6 .67 6.67 45.2 ng 2878680 1 6.90 1274010 20.0
n-Hexadecanoic acid 11.94 4.5 ng 314327 4 11.42 1398790 20.0
5-Eicosene, (E)- 13.90 4.2 ng 339915 5 14.06 1619150 20.0
Octadecane 14.53 3.3 ng 265776 5 14.06 1619150 20.0
Hexacosane 14.84 3.8 ng 177866 6 15.54 943352 20.0
16-Heptadecenal 14.99 3.9 ng 181452 6 15.54 943352 20.0
Tricosane 15.19 8.6 ng 405459 6 15.54 943352 20.0
Octacosane 16.02 7.4 ng 350911 6 15.54 943352 20.0
Tetracosanal 16.83 5.4 ng 253753 6 15.54 943352 20.0
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