LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 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-BF111319.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 2.210 15 21 29 rvB 923967 1197324 20.79% 2.601%
2 4.516 409 413 420 rVB 88090 92488 1.61% 0.201%
3 5.128 508 517 520 rBVY 1410016 1415107 24.57% 3.074%
4 5.522 580 584 588 rBY 1744170 1497972 26.01% 3.254%
5 6.534 751 756 769 rVB 3991832 4508805 78.27% 9.794%
6 6.681 777 781 784 rBVY 3492182 2957450 51.34% 6.424%
7 6.916 817 821 824 rBVY 1528093 1271235 22.07% 2.761%
8 7.075 843 848 851 rBVY 4152510 3835693 66.59% 8.332%
9 7.475 911 916 919 rBVY 3091082 3043688 52.84% 6.612%
10 8.204 1033 1040 1042 rBV 1829902 1709213 29.67% 3.713%
11 8.222 1042 1043 1047 rVB 111608 65063 1.13% 0.141%

12 9.281 1218 1223 1226 rBV 6323658 5760290 100.00% 12.513%
13 9.363 1234 1237 1239 rBV 118314 107916 1.87% 0.234%
14 9.622 1274 1281 1283 rBV 79719 94149 1.63% 0.205%
15 9.675 1287 1290 1294 rVB 596055 528273 9.17% 1.148%

16 9.892 1322 1327 1330 rVB 143502 125604 2.18% 0.273%
17 9.963 1333 1339 1343 rBV 2232508 2003581 34.78% 4_.352%
18 9.998 1343 1345 1348 rVB 92792 69746 1.21% 0.152%
19 10.169 1369 1374 1378 rVB2 99687 115035 2.00% 0.250%
20 10.392 1410 1412 1415 rVB 198533 149691 2.60% 0.325%

21 10.510 1428 1432 1438 rBV 121077 153230 2.66% 0.333%
22 10.616 1446 1450 1455 rVB2 70774 92381 1.60% 0.201%
23 10.751 1468 1473 1477 rBV2 110433 118030 2.05% 0.256%
24 10.869 1490 1493 1494 rBV 209390 176420 3.06% 0.383%
25 11.316 1565 1569 1572 rBV 226086 216466 3.76% 0.470%

26 11.351 1572 1575 1578 rVB 115218 99704 1.73% 0.217%
27 11.457 1589 1593 1595 rBV 2275776 1850325 32.12% 4._.019%
28 11.480 1595 1597 1600 rvVv 708307 561225 9.74% 1.219%
29 11.527 1600 1605 1609 rVB 198966 220805 3.83% 0.480%
30 11.686 1626 1632 1633 rBV2 76059 93306 1.62% 0.203%

31 11.745 1639 1642 1646 rVB 181916 150529 2.61% 0.327%
32 11.957 1675 1678 1680 rBV 80829 84676 1.47% 0.184%
33 11.986 1680 1683 1685 rVB2 105185 116028 2.01% 0.252%
34 12.069 1694 1697 1700 rBV 102782 118232 2.05% 0.257%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 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\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.157 1709 1712 1715 rVB 182845 152072 2.64% 0.330%

36 12.545 1775 1778 1781 rBV 156929 132138 2.29% 0.287%
37 12.674 1796 1800 1804 rBV 548019 497099 8.63% 1.080%
38 12.763 1812 1815 1818 rBvV4 65670 73722 1.28% 0.160%
39 12.904 1833 1839 1845 rBV 464044 563738 9.79% 1.225%
40 13.045 1859 1863 1867 rBV 5144573 4817183 83.63% 10.464%

41 13.233 1892 1895 1898 rVB 79336 76213 1.32% 0.166%
42 13.274 1899 1902 1904 rBV 84736 86675 1.50% 0.188%
43 13.621 1958 1961 1964 rBV2 62695 69661 1.21% 0.151%

44 13.951 2014 2017 2028 rBvV4 203579 453525 7.87% 0.985%
45 14.104 2037 2043 2046 rBV2 1515476 1523774 26.45% 3.310%

46 14.127 2046 2047 2049 rVB 179043 97702 1.70% 0.212%
47 14.268 2068 2071 2073 rBV 82313 72481 1.26% 0.157%
48 14.574 2120 2123 2127 rBV2 121552 129781 2.25% 0.282%
49 14.892 2174 2177 2181 rVB 154688 143850 2.50% 0.312%
50 15.163 2220 2223 2233 rVB 151062 306105 5.31% 0.665%

51 15.245 2233 2237 2241 rBV 178895 231676 4.02% 0.503%
52 15.480 2274 2277 2283 rVB 90901 119966 2.08% 0.261%
53 15.545 2285 2288 2292 rVB 111363 137549 2.39% 0.299%
54 15.615 2295 2300 2303 rVV 988265 1252281 21.74% 2.720%
55 15.645 2303 2305 2312 rVB 181389 235520 4._.09% 0.512%

56 16.110 2380 2384 2389 rVB 104333 157222 2.73% 0.342%
57 16.639 2471 2474 2479 rVB2 66906 104724 1.82% 0.227%

Sum of corrected areas: 46034337
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF117863.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.21 18.84 ng 1197320 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 21 (2.210 min): BF117863.D (-15) (-) m/z 73.00 100.00%
73
5000 43
55 87
36, | o5 2.20 2.30 2.40 2.50 2.60
Obrrr e oot b e || M/ 43.00 38.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 25.79%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.00 25.63%
29 ‘
o 1L, \‘\ Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.00%
5000 43 87
15
0 gll 52 59 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 22.26 ng 1415110 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 517 (5.128 min): BF117863.D (-508) (-) m/z 42.95 100.00%
43
59
5000
T T sho 550 sho
83 : : - :
o...,....,....,....',':...?.1.:!,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.00 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 L LS UL UL
59 480 500 520 540
m/z 101.00 21.63%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
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 58.00 15.80%
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 #4425: Butane, 1-ethoxy- SIS RSMEIRY § SN |
59 4.80 5.00 5.20 5.40
31 m/z 41.00 9.09%
5000 41
73
0 '”I'%?'P"'I”"I'“'?}'”I'"W""P'g?l”"%g?”l"'W"'W"'W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 3 unknown6.68 Concentration Rank 2

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

6.68 46.53 ng 2957450 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 781 (6.681 min): BF117863.D (-777) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 : : : :
ol | 77 87 |4sus W m/z 68.00 38.310%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 UL A L R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.94%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 25.67%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I EEEmsmamas s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.09%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | G |
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\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.32 2.34 ng 216466 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 58
2 Heptacosane 380 C27H56 000593-49-7 58
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 52
4 Tetradecane 198 C14H30 000629-59-4 52
5 Tetracosane 338 C24H50 000646-31-1 52
Abundance Scan 1570 (11.322 min): BF117863.D (-1565) (-) m/z 57.00 100.00%
57
5000 85 J
113 11.00 11.20 11.40 11.60
141 201
ol ,I VLU e 200 agsosazry e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 UL DL SULLILE B B
nmnmnmnm
- m/z 43.05 68.30%
oL T 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #202662: Heptacosane
57
11.00 11.20 11.40 11.60 |
5000 m/z 85.10 45 _.36%
85
0 %9 Iy J 13 141 169 197 225 253 281 323 351 380
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #141442: Heptadecane, 2,6,10,15—tetramethy|— LI L L LB L N B
57 11.00 11.20 11. 40 11. 60
m/z 41.05 36.47%

o i MJL
113
‘ ’ | 141 183 211 239 267 296

J\J\J

L S

T
m/z--> 50 100 150 200 250 300 350 11. OO 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.95 ng 453525 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
2 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
3 1-Octadecene 252 C18H36 000112-88-9 87
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
Abundance Scan 2017 (13.951 min): BF117863.D (-2014) (-) m/z 57.00 100.00%
57
83
5000
230 13.60 13.80 14.00 14.20
139 168 200 . . . .
oLk 228 278 303 m/z 43.00 91.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
a3
69
97
5000 AR AR B S
13.60 13.80 14.00 14.20
125 m/z 55.00 73.65%
0 IlI.Il N |.3 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #225763: Eicosyl pentafluoropropionate
57
97 PN U U B
13.60 13.80 14.00 14.20
5000 m/z 83.00 69.66%
125
0 ﬁgw ‘ J“{ \J\h1§3 182 210 252 280 325 426
m/z--> 50 100 150 200 250 300 350 400
Abundance #104184: 1-Octadecene B B .
57 13.60 13.80 14.00 14.20
83 m/z 97.05 58.96%
5000
i i ﬂw_]\/VV\N\A
0 139 168 106 224 252
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.30 ng 143850 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 89
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2177 (14.892 min): BF117863.D (-2174) (-) m/z 57.00 100.00%
57
85
5000
141 256 14.60 14.80 15.00 15.20
oL b L '] 'l i~y 165183201 225 | 27729 33 m/z 71.00 68.58%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L B BN BUIL U
mmmmmmmm
‘ m/z 43.05 64 .61%
29 141
ok, i 1] .l A0 dor 228 pss 22
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.05 54 .58%
0 2‘9 o f 1}3 1 1‘}1 169 197 226
m/z--> 55 160 150 200 250 300 3éo
Abundance #194493: Hexacosane AR EEREE L
57 14.60 14.80 15.00 15.20
m/z 41.05 23.45%
5000 85
. 29 j Iy M3, 141 160 197 225 253 295 323 367
m/z--> 5'0 1(')0 150 200 25'30 3(')0 3&'30 14.60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.24 3.70 ng 231676 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2236 (15.239 min): BF117863.D (-2233) (-) m/z 57.00 100.00%
57
85
5000
13 " 15.00 15.20 15.40 15.60
141 168 217238 268
o....|, Wb a2 108 100207238 T2 325 Tnz 71.00  74.42%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B BRI UL B
mmmmmmmm
m/z 43.05 63.53%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #117638: Nonadecane
57
" 15.00 15.20 15.40 15.60
5000 85 m/z 85.10 53.34%
29
0 \‘ | I ] J 411-3 141 169 197 225 268
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #209566: Octacosane b RREmE EE e
57 15.00 15.20 15.40 15.60
m/z 41.00 23.51%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117863.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.51 ng 157222 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heneicosane 296 C21H44 000629-94-7 95
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 87

Abundance Scan 2384 (16.110 min): BF117863.D (-2380) (-) m/z 57.00 100.00%

57
85
5000

141, .,183 207 235 266 296318 343 214 15.80 16.00 16.20 16.40
| B Jl“l..,l??. e a0 S Al m/z 71.05 66.74%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 LA L L L L L LB L |
15.80 16.00 16.20 16.40
29 m/z 85.10 52.10%
L o e B LS HL B e s s o B I
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
R RS s
85 15.80 16.00 16.20 16.40
5000 m/z 43.05 50.90%
29
o 1AL J 1?1\159 197 225 253 296
,....,.... e e T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141430: Eicosane, 2-methyl- e A RERREEEES
57 15.80 16.00 16.20 16.40
m/z 41.00 21.66%
29 253
113
LA e e B o LB BN A s e o o o o R A
m/z--> 0 50 100 150 200 250 300 350 400 15. 80 16. OO 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111919\
Data File : BF117863.D

Acq On : 19 Nov 2019 16:58

Operator : JU

Sample - K5865-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.21 18.8 ng 1197320 1 6.92 1271240 20.0
2-Pentanone, 4-hy... 5.13 22.3 ng 1415110 1 6.92 1271240 20.0
unknown6 .68 6.68 46.5 ng 2957450 1 6.92 1271240 20.0
Octacosane 11.32 2.3 ng 216466 4 11.46 1850330 20.0
Trichloroacetic a... 13.95 6.0 ng 453525 5 14.10 1523770 20.0
Eicosane 14.89 2.3 ng 143850 6 15.62 1252280 20.0
Heneicosane 15.24 3.7 ng 231676 6 15.62 1252280 20.0
Octadecane 16.11 2.5 ng 157222 6 15.62 1252280 20.0

8270-BF111319.M Wed Nov 20 16:57:24 2019 Page: 12



