LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample = K5908-01

Misc :

ALS Vial : 6 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 2.187 10 17 24 rVB 783293 988063 23.61% 2.356%
2 5.128 512 517 524 rVB 631295 738906 17.66% 1.762%
3 5.316 545 549 558 rBV 105265 120928 2.89% 0.288%
4 5.528 580 585 588 rBY 3540110 3385085 80.90% 8.070%
5 6.540 751 757 761 rBV 3446710 3729539 89.13% 8.892%
6 6.681 777 781 785 rBVY 3996131 3775684 90.23% 9.002%
7 6.916 817 821 824 rBV 1224037 1000343 23.91% 2.385%
8 7.075 843 848 851 rBVY 3213356 2995174 71.58% 7.141%
9 7.475 911 916 919 rBVY 2451022 2275354 54.38% 5.425%
10 8.198 1036 1039 1043 rBV 1345927 1240709 29.65% 2.958%
11 9.016 1175 1178 1181 rBV 67724 52837 1.26% 0.126%

12 9.281 1219 1223 1226 rBV 5086511 4184289 100.00% 9.976%
13 9.392 1238 1242 1246 rVB2 189827 176073 4.21% 0.420%
14 9.622 1277 1281 1283 rBV 54515 53979 1.29% 0.129%
15 9.675 1287 1290 1294 rVVv 592883 481506 11.51% 1.148%

16 9.963 1333 1339 1343 rBV 1657443 1369494 32.73% 3.265%
17 10.163 1369 1373 1377 rVB2 56842 78718 1.88% 0.188%
18 10.375 1405 1409 1410 rBV2 52818 57240 1.37% 0.136%
19 10.545 1435 1438 1445 rVB 95633 102910 2.46% 0.245%
20 10.757 1469 1474 1477 rBV 2741141 2450808 58.57% 5.843%

21 10.880 1490 1495 1501 rVB2 75333 105288 2.52% 0.251%
22 11.110 1529 1534 1538 rBV5 53830 54756 1.31% 0.131%
23 11.457 1589 1593 1595 rBV 1442601 1152051 27.53% 2.747%
24 11.480 1595 1597 1600 rVB 212281 162886 3.89% 0.388%
25 11.680 1628 1631 1639 rBV2 51275 84411 2.02% 0.201%

26 11.898 1665 1668 1672 rBV3 37032 50655 1.21% 0.121%
27 11.980 1675 1682 1686 rBV2 1009234 989511 23.65% 2.359%
28 12.016 1686 1688 1694 rVB 137000 126883 3.03% 0.303%
29 12.069 1694 1697 1700 rBVZ2 60765 59666 1.43% 0.142%
30 12.498 1767 1770 1776 rBV2 495175 697004 16.66% 1.662%

31 12.545 1776 1778 1781 rVB 71073 68831 1.64% 0.164%
32 12.675 1796 1800 1801 rBV 255149 250261 5.98% 0.597%
33 12.769 1812 1816 1824 rBV 505655 521838 12.47% 1.244%
34 12.904 1834 1839 1844 rBV2 148741 214487 5.13% 0.511%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample = K5908-01

Misc :

ALS Vial : 6 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 13.045 1859 1863 1867 rBV 3133497 2906907 69.47% 6.930%

36 13.257 1896 1899 1900 rBV2 85117 86055 2.06% 0.205%
37 13.274 1900 1902 1905 rVB 118005 102051 2.44% 0.243%
38 13.616 1958 1960 1965 rVB 138873 126423 3.02% 0.301%
39 13.945 2012 2016 2022 rBV2 495582 642610 15.36% 1.532%
40 14.080 2036 2039 2041 rBV 637870 618364 14.78% 1.474%

41 14.104 2041 2043 2046 rVB 1029630 826599 19.75% 1.971%
42 14.263 2067 2070 2073 rBV 252097 267490 6.39% 0.638%
43 14.568 2119 2122 2127 rBVY 229738 271746 6.49% 0.648%
44 14.733 2147 2150 2154 rVB 151602 148106 3.54% 0.353%
45 14.886 2174 2176 2181 rVB 220854 224416 5.36% 0.535%

46 14.968 2187 2190 2195 rBV2 169691 191180 4._.57% 0.456%
47 15.163 2220 2223 2231 rVB2 102448 203148 4._86% 0.484%
48 15.245 2233 2237 2241 rBVY 196704 223998 5.35% 0.534%
49 15.615 2295 2300 2303 rBV 784137 1012186 24.19% 2.413%
50 15.645 2303 2305 2308 rVB 118967 130772 3.13% 0.312%

51 16.104 2379 2383 2388 rVB 109137 165731 3.96% 0.395%

Sum of corrected areas: 41943949
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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

Abundance TIC: BF117887.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 3

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

2.19 19.75 ng 988063 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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22

Abundance Scan 18 (2.193 min): BF117887.D (-10) (-) m/z 73.00 100.00%
7B
5000 23 /\
55 87 e —
37 | 7 2.20 2.30 2.40 2.50 2.60
Ot i S A e | M/Z 43.00  35.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 26.30%
o ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 UL USSR SRR AR A
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.00 24 .98%
| :
ok 1l MLW U etl o | o7 12 1z
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.77%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 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\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 5

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

5.13 14.77 ng 738906 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 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF117887.D (-512) (-) m/z 43.00 100.00%
43
59
5000
i T
83 : : - :
Obrer e Sll 68 8 | a1 m/z 59.00 59.75%
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 L I UL UL
59 480 500 520 540
m/z 101.00 22 .35%
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 58.00 14.68%
68
Il s0_l] 126 142
R R R SRR AN ARAR ARARA RARRA RAAN LARAN LA RALRS SRS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R e e e
43 4.80 5.00 5.20 5.40
m/z 41.00 8.86%
5000
101
15 3 | 8 6 86
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\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 2-Butanone Concentration Rank 19

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

5.32 2.42 ng 120928 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone 72 C4H80 000078-93-3 64
2 Propanal. 2-methvl- 72 C4H80 000078-84-2 50
3 5.9-Dodecadien-2-one. 6.10-dimet... 208 C14H240 1000132-10-9 50
4 2-Hexanone. 3.4-dimethvl- 128 C8H160 019550-10-8 39
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 38

Abundance Scan 550 (5.322 min): BF117887.D (-545) (-) m/z 43.00 100.00%
43
5000
72
57 ‘ o 5.00 520 540 560
Ol ettt e e e || M/Z 72.00  30.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #652: 2-Butanone
43
A
5000 U S IR LR
5.00 520 5.40 5.60
29 72 m/z 57.00 11.73%
15 57
Ot e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #689: Propanal, 2-methyl-
43
500 520 540 560
5000 m/z 42.00 7.05%
27 72
0 | ‘\ 57
UL L SRS FURILEL ILRLELIL L DAL BRI S SR B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67860: 5,9-Dodecadien-2-one, 6,10-dimethyl-, (E,E))-
43 5.00 520 5.40 5.60
m/z 58.00 6.01%
5000 7
57
0 Lo | 8 98 111123 139151162 179 193 208
m/z--> 20 40 60 80 100 120 140 160 180 200 500 5.20 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 4 unknown6.68 Concentration Rank 1

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

6.68 75.49 ng 3775680 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-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): BF117887.D (-777) (-) m/z 131.95 100.00%
5000 68
40 % J '6.40 6.60 6.80 7.00
54 . . .

ol qrer | ysus o | W/z 68.00 40.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

A
LI L L L L B

6.40 6.60 6.80 7.00
m/z 134.00 33.56%

5000

0 SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
e
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.76%
oy b L dor | s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R B e R
132 6.40 6.60 6.80 7.00
m/z 69.05 16.51%
117
5000
39 91
27 7 5165 77 ‘ 105 ‘
0 wh..f..W.VW..N,.H.,M..l\.P‘.,.”.,....,.... 1 .
m/z--> 20 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\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 6 Metacetamol Concentration Rank 17

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

9.39 2.57 ng 176073 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Metacetamol 151 C8H9NO2 000621-42-1 64
2 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 64
3 Acetaminophen 151 C8H9NO2 000103-90-2 59
4 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 47
5 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 45

Abundance Scan 1242 (9.392 min): BF117887.D (-1238) (-) m/z 43.00 100.00%
A 109
5000 Bl
69 85
57 123 137 169 9.00 9.20 9.40 9.60 9.80
0 ...,....',|:-..-'.'-,.".|..--,'.|.'.ﬁ.6,.~'.du-.,'...-.-,..!.,..'..,....,...., m/z 109.00  80.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109
5000 151 NSRS N
9.00 9.20 9.40 9.60 9.80
43 %0 m/z 151.10 50.89%
ol 15 27 || 54 65 | 91 | 122135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
3 109
151 NSRS S
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.05 19.52%
69
57
169
o ,}fsll?]g,,‘l\” Al m\ M LA L N T~ 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen A e B IS
109 9.00 9.20 9.40 9.60 9.80
m/z 69.00 14 _.45%
5000 151
43 30
ol 15 27 | 5465 | 91 | 122135 |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.50 12.10 ng 697004 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 94
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Hexadecanol 242 C16H340 036653-82-4 94

Abundance Scan 1770 (12.498 min): BF117887.D (-1767) (-) m/z 55.00 100.00%

5 8

5000

=

12.20 12.40 12.60 12.80
m/z 43.00 91.23%

o 176 150168 191206 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81246: Cyclohexadecane
56 83

t
=

12!20 12.I40 12!60 12.I8O
m/z 83.05 90.89%

5000

196 224

126
153168
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n-Heptadecanol-1
55 83

:

12.20 12.40 12.60 12.80
5000 m/z 69.05 87.45%
29
olrrrpelie 12 a0 28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #191698: Bromoacetic acid, hexadecy! ester AR ER e S
43 12.20 12.40 12.60 12.80
69 m/z 57.00 84 .49%
5000
2 141
L 16611196 222
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.67 4.34 ng 250261 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 95
2 Pvrene 202 C16H10 000129-00-0 81
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 76
4 I-Leucine. N-methvl-N-(2-methoxv... 499 C29H57NO5 1000328-55-2 47
5 I-Leucine, N-methyl-N-(2-methoxy... 373 C20H39NO5 1000328-54-4 47
Abundance Scan 1799 (12.669 min): BF117887.D (-1796) (-) m/z 201.95 100.00%
202
5000
8 T e o a2 0G0
Orerprrrrfreob b 22 ot il oS 253280 326 1 h777500.00  20.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #62828: Fluoranthene
202
5000
12.40 12.60 12.80 13.00
101 m/z 203.00 17.08%
ol_27 50 75, | 122 150 174
m/z--> i&&%@mm@@mﬁmm@mﬁ
Abundance #62822: Pyrene
202
12.40 12.60 12.80 13.00
5000 m/z 201.00 15.38%
101
o 51 75 | 122 150 174
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202 12.40 12.60 12.80 13.00
m/z 101.00 12.68%
5000
oL 27 51 75 101 156 150 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00

8270-BF111319.M Thu Nov 21 16:08:40 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.77 9.06 ng 521838 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
Abundance Scan 1816 (12.769 min): BF117887.D (-1812) (-) m/z 72.95 100.00%
43
o T /L
97 185 241 ot M
157, | o3 \ . 425134 206326 12.40 12.60 12.80 13.00
o w20 LTS 204 | 806326 0 sz 43.00  94.57%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
ile]
5000 129 AR R PR B
o7 nmnmnmmm
185 241 o84 m/z 60.00 80.21%
157 I I 207
0...|' u.I .||l..'..|....|....|...
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 | 73
12.40 12.60 12.80 13.00
5000 129 m/z 55.00 77 .99%
97 199 242
0 |15| “. ‘; IJ ’ .JmI 'Itlt MIHI . 718@ ‘ 223 ‘ ————
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester AR B M e
ile] 12.40 12.60 12.80 13.00
m/z 57.00 74 .68%
73
5000 284
129
185
oL “Hm‘\”‘ T LR s | s am ) WU
m/z--> m 100 150 200 250 300 350 nmnmnmmm

8270-BF111319.M Thu Nov 21 16:08:41 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 Trifluoroacetic acid, penta... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.08 ng 86055 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 n-Heptadecanol-1 256 C17H360 001454-85-9 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87

Abundance Scan 1900 (13.263 min): BF117887.D (-1896) (-) m/z 43.00 100.00%

a3

:

5000
13.00 13.20 13.40 13.60
(o} m/z 83.10 99.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
56 83
5000 TT T[T T T T[T T T [ rrrr[rrri

13.IOO 13!20 13.I40 13.I60
m/z 57.05 95.20%

139 167 196 224

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57
83 IIIIIIIIIIIIIIIIIIIIIII
13.00 13.20 13.40 13.60
5000 111 m/z 55.00 93.85%
29 ’ 140
ol b L L0, 2220 25 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e  RRRaE Bam s
57 13.00 13.20 13.40 13.60
83 m/z 69.00 78.48%
h I W
29 ‘ 169
210
ol LI by e 7, 20 a5 ae M
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60

8270-BF111319.M Thu Nov 21 16:08:41 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 11 Undecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.27 2.47 ng 102051 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 64
2 Nonadecane 268 C19H40 000629-92-5 64
3 Tritetracontane 605 C43H88 007098-21-7 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 1901 (13.269 min): BF117887.D (-1900) (-) m/z 57.00 100.00%
g7
5000
1 144176 211 253287319 '13.00 13.20 1340 13.60
0,....,.."'."||'““l""' |lIlIIII|IIIIIIIl|!IIII”” B R R B i et = oo m/z 71.10 84 .87%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #28423: Undecane
57
5000 L UL BULEULN BRI IR

13.00 13.20 13.40 13.60
m/z 85.10 57.25%

2 98 156
O o B o B o e O
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117637: Nonadecane
57
R A B
13.00 13.20 13.40 13.60
5000 m/z 43.05 43.16%
99
0 27111, 141 183 268
R O AR B R B o e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane A e
57 13.00 13.20 13.40 13.60
m/z 41.00 23.74%
5000
97
o | 127 169 211 253 295 337 379 421 463 505 547 604
R o B B Rl RAAES B an s s w S o B
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 00 13. 20 13. 40 13 60

8270-BF111319.M Thu Nov 21 16:08:42 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 12 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.62 3.06 ng 126423 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 87
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 1961 (13.621 min): BF117887.D (-1958) (-) m/z 57.00 100.00%
57
85
5000
J 113 "' 13140 13.60 13.80 14.00
141 183 : : : :
ol A LU 11002188 21020 264 202 324 | BN o,
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 UL BN UL UG R
Bmmmmmmm
m/z 43.00 69.85%
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 #209566: Octacosane
57
"' 1340 13.60 13.80 14.00
5000 g5 m/z 85.05 53.59%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #48854: Dodecane, 2-methyl- e B AL m e R e
57 13.40 13.60 13.80 14.00
m/z 41.00 27 .58%
85
5000
29 141
113 169
OII{‘II\I\I‘II‘II:‘I\II |£|| ——r— ——r— T L
m/z--> 50 100 150 200 250 300 350 1340 1360 1380 1400

8270-BF111319.M Thu Nov 21 16:08:42 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 13 1-Eicosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 15.55 ng 642610 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 93
2 Cvclohexadecane 224 C16H32 000295-65-8 91
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
Abundance Scan 2017 (13.951 min): BF117887.D (-2012) (-) m/z 57.00 100.00%
g7
5000
97
“ {101 158 260302 3 15160 15580 1960 1420
ot e | 288 S ey .| M7z 43,05 80. 79%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #127767: 1-Eicosene
43
83
5000 R DU B S B
13.60 13.80 14.00 14.20
25 280 m/z 71.10 63.93%
o L 20
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #81246: Cyclohexadecane
55
o7 13.60 13.80 14.00 14.20
5000 m/z 55.00 53.20%
39 181 2%4
o7
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate B B .
57 13.60 13.80 14.00 14.20
m/z 85.05 47 .35%
97
5000
}39
ot LA 1 18T 225 281 341376415 460 532 577 678 .
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20

8270-BF111319.M Thu Nov 21 16:08:43 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 14 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.26 6.47 ng 267490 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane 268 C19H40 000629-92-5 89
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tetracosane 338 C24H50 000646-31-1 81
Abundance Scan 2070 (14.263 min): BF117887.D (-2067) (-) m/z 57.05 100.00%
57
85
5000
302 — S o) e
151 244 14.00 14.20 14.40 14.60
N dh|334 JLiG9 190 213 2R 272 Aﬁ??%”, m/z 71.05 72.76%
m/z--> 50 100 150 200 250 300
Abundance #129490: Eicosane
57
85
5000 L B UL B AU

14.00 14.20 14.40 14.60

m/z 43.00 62.59%
29 ]113 11,169 197 282
ol A b a7y 190 107 225 ae3 22
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
57
A R R ama
85 14.00 14.20 14.40 14.60
5000 m/z 85.05 52.36%
29
L } 13 141 169 197 240
i ! i A A o — —
m/z--> 50 100 150 200 250 300
Abundance #117638: Nonadecane B B E R R B e STt
57 14.00 14.20 14.40 14.60
m/z 55.00 27 .36%
5000 85
29
0 ‘ |\ | 1}3 il 141 169 197 225 268
... L R e e A R A
m/z--> 50 100 150 200 250 300 14.00 14.20 14.40 14.60

8270-BF111319.M Thu Nov 21 16:08:43 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 15 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .57 6.58 ng 271746 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2122 (14.568 min): BF117887.D (-2119) (-) m/z 57.00 100.00%
57
5000 85
13 14.20 14140 14.60 14.80
(141
- .|, T 168189 224 254276208 328 352 m/z 71.00 69.74%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 L B BN B BRI B
mmmmmmmm
29 m/z 43.00 67.32%
0 |J ) Il .l 1:.II-31 1‘.11 . 169 197 225 25.4
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
14.20 1440 14.60 14.80
5000 85 m/z 85.10 51.23%
29 113
oL T, j b, lﬁl 169 197 225 253 295 323 367
m/z--> §o 160 150 260 2%0 360 350
Abundance #100330: 2-Bromo dodecane L AR
57 14.20 14.40 14.60 14.80
m/z 41.00 25.15%
5000 85
29 } 113 169
0 . S E
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\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 16 1,4-Benzenedicarboxylic aci... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.58 ng 148106 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 91
2 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 46
3 Terephthalic acid. 3-methvlbut-2._.. 348 C21H3204 1000356-27-6 38
4 Di-n-octvl phthalate 390 C24H3804 000117-84-0 22
5 2-(Heptyloxycarbonyl)benzoic acid 264 C15H2004 1000373-67-7 18
Abundance Scan 2149 (14.727 min): BF117887.D (-2147) (-) m/z 70.00 100.00%
70
149
5000
a1 261
" 185204 234 | 280299 327 351372 14.40 14.60 14.80 15.00
OLr—tipih iy u+i7%ﬁud~#f++ﬁﬁj m/z 149.00 66 .63%
m/z--> 50 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261
149
70
5000 12 R AR SR BRI UGS
14.40 14.60 14.80 15.00
m/z 112.05 49_.87%
41] 168 280
o ldfoall L, |80 215 | 20 o0a 333 301 seo
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
12 149 261 AR SRR IR AR
14.40 14.60 14.80 15.00
5000 m/z 57.05 45 _51%
41
o ‘“ ‘ ] h\%? | ‘ || #8180 232 | 280 304 333 361
m/z--> 50 100 150 200 250 300 350
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester R R A RAREY
261 14.40 14.60 14.80 15.00
m/z 261.10 35.59%
5000 70
149
104
0= ﬁ3‘ '|L'1'2:'3 T }§8' T ?37| {'zgo'l RN S R NI SRR BRI UGS
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 17 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.43 ng 224416 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 93
4 Nonadecane 268 C19H40 000629-92-5 92
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2177 (14.892 min): BF117887.D (-2174) (-) m/z 57.05 100.00%
g7
5000 85
149 256 14.60 14.80 15.00 15.20
ok A AL '] '1 ]*31 109 197 224 00218298318 346 | ns, 71.10  65.54%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 LRI SR SURELL SN SRR
Mmmmmmmm
- m/z 43.10 64 .57%
ol |]113 141 169 197 225 253 338
m/z--> éo 100 150 200 250 300 3éo
Abundance #94344: Heptadecane
57
' 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 49.84%
29
m/z--> éo 160 150 260 2%0 360 3éo
Abundance #175566: Tricosane, 2-methyl- B RERERE
43 14.60 14.80 15.00 15.20
m/z 41.00 25.02%
5000 71
o “‘i I | ﬂg 127 155 183 211 239 267 295 323
m/z--> éo 160 1éo 200 2%0 300 350 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 18 2,6,10,14-Hexadecatetraenoi... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.97 3.78 ng 191180 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 81
2 Supraene 410 C30H50 007683-64-9 74
3 Saualene 410 C30H50 000111-02-4 74
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 _psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 64
Abundance Scan 2190 (14.968 min): BF117887.D (-2187) (-) m/z 69.05 100.00%
6o
5000 ,NJL\NUN~A,A,A»MA,,\J\\,~,¢
& 149
95 121 1460 14.80 15.00 15.20
256
obbuddol oy [ 160 207 23620280 314 3423657 panTgt o0 b1L14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
60
5000 U SRR DAL DA SURMLEE B
41 mmmmmmmm
136 m/z 41.00 27.33%
oLl b L1 1|\ det 189209 236 263 287 332
m/z--> éo 100 150 200 250 300 350 460
Abundance #215928: Supraene
60
14,60 14.80 15.00 15.20
5000 m/z 149.00 16.55%
41
95 137
0 . 163 191 217 245 273 299 341 367 410
m/z--> §0 160 150 260 2%0 360 3%0 460
Abundance #215930: Squalene L B o e
69 14.60 14.80 15.00 15.20
m/z 68.00 13.10%
5000, 41
95
0 TR j ;17 , ‘161 191 217 273 299 341 367 410
m/z--> éo 100 1%0 200 2%0 300 3%0 460 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 19 Nonadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.24 4.43 ng 223998 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Nonadecane 268 C19H40 000629-92-5 95
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90

Abundance Scan 2236 (15.239 min): BF117887.D (-2233) (-) m/z 57.00 100.00%
57
5000 85
113 " 15.00 15.20 15.40 15.60
141 169 268
I | i A 109 198 220 247268 291 324 346 m/z 71.05 70.86%
m/z--> 50 1 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI UL BB UL B
mmmmmmmm
m/z 43.10 62.81%
29 113
oL | I || Lt 109 107 225 253 296
m/z--> 55 100 150 200 2%0 360 350
Abundance #117638: Nonadecane
57
" 15.00 15.20 15.40 15.60
5000 85 m/z 85.00 46.93%
29
0 \‘ ) | J‘ Il |‘ 1:1[3\141 169 197 225 268
m/z--> 55 160 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15—tetramethy|— LI L O
57 15.00 15.20 15.40 15.60
m/z 55.05 23.82%
5000 85
0 “ ’ I, l\1}3 141 183 211 239 267 296
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 350 15'00 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112019\
Data File : BF117887.D

Aca On : 20 Nov 2019 12:37

Operator :© JU

Sample - K5908-01

Misc :

ALS Vial : 6 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 20 5-Butyl-5-ethylheptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.10 3.27 ng 165731 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Butvl-5-ethvlheptadecane 324 C23H48 1000360-43-0 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octadecane 254 C18H38 000593-45-3 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81
Abundance Scan 2382 (16.098 min): BF117887.D (-2379) (-) m/z 57.00 100.00%
g7
SR AU BN B
111 141 166186 207 15.80 16.00 16.20 16.40
oL 3 i\ 186 238 258276294 317 339 77 71.00 68930
m/z--> 50 100 150 200 250 300 350
Abundance #164585: 5-Butyl-5-ethylheptadecane
g7
5000 85 LR DU I BRI B
15.80 16.00 16.20 16.40
113 155 m/z 43.00 59.32%
LU T e =
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
g7
o 15.80 16.00 16.20 16.40
5000 m/z 85.00 51.87%
29 113
oL LLLL a0 10 107 g 0w o
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane R B B
57 15.80 16.00 16.20 16.40
m/z 55.00 22.11%
e ¥ MMM
29
ol b hyd 13 141 169 197 295 254
m/z--> 50 100 1%0 200 2%0 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112019\
Data File : BF117887.D

Acq On : 20 Nov 2019 12:37

Operator : JU

Sample - K5908-01

Misc :

ALS Vial : 6 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... 2.19 19.8 ng 988063 1 6.92 1000340 20.0
2-Pentanone, 4-hy... 5.13 14.8 ng 738906 1 6.92 1000340 20.0
2-Butanone 5.32 2.4 ng 120928 1 6.92 1000340 20.0
unknown6 .68 6.68 75.5 ng 3775680 1 6.92 1000340 20.0
Metacetamol 9.39 2.6 ng 176073 3 9.96 1369490 20.0
Cyclohexadecane 12.50 12.1 ng 697004 4 11.46 1152050 20.0
Benzene, 1,1°-(1,... 12.67 4.3 ng 250261 4 11.46 1152050 20.0
Octadecanoic acid 12.77 9.1 ng 521838 4 11.46 1152050 20.0
Trifluoroacetic a... 13.26 2.1 ng 86055 5 14.10 826599 20.0
Undecane 13.27 2.5 ng 102051 5 14.10 826599 20.0
Heneicosane 13.62 3.1 ng 126423 5 14.10 826599 20.0
1-Eicosene 13.95 15.6 ng 642610 5 14.10 826599 20.0
Eicosane 14.26 6.5 ng 267490 5 14.10 826599 20.0
Octadecane 14 .57 6.6 ng 271746 5 14.10 826599 20.0
1,4-Benzenedicarb... 14.73 3.6 ng 148106 5 14.10 826599 20.0
Tetracosane 14.89 4.4 ng 224416 6 15.62 1012190 20.0
2,6,10,14-Hexadec... 14.97 3.8 ng 191180 6 15.62 1012190 20.0
Nonadecane 15.24 4.4 ng 223998 6 15.62 1012190 20.0
5-Butyl-5-ethylhe... 16.10 3.3 ng 165731 6 15.62 1012190 20.0
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