LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample : K5865-14

Misc :

ALS Vial : 22 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 12 17 30 rvB 660449 839152 3.01% 1.164%
2 3.657 258 267 277 rBV 431123 675853 2.42% 0.938%
3 4_.575 407 423 426 rBV 9198596 27898236 100.00% 38.707%
4 5.169 509 524 527 rBVY 4613515 10778666 38.64% 14.955%
5 6.916 817 821 824 rBVY 1218701 1033823 3.71% 1.434%
6 7.069 844 847 851 rVB 2759664 2289310 8.21% 3.176%
7 7.234 871 875 878 rBV 645822 546434 1.96% 0.758%
8 7.475 910 916 919 rBVY 2095316 1770480 6.35% 2.456%
9 8.204 1032 1040 1042 rBvV 1503331 1418689 5.09% 1.968%
10 9.280 1219 1223 1226 rBvV 4253973 3403437 12.20% 4.722%

11 9.675 1287 1290 1294 rBV2 322000 374907 1.34% 0.520%
12 9.716 1294 1297 1300 rBV 1420240 1179110 4.23% 1.636%
13 9.963 1330 1339 1342 rBV 1874103 1593663 5.71% 2.211%
14 10.392 1410 1412 1415 rVB 494481 377681 1.35% 0.524%
15 10.869 1490 1493 1499 rBvV 651198 829178 2.97% 1.150%

16 11.074 1524 1528 1539 rBV 3298768 3707127 13.29% 5.143%
17 11.316 1566 1569 1572 rBV 623599 580080 2.08% 0.805%
18 11.351 1572 1575 1581 rVB 340608 360507 1.29% 0.500%
19 11.457 1589 1593 1595 rBV 1685562 1413926 5.07% 1.962%
20 11.480 1595 1597 1600 rVvVv 502437 410891 1.47% 0.570%

21 11.745 1639 1642 1645 rVB 668583 549967 1.97% 0.763%
22 12.157 1709 1712 1715 rVB 700310 546679 1.96% 0.758%
23 12.245 1724 1727 1736 rBV 896453 1202723 4_.31% 1.669%
24 12.545 1775 1778 1781 rBV 592974 475730 1.71% 0.660%
25 12.674 1796 1800 1805 rVB 588966 527041 1.89% 0.731%

26 12.904 1834 1839 1840 rBV 537977 528397 1.89% 0.733%
27 12.921 1840 1842 1845 rVB 383079 305373 1.09% 0.424%
28 13.045 1859 1863 1870 rVB 3620912 3164778 11.34% 4_.391%
29 13.274 1899 1902 1905 rBV2 328499 380391 1.36% 0.528%
30 14.104 2038 2043 2046 rBV2 1433868 1467743 5.26% 2.036%

31 15.162 2220 2223 2227 rBV 197924 316801 1.14% 0.440%
32 15.609 2295 2299 2303 rBV 852109 1128245 4.04% 1.565%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample : K5865-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 72075018
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator : JU

Sample : K5865-14

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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

TIC: BF117872.D
4157
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 6

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

2.19 16.23 ng 839152 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 18 (2.193 min): BF117872.D (-12) (-) m/z 73.00 100.00%

n
5000 43
55 87

37 | 67 220 230 240 2.50 2.60
0'|""|""II|I'|"I""I""Il'!"l'"'I""I""I""I""|"" m/z 43.00 37.41%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000

2.20 2.30 2.40 2.50 2.60

43
55 87 m/z 87.10 25.92%
29
ob ol 35 1] 67 || 80
B LA o o o o R e S N S Rman
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 e
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 25.00%
J 79 |, 97 112 129
0.,”.w.”.“.”,”.w.” e -
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- R RN Ea RAaaamERy
73 220230240250260

m/z 41.00 11.86%

5000 43
58
29 ﬁ7
L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2. 40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 4-Penten-2-one, 4-methyl- Concentration Rank 7

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

3.66 13.07 ng 675853 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 43
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 12
5 Isoxazole, 5-methyl- 83 C4H5NO 005765-44-6 10

Abundance Scan 267 (3.657 min): BF117872.D (-258) (-) m/z 43.00 100.00%
43
5000
o | 5055 & 1 1 o 340 360 380 4.00
Ol ot o 88 70 T | m/z 83.00 13.21%
m/z--> 10 20 30 40 50 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000 U I R R
3.40 3.60 3.80 4.00
m/z 39.00 11.80%
0 27 33| 505 636974 0 o1 98
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3158: 5-Hexen-2-one
43
340 360 380 4.00
5000 m/z 55.00 6.65%
55
ol L 38| 50| e 71778 %
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl- RS mmme L A
43 3.40 3.60 3.80 4.00
m/z 41.00 4.82%
5000
27
. ' 3| 50 61 67 77 83 %8 »
m/z--> 10 ' ' 40 50 ' 70 80 90 100 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.57 539.71 ng 27898200 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 422 (4.569 min): BF117872.D (-407) (-) m/z 83.00 100.00%
55 86
5000 43 98
420 4.40 4.60 4.80 5.00
0 ...,....,....,..?Z‘;'...‘.‘?l.'::.?l..‘??,...77.~,.!..?1....~,.... m/z 55.10 85.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 A R IR L
29 98 420 4.40 4.60 4.80 5.00
‘ m/z 43.00 37.57%
0 .|.‘ 37| Ay 49I | | 61 67 7 | 89 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83
55 420 440 460 4.80 5.00
5000 43 m/z 98.00 36.93%
98
29
. 23] a7l|| a9] 638 77 | o |
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e e
55 83 420 4.40 4.60 4.80 5.00
m/z 39.00 29.79%
41
5000 7 o8
15 69
O *JI"'*i J"%?“‘ "|§?'MM "??l” l"?%" T A R IR L
m/z--> 10 20 30 40 50 70 80 90 100 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.17 208.52 ng 10778700 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-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 524 (5.169 min): BF117872.D (-509) (-) m/z 43.00 100.00%
43
59
5000
101 I A
480 5.00 5.20 5.40 5.60
83
o...,....,....,....','::..?.1.4!,...‘??....,.~...,...:,|....,.1.?‘?,....,....,...., m/z 59.00 60.98%
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 A R R UL
59 4.80 5.00 520 540 5.60
m/z 101.00 24 _07%
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
480 500 520 540 560
5000 M m/z 58.00 16.21%
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 #4035: 2,3-Butanedione, monooxime R e e R
43 480 5.00 5.20 5.40 5.60
m/z 41.00 10.00%
5000
101
15 58
28 L 69 84 |
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY AR AN LR LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 9

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

7.23 10.57 ng 546434 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 64
3 2-Cvclohexen-1-one. 3.5-dimethvl- 124 C8H120 001123-09-7 64
4 Azeleonitrile 150 C9H14N2 001675-69-0 56
5 1H-Pyrazole, 1l-methyl- 82 C4H6N2 000930-36-9 45

Abundance Scan 874 (7.228 min): BF117872.D (-871) (-) m/z 82.00 100.00%
8p
5000
39 54 110
67 6.80 7.00 7.20 7.40 7.60
Ol bbb e P 2L 1O 184 m/z 110.00  36.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5850: 2-Cyclohexen-1-one, 3-methyl-
8
5000 110 R S SR L
54 6.80 7.00 7.20 7.40 7.60
39 m/z 39.00 32.93%
27 | 67 74 95
Ottt e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1148: 1H-Pyrazole, 3-methyl-
8
6.80 7.00 7.20 7.40 7.60
5000 m/z 54.00 31.40%
54
7 42
0 \M\ \\H\ m‘ | 67 |
UL IULI IR LRI UL I IS BREE BS SRR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10557: 2-Cyclohexen-1-one, 3,5-dimethyl-
8 6.80 7.00 7.20 7.40 7.60
m/z 53.00 9.94%
5000
39
27 o4 124
0 | \‘ 46 \\‘ 67 74 11 95 109
m/z--> 20 3'0 4'0 50 60 7'0 8|0 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.39 4.74 ng 377681 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Dodecane 170 C12H26 000112-40-3 86
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
Abundance Scan 1412 (10.392 min): BF117872.D (-1410) (-) m/z 57.00 100.00%
57
43
71
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
99 10.00 10.20 10.40 10.60 10.80
113127140 155
M N 140 170182 202 n/z  43.00 75 510%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83024: Hexadecane
43 57
71
5000 U B
10.00 10.20 10.40 10.60 10.80
29 m/z 71.00 61.30%
0 o 99 113 127 141 155 169 183
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57
71 10.00 10.20 10.40 10.60 10.80
5000 g5 m/z 85.05 41.12%
29 9%
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250
Abundance #94346: Heptadecane
57 10.00 10.20 10.40 10.60 10.80
43 71 m/z 41.00 37.26%
85
5000
29 99
| 113 127 141 155 240
obts | b L g g ETMI1ss 16018310701y 240 e e SN ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1000 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.87 11.73 ng 829178 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 1493 (10.869 min): BF117872.D (-1490) (-) m/z 57.00 100.00%
57
43

71

- L

10.60 10.80 11.00 11.20
m/z 43.00 74.21%

99
| 113127141155169183197 211

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane

57
43 71

85

10,60 10.80 11.00 11.20
99 m/z 71.05  65.14%

5000

29 113
0 127141155169183197 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43 R RaE R
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 44 .27%
29
99
oL15 LS HioTiaiesee 198
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester R e A Ean e
43 10.60 10.80 11.00 11.20
57 m/z 41.00 39.51%
71
5000 85
29
o Y L ‘ ‘ ‘ ?\ 113127141155168 197 231 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11. 00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.07 52.44 ng 3707130 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 91
2 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 86
3 2-T2-T2-T2-T2-12-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 74
4 Hexaethvlene alvcol 282 C12H2607 002615-15-8 72
5 Pentaethylene glycol 238 C10H2206 004792-15-8 64
Abundance Scan 1527 (11.069 min): BF117872.D (-1524) (-) m/z 44.95 100.00%
45
5000 }L
103 10.80 11.00 11.20 11.40
| — 117133147163 196 213 230 m/z 57.05 43.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol
45
5000 a9
10.80 11.00 11.20 11.40
29 m/z 89.00 29.21%
oL15 M 117133147163 188 207
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45
110.80 11.00 11.20 11.40
5000 89 m/z 41.00 19.67%
29 973 || 103
NELIN ‘ ﬁ 117 m 147163177 207 251
m/z--> 25 46 éo 80 100 120 110 1éo 1é0 200 220 240 260 2é0
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox... e ELERRaana e
45 10.80 11.00 11.20 11.40
m/z 59.00 14 .90%
5000
89
o 28 | ¥ 1931171?3147163177191207221 251 267 283
m/z--> 25 46 éo 85 160 150 110 160 180 200 220 240 260 280 1080 1100 1120 1140

8270-BF111319.M Wed Nov 20 17:00:00 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.32 8.21 ng 580080 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Tetradecane 198 C14H30 000629-59-4 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 80
Abundance Scan 1570 (11.322 min): BF117872.D (-1566) (-) m/z 57.00 100.00%
g7
5000 85 H h
113 11.00 11.20 11.40 11.60
141
ol “' A 1161182000224 254277 nz7 43.10  70.48%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane \M
57
5000 SR UL UL RO BN
85 11,00 11.20 11.40 11.60
‘ m/z 71.05 67.96%
o 290 1 | | ;M3 141 160 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane
57
11.00 1120 11.40 11.60
5000 85 m/z 85.05 49.03%
29‘
oL b e e 8
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane B e
57 11.00 11.20 11.40 11.60
m/z 41.00 37.57%
5000
85
29
ol w | || 118 141 160 197 205 253 282
m/z--> 50 100 ﬁo 200 250 300 350 11,00 11.20 11.40 11.60

8270-BF111319.M Wed Nov 20 17:00:01 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 2-Bromotetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.35 5.10 ng 360507 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 83
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 81
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72

Abundance Scan 1575 (11.351 min): BF117872.D (-1572) (-) m/z 57.00 100.00%

g7

5000

11.00 11.20 11.40 11.60
m/z 71.10 79.64%

211 230 253

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane
57

5000

11.00 11.20 1140 11.60
m/z 43.00 50.37%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
B e e
11.00 11.20 11.40 11.60
5000 85 m/z 85.05 45 .86%
4
0 ‘ Ll d 141156 183 211 239 267 296
A R LA o e B LARARRARENEA S S e,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl- ST T e T
57 11.00 11.20 11.40 11.60
m/z 41.00 28.67%
5000
4 85
o 26 I 0Ly q | 141 168183198 225 253 282
e e e e e e e e R ARSI SR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. OO 11.20 11.40 11.60

8270-BF111319.M Wed Nov 20 17:00:01 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 11
R.T. EstConc Area Relative to ISTD R.T.
11.75 7.78 ng 549967 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1643 (11.751 min): BF117872.D (-1639) (-) m/z 57.00 100.00%
57
5000 85
3 113 441 203 11.40 11.60 11.80 12.00
0 ,,I et o 2L 109186203 225 246 268 sz 71.10  71.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57
85
5000 LR DR SRR S S B
11.40 11.60 11.80 12.00
m/z 43.00 67.67%
29 113
ol I I 4 [ 141 169 197 225 253 296
m/z--> 20 40 60 85 160120140160180200220240260280300350310
Abundance #94346: Heptadecane
57
- 11.40 11.60 11.80 12.00
5000 m/z 85.05 49 _.50%
29
Ok bodh gy 113.\141 169 197 240
m/z--> 20 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane L R a e R
57 11.40 11.60 11.80 12.00
m/z 41.00 34.67%
5000 85
29
0 J M3 141 160 197 205 253 281 300 338
m/z--> i4b&%ﬁmmmmmmmnmmmmmmmmo 1140 11.60 11.80 12.00

8270-BF111319.M Wed Nov 20 17:00:02 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.16 7.73 ng 546679 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octadecane 254 C18H38 000593-45-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 1713 (12.163 min): BF117872.D (-1709) (-) m/z 57.00 100.00%
57
5000 85
113 11.80 12.00 12.20 12.40
3 141 197
O et b ro o PR3 240259 282 | ‘m/z 71.10  66.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane
57
85
5000 LR LA UL UGN B B
umnmnmnm
m/z 43.05 65.13%
29‘ 113 141
o || | |l L 169 197 225 253 282
U AU A B "" AR AL I A A B "" TTITTTrTIrT Tl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105884: Octadecane
57
11.80 12.00 12.20 12.40
5000 85 m/z 85.05 50.63%
29
m/z--> 25 45 60 éo 160 120 140 160 180 200 220 240 260 280 360 320 350
Abundance #175557: Tetracosane I AL m ma S et
57 11.80 12.00 12.20 12.40
m/z 41.00 29.97%
5000 85
29
o ) 1 141 169 197 225 253 281 309 338
m/z--> %$eb%ﬁmmmmmmmnmmmwmmmﬁo 1mmmmnmuo'

8270-BF111319.M Wed Nov 20 17:00:02 2019 Page: 15



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF111919\
BF117872.D

19 Nov 2019 21:03

Ju

K5865-14

22 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 3,6,9,12,15-Pentaoxanonadec. ..

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.25 17.01ng 1202720  Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 87

2-T2-T2-12-I2-12-12-(2-Hvdroxvet... 370 C16H3409
3 Heptaethvlene alvcol 326 C14H3008

2-T2-T2-1I2-12-12-12-r2-(2-Hvdrox. . . 414 C18H38010

005117-19-1 86
005617-32-3 86
1000352-12-5 86

5 Pentaethylene glycol 238 C10H2206 004792-15-8 80
Abundance Scan 1728 (12.251 min): BF117872.D (-1724) (-) m/z 45.00 100.00%
45
5000 89
73 133 204 12.00 12.20 12.40 12.60
117 165
0 188 1,222 252 274 m/z 89.00 38.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139151: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45
5000 LIS B L L L L L L LB
89 12.00 12.20 12.40 12.60
29 m/z 57.00 37.26%
72
0 117133 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45
N A A e
89 12.00 12.20 12.40 12.60
5000 m/z 101.10 16.40%
133
o 29 | 7 \ L 117 ﬂ 151 177 207 251 283 327
T B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165401: Heptaethylene glycol
45 12.00 12.20 12.40 12.60
m/z 87.00 15.86%
5000
89
o 21,72 117833151 177 207 239 267283
T N (A Raas e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60

8270-BF111319.

M Wed Nov 20 17:00:03 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.55 6.73 ng 475730 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Pentadecane 212 C15H32 000629-62-9 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 1779 (12.551 min): BF117872.D (-1775) (-) m/z 57.00 100.00%
57
85
5000 AAJ
113 12.20 12,40 12.60 12.80
141 169 206
0....,.'..'1....,- by 20261 26 m/z 71.10 67.86%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
. J
5000 AR SRR SRR LR
12,20 12.40 12.60 12.80
29 m/z 43.00 64 .66%
oL ]113 141 169 197 240
m/z--> 55 100 150 200 250 300 350 '
Abundance #71393: Pentadecane
57
12.20 12,40 12.60 12.80
5000 g5 m/z 85.05 52.60%
29
iz T R A A A
Abundance #209566: Octacosane L
57 12.20 12.40 12.60 12.80
m/z 41.00 29 .58%
5000 85
29 NJ
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1% 200 250 300 350 ' 12.20 12.40 12,60 12.80

8270-BF111319.M Wed Nov 20 17:00:03 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117872.D

Aca On : 19 Nov 2019 21:03

Operator :© JU

Sample - K5865-14

Misc :

ALS Vial : 22 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 2-Bromo dodecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.27 5.18 ng 380391 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 68
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 68
3 Eicosane 282 C20H42 000112-95-8 68
4 Heptacosane 380 C27H56 000593-49-7 68
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 1901 (13.268 min): BF117872.D (-1899) (-) m/z 57.00 100.00%
57
5000 85
13 '13.00 13.20 1340 13.60
133 182
o o120, 702200220 236 280302 326 m/z 43.05 62.91%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LR DR SO BRI B
Bmwmmmmm
m/z 71.00 62.37%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> éo 100 150 260 250 360 350
Abundance #100330: 2-Bromo dodecane
57
'13.00 13.20 1340 13.60
5000 P m/z 44.95 58.35%
29 } 113 169
0..“.‘.l‘.‘h.J‘.A|.|.J..14|.9.L..|....24|8....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane PP T T T
57 13.00 13.20 13.40 13.60
m/z 85.10 45 .51%
5000 85
29
0 d | J || 113 141 169 197 225 p53 282
m/z--> % @ @ ﬁ 250 m @ 1wmnmmm%0

8270-BF111319.M Wed Nov 20 17:00:04 2019 Page: 18



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111919\
Data File : BF117872.D

Acq On : 19 Nov 2019 21:03

Operator : JU

Sample : K5865-14

Misc :

ALS Vial : 22 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 16.2 ng 839152 1 6.92 1033820 20.0
4-Penten-2-one, 4. .. 3.66 13.1 ng 675853 1 6.92 1033820 20.0
3-Penten-2-one, 4. .. 4.57 539.7 ng 27898200 1 6.92 1033820 20.0
2-Pentanone, 4-hy... 5.17 208.5 ng 10778700 1 6.92 1033820 20.0
2-Cyclohexen-1-on. .. 7.23 10.6 ng 546434 1 6.92 1033820 20.0
Hexadecane 10.39 4.7 ng 377681 3 9.96 1593660 20.0
Heptadecane 10.87 11.7 ng 829178 4 11.46 1413930 20.0
3,6,9,12-Tetraoxa... 11.07 52.4 ng 3707130 4 11.46 1413930 20.0
Heptacosane 11.32 8.2 ng 580080 4 11.46 1413930 20.0
2-Bromotetradecane 11.35 5.1 ng 360507 4 11.46 1413930 20.0
Heneicosane 11.75 7.8 ng 549967 4 11.46 1413930 20.0
Eicosane 12.16 7.7 ng 546679 4 11.46 1413930 20.0
3,6,9,12,15-Penta... 12.25 17.0 ng 1202720 4 11.46 1413930 20.0
Pentadecane 12.55 6.7 ng 475730 4 11.46 1413930 20.0
2-Bromo dodecane 13.27 5.2 ng 380391 5 14.10 1467740 20.0
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