LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 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-BF073018.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 5.178 479 483 499 rBV 118953 212791 5.23% 0.796%
2 5.601 551 555 567 rBV 227021 733124 18.02% 2.744%
3 5.684 567 569 578 rvv2 89433 194181 4.77% 0.727%
4 5.748 578 580 589 rVB 29882 60124 1.48% 0.225%
5 6.613 723 727 743 rBV 187961 710413 17.47% 2.659%
6 6.725 743 746 759 rBV 1534233 2473379 60.81% 9.257%
7 6.954 781 785 791 rBV 293347 501286 12.32% 1.876%
8 7.101 807 810 828 rBVY 2067028 2775876 68.24% 10.389%
9 7.289 840 842 847 rVB2 39141 41039 1.01% 0.154%
10 7.483 872 875 878 rBV 251291 270464 6.65% 1.012%
11 7.519 878 881 899 rVB 1088116 1810452 44.51% 6.776%
12 7.748 917 920 926 rVB6 34230 58244 1.43% 0.218%
13 8.048 965 971 976 rVV5 49113 94031 2.31% 0.352%
14 8.230 996 1002 1014 rBV 581251 988675 24.31% 3.700%
15 8.430 1031 1036 1041 rVB6 36677 78992 1.94% 0.296%
16 8.507 1043 1049 1050 rBV6 36636 62132 1.53% 0.233%
17 8.530 1050 1053 1056 rBvV2 57852 72258 1.78% 0.270%

18 8.601 1060 1065 1067 rBvV2 209043 299350 7.36% 1.120%
19 8.707 1080 1083 1089 rvVvB4 98669 136430 3.35% 0.511%

20 8.807 1097 1100 1104 rvB2 54987 59102 1.45% 0.221%
21 8.913 1115 1118 1121 rBV4 31604 43227 1.06% 0.162%
22 8.942 1121 1123 1126 rVV3 39737 47146 1.16% 0.176%

23 8.977 1126 1129 1136 rVV5 75161 120744 2.97% 0.452%
24 9.042 1137 1140 1146 rVV3 114803 179019 4._.40% 0.670%
25 9.095 1146 1149 1154 rVVé6 58482 103537 2.55% 0.387%

26 9.307 1180 1185 1196 rBV 3221946 4067597 100.00% 15.223%
27 9.589 1230 1233 1236 rBV2 111704 121629 2.99% 0.455%
28 9.624 1236 1239 1242 rVV2 101634 119133 2.93% 0.446%
29 9.666 1242 1246 1249 rVV3 166929 222458 5.47% 0.833%
30 9.701 1249 1252 1258 rVV 135423 226540 5.57% 0.848%

31 9.754 1258 1261 1265 rVB3 85098 90577 2.23% 0.339%
32 9.989 1298 1301 1308 rBV2 849510 919926 22.62% 3.443%
33 10.107 1319 1321 1323 rBV 223740 222325 5.47% 0.832%
34 10.172 1330 1332 1334 rBV 130915 130300 3.20% 0.488%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 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-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.789 1433 1437 1446 rBV 1525027 2055526 50.53% 7.693%

36 11.489 1553 1556 1562 rVB 682490 756950 18.61% 2.833%
37 12.007 1642 1644 1656 rVB4 359452 482711 11.87% 1.807%
38 12.742 1766 1769 1773 rVV 138883 139614 3.43% 0.523%
39 12.789 1774 1777 1788 rVB 314819 417831 10.27% 1.564%
40 13.071 1821 1825 1845 rVB 2422204 2889326 71.03% 10.814%

41 13.618 1916 1918 1922 rVB 106391 92659 2.28% 0.347%
42 14.142 2004 2007 2017 rBV 568067 739706 18.19% 2.768%
43 15.677 2263 2268 2288 rVB 444383 898432 22.09% 3.362%

Sum of corrected areas: 26719256
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On - 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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: BF107945.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.18 8.49 ng 212791 1,4-Dichlorobenzene-d4 6.95
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 1,2-Butanediol 90 C4H1002 000584-03-2 25

Abundance Scan 483 (5.178 min): BF107945.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R U R IR
| 83.0 | 480 5.00 520 5.40 5.60
ot et e e m/z 59.00 62.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
2000 59.0 480 5.00 520 5.40 5.60
0
150 a0 1010 m/z 101.00 19.38%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 280 500 520 540 560
5000 m/z 58.00 15.55%
20.0 101.0
N Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— L B AL BLEL A L A B
54.0 480 5.00 520 5.40 5.60
m/z 41.00 8.29%
5000
410 101.0
o280 10 llis00, ] 90 80 L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown5.68 Concentration Rank 6

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

5.68 7.75 ng 194181 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-ol. 3-methvl- 100 C6H120 000918-85-4 28
2 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 25
3 Propanoic acid. 2-methvl-. anhvd... 158 C8H1403 000097-72-3 25
4 1.5.7-Octatrien-3-ol. 3.7-dimethvl- 152 C10H160 029957-43-5 25
5 2,2"-Bifuran, octahydro- 142 C8H1402 001592-33-2 23

Abundance Scan 568 (5.678 min): BF107945.D (-567) (-) m/z 71.00 100.00%
71.0
43.0 F
5000
58.0
85.0
|‘ ||| | 99.1 111.1 5.40 5.60 5.80 6.00
0 ...,....,....,....,....,!.'..',~.!..,.'.'..,.-...,'!'!..,....,....,'...., m/z 43.00 70.40%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3897: 1-Penten-3-ol, 3-methyl-
71.0
43.0
5000 L L L I L
5.40 560 5.80 6.00
27 0 55.0 85.0 m/z 58.00 34.32%
0 ||. ||.| AN |
LA L I UL SRS LIS IR IR IR IS LN LS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3990: Pentane, 3,3-dimethyl-
43.0
71.0 540 560 580 6.00
5000 m/z 41.00 29.15%
29.0 55.0 85.0
20 150 || [l T T a0
L R UL IR UL UL UL I LS I AL RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #30038: Propanoic acid, 2-methyl-, anhydride BN BEEEEEE
43.0 71.0 5.40 560 5.80 6.00
m/z 85.00 25.53%
5000
27.0
0 15.0 ‘ | 55.0 ‘
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Cyclohexanol Concentration Rank 17

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

5.75 2.40 ng 60124 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol 100 C6H120 000108-93-0 50
2 2-Hexen-1-ol. (2)- 100 C6H120 000928-94-9 50
3 2-Hexen-1-ol. (E)- 100 C6H120 000928-95-0 28
4 Cvclopentanol 86 C5H100 000096-41-3 16
5 2-Penten-1-ol, (E)- 86 C5H100 001576-96-1 9

Abundance Scan 580 (5.748 min): BF107945.D (-578) (-) m/z 57.00 100.00%
57.0
5000
43.0 670 820
| || | | 92.9 540 5.60 5.80 6.00
o N 1 HSOCOUS ) S Y ) S Y I m/z 82.05 34.13%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3796: Cyclohexanol
57.0
5000 82.0
5.40 5.60 5.80 6.00
9.0 44.0 67.0 m/z 67.00 27.87%
0 ..,.1:‘3-.0.,...'!','....|,|!|l-..,.-!ll!,....,!...,....,...1.0?'.0...,
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3811: 2-Hexen-1-ol, (2)-
57.0
5.40 5.60 5.80 6.00
5000 41.0 m/z 43.00 25.96%
67.0 82.0
29.0 ‘
o250l Ilasoly L, L oo
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3810: 2-Hexen-1-ol, (E)- R R A
57.0 5.40 5.60 5.80 6.00
m/z 44.00 22.71%
5000 41.0
27.0 67.0 82.0
0 ..,..%g?...LMM...Ml‘yﬂgﬁ‘”ll,...k\l...,.... |"}P?P"'| A IR UL U
m/z--> 10 20 30 40 50 60 70 8 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.72 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.72 98.68 ng 2473380 1,4-Dichlorobenzene-d4 6.95
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 745 (6.719 min): BF107945.D (-743) (-) m/z 132.00 100.00%

640 660 680 7.00

132.0
5000 68.0

0 — m/z 68.00 43.50%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 T T e
6.40 6.60 6.80 7.00

m/z 134.00 31.65%

310 510

(0} T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132.0

6.40 6.60 6.80 7.00

5000 67.0 m/z 66.00 29.47%
41.0 97.0
‘ ‘ 117.0
ob— H SLO“‘“F ...ju..”.,..”,....,...
m/z--> 100 120 140 160 180
Abundance #52379. Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00

m/z 69.05 17.57%

74.0
116.0
5000 98.0
o A ‘L ! 158.0 189.0
L It T o EL A [ e e e O e

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\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Tetraglyme Concentration Rank 7

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

8.60 6.06 ng 299350 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetraalvme 222 C10H2205 000143-24-8 78
2 2-Butanol. 3-methoxv- 104 C5H1202 053778-72-6 64
3 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 64
4 Pentane. 2-methoxv- 102 C6H140 006795-88-6 64
5 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 64

Abundance Scan 1065 (8.601 min): BF107945.D (-1060) (-) m/z 59.00 100.00%
5d.0
5000 f
4.0 87.0 1031 8.20 8.40 8.60 8.80 9.00
0 ...,....,h1.|..-.",..:.,.'..-.,..-.:,.13.0.0.,..1?“?}....,. m/z 45.00 19.09%
m/z--> 20 60 80 100 120 140 160 180
Abundance #78615: Tetraglyme
59.0
5000 RS RS LR RARSE
8.20 8.40 8.60 8.80 9.00
29.0 45.0 103.0 m/z 103.05 17.65%
0 15.0 ||| || _ 730 87.0 | 1370 133.0147.0 177.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #4771: 2-Butanol, 3-methoxy-
59.0
820 840 8.60 8.80 9.00
5000 m/z 41.05 11.09%
290 45.0
0 15.0 4| L 730 89.0 104.0
miz--> z'o 4' 60 80 100 120 140 160 180
Abundance #32646: 2-Butanol, 3,3'-0Xybi5- [TT T T[T T[T T [ TT T[T
59.0 8.20 8.40 8.60 8.80 9.00
m/z 43.00 7.61%
5000 31.0
45.0 103.0
o150 M . 75.0 89.0 118.0 134.0
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown8.71 Concentration Rank 12

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

8.71 2.76 ng 136430 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-EthvI-3-methvlhept-1-en-4-ol 156 C10H200 286424-80-4 38
2 Methvl 2.5.8.11-tetraoxatridecan... 236 C10H2006 1000366-78-2 32
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Tetraalvme 222 C10H2205 000143-24-8 25
5 Butyric acid, 4-isopropoxy-, met... 160 C8H1603 029006-05-1 25

Abundance Scan 1084 (8.713 min): BF107945.D (-1080) (-) m/z 59.00 100.00%
54.0

5000

8.40 8.60 8.80 9.00

01 m/z 57.00 70.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28309: 5-Ethyl-3-methylhept-1-en-4-ol
59.0
101.0
5000 43.0 83.0 IIIIIIIIIIIIIIIIIIIIIIII
8.40 8.60 8.80 9.00
m/z 101.05 58.00%
27,0 |
o1 L e o o o SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59.0
LB B o B
8.40 8.60 8.80 9.00
5000 117.0 m/z 43.00 33.08%
43/0
0 28\[? \d \‘ ! i 87\‘.\0 10?'0 ! 133'0 160.0 177.0
B B L L B e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8358: 2-Hexanol, 2-methy!l- R ma e AR R
59.0 8.40 8.60 8.80 9.00
m/z 95.00 30.31%
5000
43.0
101.0
0 L H‘ L, ‘M ! 1 |
B L L L B B L ma R ma e e  ERREamE R
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown8.98 Concentration Rank 16

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

8.98 2.44 ng 120744 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutanecarboxvlic acid. 6-et... 240 C15H2802 1000282-61-1 35
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 35
3 2-Octene. 2.3.7-trimethvl- 154 C11H22 033933-75-4 30
4 1(2H)-Naphthalenone. octahvdro-.... 152 C10H160 021370-71-8 27
5 Phosphinous acid, diisopropyl ester 166 C6H1503P 000691-96-3 27

Abundance Scan 1129 (8.977 min): BF107945.D (-1126) (-) m/z 83.10 100.00%
1
5000
152.1 e
169.9 8.60 8.80 9.00 9.20 9.40
o} R I B o S m/z 41.00 76 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #94174: Cyclobutanecarboxylic acid, 6-ethyl-3-octyl ester
83.0
55.0
5000 R A A R
8.60 8.80 9.00 9.20 9.40
111.0 m/z 69.10 72.75%
29 0 140.0
Unnn |"' 'dl '“!ll"""l |"' J"|"| T T "|¥6?'q [T ?%% 9|
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #25371: Blcyclo[ .1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a..
83.0
55.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 55.00 70.24%
39/0 152.0
110.0
0.%??ﬂh.hﬂ.ﬁ,.W.HM..U,”..,..”,....“...,.”.,...w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27076: 2-Octene, 2,3,7—trimethy|— L L AL BLEL A LA B
55.0 83.0 8.60 8.80 9.00 9.20 9.40
m/z 109.10 64 .30%
5000
154.0
290 “ 111.0
0"'l""l"' “'”l'ﬂ'l"'w"'“l“"l"“l""l SRR SRR SRR
m/z--> 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BF073018.M Mon Aug 06 16:57:08 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 9 Cyclooctane, 1-methyl-3-pro... Concentration Rank 10

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

9.04 3.62 ng 179019 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. l1-methvl-3-propvl- 168 Cl12H24 255885-37-1 50
2 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 50
3 1-Isopropvl-1.4.5-trimethvicvclo... 168 Cl12H24 219783-06-9 47
4 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 38
5 1-Pentyn-3-ol, 3,4-dimethyl- 112 C7H120 001482-15-1 38

Abundance Scan 1140 (9.042 min): BF107945.D (-1137) (-) m/z 69.05 100.00%
69.0
55.0
5000 4o 125.1
83.1
|| | |‘| 20 152.1 1701 8.80 9.00 9.20 9.40
0 ...,....,L- '.w Ly : R L m/z 55.00 62.07%
m/z--> 20 40 100 120 140 160
Abundance #36851. C cIooctane, 1-methyl-3-propyl-
69.0
83.0 T
5000 a1.0 20 125.0 8.80 9.00 9.20 9.40
‘ 570 m/z 41.00 52.36%
27,0 | ~ 1110
0 |||I||||I|I|| |"I|||=|'|||"!||:'|||'||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance #27090: Cyclohexane, 2,4-diethyl-1-methyl-
69.0
880 9.00 9.20 940
5000 55.0 83.0 1250 m/z 125.10 47 .69%
41.0 ' '
Loozo | oo | sosa0
miz--> % 40 60 80 10 10 1o 180
Abundance #36867: 1-Isopropyl-1,4,5-trimethylcyclohexane e ek e S
69.0 8.80 9.00 9.20 9.40
m/z 83.10 32.78%
5000 41.0 55.0 83.0 125.0
109.0
0 1|4|0||H ||||||||||| |96|0|||||||‘|||||||||||||| s AR e
m/z--> 20 40 60 100 120 140 160 8.80 9.00 9.20 9.40

8270-BF073018.M Mon Aug 06 16:57:09 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown9.10 Concentration Rank 18

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

9.10 2.09 ng 103537 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 22
2 2.3-Dimethvl-2-octene 140 C10H20 019781-18-1 14
3 5-Oxa-6-azaspirol3.4loct-6-ene 111 C6H9NO 1000362-18-0 14
4 Hexane. 3-methvl-4-methvlene- 112 C8H16 003404-67-9 14
5 2-Ethoxy-2-cyclohexen-1-one 140 C8H1202 029941-82-0 14

Abundance Scan 1150 (9.101 min): BF107945.D (-1146) (-) m/z 83.00 100.00%
41.0 69.0 830
55.0
5000
1020 1241 S R R LR R
" 137.1 1590 8.80 9.00 9.20 9.40
bt Ll m/z 73.00 86.76%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25367: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
41.0 53.0 69.0

83.0
5000 LA L L L L LB |
27.0 8.80 9.00 9.20 9.40
110.0 m/z 41.00 86.53%
o 1230 137.0 1920
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17980: 2,3-Dimethyl-2-octene
(=i
550 83.0
B s e
8.80 9.00 9.20 9.40
5000 41.0 69.0 m/z 69.00 81.98%
' 140.0
29.0 97.0
X T PO Y A |
B AR A B L AR L s L amaanasnaaas oo
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6125: 5-Oxa-6-azaspiro[3.4]oct-6-ene R ma e AR RRREa
41.0 83.0 8.80 9.00 9.20 9.40
m/z 55.00 71.52%
5000
200 ||| %39 7.0 111.0
o S| VY Y| e P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9.20 9.40

8270-BF073018.M Mon Aug 06 16:57:10 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown9.59 Concentration Rank 13

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

9.59 2.64 ng 121629 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2-methvl-1-cvclopen... 124 C8H120 003168-90-9 38
2 p-Fluoroethvlbenzene 124 C8H9F 000459-47-2 38
3 2-Cvclopenten-1-one. 3.4.4-trime... 124 C8H120 030434-65-2 38
4 Meauinol 124 C7H802 000150-76-5 38
5 1,3-Heptadiene, 2,3-dimethyl- 124 C9H16 074779-65-0 38

Abundance Scan 1233 (9.589 min): BF107945.D (-1230) (-) m/z 55.00 100.00%
.0

5000

9.20 9.40 9.60 9.80 10.00

o m/z 69.05 67 .63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10587: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)-
109.0
43.0 81.0
5000 | NI LI L L LB LB L
124.0 9.20 9.40 9.60 9.80 10.00
m/z 109.10 67.10%
| 65.0
0 ] Ly LIk | |
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10601: p-Fluoroethylbenzene
109.0
s s e
9.20 9.40 9.60 9.80 10.00
5000 m/z 41.00 58.88%
124.0
o 270 510 690830 | |
T B B B B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10573: 2-Cyclopenten-1-one, 3,4,4-trimethyl- A B o
109.0 9.20 9.40 9.60 9.80 10.00
m/z 124.10 44 _89%
81.0
5000 124.0
53.0 67.0 950
o AP ¥ VA MR |- A S L
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80 10 00

8270-BF073018.M Mon Aug 06 16:57:10 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown9.62 Concentration Rank 14

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

9.62 2.59 ng 119133 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Dimethvl-1-silacvclo-2.4-hex... 124 C7H12Si 052023-18-4 47
2 6.6-Dimethvlhepta-2.4-diene 124 C9H16 1000195-03-3 46
3 1.3-Hexadiene. 2.3.5-trimethvl- 124 C9H16 061142-34-5 43
4 2-Cyclopenten-1-one. 3.4.4-trime... 124 C8H120 030434-65-2 43
5 2-Acetyl-5-methylfuran 124 C7H802 001193-79-9 43

Abundance Scan 1238 (9.619 min): BF107945.D (-1236) (-) m/z 109.10 100.00%
109.1
5000 41.0 55.0 124.1
T a0 =° SPPAPY v
161.0 178.1 . . . .
0 1431 m/z 124.10 46.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10393: 1,1-Dimethyl-1-silacyclo-2,4-hexadiene
109.0
5000 LI R IR LN B
59.0 124.0 9.40 9.60 9.80 10.00
43.0 81.0 m/z 55.00 45 .26%
01 ..'.'.............
m/z--> 20 40 60 80 100 150 150 1éo 1éo
Abundance #10674: 6,6-Dimethylhepta-2,4-diene
109.0
" 940 9.60 9.80 10.00
0
5000 670 1210 m/z 41.00 43.92%
41.0 81.0
0 |2|7\:\0| I\IMI |5|4LIOI ol .Hl“. I\QI?IOI ; .‘. — I — B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10706: 1,3-Hexadiene, 2,3,5—trimethy|— LA L L L L LB B
67.0 109.0 9.40 9.60 9.80 10.00
m/z 67.00 29.99Y%
5000
41.0
810 124.0
27.0 ‘ ‘
0 ,Jl.wi....“WM N ?ﬁo..M.,u...,....,....,.. e
m/z--> 20 40 60 100 120 140 160 180 9.40 9.60 9.80 10 00

8270-BF073018.M Mon Aug 06 16:57:11 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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-Propanol, 2-(2-hydroxypro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.11 4.83 ng 222325 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-(2-hvdroxvypropoxv)- 134 C6H1403 000106-62-7 64
2 Methane. diethoxv- 104 C5H1202 000462-95-3 59
3 Propane. 1.2-dimethoxv- 104 C5H1202 007778-85-0 59
1-(1-tert-Butoxvpropan-2-vloxv)p... 190 C10H2203 132739-31-2 59
5 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 59
Abundance Scan 1322 (10.113 min): BF107945.D (-1319) (-) m/z 59.00 100.00%

59.0
5000
103.0

a1 810 | 1211 1701 9.80 10.00 10.20 10.40
0 ...,....-,'-':1)..'.| b el 11011869 2149 | "7z 103.00  23.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
5000 LI L L L L L B LB LB |

9.80 10.00 10.20 10.40

31.0
‘ 103.0 m/z 45.00 20.64%
15.0 75.0 |
Ot ...."....,....|....|....|....|........,.....

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4761: Methane, diethoxy-
59.0
T
9.80 10.00 10.20 10.40
m/z 58.00 11.27%
5000 31.0 103.0
75.0
0.#%?JL.{M”.H.”M,.”.,..”,..”,..”,.......w.....
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4782: Propane, 1,2-dimethoxy- R R ma B
59.0 9.80 10.00 10.20 10.40

m/z 72.00 9.95%

5000

H ‘H‘ |, 75.0 104.0

m/z--> 60 80 100 120 140 160 180 200 220 980 10 00 10. 20 10 40

N

©

o
%
'

o

8270-BF073018.M Mon Aug 06 16:57:12 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.17 2.83 ng 130300 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-Tl1l-methvl-2-(2-pro... 174 C9H1803 055956-25-7 58
2 Tri(propvlene alvcol) propvl ether 234 C12H2604 096077-04-2 53
3 2-Butanol. 3-methoxv- 104 C5H1202 053778-72-6 47
4 2-Pentanol. 3-ethvl-2-methvl- 130 C8H180 019780-63-3 47
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 47
Abundance Scan 1332 (10.172 min): BF107945.D (-1330) (-) m/z 59.00 100.00%
54.0
5000
40 i 9.80 10.00 10.20 10.40
83.1 . . ) )
138.1
N — T JL.-. . 1 250 161118001982 2331 | /7 69.00  22.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41679: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59.0
5000 R AR TR AR
9.80 10.00 10.20 10.40
41.0 m/z 117.10 18.81%
Oan M I 77.0 %pn701mo 174.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #88853: Tri(propylene glycol) propyl ether
59.0
9.80 10.00 10.20 1040
5000 m/z 41.00 17.30%
117.0
41.0
o150 I Ll 990 | 14301610 203.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4775: 2-Butanol, 3-methoxy- B B .
59.0 9.80 10.00 10.20 10.40
m/z 55.00 13.95%
5000
29.0
m/z--> 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF073018.M Mon Aug 06 16:57:12 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.01 12.75 ng 482711 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
Abundance Scan 1645 (12.013 min): BF107945.D (-1642) (-) m/z 60.00 100.00%
.0
5000 129.1 Mwﬂw“”*ﬂ*-}(~w~K-,¢~,¢
39 11/60 11.80 12.00 12.20 12.40
0! m/z 73.00 95.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 AR AR AR A
83.0 nmnmnmnmnm
J‘L 1570 1g00 2130 2560 m/z 57.00 94.63%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
3.0 11,60 11.80 12.00 12.20 12.40
5000 m/z 43.00 90.69%
129.0
‘ 710 2140
0 18(.)‘.‘..,...“.”‘.‘:“.‘ M‘\ Hh i 19,0 ‘ TN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid B Ea
73.0 11.60 11.80 12.00 12.20 12.40
43.0 m/z 55.00 77 .35%
5000 129.0 \Vmﬂﬁmﬁﬂwmer\}tﬁua&uv&vavmﬁu
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40

8270-BF073018.M Mon Aug 06 16:57:13 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl2.74 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.74 3.69 ng 139614 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Orthoformic acid. tri-sec-butvl ... 232 C13H2803 016754-48-6 38
2 Di-sec-butvl ether 130 C8H180 006863-58-7 38
3 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 35
2-T2-12-12-12-12-12-(2-Methoxvet... 384 C17H3609 1000352-04-2 35
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met. .. 472 C21H44011 1000352-11-2 35
Abundance Scan 1769 (12.742 min): BF107945.D (-1766) (-) m/z 57.00 100.00%
57.0
103.0
5000
ol 236126312882 "w/z 45.00 69.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87566: Orthoformic acid, tri-sec-butyl ester
57.0
103.0
5000 RSBV AR
nmnmnmmm
m/z 103.00 63.40%
0 ”'I'”'I"'I”"I”"I”"I”"I”{???"P"'P"'%%%p"”l"“l"”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13656: Di-sec-butyl ether
45.0
12,40 12.60 12.80 1300
5000 1010 m/z 59.00 37.41%
0150“ ‘ u‘ 7390, 130.0
m/z--> ﬁo Jo éo éo 160 150 150 1&0 1éo 260 250 240 2éo 2é0
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol AN B EAmas Eae e
45.0 12.40 12.60 12.80 13.00
m/z 101.05 34.86%
- I w/\/\/JLM
oL190 I Jerg || |, 1330 16301880
m/z--> ﬁo Jo éo éo 160 150 150 1&0 180 200 220 240 2éo 2é0 1240 1260 1280 1300 '

8270-BF073018.M Mon Aug 06 16:57:14 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.79 11.04 ng 417831 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1777 (12.789 min): BF107945.D (-1774) (-) m/z 60.00 100.00%
60.0
5000 129.1 ~wﬂkwﬁ%*M~*rﬂkWAWNva~NV¢
' ' 12:40 12.60 12.80 13.00 13.20
0 m/z 43.00 97 .03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43.0 ,73.0
5000 129.0 R EEREEEEm
12. 40 12. 60 12. 80 13. oo 13 20
m/z 73.00 92.08%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
430 7
12:40 12.60 12.80 13.00 13.20
5000 m/z 57.00 90.75%
213.0
157.0 185.0
0 Il‘l”“l‘”‘“” ' M\\J\M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid A ERE T
73.0 12.40 12.60 12.80 13.00 13.20
43.0 m/z 55.00 83.31%
5000 129.0 *MA“MJWM-/“ﬂkMﬂqmvamﬂvm
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 1260 1280 1300 1320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107945.D

Aca On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample : J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Ethanol, 2-butoxy-, phospha... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.51 ng 92659 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 53
2 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 38
3 Oxetane. 2.3.4-trimethvl- 100 C6H120 053778-61-3 27
4 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 14
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 14
Abundance Scan 1918 (13.618 min): BF107945.D (-1916) (-) m/z 57.00 100.00%
51.0
' 13.40 13.60 13.80 14.00
0 : m/z 45.00 69.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210992: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 LN B BN UL I
125.0 1340 13.60 13.80 14.00
199.0 299 0 m/z 56.00 58.91%
0 Z‘i-ol 0‘| .l e | 250 355.0 397.0
m/z--> 50 150 200 250 300 3éo 400
Abundance #12493: trans-2,3-Epoxyoctane
56.0 85.0
' 13.40 13.60 13.80 14.00
5000 m/z 85.05 34.33%
280
0 lilllllllI""I""IIIIIIIII
m/z--> 150 200 250 300 350 400
Abundance #3903: Oxetane, 2,3,4-trimethyl- R B R e ma
13.40 13.60 13.80 14.00
m/z 125.00 31.96%
5000
0 ——— 77— e A B
m/z--> 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080318\
Data File : BF107945.D

Acq On : 3 Aug 2018 18:39

Operator : JU/SJ

Sample - J4317-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 8.5 ng 212791 1 6.95 501286 20.0
unknown5.68 5.68 7.8 ng 194181 1 6.95 501286 20.0
Cyclohexanol 5.75 2.4 ng 60124 1 6.95 501286 20.0
unknown6 .72 6.72 98.7 ng 2473380 1 6.95 501286 20.0
Tetraglyme 8.60 6.1 ng 299350 2 8.23 988675 20.0
unknown8.71 8.71 2.8 ng 136430 2 8.23 988675 20.0
unknown8.98 8.98 2.4 ng 120744 2 8.23 988675 20.0
Cyclooctane, 1-me... 9.04 3.6 ng 179019 2 8.23 988675 20.0
unknown9.10 9.10 2.1 ng 103537 2 8.23 988675 20.0
unknown9 .59 9.59 2.6 ng 121629 3 9.99 919926 20.0
unknown9 .62 9.62 2.6 ng 119133 3 9.99 919926 20.0
1-Propanol, 2-(2-... 10.11 4.8 ng 222325 3 9.99 919926 20.0
2-Propanol, 1-[1-... 10.17 2.8 ng 130300 3 9.99 919926 20.0
n-Hexadecanoic acid 12.01 12.8 ng 482711 4 11.49 756950 20.0
unknownl2.74 12.74 3.7 ng 139614 4 11.49 756950 20.0
Octadecanoic acid 12.79 11.0 ng 417831 4 11.49 756950 20.0
Ethanol, 2-butoxy... 13.62 2.5 ng 92659 5 14.14 739706 20.0
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