LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 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-BF080818 .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 5.625 555 559 573 rBY 1250050 1204567 37.34% 3.561%
2 6.619 724 728 742 rBV 1329268 1306642 40.51% 3.862%
3 6.766 749 753 757 rBVY 1504144 1281180 39.72% 3.787%
4 7.001 789 793 796 rBV 857444 774226 24.00% 2.288%
5 7.154 815 819 823 rBVY 1234106 1009589 31.30% 2.984%
6 7.560 883 888 896 rBV 869318 806708 25.01% 2.385%
7 8.284 1007 1011 1014 rBV 1137468 921715 28.58% 2.724%
8 8.566 1055 1059 1062 rBv4 79482 92928 2.88% 0.275%
9 8.684 1072 1079 1082 rBv6 105072 202103 6.27% 0.597%
10 8.784 1093 1096 1099 rBV3 88890 88735 2.75% 0.262%
11 8.854 1103 1108 1110 rBV3 149127 177209 5.49% 0.524%
12 8.901 1113 1116 1118 rBvV2 83261 90630 2.81% 0.268%
13 8.948 1121 1124 1127 rVVv3 87530 98267 3.05% 0.290%

14 9.054 1139 1142 1144 rBV 128645 110493 3.43% 0.327%
15 9.101 1147 1150 1152 rBV3 131711 132818 4.12% 0.393%

16 9.225 1168 1171 1172 rBV2 98350 104299 3.23% 0.308%
17 9.289 1179 1182 1184 rVB 306198 252060 7.81% 0.745%
18 9.354 1188 1193 1197 rBV 1753692 1656234 51.35% 4_.896%
19 9.401 1197 1201 1202 rBV3 131981 187972 5.83% 0.556%
20 9.425 1202 1205 1209 rBV3 450643 608923 18.88% 1.800%

21 9.507 1217 1219 1221 rVB 153190 110534 3.43% 0.327%
22 9.666 1243 1246 1251 rBV3 611905 880244 27.29% 2.602%
23 9.707 1251 1253 1257 rBV3 337595 494670 15.34% 1.462%
24 9.748 1257 1260 1263 rBV2 1110724 1080342 33.49% 3.193%
25 9.942 1290 1293 1294 rBV2 419852 445618 13.82% 1.317%

26 10.031 1305 1308 1309 rBV2 538111 519661 16.11% 1.536%
27 10.048 1309 1311 1313 rVB2 1008540 754969 23.41% 2.232%
28 10.078 1313 1316 1319 rBV4 350309 559418 17.34% 1.654%
29 10.360 1362 1364 1366 rBV3 476944 543005 16.83% 1.605%
30 10.460 1379 1381 1384 rVB3 660867 525023 16.28% 1.552%

31 10.495 1384 1387 1389 rBV 724428 805111 24.96% 2.380%
32 10.689 1416 1420 1426 rVB 1729402 2068855 64.14% 6.115%
33 10.842 1444 1446 1450 rBV2 629713 825470 25.59% 2.440%
34 10.960 1462 1466 1468 rVB 2496565 2490427 77.21% 7.361%

8270-BF080818.M Mon Aug 27 13:18:38 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.425 1542 1545 1548 rBV 3204641 3225530 100.00% 9.534%

36 11.777 1602 1605 1607 rBV 1042257 1048472 32.51% 3.099%
37 12.507 1727 1729 1732 rVB 779834 777186 24.09% 2.297%
38 13.101 1828 1830 1833 rBV 698907 805751 24.98% 2.382%
39 13.136 1834 1836 1842 rVB 1233909 1218235 37.77% 3.601%
40 14.201 2014 2017 2020 rVB2 729494 739497 22.93% 2.186%

41 14.630 2086 2090 2095 rVB 1162334 1263656 39.18% 3.735%
42 15.283 2198 2201 2204 rBVY 159700 215736 6.69% 0.638%
43 15.613 2254 2257 2263 rVB 135079 195789 6.07% 0.579%
44 15.677 2265 2268 2273 rVB 164289 218939 6.79% 0.647%
45 15.748 2276 2280 2284 rVB 476186 626590 19.43% 1.852%

46 17.936 2646 2652 2659 rVB2 124004 285144 8.84% 0.843%

Sum of corrected areas: 33831170
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108485.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.77 Concentration Rank 3

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

6.77 33.10 ng 1281180 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 754 (6.772 min): BF108485.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 st || e %o ok 65> 650 750 75
Obr et e Ho el £ L3080 Wl Tm/z 68.10  39.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 USRI SN SRR
6.40 6.60 6.80 7.00 7.20
33.0 44.0 0.0 105.0 m/z 134.00 33.01%
0 |00 " s0 | | uso
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 25.78%
63.0 81.0
310 50.0 ‘ 101.0 112.0
0: A —— |||‘| l::: ||‘|| |||| SR |‘||| S S
mz> % % 4 % 80 70 80 9 100 110 130 130 140 I
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- o EEas & .L, R e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 15.40%
117.0
5000
39.0 910
Zo "] Y oo | awmo )|
o) |||‘| — ||||‘|‘||| |l|| PPN TR E— I\I\II |||l . M
m/z--> 20 30 40 50 60 70 80 9'0 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octane, 2,6-dimethyl- Concentration Rank 18

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

8.68 4.39 ng 202103 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 53
2 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 38
3 2- Chloropropionic acid. decvl e... 248 C13H25CI102 086711-78-6 35
4 1-Dodecanol. 2-methvl-. (S)- 200 C13H280 057289-26-6 35
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 35

Abundance Scan 1078 (8.678 min): BF108485.D (-1072) (-) m/z 55.10 100.00%
58.1
41.1
5000 711 g5 113.1
1471 165 1801 o 550 880 500
o} m/z 57.10 84 .26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19193: Octane, 2,6-dimethyl-
57.0
43.0
71.0
5000 L L L I L
29.0 840 8.60 8.80 9.00
113.0 m/z 56.10 77 .75%
0 A 8?0 99.0 | 127.0142.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester
57.0
71.0 UL U L A
8.40 8.60 8.80 9.00
5000 m/z 41.10 68.31%
43.0
85.0 113.0
S Y 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #100482: 2- Chloropropionic acid, decy! ester R B e
43.0 57.0 8.40 8.60 8.80 9.00
m/z 43.10 51.68%
3.0
5000
2.0 970 1120
L L o™
0 ‘ l ‘ ! il H‘ ‘ 1250 ‘ 157.0 185'0
m/z--> 20 40 60 ‘80 100 120 140 160 180 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 19

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

8.85 3.85 ng 177209 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 52
2 Tetradecane 198 C14H30 000629-59-4 52
3 Hexadecane 226 C16H34 000544-76-3 52
4 Dodecane 170 C12H26 000112-40-3 50
5 Undecane 156 C11H24 001120-21-4 50

Abundance Scan 1107 (8.848 min): BF108485.D (-1103) (-) m/z 57.10 100.00%
57.1
—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—r
3? L 8.60 880 9.00 9.20
Ob et m/z 43.10 85.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 RSN RS SR R
8.60 8.80 900 9.20
29.0 85.0 m/z 55.10 55.52%
0 o L L, 1130 1410 1840
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance #59881: Tetradecane
57.0
860 880 9.00 9.20
m/z 41.10 49 .56%
5000 850 0
29.0
0 “ ‘ | M il \‘ 113 0 141.0 169 0 198 0
m/z--> 26 J éo 85 160 150 150 160 180 260 250
Abundance #83025: Hexadecane A e B B
57.0 8.60 8.80 9.00 9.20
m/z 71.10 42 .62%
5000
85.0
29.0
o | L b 130 1410 1600 1970 2260
II'"'I'"'I""I""I""I""IIIII TTTTTTTTT T T T T T
m/z--> 200 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Dodecane, 2,6,11-trimethyl- Concentration Rank 14

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

9.29 6.68 ng 252060 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 74
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 74
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 74
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53

Abundance Scan 1182 (9.289 min): BF108485.D (-1179) (-) m/z 57.10 100.00%
57.1
5000
85.1
| wonusa “o00 620 S0 Sk

byttt e b b e || M/Z . 71.10  74.46%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71411: Dodecane, 2,6,11-trimethyl-

5000
9.00 9.20 9.40 9.60

m/z 43.10 55.23%

29.0

"~ 141.0 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
R A EEREREEEE RS RE e
9.00 9.20 9.40 9.60
5000 m/z 85.10 31.09%
29.0 85.0
Dol | 1000 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
710 1120 9.00 9.20 9.40 9.60
m/z 41.10 30.71%
5000
1 90
. 1910516 0 245.0 312,0 3420
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9.00 920 940 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Decane Concentration Rank 8

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

9.42 16.13 ng 608923 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 47
2 Tetradecane 198 C14H30 000629-59-4 42
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 35
4 Hexadecane 226 C16H34 000544-76-3 30
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 30

Abundance Scan 1204 (9.419 min): BF108485.D (-1202) (-) m/z 57.10 100.00%
[T T
9.00 9.20 9.40 9.60 9.80
Ol ok m/z 43.10  79.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19158: Decane
43.0
5000 REBERRESE AR LR
71.0 900 920 9.40 9.60 9.80
m/z 41.10 55.73%
Jdiso | L | |90 120
m/z--> 26 40 60 85 160 150 150 1éo 1éo 260 220 240 2éo 2éo
Abundance #59882: Tetradecane
57.0
0.00 9.20 9.40 9.60 9.80
5000 85.0 m/z 104.05 47 .17%
29.0
o rbe by e A0, 2420 1600 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0 9.00 9.20 9.40 9.60 9.80
m/z 91.05 44 .64%
5000
. 29. OH 111.0133.0 161.0
m/z--> 26 45 60 80 100 120 140 160 180 200 220 240 260 280 900 920 940 9%0 9%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20

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

9.51 2.93 ng 110534 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 020027-77-4 70
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021693-54-9 64
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 64
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 001076-61-5 64
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 60

Abundance Scan 1220 (9.513 min): BF108485.D (-1217) (-) m/z 145.10 100.00%
146.1
5000 9r.1
55.1
811 117.1 65.2 TTrrrrp T T T T T
188.1204.0 9.20 9.40 9.60 9.80
o m/z 160.10 56 .57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30937: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethy!-
145.0
5000 SRR SRR SRR

9.20 9.40 9.60 9.80
m/z 97.10 48.24%

117.0
91.0 161.0
T N - VIR B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30936: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethy!-
145.0
R B B
9.20 9.40 9.60 9.80
5000 m/z 132.10 40.44%
115.0
150 390 g5 910 T 161.0
o A iR NROVER 1y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30939: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethy!-
145.0 9.20 9.40 9.60 9.80
m/z 55.10 32.10%
5000
117.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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, 1l-cyclohexyl-3-met... Concentration Rank 5

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

9.67 23.32 ng 880244 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-cvclohexvl-3-methvl- 174 C13H18 004575-46-6 89
2 Cvclohexane. 1-(cvclohexvimethvl... 194 C14H26 054823-97-1 38
3 Cvclohexane. 1-(cvclohexvimethvl... 194 C14H26 054823-96-0 30
4 Cvclohexane. 1-(cvclohexvimethvl... 194 C14H26 054823-95-9 25
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 22

Abundance Scan 1247 (9.672 min): BF108485.D (-1243) (-) m/z 131.10 100.00%
131.1 174.2
105.1
5000
1942 940 9.60 9.80 10.00
o} m/z 118.10 87 .20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
5000
9.40 9.60 9.80 10.00
m/z 174.15 85.71%
ol 147.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56516: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, cis-
T 970 R I L N B
9.40 9.60 9.80 10.00
5000 m/z 105.10 79.15%
390 ‘ 194.0
o il i 412301390 1660
m/z--> 20 40 eb éo 100 120 140 160 180 200 |
Abundance #56515: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, cis- T
55.0 97.0 9.40 9.60 9.80 10.00
m/z 55.10 66.72%
5000
39/0 8110 194.0
bt b M b a0 sioero |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00

8270-BF080818.M Mon Aug 27 13:18:44 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown9.94 Concentration Rank 12

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

9.94 11.80 ng 445618 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Inden-2-one. 1.3-dihvdro-1.1.... 188 C13H160 005689-12-3 27
2 Coumarin. 5.7.8-trimethvl- 188 C12H1202 040662-19-9 20
3 Benzene. (l-methvlenebutvl)- 146 C11H14 005676-32-4 15
4 Benzene. 1-(l1-methvl-2-propenvl)... 188 C14H20 057438-46-7 14
5 2,3-Dihydro-4,7-dimethyl-1H-1,5-___. 188 C11H12N20 036743-75-6 14

Abundance Scan 1293 (9.942 min): BF108485.D (-1290) (-) m/z 188.15 100.00%
118.1 145.1 188.2
5000
A 960 5B 1000 1020
ol S 1) W] PN m/z 118.10 95.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51734: 2H-Inden-2-one, 1,3-dihydro-1,1,3,3-tetramethy!-
145.0
5000 AN SRR SRS &
188.0 9. 60 9. 80 10.00 10.20
9.0 117.0 m/z 105.10 88.19%
01 |III|III|I|III”|III R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51586: Coumarin, 5,7,8-trimethyl-
145.0 188.0
9.60 9.80 10.00 10.20
5000 m/z 145.10 87.97%
115.0
51.0 91.0 ‘
o) I '|""|" I‘:“H‘H?f‘ﬂ ; .“.‘. |H"' ; H I\\H .|.‘. .].- 2.9.‘. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21613: Benzene, (1-methylenebutyl)- R B
118.0 9.60 9.80 10.00 10.20
m/z 55.10 83.21%
5000
91.0
27.0 51.0 k) ‘ ‘ 146.0
Ouuuluu‘..i‘..“l‘. H ”‘..‘..l‘l..l‘lul‘...‘...........|....|... e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20

8270-BF080818.M Mon Aug 27 13:18:47 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 10 1-Methyl-7,11-dithiaspiro[5... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.36 14.38 ng 543005 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-7.11-dithiaspirol5.51 u... 202 C10H18S2 107678-22-8 59
2 Aromadendrene. dehvdro- 202 C15H22 1000156-12-5 38
3 Cinnamaldehvde. .alpha.-pentvl- 202 C14H180 000122-40-7 30
4 2-Phenvl-2.4-octadienol 202 C14H180 1000131-83-7 25
5 Disiloxane, 1l-ethenyl-1,1,3,3-te... 160 C6H160Si2 055967-52-7 22

Abundance Scan 1364 (10.360 min): BF108485.D (-1362) (-) m/z 119.10 100.00%
95.1| 119.1 145.1 202.2
a1 ooy
5000 173.1
222.3 10.00 10.20 10.40 10.60
o} m/z 145.10 97 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62326: 1-Methyl-7,11-dithiaspiro[5,5] undecane
145.0 202.0
95.0
5000 46.0 670 U BALR UM B
1000 10.20 10.40 10.60
12{0 169.0 m/z 105.10 95.21%
o TN N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62787: Aromadendrene, dehydro-
145.0
202.0 10.00 10.20 10.40 10.60
5000 410 105.0 m/z 95.10 87.77%
77.0
o b H#?ﬂ.‘. : I\\I‘\I , Iul\ Il|7ﬁ||-.0| b \I  ABRRRERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62736: Cinnamaldehyde, .alpha.-pentyl- A e
117.0 10.00 10.20 10.40 10.60
9L.0 m/z 202.20 82.02%
5000
41.0
o150 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1000 10.20 10.40 10.60

8270-BF080818.M Mon Aug 27 13:18:48 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknownl10.46 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.46 13.91 ng 525023 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. l1-chloro- 232 C14H29cClI 002425-54-9 38
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 30
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 25
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 20
5 Hexatriacontane 507 C36H74 000630-06-8 18
Abundance Scan 1381 (10.460 min): BF108485.D (-1379) (-) m/z 57.10 100.00%

517.1

123.1
5000
T
10.20 10.40 10.60 10.80
bbbl m/z 43.10 84.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87666: Tetradecane, 1-chloro-
57.0
91.0

10.20 10.40 10.60 10.80
m/z 123.10 59.67%

5000

29.0

119.0 147.0 175.0 203.0 232.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43.0
A ma e
71.0 10.20 10.40 10.60 10.80
5000 : m/z 41.10 55.49%
97.0

| 150 1680 1970 2310 2610

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #185101: 1-Octadecanesulphony! chloride R B R ma T
57.0 10.20 10.40 10.60 10.80

m/z 71.10 47 .44%

é

o

5000

é

111.0133.0 1610

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 20 10. 40 10. 60 10 80

8270-BF080818.M Mon Aug 27 13:18:49 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknownl10.50 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.50 21.33 ng 805111 Acenaphthene-d10 10.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 38
2 1-methvl-4-(prop-1-en-2-v)-7-ox... 166 C10H1402 1000365-66-7 30
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 18
4 3-Fluorobenzoic acid. dodec-9-vn... 304 C19H25F02 1000283-01-6 18
5 Decane 142 C10H22 000124-18-5 18

Abundance Scan 1388 (10.501 min): BF108485.D (-1384) (-) m/z 57.10 100.00%

5000

-

81.1 206.2 10.20 10.40 10.60 10.80

230.2

0 m/z 55.10 74 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57.0
5000 LA L L L L L L LB B |
10.20 10.40 10.60 10.80
29.0 85.0 m/z 41.10 65.96%
o 110 1480 1960 2410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34959: 1-methyl-4-(prop-1-en-2-yl)-7-oxabicyclo[4.1.0]hep...
43.0
s Ry Ea
670 10.20 10.40 10.60 10.80
' 0
5000 050 1230 m/z 43.10 65.71%
0,.”.“.”,”Hw.“.“.”,”.}?ﬁg..”..“ AR ERRRRsaRsEEERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphony! chloride A REEEEEas
57. 10.20 10.40 10.60 10.80
m/z 71.10 44 .20%
5000
. 29‘.0“ 11.0133.0 161.0
e L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80

8270-BF080818.M Mon Aug 27 13:18:50 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.69 54.81 ng 2068860 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 94
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 87
4 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1420 (10.689 min): BF108485.D (-1416) (-) m/z 57.10 100.00%
57.1
5000
‘ 85.1 s
113.1 10.40 10.60 10.80 11.00
.1169.2
ol | i '.~.'|.", LpAtlio0e 22032843 ' "m/z 71.10 48.96%
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LN UL SULRLN SR SR
10,40 10.60 10.80 11.00
200l | [E° m/z 43.10 47.44%
o | (7701410 1830211,0239.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
10,40 10,60 10.80 11.00
5000 m/z 85.10 25.81%
85.0
0 290{ | | f13-0141.0160.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #83031: Tridecane, 5-propyl- A e AR REE m e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 21.81%
5000
‘ 85.0
113.0
ol Ayl a0 180 60
m/z--> 50 100 150 200 250 300 350 10,40 10,60 10.80 11.00

8270-BF080818.M Mon Aug 27 13:18:50 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Undecane, 6-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.96 15.44 ng 2490430 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 6-ethvl- 184 C13H28 017312-60-6 80
2 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 72
3 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 68
4 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 64
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 53
Abundance Scan 1466 (10.960 min): BF108485.D (-1462) (-) m/z 57.10 100.00%
57.1

5000

10.60 10.80 11.00 11.20
m/z 71.10 75.05%

141.1 163.2183.2

o 215.2 244.3 266.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48842: Undecane, 6-ethyl-
57.0

5000

10.60 10.80 11.00 11.20
m/z 43.10 51.21%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester
57.0
R R B
10.60 10.80 11.00 11.20
5000 m/z 85.10 29.12%
85.0 113.0
20 155.0
Ol ettt el - e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19218: Heptane, 3-ethyl-5-methyl- R B
57.0 10.60 10.80 11.00 11.20
m/z 41.10 22 .73%
5000
29.0
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10. 80 11. 00 11. 20

8270-BF080818.M Mon Aug 27 13:18:51 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Bacchotricuneatin c Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.42 20.00 ng 3225530 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 94
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 86
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 1544 (11.419 min): BF108485.D (-1542) (-) m/z 57.10 100.00%
57.1
5000 85.1
1131 1120 11.40 11.60 11.80
41.2
oL, .~.|,.1 Al L fA2 18322142 2833 0 Tn7z 71.10  75.28%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
10 1120
5000 L B B I B
11.20 11.40 11.60 11.80
m/z 43.10 49.04%
0 {ﬁlS 0 1910 250 312.0342.0
m/z--> 50 100 150 260 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
" 1120 11.40 11.60 11.80
5000 85.0 m/z 85.10 41.73%
0 L ’ I | 11130}4%0 183.0211.0239.0267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane S Ra s e EEREE R
57.0 11.20 11.40 11.60 11.80
m/z 41.10 26 .09%
5000
85.0
0 290{ 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350 11,20 11.40 11.60 11.80

8270-BF080818.M Mon Aug 27 13:18:52 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.78 6.50 ng 1048470 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Octadecane 254 C18H38 000593-45-3 80
5 Hentriacontane 437 C31H64 000630-04-6 80
Abundance Scan 1605 (11.777 min): BF108485.D (-1602) (-) m/z 57.10 100.00%
57.1
1131 145155, 1140 11.60 1180 12.00
I 189.2211.3 253.3 278.3 n/z  71.10 80.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57.0
5000 85.0 L DAL B BUMRLIL SRR
11.40 11.60 11. 80 12.00
m/z 43.10 66.67%
oL20] | | | M3 1410 1600 1979 2260
O S S S P I S I s M
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
1140 11.60 1180 12.00
5000 85.0 m/z 85.10 49.61%
0 ‘ L) PO 1410 g3 211.0 239.0 267.0 296.0 M\A
m/z--> 25 45 65 85 160 150 150 1éo 1é0 200 220 240 260 2éo 300
Abundance #94344: Heptadecane L L AL BLEL A LA B
57.0 11.40 11.60 11.80 12.00
m/z 41.10 22.08%
o e M\//L,\/\/\,\J\J\/\\M
29.0
0 \‘ I b ‘11? 04 14':[ -0 169 0 197.0 240 0
s 20 D 6h B0 100 130 140 10 150 200 230 240 2% o0 30| | 1140 1160 1180 1200

8270-BF080818.M Mon Aug 27 13:18:52 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.51 4.82 ng 777186 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 3-methvl- 296 C21H44 006418-46-8 87
2 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 1730 (12.513 min): BF108485.D (-1727) (-) m/z 57.10 100.00%
57.1
5000 851
1131 12.20 12.40 12,60 12.80
141.1 169.2
. ,.."..,.‘...'l',..:'.,.'...,....,.... A9r2 2392 2783 3094 | nsz 71.10  53.32%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141428: Eicosane, 3-methyl-
57.0
5000 SRR SRR RN IUARRR
1220 12.40 12,60 12.80
85.0 m/z 43.10 41.70%
0 . ] ,113.0 1410 169 0 197 0 239 0 267 % 2040
miz-> 20 40 60 85 100 150 140 160 180 200 220 240 260 280 300
Abundance #140553: 1-lodo-2-methylundecane
57.0
12.20 12.40 12.60 12.80
5000 m/z 85.10 35.58%
85.0
29.0
ok | 41180 169. 0 211.0 296.0
miz-> 20 46 eb 80 160 150 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane e  EaRmEamSTT
57.0 12.20 12.40 12.60 12.80
m/z 41.10 15.38%
5000
85.0
29.0
ol , 801410 169.0 1970 225.0 253.0 282.0
mz-> 20 46 eb 85 100 150 150 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Phenol, 2-(2H-benzotriazol-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.63 34.18 ng 1263660 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(2H-benzotriazol-2-vI)... 351 C22H29N30 025973-55-1 53
2 Condvfolan-16-carboxvlic acid. 2... 322 C20H22N202 004939-81-5 50
3 Spiroll.3-dioxolol4.5-alisoauino... 351 C20H17NO5 020411-03-4 40
4 4-(1-IndolinvD)-2-phenvlauinoline 322 C23H18N2 1000326-78-8 38
5 Pyrazole-4-carboxylic acid, 3-(1... 322 C20H22N202 1000272-86-5 38
Abundance Scan 2090 (14.630 min): BF108485.D (-2086) (-) m/z 322.25 100.00%
322.3
5000
81 00 159 - 3513 " L4040 1460 1430 15,00
Ol ot i 1731 22407507 2942 | L | 3843 77 323.30 23.99%
m/z--> 50 100 150 200 250 300 350
Abundance #184669: Phenol, 2-(2H-benzotriazol-2-yl)-4,6-bis(1,1-dime...
322.0
5000 R AR B SO B
14.40 14.60 14.80 15.00
430 470 351.0 m/z 351.30 9.61%
O B0 1800 22402520 0m0 | |
m/z--> 50 100 150 200 250 300 350
Abundance #162908: Condyfolan-16-carboxylic acid, 2,14,16,19-tetrade...
121.0 322.0
42.0 252.0 URILR SR AL SO B
14.40 14.60 14.80 15.00
m/z 43.10 9.50%
5000 77.0 167.0 220.0 1
m/z--> 50 100 150 200 250 300 350
Abundance #184549: Spiro[1,3-dioxolo[4,5-g]isoquinoline-5(6H), 7'-[7H... L RN s e
322.0 14.40 14.60 14.80 15.00
m/z 92.05 5.57%
5000 351.0
135.0 475, 264.0
103.0 | 20602360 | 293.0
Ollllllhﬂnh ﬂlml i\\\:l N - .ILM.luhul‘....
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\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Benzo[e]pyrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.61 6.25 ng 195789 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzolilfluoranthene 252 C20H12 000205-82-3 91
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2257 (15.613 min): BF108485.D (-2254) (-) m/z 252.10 100.00%
25p.1
5000
40.0 67.0 99.1 ! 0200 0224.1 219.2 3410 2201540 15.60 1580 16.00
o1 ¢SSR COME -2~ N IR ¥, Aot mrini| BT A~ S . m/z 250.10 29.68%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252.0
5000

15.20 15.40 15.60 15.80 16.00
m/z 253.10 19.93%

125.0
39.0 740 99.0, | 174.0200.0224.0

Ol P P P e e P e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104218: Benzo[a]pyrene
252.0
_rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_
15.20 15.40 15.60 15.80 16.00
5000 m/z 125.10 10.51%
126.0
o390 740 100.0, ‘| 174. 0200 0224 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104223: Benzolj]fluoranthene B Ea
252.0 15.20 15.40 15.60 15.80 16.00
m/z 126.00 10.04%
5000
126.0
ol 39.0 74.0100.0 174.0200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 20 15. 40 15. 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108485.D

Aca On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknownl7.94 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.94 9.10 ng 285144 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1"-(1.2-dimethvl-... 222 C16H30 054889-87-1 27
2 Cvclohexane. 1.1"-Imethvlenebis(... 212 C13H2402 001453-21-0 16
3 Cvclobutanecarboxvlic acid. octv... 212 C13H2402 1000280-40-5 12
4 Cvclobutanecarboxvlic acid. 2-te... 296 C19H3602 1000280-57-8 12
5 cis-1,2-Cyclododecanediol 200 C12H2402 004422-05-3 10
Abundance Scan 2653 (17.942 min): BF108485.D (-2646) (-) m/z 55.10 100.00%
54.1
5000
166.0193.0 52971 3393 17.60 17.80 18.00 18.20
ol LLL 2712 m/z 83.10 52.09%
m/z--> 50 100 150 200 250 300 350
Abundance #79581: Cyclohexane, 1,1'-(1,2-dimethyl-1,2-ethanediyl)bis...
55.0
830 111.0
5000 L DR BN U BRI B
17.60 17.80 18.00 18.20
| 138.0 m/z 129.05 42 .04%
o1 | L4 1aesomssozzo
m/z--> 50 100 150 200 250 300 350
Abundance #71113: Cyclohexane, 1,1'-[methylenebis(oxy)]bis-
55.0
83.0 17.60 17.80 18.00 18.20
5000 m/z 82.05 37.44%
13.0
\ |, 1690
0 '“‘“"‘ LA AL SR L U
m/z--> 50 100 150 200 250 300 350
Abundance #71101: Cyclobutanecarboxylic acid, octyl ester R R EaaEE m o
55.0  101.0 17.60 17.80 18.00 18.20
m/z 111.10 36.35%
5000
29.0 {
DL e e e
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082418\
Data File : BF108485.D

Acq On : 25 Aug 2018 1:12

Operator : JU/SJ

Sample : J4612-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
unknown6 .77 6.77 33.1 ng 1281180 1 7.00 774226 20.0
Octane, 2,6-dimet... 8.68 4.4 ng 202103 2 8.28 921715 20.0
Tridecane 8.85 3.9 ng 177209 2 8.28 921715 20.0
Dodecane, 2,6,11-_.. 9.29 6.7 ng 252060 3 10.05 754969 20.0
Decane 9.42 16.1 ng 608923 3 10.05 754969 20.0
Naphthalene, 1,2,... 9.51 2.9 ng 110534 3 10.05 754969 20.0
Benzene, 1l-cycloh... 9.67 23.3 ng 880244 3 10.05 754969 20.0
unknown9 .94 9.94 11.8 ng 445618 3 10.05 754969 20.0
1-Methyl-7,11-dit... 10.36 14.4 ng 543005 3 10.05 754969 20.0
unknown10.46 10.46 13.9 ng 525023 3 10.05 754969 20.0
unknown10.50 10.50 21.3 ng 805111 3 10.05 754969 20.0
Pentadecane, 2,6,... 10.69 54_.8 ng 2068860 3 10.05 754969 20.0
Undecane, 6-ethyl- 10.96 15.4 ng 2490430 4 11.55 3225530 20.0
Bacchotricuneatin c 11.42 20.0 ng 3225530 4 11.55 3225530 20.0
Hexadecane 11.78 6.5 ng 1048470 4 11.55 3225530 20.0
Eicosane, 3-methyl- 12.51 4.8 ng 777186 4 11.55 3225530 20.0
Phenol, 2-(2H-ben... 14.63 34.2 ng 1263660 5 14.20 739497 20.0
Benzo[e]pyrene 15.61 6.3 ng 195789 6 15.75 626590 20.0
unknownl17 .94 17.94 9.1 ng 285144 6 15.75 626590 20.0
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