LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 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-BF091418 .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 5.331 504 509 512 rBVY 2076942 1880457 48.40% 4 .853%
2 6.354 679 683 690 rBY 1963628 1974175 50.81% 5.095%
3 6.490 702 706 709 rBVY 2216613 1923345 49.50% 4.964%
4 6.725 742 746 749 rBV 833001 670728 17.26% 1.731%
5 6.878 768 772 776 rVB 1752185 1505446 38.75% 3.885%
6 7.278 836 840 843 rBVY 1284001 1161008 29.88% 2.996%
7 8.001 960 963 969 rBV 846299 784456 20.19% 2.025%
8 8.448 1036 1039 1043 rBv3 183031 253575 6.53% 0.654%
9 8.560 1053 1058 1059 rBv4 120391 146733 3.78% 0.379%
10 8.637 1067 1071 1073 rBV3 88468 137756 3.55% 0.356%

11 8.754 1089 1091 1094 rBV3 195744 193107 4._.97% 0.498%
12 8.784 1094 1096 1100 rBv4 112180 159684 4._.11% 0.412%
13 8.895 1113 1115 1117 rBV2 186508 144197 3.71% 0.372%
14 8.925 1118 1120 1124 rBV5 121265 180271 4.64% 0.465%
15 8.972 1125 1128 1130 rBv4 172322 235554 6.06% 0.608%

16 9.007 1131 1134 1136 rVvVv2 350081 344416 8.86% 0.889%
17 9.048 1136 1141 1143 rVV 730786 795093 20.46% 2.052%
18 9.084 1143 1147 1150 rBV 2025445 1940488 49.95% 5.008%
19 9.172 1159 1162 1167 rBV5 566509 992697 25.55% 2.562%
20 9.395 1198 1200 1203 rBV2 464456 568407 14.63% 1.467%

21 9.478 1211 1214 1216 rBV2 1451443 1213945 31.25% 3.133%
22 9.507 1216 1219 1221 rVV 1715171 1441181 37.09% 3.720%
23 9.531 1221 1223 1228 rVB3 465972 521252 13.42% 1.345%
24 9.589 1231 1233 1235 rVB2 513005 361671 9.31% 0.933%
25 9.631 1238 1240 1245 rBV4 1089627 1578658 40.63% 4._.074%

26 9.684 1246 1249 1252 rVB 2053374 1940699 49.95% 5.009%
27 9.719 1252 1255 1258 rBV3 652052 1107057 28.49% 2.857%
28 9.754 1258 1261 1267 rVV5 1355834 2454716 63.18% 6.335%
29 10.042 1307 1310 1313 rBV2 1518298 1481903 38.14% 3.825%
30 10.184 1332 1334 1336 rVB 1073855 792314 20.39% 2.045%

31 10.448 1376 1379 1382 rVB 2639621 2884437 T74.24% 7.444%
32 10.554 1395 1397 1401 rBV3 1056128 1187757 30.57% 3.065%
33 10.731 1423 1427 1429 rVB 3046744 3885212 100.00% 10.027%
34 15.271 2197 2199 2211 rVB 969096 1904162 49.01% 4.914%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 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

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 38746557
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 1

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

6.49 57.35 ng 1923350 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 706 (6.490 min): BF109101.D (-702) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 ! o | TS50 G ok 580
01 B e m/z 68.10 43.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS U R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.40%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.00 27 .34%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R o
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.72%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0| I AERERERREEE L
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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, 3,6-dimethyl- Concentration Rank 9

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

8.45 6.46 ng 253575 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
3 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 64
4 Sulfurous acid. pentvl undecvl e... 306 C16H3403S 1000309-14-4 59
5 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 59

Abundance Scan 1039 (8.448 min): BF109101.D (-1036) (-) m/z 57.10 100.00%
57.1
5000
% 81 11311531 o5 s ko 8k
O- el m/z 71.10 88 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19198: Octane, 3,6-dimethyl-
57.0
5000 URREE RSN L IR S
8.20 8.40 8.60 8.80
29.0 113.0 m/z 43.10 55.46%
0 I| | ! 85| 0 || 142 0
" Sl N 0 "V PRt M AP agpe nel
Abundance #19181: Octane, 2,6-dimethyl-
57.0
820 840 8.60 880
5000 m/z 41.10 30.60%
29.0 113.0
0...|....|....|....|8?.0..|....|...]:4|.2.(.).. B R Am e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #83034: Decane, 5,6-dipropyl- R B R B
57.0 8.20 8.40 8.60 8.80
m/z 56.05 21.25%
5000 1120
29.0 83.0
0 ‘ ‘ I ‘ i ‘ 141.0 169.0 197.0 226.0
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 220 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Cyclohexane, 1,2,3-trimethy... Concentration Rank 15

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

8.56 3.74 ng 146733 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 70
2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 58
3 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 47
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 43
5 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 43

Abundance Scan 1058 (8.560 min): BF109101.D (-1053) (-) m/z 69.10 100.00%
1
5000
1611 177.1 1962 820 840 8.60 880
o} m/z 55.10 60.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11637: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
41.0 55.0 64.0
111.0
5000 SSARAEE RERE SRRE B
83.0 126.0 820 840 860 880
m/z 111.10 53.90%
97.0
0 L B B B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11590: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
40 " 55 540 k0 580
5000 ' m/z 57.10 44 _44%
27.0 970 | 1260
L
0I'll'P'J¢IN”'f“"“"l'l'”'l"'W'"'I'”'I'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69.0 8.20 8.40 8.60 8.80
41.0 55.0 m/z 56.10 43.28%
5000 83.0 111.0
27.0
O 'h "‘HL s |"lt '|‘l' ??'?' Tt '%z?f%lﬁ?'P" S N DA SRR RS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 trans,trans- and trans,cis-... Concentration Rank 16

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

8.64 3.51 ng 137756 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans- and trans.cis-1.8-D... 180 C1l3H24 1000111-73-2 50
2 cis.cis-2.8-Dimethvlspirol5.57un... 180 C13H24 095530-75-9 47
3 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 020536-40-7 43
4 Bicvclol2.2.11heptane. 2-(2-meth... 150 C11H18 061142-27-6 43
5 Ketone, 1,5-dimethylbicyclo[2.1.... 138 C9H140 024081-57-0 43

Abundance Scan 1072 (8.642 min): BF109101.D (-1067) (-) m/z 95.10 100.00%
95.1
81.1
5000 151.2
67.0 109.1
w0 | "k 50 8o 550
ST P V1 Al - m/z 81.10 53.48%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45752: trans,trans- and trans,cis-1,8-Dimethylspiro[5.5]u...
95.0
5000 AR R UL AR R
550 81.0 840 8.60 8.80 9.00
0,
ebo 110.0123.0 180.0 m/z 151.15 49.04%
0 | | ] 1s701s01650 |
miz--> 40 60 80 100 120 140 160 180 200
Abundance #45740: cis,cis-2,8-Dimethylspiro[5.5]undecane
95.0
so 910 50 G0 6k S0
5000 m/z 163.20 33.21%
137.0
68.0 110.0 180.0
0 \ | 1230 151.0 165.0
miz--> 40 60 80 100 120 140 160 180 200
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo-
3.0 8.40 8.60 8.80 9.00
55.0 m/z 67.05 27 .63%
410 109.0
5000 69.0
82.0
H 123.0 138.0
0''|"'"'|'l"Hl"""‘ll""'l"""l""l'"'l""l' U U L L R
m/z--> 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown8.75 Concentration Rank 11

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

8.75 4.92 ng 193107 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-1sobutvlideneamino-3-methvlbut... 152 C9H16N2 125213-17-4 25
2 Crotvl methacrvlate 140 C8H1202 007376-45-6 22
3 1-Pvrroline. 3-ethvl- 97 C6H11N 1000073-06-0 18
4 Cvclohexane. 1-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 18
5 Cyclooctane, ethyl- 140 C10H20 013152-02-8 18

Abundance Scan 1090 (8.748 min): BF109101.D (-1089) (-) m/z 69.10 100.00%
A1
5000
1331 1541 ‘840 860 880 9.00
0 m/z 111.10 55.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26135: 2-Isobutylideneamino-3-methylbutyronitrile
82.0 109.0
55.0
5000 USSR R UL R
8.40 8.60 8.80 9.00
39 m/z 55.05 54 _20%
1o 137055,
m/z--> 25 Jo 60 80 100 120 140 160 180 200
Abundance #18405: Crotyl methacrylate
41.0 64.0
‘840 860 880 9.00
m/z 81.10 51.93%
5000 95.0 111.0 1
0 "'IZ@P'”Ph"lI"w"W'“'*‘I"l'l"'lﬁgp"'l"" [T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2986: l—PyrroIine, 3—ethy|— LI L L L B B
69.0 8.40 8.60 8.80 9.00
m/z 179.20 47 .45%
5000 41.0 96.0
0::||2|6.|0||||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Cyclohexanone, 2,2,5,5-tetr... Concentration Rank 14

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

8.78 4_.07 ng 159684 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2.2.5.5-tetrameth... 166 C11H180 035505-97-6 74
2 Cvclopentvicvclohexane 152 C11H20 001606-08-2 64
3 1H-Pvrrole. 2.3-dihvdro-1-methvl- 83 C5HON 033838-11-8 59
4 Cvclohexane. 1.1"-(1.2-ethanediv... 194 C14H26 003321-50-4 50
5 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 47

Abundance Scan 1095 (8.778 min): BF109101.D (-1094) (-) m/z 82.10 100.00%
5000
1662 195.2 8.40 8.60 8.80 9.00 920
o m/z 83.10 75.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35085: Cyclohexanone, 2,2,5,5-tetramethyl-3-methylene-
82.0
5000 RN AR R
41.0 67.0 166.0 840 8.60 8.80 9.00 9.20
110.0 ' m/z 67.05 51.90%
o! 12.0 Ll |||| 1l I| 1250 1510
IS S W S I SR SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25423: Cyclopentylcyclohexane
67.0 82.0
410 8.40 8.60 8.80 9.00 9.20
5000 m/z 55.10 49 .44%
109.0 1520
0,,,,|2§Hp,,|,,,,|,,,I,,,,I,,,,1|2,4,°”|,,,,I,,,,I,,,W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1315: 1H-Pyrrole, 2,3-dihydro-1-methyl- e EERE ma e
42.0 82.0 8.40 8.60 880 9.00 9.20
m/z 81.10 32.74%
5000 67.0
0....f??.U..NM....,P”.,....“...,..”,....,”..,. S
m/z--> 20 60 80 100 120 140 160 180 200 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.01 Concentration Rank 18

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

9.01 2.81 ng 344416 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_1Theptane. 1.3.3-tri... 138 C10H18 006248-88-0 38
2 Cvclopentane. 1.3-dimethvl-2-(1-... 138 C10H18 061142-30-1 35
3 1H-Imidazole. 2-ethvl-4-methvl- 110 C6H10N2 000931-36-2 30
4 2-Ethvlcvclohexanol. heptafluoro... 324 C12H15F702 959079-92-6 27
5 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 25

Abundance Scan 1134 (9.007 min): BF109101.D (-1131) (-) m/z 81.10 100.00%
1
5000 NN‘P,VJWNVAMAﬂ“ﬂ/JVVW/AJvJ\
8.60 8.80 9.00 9.20 9.40
o} m/z 179.20 69.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16970: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81.0
123.0
5000 41.0 RS R SRR LA R
8.60 8.80 9.00 9.20 9.40
m/z 109.10 56 .54%
0 LA BN L B I L IR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17012: Cyclopentane, 1,3-dimethyl-2-(1-methylethylidene)-...
81.0 128.0
8.60 8.80 9.00 9.20 9.40
0
5000 410 m/z 123.10 55.23%
i
o D Jore | amo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5744: 1H-Imidazole, 2-ethyl-4-methyl- e R ARamas s s E
95.0 8.60 8.80 9.00 9.20 9.40
m/z 69.10 53.15%
5000
54.0
27.0
Obrr i W : lf%Q.J,}.fﬁ....“...,”..,.”.,..” e —
m/z--> 20 60 80 100 120 140 160 180 200 8.60 880 9.00 9.20 9.40

8270-BF091418_.M Wed Sep 19 13:03:32 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.17 Concentration Rank 8

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

9.17 8.09 ng 992697 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-CvclohexvInonene 208 C15H28 114614-84-5 38
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 27
4 Bicvclol3.1.1Theptan-2-one. 6.6-... 138 C9H140 038651-65-9 22
5 Cyclohexane, (3-cyclopentylpropyl)- 194 C14H26 002883-07-0 22

Abundance Scan 1162 (9.172 min): BF109101.D (-1159) (-) m/z 55.10 100.00%
5 193.2

83.1

5000
39 1 16111752 8.80 9.00 9.20 9.40 9.60
o} m/z 193.20 89.82%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #67948: 1-Cyclohexylnonene
553.0
41.0
5000 %80
820 8.80 9.00 9.20 9.40 9.60
m/z 83.10 77.94%
” 1J.|0.0 208.0
0 A
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193.0
R R M o
123.0 8.80 9.00 9.20 9.40 9.60
5000 69.0 95.0 m/z 41.10 75.22%
55.0 137.0
151.0
| (L 0 o
0 | H\ Ly | 1 L I | : ‘
I S B man a o
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #55484: 2-Anthracenamine A B
193.0 880 900 920 940 960
m/z 69.10 64 .24%
5000 165.0 \ﬂjdeJMdemN//L“”/WNMNAvx¢Jx
97.0
83.0
49,0 630 %3P | 1150 139.0 W 179.0

m/z--> 40 60 80 100 120 140 160 180 200 8. 80 9.00 9. 20 9.40 9. 60

8270-BF091418_.M Wed Sep 19 13:03:33 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.40 Concentration Rank 12

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

9.40 4.63 ng 568407 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Pentadiene. 2.4-dimethvl- 96 C7H12 001000-86-8 35
2 Cvclohexene. 1-pentvl- 152 C11H20 015232-85-6 35
3 Spirol2.51octane-1.1-dicarbonitr... 174 C11H14N2 1000151-43-1 35
4 1.4-Hexadiene. 2-methvl- 96 C7H12 001119-14-8 35
5 Cyclohexene, 1l-decyl- 222 C16H30 062338-41-4 35

Abundance Scan 1201 (9.401 min): BF109101.D (-1198) (-) m/z 55.10 100.00%
591 811
5000 119.1
1451 17411922 S SRNLUSARE SRR
3 9.00 9.20 9.40 9.60 9.80
0 ! m/z 81.10 95.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2919: 1,3-Pentadiene, 2,4-dimethyl-
81.0
5000 39.0 SRS SR RN SRR
9.00 9.20 9.40 9.60 9.80
0
150 o m/z 97.10 87.78%
ol 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25425: Cyclohexene, 1-pentyl-
81.0
9.00 920 9.40 9.60 9.80
5000 m/z 96.10 79.46%
5.0 109.0 152.0
0'"P"W“'ml'”'I”"P"W"”I'”' [rTrrrrrrrprrrr T
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #41062. Spiro[2.5]octane-1,1-dicarbonitrile, 4-methyl- A B o
81.0 9.00 9.20 9.40 9.60 9.80
m/z 95.10 54 _.81%
5000
41.0
0 H\ \\“‘63 1 ] \EI'OS 0 131.0 159 0
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 250 9. 00 9. I20 9. 40 9. 530 9. 130

8270-BF091418_.M Wed Sep 19 13:03:34 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.53 Concentration Rank 13

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

9.53 4.25 ng 521252 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 46
2 Cvclohexane. 1-(cvclohexvimethvl... 208 C15H28 054934-92-8 27
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 27
4 1.4-Heptadiene. 3.3.6-trimethvl- 138 C10H18 074498-89-8 27
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 27

Abundance Scan 1223 (9.531 min): BF109101.D (-1221) (- m/z 193.20 100.00%
69.1 198.2
41.1 109.1
5000
9.20 9.40 9.60 9.80
0 218.2 m/z 69.10  95.34%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 9.0 AR RS S
9.20 9.40 9.60 9.80
m/z 55.10 87 .24%
151.0
o 53/0 209.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67970: Cyclohexane, 1-(cyclohexylmethyl)-2-ethyl-, trans-
55.0 111.0
83.0 920 9.40 9.60 9.80
5000 m/z 83.10 80.74%
179.0
39/0
0 e "i”' : .Hl‘l Iul\l il ""| : .H : I" .1.3.7|0.1.5.3.q — "ﬁ T |2|0l8.|0| e
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... I e R Emma T
55.0 3.0 9.20 9.40 9.60 9.80
m/z 109.10 76 .37%
5000
3900 ‘ 110.0 152.0
0I'H”hm”MIJw“wh'll”h'v?$§ﬂ'l'v"'P"W"”I"' BENARAR SR R SRR
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80

8270-BF091418_.M Wed Sep 19 13:03:34 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.59 Concentration Rank 17

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

9.59 2.95 ng 361671 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 44
2 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 003790-71-4 25
3 1.6-Octadiene. 5.7-dimethvl-. (R)- 138 C10H18 085006-04-8 25
4 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 18
5 Cyclopropane, 1-methyl-2-(3-meth... 140 C10H20 062238-07-7 15

Abundance Scan 1233 (9.589 min): BF109101.D (-1231) (-) m/z 41.10 100.00%

41.1 69.1

177.2
5000
220.2
202 920 9.40 9.60 9.80 10.00
0 m/z 55.10 95.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
17v.0
220.0
5000 410 | NI LI L L LB LB L
67.0 135.0 9.20 9.40 9.60 9.80 10.00
95.0 m/z 57.10 91.39%
| || : 17 159/0
ok AL ..h”:,.‘ﬂ..WL..ld.,JL&.sHR e 2032
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79439: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (Z,E)-
41.0 69.0
M EEEEE TR
9.20 9.40 9.60 9.80 10.00
5000 m/z 69.10 88.05%
93.0
0 | L m‘m “\ | 1210138.0 161.0179.0 204.0222.0
R B A L A DA R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16951: 1,6-Octadiene, 5,7-dimethyl-, (R)- e e
55.0 83.0 9.20 9.40 9.60 9.80 10.00
m/z 83.10 80.15%
5000
L oso
Ot el ?L,O?.‘?.,‘....‘,.... N — N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 920 9.40 960 980 10 00

8270-BF091418_.M Wed Sep 19 13:03:35 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.63 Concentration Rank 6

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

9.63 12.86 ng 1578660 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.1.0.0(2.4)Theptane. 3... 204 Cl15H24 067843-59-8 47
2 Tetracvclol6.1.0.0(2.4).0(5.7)1In... 204 C15H24 051898-92-1 46
3 .beta.-copaene 204 C15H24 1000374-18-9 38
4 Benzene. 2-methvl-1.4-bis(l-meth... 176 C13H20 058502-85-5 38
5 4(3H)-Quinazolinone, 7-amino-3-e... 189 C10H11N30 1000338-19-9 30

Abundance Scan 1240 (9.631 min): BF109101.D (-1238) (-) m/z 161.10 100.00%
161.1
203.2
41.1
5000 69.1 119.1 LJ\VW
91.1 )
I |‘ 187.1 15 21b.2 9.40 9.60 9.80 10.00
o S R ' m/z 203.20 76.62%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64576: Tricyclo[4.1.0.0(2,4)]heptane, 3,3,7,7-tetramethyl...
41.0
69.0 119.0 Y
91.0 9.40 9.60 9.80 10.00
‘ 10 189.0 m/z 41.10 50.55%
o |'|'|"|i"'|'|'|||| |||| 205.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64564: Tetracyclo[6.1.0.0(2,4).0(5,7)]nonane,3,3,6,6,9,9-...
161.0
" '9.40 9.60 9.80 10.00
m/z 119.10 40.77Y%
5000 41.0 oo 1190 0
69.0 ‘ 189.0
0 |.U..|..‘.“.|.H.‘..H|...M.| “. .‘i‘.fl-:.%sulo.“...lu...luuuuzlouﬁ;qu e
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64281: .beta.-copaene e B R R e
161.0 9.40 9.60 9.80 10.00
m/z 69.10 39.23%
105.0
5000 41.0
79.0
133.0
204.0
0 ...luuﬁk?....l...|....|....| hlli“l|||il-§7||0|||||||||| R B B
miz-> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF091418_.M Wed Sep 19 13:03:36 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 14 unknown9.68 Concentration Rank 5

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

9.68 15.81 ng 1940700 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 43
2 Cyclohexane. 1-(cvclohexvimethyl... 194 C14H26 054823-97-1 25
3 Cvclohexane. 1-(cvclohexvimethyl... 194 C14H26 054823-98-2 25
4 Cyclohexane. 1-(cvclohexvimethvl... 194 C14H26 054823-96-0 22
5 (-)-trans-Pinane 138 C10H18 033626-25-4 18

Abundance Scan 1248 (9.678 min): BF109101.D (-1246) ( ) m/z 193.20 100.00%
93.2
411 60.1 97.1
5000 123.1
T o0 950 550 1000
o A et R Tm/z 97.10 79.63%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 690 950 LA L L L L L L L
9.40 9.60 9.80 10.00
138.0 m/z 41.10 76.13%
. 530 : 208.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #56516: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, cis-
T 970 IRBE AR LR N R
9.40 9.60 9.80 10.00
5000 m/z 69.10 71.27%
82/0
39,0 ‘ 194.0
o...hw...m,.x\..,\... aamomso o
m/z--> 40 100 120 140 160 180 200 220
Abundance #56519. Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, trans- BN EEEEEEE
55.0 9.40 9.60 9.80 10.00
97.0 m/z 109.10 62.96%
5000 8210
39/0 194.0
ol Ul oo weo | T
m/z--> 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF091418_.M Wed Sep 19 13:03:37 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl10.04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.04 12.07 ng 1481900 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 49
2 Hexadecane 226 C16H34 000544-76-3 43
3 10-MethvlInonadecane 282 C20H42 056862-62-5 43
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 41
5 Tridecane 184 C13H28 000629-50-5 38

Abundance Scan 1310 (10.042 min): BF109101.D (-1307) (-) m/z 57.10 100.00%

517.1

5000

3

204.2 9.80 10.00 10.20 10.40
155.2

0 1832 2253 m/z 71.10 89.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane

57.0

4

9.80 10.00 10.20 10.40
m/z 43.10 80.00%

5000

113.0 1410 169.0 197.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83027: Hexadecane
57.0
R B
9.80 10.00 10.20 10.40
5000 85.0 m/z 83.10 62.77%
29.0
o \M\L”M ﬂ?@mmleNNZ%O
R R L e L A B o o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129494: 10-Methylnonadecane N BREmEEES
57.0 9.80 10.00 10.20 10.40
m/z 85.10 61.33%
85.0
5000
154.0
29.0
N I O 267.0
R R B e B A R o AARRRRRE BB RREaE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.80 10.00 10.20 10.40

8270-BF091418_.M Wed Sep 19 13:03:37 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2,6-Naphthalenedione, octah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.18 6.46 ng 792314 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-17-5 64
2 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 50
3 3-Fluorobenzoic acid. 1-cvclopen... 236 C14H17F02 1000279-04-7 47
4 4-Fluorobenzoic acid. l1l-cvclopen... 236 C14H17F02 1000279-05-8 47
5 2-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000278-98-1 46
Abundance Scan 1333 (10.178 min): BF109101.D (-1332) (-) m/z 123.10 100.00%
128.1
5000 69.1 951
4 207.2 U SR BN I
151.2 9.80 10.00 10.20 10.40
ol Lﬁj‘rﬁm m/z 69.10 43.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
128.0
208.0

9.80 10.00 10.20 10.40
m/z 95.10 42.72%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethy!l-
128.0
430 | DL DL L BLELELELE B
9.80 10.00 10.20 10.40
5000 m/z 109.10 37.77%
95.0
O “‘H “‘ ”‘m ol Hl‘..i‘,“?.‘.’.,.‘... MRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90570: 3-Fluorobenzoic acid, 1-cyclopentylethyl ester R e e e e o
96.0 123.0 9.80 10.00 10.20 10.40
m/z 81.10 35.82%
5000 67.0
41.0
obrrprtrefithrdl L L 2910 gm0z
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 9. 80 10 00 10. 20 10. 40

8270-BF091418_.M Wed Sep 19 13:03:38 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.45 23.50 ng 2884440 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 87
2 5.5-Dibutvlnonane 240 C17H36 006008-17-9 72
3 Nonane. 2-methvIl-5-propvl- 184 C13H28 031081-17-1 64
4 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 64
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 59

Abundance Scan 1379 (10.448 min): BF109101.D (-1376) (-) m/z 57.10 100.00%
57.1
5000 JLAA~JL\»\ﬂV\jlx/vf”ﬂ/\“““ﬂﬂ

113.1 10.20 10.40 10.60 10.80

145.1 169.2

202.2 239.3

0 m/z 71.10 57.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LA L L L L L L LB
85.0 10 20 10. 40 10 60 10. 80
29.0 > m/z 43.10 45.22%
113.0
o1 j L p0 1410 1830 2130 239.0
L R e e Ll B e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94347: 5,5-Dibutylnonane
57.0
a  BEamEE S
10.20 10.40 10.60 10.80
5000 85.0 m/z 85.10 27.09%
29.0 183.0
113.0
T
o.Pk”v”an.ﬁm,”.w.”.“t.w.”.“.”‘u...”.,”.w.”.“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48913: Nonane, 2-methyl-5-propy!l- R AREEEEES LSS S
57.0 10.20 10.40 10.60 10.80

m/z 41.10 19.52%

5000

[e0]
a1
o

290‘
i

H 120" 140.0

ow.W.“.”,”.w.”.“.”,m.w.”.“.”,”...”.“.”,”.w. .

m/z--> 40 60 80 100 120 140 160 180 200 220 240 10 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109101.D

Aca On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Decane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.73 20.00 ng 3885210 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 87
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
3 Sulfurous acid. dodecvl 2-ethvlh._.. 362 C20H4203S 1000309-19-5 59
4 Sulfurous acid. 2-ethvlhexvl pen... 264 C13H2803S 1000309-18-9 53
5 3,5-Dimethyl-4-octanone 156 C10H200 007335-17-3 53
Abundance Scan 1427 (10.731 min): BF109101.D (-1423) (-) m/z 57.10 100.00%
57.1
5000
183.2 10.40 10.60 10.80 11.00
) — 141.2 2252 2533 m/z 71.10 90.66%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28431: Decane, 2-methyl-
43.0
71.0
5000 LR BN SN S SULE
10,40 10.60 10.80 11.00
m/z 43.10 58.04%
ol20 .
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19181: Octane, 2,6-dimethyl-
57.0
10.40 10,60 10.80 11.00
5000 m/z 85.10 34 .26%
29.0 113.0
S s -
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #191848: Sulfurous acid, dodecy! 2-ethylhexyl ester B B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 21.10%
5000
2900 4 8.0 11T0 169.0
0:|||||‘|‘|||||l‘||‘l|||||‘||l||||||||||||||||||||||||||||||||| A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 10,40 10,60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091818\
Data File : BF109101.D

Acq On : 18 Sep 2018 17:47

Operator : JU/SJ

Sample : J4944-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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 .49 6.49 57.4 ng 1923350 1 6.72 670728 20.0
Octane, 3,6-dimet... 8.45 6.5 ng 253575 2 8.00 784456 20.0
Cyclohexane, 1,2,... 8.56 3.7 ng 146733 2 8.00 784456 20.0
trans,trans- and ... 8.64 3.5 ng 137756 2 8.00 784456 20.0
unknown8.75 8.75 4.9 ng 193107 2 8.00 784456 20.0
Cyclohexanone, 2,... 8.78 4.1 ng 159684 2 8.00 784456 20.0
unknown9.01 9.01 2.8 ng 344416 3 9.76 2454720 20.0
unknown9 .17 9.17 8.1 ng 992697 3 9.76 2454720 20.0
unknown9 .40 9.40 4.6 ng 568407 3 9.76 2454720 20.0
unknown9 .53 9.53 4.3 ng 521252 3 9.76 2454720 20.0
unknown9 .59 9.59 3.0 ng 361671 3 9.76 2454720 20.0
unknown9.63 9.63 12.9 ng 1578660 3 9.76 2454720 20.0
unknown9 .68 9.68 15.8 ng 1940700 3 9.76 2454720 20.0
unknown10.04 10.04 12.1 ng 1481900 3 9.76 2454720 20.0
2,6-Naphthalenedi... 10.18 6.5 ng 792314 3 9.76 2454720 20.0
Pentadecane, 2,6,... 10.45 23.5 ng 2884440 3 9.76 2454720 20.0
Decane, 2-methyl- 10.73 20.0 ng 3885210 4 11.26 3885210 20.0
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