LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 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-BF061918 .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 5.184 481 484 495 rBV 71769 80555 5.16% 0.483%
2 5.595 550 554 566 rBV 735781 726373 46.53% 4 .356%
3 6.225 658 661 664 rBV 44866 41132 2.63% 0.247%
4 6.395 682 690 693 rBv4 14614 18705 1.20% 0.112%
5 6.589 720 723 730 rVB 458416 465041 29.79% 2.789%
6 6.731 743 747 750 rBVY 1425805 1233556 79.01% 7.398%
7 6.907 774 777 781 rBV2 13932 18249 1.17% 0.109%
8 6.954 781 785 788 rVvV 449343 355967 22.80% 2.135%
9 7.048 799 801 805 rVvB2 14477 19712 1.26% 0.118%
10 7.113 808 812 815 rVB 1217409 1189482 76.19% 7.134%
11 7.478 867 874 877 rBV6 23878 48431 3.10% 0.290%
12 7.519 877 881 884 rVvVv 999004 899290 57.60% 5.393%
13 7.542 884 885 888 rVB 96945 59260 3.80% 0.355%
14 7.583 888 892 896 rBV5 25236 37896 2.43% 0.227%
15 7.636 896 901 903 rvB4 13891 21118 1.35% 0.127%
16 7.672 903 907 909 rBV2 26251 28230 1.81% 0.169%
17 7.760 919 922 927 rVB 544312 443164 28.39% 2.658%
18 7.813 927 931 934 rBV3 19173 34678 2.22% 0.208%

19 7.942 946 953 957 rBv2 316292 404084 25.88% 2.423%
20 7.978 957 959 962 rVB 232446 178108 11.41% 1.068%

21 8.036 965 969 972 rBVvV2 77673 85289 5.46% 0.511%
22 8.072 972 975 976 rBV3 47458 49332 3.16% 0.296%
23 8.083 976 977 982 rVB2 83601 86924 5.57% 0.521%
24 8.136 982 986 989 rBV 668476 557291 35.70% 3.342%
25 8.172 989 992 994 rBV2 50596 45742 2.93% 0.274%

26 8.236 999 1003 1004 rvv 478660 416225 26.66% 2.496%
27 8.254 1004 1006 1009 rvv 898482 733455 46.98% 4 _.399%

28 8.278 1009 1010 1013 rVvB2 88399 54553 3.49% 0.327%
29 8.313 1013 1016 1019 rBv4 31239 27821 1.78% 0.167%
30 8.372 1021 1026 1029 rBV2 28196 39596 2.54% 0.237%
31 8.407 1029 1032 1033 rBvV2 28191 30159 1.93% 0.181%
32 8.430 1033 1036 1043 rVB3 51789 61821 3.96% 0.371%
33 8.513 1043 1050 1055 rvB7 31184 78181 5.01% 0.469%
34 8.566 1055 1059 1064 rBV6 48571 97671 6.26% 0.586%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 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\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.636 1069 1071 1073 rVvVv 59755 55891 3.58% 0.335%
36 8.666 1073 1076 1085 rVB5 68717 103250 6.61% 0.619%
37 8.730 1085 1087 1090 rBV 31588 26588 1.70% 0.159%
38 8.766 1090 1093 1095 rBV2 58718 48025 3.08% 0.288%
39 8.848 1104 1107 1110 rBV3 39854 43429 2.78% 0.260%
40 8.878 1110 1112 1114 rBV2 36455 32836 2.10% 0.197%
41 8.942 1121 1123 1125 rBV 49957 40045 2.57% 0.240%
42 8.977 1125 1129 1132 rVV 853800 806026 51.63% 4._.834%
43 9.001 1132 1133 1139 rVB6 55294 69971 4.48% 0.420%
44 9.101 1146 1150 1153 rBV2 139350 137143 8.78% 0.822%
45 9.130 1153 1155 1158 rVB3 30113 28452 1.82% 0.171%
46 9.236 1171 1173 1175 rVB 47819 32617 2.09% 0.196%
47 9.307 1181 1185 1189 rBV 1642659 1470647 94.20% 8.820%
48 9.383 1196 1198 1200 rVB2 30169 20408 1.31% 0.122%
49 9.413 1201 1203 1205 rVB3 29963 18854 1.21% 0.113%
50 9.489 1214 1216 1219 rVB2 21108 19512 1.25% 0.117%
51 9.654 1242 1244 1247 rVB3 26793 24146 1.55% 0.145%
52 9.695 1247 1251 1254 rBV2 109763 127393 8.16% 0.764%
53 9.783 1263 1266 1272 rVB4 30122 38188 2.45% 0.229%
54 9.848 1274 1277 1279 rBV3 31236 25787 1.65% 0.155%
55 9.948 1291 1294 1296 rBV2 25203 28864 1.85% 0.173%
56 9.995 1299 1302 1306 rVvVv 382349 336685 21.57% 2.019%
57 10.307 1351 1355 1357 rBv4 18024 21987 1.41% 0.132%
58 10.336 1359 1360 1365 rVB4 17945 22360 1.43% 0.134%
59 10.401 1365 1371 1373 rBV 44204 52807 3.38% 0.317%
60 10.624 1404 1409 1411 rBV 30106 37090 2.38% 0.222%
61 10.789 1433 1437 1440 rBV 866892 793060 50.80% 4._.756%
62 10.877 1449 1452 1461 rVB5 33867 73473 4.71% 0.441%
63 11.489 1552 1556 1559 rBV 367673 350334 22.44% 2.101%
64 12.118 1660 1663 1666 rVB3 28697 29654 1.90% 0.178%
65 12.224 1677 1681 1684 rVB2 54010 53417 3.42% 0.320%
66 12.336 1696 1700 1704 rVB 161219 147795 9.47% 0.886%
67 12.424 1712 1715 1719 rVB3 17661 17789 1.14% 0.107%
68 12.507 1726 1729 1732 rBV2 75555 71562 4._.58% 0.429%
69 12.701 1759 1762 1765 rBV 41639 45956 2.94% 0.276%
70 12.730 1765 1767 1771 rVB 32616 32810 2.10% 0.197%
71 12.936 1797 1802 1807 rBV 53151 80295 5.14% 0.482%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 13.036 1817 1819 1821 rBV2 22677 22424 1.44% 0.134%
73 13.071 1821 1825 1828 rVV 1732975 1561178 100.00% 9.363%
74 13.260 1854 1857 1863 rBV6 30745 44891 2.88% 0.269%

75 13.948 1971 1974 1979 rBV2 102599 114977 7.36% 0.690%
76 14.136 2003 2006 2010 rBV 482334 477603 30.59% 2.864%
77 15.677 2263 2268 2274 rVB 319929 421019 26.97% 2.525%

Sum of corrected areas: 16674329
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062818\

BF106938.D

28 Jun 2018 23:10

JussJ

J3048-20

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

500000

Abundance TIC: BF106938.D
1500000 6.73
7.11
1000000 752
5.60
7.76
500000 6.59]  6.95
7.54
. %@ 6.22¢ 40 6.47. 7.4 8
—_——— b " e S e b ey Tt
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF106938.D
9.31 1307
1500000
1000000 8.25 8.98 10.79

a\

O T e e e e
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF106938.D

1500000
1000000
14.14
15.68
500000
13.95

‘—r——r——r————7r—V 7"V 7 " TTT [ T T T T [ T T T T T T T T T T T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 13

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

5.18 4.53 ng 80555 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 3-Hexanol 102 C6H140 000623-37-0 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 483 (5.178 min): BF106938.D (-481) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R LS SR LR
| 83.0 | 480 5.00 520 5.40 5.60
S NSSSSTY| NSNSt [ m/z 59.10 60.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS UL UL I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 20.61%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 310 430 73.0 m/z 58.00 14.39%
84.0 101.0
mﬁmﬁmﬁmﬁwﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R A B b
59.0 480 5.00 520 5.40 5.60
m/z 41.10 11.33%
5000 41.0
"'l'"'|'“'|""Hm'"|“¢*i'"'??‘g'l"'w""l""l'“'|%??:?'“%??;9'| R LS SN LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 69.31 ng 1233560 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.731 min): BF106938.D (-743) (-) m/z 132.10 100.00%
13p.1
5000 68.1
200 510 R 6.40 6.60 6.80 7.00
R e e R e e m/z 68.10 39.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IBLSRRR SURE RAE RN
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.95%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 23.48%
104.0
140 270 300 510 600770 g9, 115.0
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- B B e
132.0 6.40 6.60 6.80 7.00

m/z 69.10 15.81%

5000

63.0
15.0 280 390 520 m 77‘0 90\9 10‘\101160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Bicyclo[2.2_.1]heptan-2-0l, ... Concentration Rank 5

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

7.76 21.29 ng 443164 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-ol. 1.3.3... 154 C10H180 001632-73-1 96
2 Fenchol. exo- 154 C10H180 022627-95-8 92
3 4-Ethvilcvclohexanol 128 C8H160 004534-74-1 38
4 Cvclohexene. 3-ethvl- 110 C8H14 002808-71-1 35
5 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 32

Abundance Scan 922 (7.760 min): BF106938.D (-919) (-) m/z 81.05 100.00%
81.0
5000
93.1 11

H 55.0 691
11
| | | 1231 1391 7.40 7.60 7.80 8.00
..,....,....,....|,....,.|..|.,..-.:-| '|HI..,'=|.~'.--.~,...|.,|....,:f.'...,....',...1.?.2;.2.,.. m/z 80.05 48.65%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26872: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!-
81.0

5000
7.40 7.60 7.80 8.00

m/z 43.00 32.05%

10 69.0

5. 93.0
mo | B0 O M0 1400

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

81.0

43.0
7.40 7.60 7.80 8.00

5000 m/z 41.00 29.72%
55.0 69.0

93.0 1110
123.0 139.0 154.0

mmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #12481: 4-Ethylcyclohexanol e e e AR Ramas

81.0 7.40 7.60 7.80 8.00

m/z 69.10 24 _31%
43.0 57.0
5000
29.0 69.0 95.0

. B oA i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclohexanol, 1-methyl-4-(1... Concentration Rank 6

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

7.94 19.42 ng 404084 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 1-methvl-4-(1-meth... 154 C10H180 000138-87-4 91
2 Butanoic acid. 3.7-dimethvl-2.6-... 224 C14H2402 000106-29-6 50
3 Geranvl isobutvrate 224 C14H2402 002345-26-8 50
4 Cvclohexanol. 1-methvl-4-(l1-meth... 196 C12H2002 010198-23-9 38
5 Dihydrocarvyl acetate 196 C12H2002 020777-49-5 38

Abundance Scan 953 (7.942 min): BF106938.D (-946) (-) m/z 71.05 100.00%
71.0
43.0 931
5000 1211
139.1 7.60 7.80 8.00 8.20
m/z 43.00 79.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26868: Cyclohexanol, 1-methyl-4-(1-methylethenyl)-
71.0
43.0
5000 %0
136.0 7.60 7.80 8.00 8.20
‘ ‘ m/z 93.10  71.62%
.1.5.?.‘.‘ ‘u ‘H \\H” ‘ Iw‘”””“”l””II”II”II”I
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
69.0
410 7.60 7.80 8.00 8.20
5000 m/z 69.05 55.79%
93.0
121.0
154. 0 187.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81018: Gerany! isobutyrate R B O o
69.0 7.60 7.80 8.00 8.20
43.0 m/z 107.10 40.32%
5000 93.0
1210
m/z--> 20 40 60 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Bicyclo[2.2_.1]heptan-2-one,... Concentration Rank 7

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

7.98 8.56 ng 178108 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 97
2 (+)-2-Bornanone 152 C10H160 000464-49-3 96
3 Camphor 152 C10H160 000076-22-2 95

006752-80-3 58
062560-53-6 53

4 5.7-Octadien-4-one. 2.6-dimethvl... 152 C10H160
5 Tricyclo[2.2.1.0(2,6)]heptan-3-0... 152 C10H160

Abundance Scan 959 (7.978 min): BF106938.D (-957) (-) m/z 95.10 100.00%
95.1
81.1
5000
41.0 550 69.1 108.1
| ‘ 152.1
7.60 7.80 8.00 8.20 8.40
124.1137.1
..,....,....,....|,.'...,.'...,..-.!,...'.'!!...,-.|..".,....l.'...,....,....,....,I...,. m/z 81.10 56.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95.0
81.0
41.0
5000
550 69.0 108.0 7.60 7.80 8.00 820 8.40
70 ‘ ‘ ‘ 152.0 m/z 41.00 41.48%
O . Y. 1 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
810 |||||||||||||||||||||||
7.60 7.80 8.00 8.20 8.40
5000 410 108.0 m/z 108.10 37.62%
55.0 69.0 152.0
15.0 27.0 123.0 137.0
Wwwmﬂmmmﬁmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25051: Camphor
410 95.0 7.60 7.80 8.00 8.20 8.40
: 81.0 m/z 69.10 35.51%
5000
55.0 69.0 108.0
21.0 152.0
SRR O Y~ . Ay WO oS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown8.04 Concentration Rank 16

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

8.04 4.10 ng 85289 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptan-2-ol. 2.3.3... 154 C10H180 000465-31-6 47
2 Butanoic acid. tridec-2-vnvl ester 266 C17H3002 1000299-12-6 43
3 3-Methoxvbut-1-ene 86 C5H100 017351-24-5 41
4 1-Propene. 3-methoxy-2-methvl- 86 C5H100 022418-49-1 38
5 2-Buten-1-ol, 3-methyl- 86 C5H100 000556-82-1 38

Abundance Scan 970 (8.042 min): BF106938.D (-965) (-) m/z 71.10 100.00%
71.1

43.0

5000 926.1

111.1

12?1139-2 7.80 8.00 8.20 8.40
e | Tm/z 69.10 92.54%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #26855: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethy!-

43.0 71.0

5000

96.0 7.80 8.00 8.20 8.40

0
Sko 1110 140 m/z 43.00 78.29%

[ | ‘ | 154'0
e T

.‘ s .‘ L, \ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200

27.0

Abundance
71.0
TR T
7.80 8.00 8.20 8.40
5000 m/z 55.05 71.07%
43.0
111.0
29.0 57.0 95.0 125.0139.01530  177.0 195.0
T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1739: 3-Methoxybut-1-ene R A B ma s
71.0 7.80 8.00 8.20 8.40
0
41.0 m/z 41.00 54 .43%
55.0
5000 86.0
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

8270-BF061918_.M Fri Jun 29 12:58:39 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 endo-Borneol Concentration Rank 4

8270-BF061918 .M Fri

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

8.14 26.78 ng 557291 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 endo-Borneol 154 C10H180 000507-70-0 91
2 Bicvclol2.2.1Theptan-2-ol. 1.7.7... 154 C10H180 000464-45-9 83
3 2-Amino-4-methvlbut-2-enenitrile 110 C6H10NZ2 1000197-39-9 72
4 (+)-Borneol 154 C10H180 1000150-76-3 72
5 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 64

Abundance Scan 987 (8.142 min): BF106938.D (-982) (-) m/z 95.10 100.00%
95.1
5000
0.1
410 550 691 g, 1 139.1 7.80 8.00 820 8.40
123.1 152.0 166.1
e e e i e e S8 1719201661 Ts77910.10  15.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #26645: endo-Borneol
95.0
5000
7.80 8.00 8.20 8.40
110.0 m/z 41.00 11.43%
55.0 g9.0 82.0 ’ .0
270\\‘ e 20 L 1800
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
95.0
780 8.00 820 840
5000 m/z 55.00 10.48%
270 41.0
: 55.0 110.0
09.0 820 123.0 901540
Wmmmwmwﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5747: 2-Amino-4-methylbut-2-enenitrile e B e
95.0 7.80 8.00 8.20 8.40
m/z 67.00 9.41%
5000 68.0
41.0
970 ‘ . 110.0
'W””P”M””Mtﬁﬁ”PJﬁ”ﬁigﬁ“LP“'””P”W””P”W””P“W”' RN R L UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.80 8.00 8.20 8.40

Jun 29 12:58:40 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 trans, cis-3-Ethylbicyclo[4... Concentration Rank 18

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

8.51 3.76 ng 78181 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans. cis-3-Ethvilbicvclol4.4.01... 166 C12H22 066660-43-3 60
2 cis.trans-2-Ethvlbicvclol4.4.01d... 166 C12H22 066660-38-6 55
3 cis. cis-3-Ethvlbicvclol4.4.01de... 166 C12H22 066660-42-2 49
4 Naphthalene. 2-ethvldecahvdro- 166 C12H22 001618-23-1 49
5 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 47

Abundance Scan 1050 (8.513 min): BF106938.D (-1043) (-) m/z 81.10 100.00%
81.1

95.0 137.1

5000

8.20 8.40 8.60 8.80
m/z 95.05 66 .43%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane
810 g5q 137.0

166.0

5000 67.0
55.0 820 840 8.60 8.80
109.0 m/z 137.10 63.29%
| |
1l Al il |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance
137.0
81.0
95.0 820 840 8.60 8.80
5000 67.0 m/z 41.00 56.81%
55.0 166.0
109.0 123.0
mwmwmmﬁrmm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35203: cis, cis-3-Ethylbicyclo[4.4.0]decane e
81.0 95.0 137.0 8.20 8.40 8.60 8.80
> m/z 55.05 54.78%
166.0
5000 67.0
55.0
109.0
‘ | 1240
,....,....,.‘la.,..‘.li...‘.‘i.‘...,.‘:.‘.,....ﬁ....,.‘l..,..H,....,....,...‘.,... N R A B ERA R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 8.40 8.60 8.80

8270-BF061918_.M Fri Jun 29 12:58:40 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown8.57 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
" 8.57 4.69ng 97671  Naphthalene-ds8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Divinvidimethvisilane 112 céH12si 010519-87-6 22

006876-23-9 22
004413-21-2 14

1.2-dimethvl-. trans- 112 C8H16
1.1"-ethvlidenebis- 166 C12H22

2 Cvclohexane.
3 Cvclopentane.

4 Cvclohexane. l-ethvl-1-methvl- 126 C9H18 004926-90-3 14
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 14
Abundance Scan 1060 (8.572 min): BF106938.D (-1055) (-) m/z 97.05 100.00%
97.0
5000
41:0 111 1371
159.1 L L I e e
182.3 8.20 8.40 8.60 8.80 9.00
RS M N N m/z 55.00 68.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6336: Divinyldimethylsilane
97.0
5000 71.0 LI L L B B
28.0 8.20 8.40 8.60 8.80 9.00
0
‘ 43.0 J m/z 81.05 64 .54%
...,..‘..,‘l‘.??‘?..w.,.‘..‘.“,.1.1.2'9,....,....,....,...
m/z--> 20 80 100 120 140 160 180
Abundance
55.0 97.0
410 8.20 840 8.60 8.80 9.00
5000 m/z 41.00 38.55%
69.0 112.0
27.0 83.0
I B B e s I o !
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35188: Cyclopentane, 1,1'-ethylidenebis- L
97.0 8.20 8.40 8.60 8.80 9.00
55.0 m/z 69.05 33.70%
41.0
5000
69.0
‘m S 80 || 123.0137.0151.0166.0
e e e e e e e R e
m/z--> 20 40 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00

8270-BF061918 .M Fri

Jun 29 12:58:41 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclohexane, 1,3,5-trimethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

867 4.96ng 103250  Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. 1.3.5-trimethvl-2-o0... 378 C27H54 055282-34-3 59
2 Cyclooctane. 1-methvl-3-propvl- 168 C12H24 255885-37-1 59
3 3-Heptene. 2.2.3.5.6-pentamethvl- 168 C12H24 116164-06-8 45
4 Cvclohexane. 1.1"-(1-methvlethvl... 208 C15H28 054934-90-6 45
5 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 45

Abundance Scan 1077 (8.672 min): BF106938.D (-1073) (-) m/z 125.10 100.00%
69.1 125.1
5000
41(0 I o o o o
180.1 8.40 8.60 8.80 9.00
77 m/z 69.10 90.85%
m/z--> 50 100 150 200 250 300 350
Abundance #201695: Cyclohexane, 1,3,5-trimethyl-2-octadecyl-
125.0
69.0
5000 LIS L L L L L L L
2100 8.40 8.60 8.80 9.00
‘ 970 m/z 71.05 89.37%
L] 153.0183.0211.0 252.0 294.0 3350 378.0
T T e T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
69.0
e T T T
8.40 8.60 8.80 9.00
0
5000 1250 m/z 57.00 60.28%
41.0
97.0
e L e  an m
m/z--> 50 100 150 200 250 300 350
Abundance #36861: 3-Heptene, 2,2,3,5,6-pentamethyl- T
69.0 8.40 8.60 8.80 9.00
m/z 83.10 58.18%
125.0
s000{ 410
‘ ‘ 97.0 168.0
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00

8270-BF061918_.M Fri Jun 29 12:58:42 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclohexanemethanol, 4-hydr... Concentration Rank 3

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

8.98 38.73 ng 806026 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. 4-hvdroxv-.... 172 C10H2002 000080-53-5 91
2 trans-2.7-Dimethvl-4_.6-octadien-... 154 C10H180 1000281-69-5 50
3 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 49
4 2-Butenenitrile. 2-amino-3-methvl- 96 C5H8N2 1000196-28-0 47
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 47

Abundance Scan 1129 (8.977 min): BF106938.D (-1125) (-) m/z 81.10 100.00%
81.1
430 990
5000 96.1
139.1 8.60 8.80 9.00 9.20 9.40
111.1125.1
MR | 1841 1792 1 o 59 00 55.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39650: Cyclohexanemethanol, 4-hydroxy-.alpha.,.alpha.,4-t...
81.0
430 590 %0 L
5000 ' R S AR L
8.60 8.80 9.00 9.20 9.40
139.0 m/z 43.00 52 .36%
150 2%9 \\ ‘J ‘H‘\‘u\ L }ff?fzﬁP,,h S
m/z--> 20 80 100 120 140 160 180
Abundance
59.0
8.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 96.10 43.93%
43.0
121.0 139.0 154.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2872: Cyclohexene, 4—methy|— U AL B B B ey TT
81.0 8.60 8.80 9.00 9.20 9.40
m/z 55.00 22 .04%
54.0
5000 96.0
39.0
MJMJAﬂﬂwA
m/z--> 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40

8270-BF061918_.M Fri Jun 29 12:58:42 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown9.00 Concentration Rank 20

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

9.00 3.36 ng 69971 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 40
2 3-Heptene. 2.2.3.5.6-pentamethvl- 168 C12H24 116164-06-8 37
3 6-Dodecene. (2)- 168 C12H24 007206-29-3 35
4 3-Cvclopentvlpropionic acid. 6-e... 282 C18H3402 1000293-37-1 32
5 11-Dodecen-1-ol, 2,4,6-trimethyl... 226 C15H300 027829-54-5 25

Abundance Scan 1133 (9.001 min): BF106938.D ( 1132) (-) m/z 125.10 100.00%
5000
1451 166.11g0.1 8.60 8.80 9.00 9.20 9.40
e "m/z 57.10 88.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27090: Cyclohexane, 2,4-diethyl-1-methyl-
69.0
55.0 T T T
5000 83.0 125.0 8.60 8.80 9.00 9.20 9.40
41.0 m/z 69.10 83.15%
27,0 ‘\ || 9701110 | 139.0154.0
miz--> % h e'o & 10 130 1 1k 1%
Abundance
69.0
oo 5k 850 500 830 540
5000 41.0 83.0 ' m/z 55.00 71.97%
55.0
27.0 97.0 111.0 168.0
151.0
miz--> 20 40 60 8 100 120 140 160 180
Abundance #36761: 6-Dodecene, (2)- A EEEEEEEESS S
550 o 8.60 8.80 9.00 9.20 9.40
41.0 ' m/z 83.10 48.06%
5000
83.0
270 97 0 168.0
“ ‘ \ ‘\ H‘ 111.0125.0140.0
m/z--> 20 40 12'0 140 160 180 8.60 8.80 9.00 9.20 9.40

8270-BF061918_.M Fri Jun 29 12:58:43 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Dodecane, l1l-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.88 4.19 ng 73473 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 80
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 1452 (10.877 min): BF106938.D (-1449) (-) m/z 57.00 100.00%
57.0
5000
113.0 143.0 165.1 201.0 I I1I06IOI I168IOI I1I10IOI I1I12IOI -
m/z 43.00 64.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140552: Dodecane, 1-iodo-
57.0
5000 850 LA L L L L L L L
10 60 10. 80 11. oo 11. 20
90,0 1550 m/z 71.10 62 .86%
113.0
”III\I‘”\I\”I‘l\IIMII””‘IIII\III\”IIHI‘I ...].-83..0.. AR ARRRRREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
110.60 10.80 11.00 11.20
5000 85.0 m/z 85.05 43.55%
29.0
130 40 197.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane e BRREEEE
57.0 10.60 10.80 11.00 11.20
m/z 41.00 26.30%
5000 85.0
29.0 113.0 169.0
m/z--> 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. oo 11. 20

8270-BF061918_.M Fri Jun 29 12:58:44 2018

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 18-Norabietane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.34 8.44 ng 147795 Phenanthrene-d10 11.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 89
2 (CvclopropvD)trivinvisilane 150 C9H14Si 1000109-93-8 27
3 2-Cvclopenten-1-one. 3.4.4-trime... 124 C8H120 030434-65-2 14
4 3.4-Pvyridinediamine 109 C5H7N3 000054-96-6 14
5 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 14

Abundance Scan 1701 (12. 342 min): BF106938.D (-1696) (-) m/z 109.10 100.00%

5000

12.00 12.20 12.40 12.60
m/z 191.20 69.50%

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

Abundance #112660: 18-Norabietane
109.0
81.0
55.0
5000
262.0 12.00 12.20 12.40 12.60
1630 191.0 m/z 95.10 64.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109.0
R B e O
550 830 12.00 12.20 12.40 12.60
5000 m/z 81.10 52.22%
31.0
R B B e R AR R E s o e A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10570: 2-Cyclopenten-1-one, 3,4,4-trimethyl- R R RaEEE L
109.0 12.00 12.20 12.40 12.60
m/z 262.20 37.04%
5000 81.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

8270-BF061918_.M Fri Jun 29 12:58:44 2018

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 n-Heptadecanol-1 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.51 4.09 ng 71562 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 93
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 92
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 1-Hexadecanol 242 C16H340 036653-82-4 87
Abundance Scan 1730 (12.513 min): BF106938.D (-1726) (-) m/z 55.00 100.00%
53.0 83.1
5000 111.1
| 1531111 2°|9 1 242.2 12.20 12.40 12.60 12.80
.||.||| Al Al .||....|....| m/z 83.10 97.94Y%
m/z--> 50 100 150 200 250 300
Abundance #107662: n-Heptadecanol-1
55.0 83.0
5000 SR SR BRI UL B
111.0 1220 12.40 12,60 12.80
29.0 m/z 69.05 84.78%
“ \‘\ il \L \ ‘}39 0 168 0 219'0 238.0
m/z--> 50 100 150 200 250 300 '
Abundance
57.0
83.0 USRS BN SRR
12.20 12.40 12.60 12.80
5000 111.0 m/z 97.10 83.40%
29.0
140.0 182.0210.0 255.0 306.0
m/z--> " s0 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R e e EEREEmmm
51.0 g3 12.20 12.40 12.60 12.80
m/z 43.05 82.88%
5000 111.0
29.0 ”
[l | || 0026801960 541 342.0
m/z--> 50 100 150 200 250 300 ' 1220 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106938.D

Aca On : 28 Jun 2018 23:10

Operator : JU/SJ

Sample = J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cycloeicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.81 ng 114977 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1974 (13.948 min): BF106938.D (-1971) (-) m/z 57.00 100.00%
57.0
ik J«WAMJJwgﬂwWMJwﬂmﬂm
5000
J 40.1 182.2 234.1267.2 1360 1380 1400 1420 o
il m/z 83.10 76.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55.0
97.0
5000 RN AU BRI UGS
13.60 13.80 14.00 14.20
m/z 43.05  76.02%
il “L 1390 1820 2240 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 LU SR BN SUMI I
13.60 13.80 14.00 14.20
5000 m/z 55.00 73.71%
169.0
26,0 138.0 2100 2550 406.0 anwwuwwﬂ”“”ﬂMVMWJNMWMMJM
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester L B o
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 72.12%
e /W\JW
26/0) | ’ J J [400 1820 2550 3060
m/z--> 50 100 150 200 250 300 350 400 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062818\
Data File : BF106938.D

Acq On 28 Jun 2018 23:10

Operator : JU/SJ

Sample - J3048-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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 4.5 ng 80555 1 6.95 355967 20.0
unknown6.73 6.73 69.3 ng 1233560 1 6.95 355967 20.0
Bicyclo[2.2.1]hep. .. 7.76 21.3 ng 443164 2 8.24 416225 20.0
Cyclohexanol, 1-m... 7.94 19.4 ng 404084 2 8.24 416225 20.0
Bicyclo[2.2.1]hep. .. 7.98 8.6 ng 178108 2 8.24 416225 20.0
unknown8 .04 8.04 4.1 ng 85289 2 8.24 416225 20.0
endo-Borneol 8.14 26.8 ng 557291 2 8.24 416225 20.0
trans, cis-3-Ethy... 8.51 3.8 ng 78181 2 8.24 416225 20.0
unknown8 .57 8.57 4.7 ng 97671 2 8.24 416225 20.0
Cyclohexane, 1,3,... 8.67 5.0 ng 103250 2 8.24 416225 20.0
Cyclohexanemethan. .. 8.98 38.7 ng 806026 2 8.24 416225 20.0
unknown9 .00 9.00 3.4 ng 69971 2 8.24 416225 20.0
Dodecane, 1-iodo- 10.88 4.2 ng 73473 4 11.49 350334 20.0
18-Norabietane 12.34 8.4 ng 147795 4 11.49 350334 20.0
n-Heptadecanol-1 12.51 4.1 ng 71562 4 11.49 350334 20.0
Cycloeicosane 13.95 4.8 ng 114977 5 14.14 477603 20.0
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