LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF122617\
Data File : BF101738.D
Acg On : 27 Dec 2017 2:27 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22Ie - 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 height area % max. total
1 5.022 496 499 512 rBvV 159935 300058 7.82% 1.168%
2 5.416 562 566 593 rBvY 2986654 3835233 100.00% 14.927%
3 6.439 736 740 757 rBvV 3053164 3798109 99.03% 14.782%
4 6.563 757 761 767 rVB 3303763 3365977 87.76% 13.101%
5 6.792 796 800 809 rBvY 769514 796927 20.78% 3.102%
6 6.945 822 826 841 rBV 2870488 2805208 73.14% 10.918%
7 7.363 893 897 913 rBV 2218465 2366150 61.70% 9.209%
8 7.586 931 935 940 rVB 74503 73977 1.93% 0.288%
9 7.698 952 954 960 rVB3 71204 57440 1.50% 0.224%
10 7.904 986 989 992 rBvV 166595 167028 4_36% 0.650%

11 7.963 996 999 1003 rBV 108830 119952 3.13% 0.467%
12 8.039 1009 1012 1014 rBV 148466 132921 3.47% 0.517%
13 8.069 1014 1017 1022 rVvVv 865707 960649 25.05% 3.739%
14 8.110 1022 1024 1028 rVB2 164453 157236 4._.10% 0.612%
15 8.163 1028 1033 1035 rBV5 64217 106980 2.79% 0.416%

16 8.204 1035 1040 1042 rBVS5 58990 93256 2.43% 0.363%
17 8.233 1042 1045 1048 rBV3 109562 120507 3.14% 0.469%
18 8.263 1048 1050 1052 rvB2 120482 93564 2.44% 0.364%

19 8.351 1060 1065 1068 rBV3 236785 289969 7.56% 1.129%
20 8.386 1068 1071 1072 rBV 119102 106419 2.77% 0.414%

21 8.404 1072 1074 1078 rVB5 99508 108038 2.82% 0.420%
22 8.445 1078 1081 1083 rBV3 180456 205518 5.36% 0.800%
23 8.504 1088 1091 1093 rBV3 220566 225604 5.88% 0.878%
24 8.569 1099 1102 1104 rBV2 218848 191964 5.01% 0.747%
25 8.598 1104 1107 1110 rBV3 215316 255311 6.66% 0.994%

26 8.686 1119 1122 1124 rBV 353975 405537 10.57% 1.578%
27 8.833 1145 1147 1151 rBv4 322353 336475 8.77% 1.310%
28 8.892 1154 1157 1161 rBV3 488845 627781 16.37% 2.443%
29 8.945 1164 1166 1168 rVB3 352078 316204 8.24% 1.231%
30 9.086 1187 1190 1193 rBV3 556171 526889 13.74% 2.051%

31 9.151 1198 1201 1204 rVB 2108453 1986147 51.79%% 7.730%
32 15.457 2270 2273 2284 rVB 507753 760446 19.83% 2.960%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 25693474
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF122617\

BF101738.D

27 Dec 2017  2:27

SJ/JuU

17037-01

19 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

NJ-221-OILY-STONES

5000000
4000000
3000000
2000000
1000000

0 T

Abundance TIC: BF101738.D
5000000
4000000
6.56
6.44
3000000 542 6.95
7.36
2000000
1000000 6.79
5.02 L 7.5870
O o LA e o e e e L B e e e e e L e e e e e o e e L e e e e e e e o L B e e
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: BF101738.D

Time-->

10.00 10.50 11.00

9.50 11.50 12.00

12.50

13.00 13.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF101738.D

15.46

Time-->

14.00

14.50 15.00

15.50 16.00 16.50

17.00 17.50 18.00

18.50

19.00

8270-BF121417.
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Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.02 7.53 ng 300058 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 _.alpha.-Hydroxyisobutyric acid, ... 146 C6H1004 1000374-31-3 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 499 (5.022 min): BF101738.D (-496) (-) m/z 43.00 100.00%
43
59
5000
1 460 480 500 520 540
o...,....,....,....','::..,??!.,...‘??....,??..,...:,|....,. m/z 59.10 56.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR A L L
4.60 4.80 5.00 5.20 5.40
59 m/z 101.10 18.26%
0 21 37 53 ‘ 67 778 o ‘U
miz--> R I NS N N S e
Abundance
43
460 480 500 520 540
5000 m/z 58.00 15.41%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.77%
5000
101
15 97 71 LW
0 | 1,33 |l 49 56 g2 77 86
m/z--> 10 20 30 40 50 60 70 80 90 1(')0 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 2 unknown6.56 Concentration Rank 1

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

6.56 84.47 ng 3365980 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 760 (6.557 min): BF101738.D (-757) (-) m/z 132.00 100.00%
5000 68
=
40 54 ‘ 75 6 104 6.20 6.40 6.60 6.80
o..,....,....,...:,“.'.‘.‘7:,'.!..‘?}:.-.'...l:.,.5.‘?.,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.05 45.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR U SN
6.20 6.40 6.60 6.80
3 78 m/z 134.00 31.35%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.00 28.66%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /L
Abundance #14491: 5-Aminoindole R e R

132 6.20 6.40 6.60 6.80
m/z 69.10 17.52%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14

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

7.90 3.48 ng 167028 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
2 Indan, epoxide 132 C9H80 000768-22-9 62
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 40
4 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 38
5 Styrene 104 C8HS8 000100-42-5 38

Abundance Scan 988 (7.898 min): BF101738.D (-986) (-) m/z 104.10 100.00%
104
5000 01 132
81
39 91 63 17 152 166 07 7.60 7.80 8.00 8.20
o b Tm/z 91.00 46.17%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 o1 132
7.60 7.80 8.00 8.20
m/z 132.10 43.15%
o7 39 51 65 78 117
o A RSO N N Y
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance
104
7.60 7.80 8.00 8.20
5000 m/z 81.00 23.24%
51 78 132
27 63 89 116
R L S S L U B B W B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #30942: Naphthalene, 1,2,3,4-tetrahydro-2,3-dimethyl- R A Emams e
104 7.60 7.80 8.00 8.20
m/z 117.00 15.82%
5000
160
o1 145
27 39 51 65 78 | WP |7 |
mz-> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

Sample - 17037-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 5 Naphthalene, decahydro-2,6-... Concentration Rank 16

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

7.96 2.50 ng 119952 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 93
2 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 83
3 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 60
4 Cyclohexene,l-hexyl- 166 C12H22 003964-66-7 49
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 30

Abundance Scan 999 (7.963 min): BF101738.D (-996) (-) m/z 81.10 100.00%
81 95
67 166
5000 41
151
109 133 ARSSEREEREEEEEEEssEE
121 7.60 7.80 8.00 8.20
o m/z 95.10 86 .02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35195: Naphthalene, decahydro-2,6-dimethyl-
81 95
166
55 67
5000 41 A S U R
109 151 7.60 7.80 8.00 8.20
29 123 137 ‘ m/z 55.05 62 .53%
0:||||||||||‘|‘|||||‘il‘n|||‘l l‘:lnn‘r:u‘uwuin il I\I rrt ‘”” |‘i|| ""*I"" |l|||||||‘|||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81 95
e 67 166 760 7.80 8.00 820
5000 m/z 67.00 57 .89%
109 o
o 137 151
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35202: Naphthalene, decahydro-1,5-dimethy!- AR BAREEREEEE
95 7.60 7.80 8.00 8.20
m/z 166.20 54 .63%
166
81
5000 55 67
a1 109
29
123
O'WEEP”W””P“W““P”W”“P“'““'”'””'”'}ﬁ?”ﬂ””P”W”' A LN SRR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.60 7.80 8.00 8.20

8270-BF121417 .M Wed Dec 27 14:55:50 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 6 cis,cis-1,6-Dimethylspiro[4... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

8.16 2.23 ng 106980 Naphthalene-d8 8.07

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 78
2 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 62
3 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 58
4 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 53
5 1H-Indene, l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 52
Abundance Scan 1033 (8.163 min): BF101738.D (-1028) (-) m/z 81.05 100.00%

81 95
41 67 109
55 166
5000 151
133
| | I | ‘I | 122 ‘ | 780 800 820 840
Ot el i M Ll Tm/z 95.10  94.07%
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35199: cis,cis-1,6-Dimethylspiro[4.5]decane
N g P
67 109 166
5000 TrrrTTTITrTTT T T T T T T

7.80 8.00 8.20 8.40
m/z 41.05 68.01%

123 137 151
| | | |

o} NSNS NN MBNA | BNSNN| HSNS | SN[ S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81 95
R ARAE A
[ 166 7.80 8.00 820 8.0
5000 m/z 67.00 66.88%
109 123
0 137 151
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane RN EE
8 95 7.80 8.00 8.20 8.40
m/z 109.10 64 .85%
110
55 68
5000
123 166
A
o} RRSESNNNNES NENMNS HBMNAS| NSNS NSNS | NS Sy 1 e o
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 8 cis, cis-2-Ethylbicyclo[4.4... Concentration Rank 8

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

8.35 6.04 ng 289969 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 86
2 cis, cis-3-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-42-2 86
3 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 76
4 trans,trans-3-Ethylbicyclo[4.4.0... 166 C12H22 058462-32-1 70
5 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 64

Abundance Scan 1065 (8.351 min): BF101738.D (-1060) (-) m/z 81.10 100.00%
g1
55
5000
800 820 840 860
o m/z 55.10 77.03%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35196: cis, cis-2-Ethylbicyclo[4.4.0]decane
81 137
95
166
5000 67 I S RS S
55 8.00 8.20 8.40 8.60
109 m/z 95.10 65.14%
ol ..|...Ha‘| IHH‘I .“i“..‘.“.‘,..“. .::-2‘l3..l‘|... .|.‘. —
miz--> 20 40 60 80 100 120 140 160 180
Abundance
81 137
% NS RS SR
166 8.00 8.20 8.40 8.60
5000 67 m/z 137.10 64 .74%
55
109
124
L L U L UL BB G
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35184: Naphthalene, 2-ethyldecahydro-
il 137 8.00 8.20 8.40 8.60
95 m/z 67.10 49_28%
5000
41 55 67 166
29
o N T mh,.l??%ﬁg...l‘,?47..,. S AN
miz--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 10 cis,trans-2-Ethylbicyclo[4.... Concentration Rank 17

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

8.40 2.25 ng 108038 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis,trans-2-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-38-6 83
2 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 72
3 Trans, trans-2-ethylbicyclo[4.4.... 166 C12H22 066660-37-5 64
4 2-Bromomethyl-1-isopropenyl-3-me... 216 C10H17Br 1000187-07-8 64
5 4a(2H)-Naphthalenecarboxylic aci... 182 C11H1802 003021-73-6 59

Abundance Scan 1073 (8.398 min): BF101738.D (-1072) (-) m/z 41.10 100.00%
L 81 137
5000 67
97 111 166
121 154 178 207 8.00 820 840 860 8.80
0 fe el AL Tm/z 137.10  90.93%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #35205: cis,trans-2-Ethylbicyclo[4.4.0]decane
137
81
95
5000 67 I IR AN N R
55 166 8.00 820 8.40 8.60 8.80
109 m/z 81.10 80.82%
WL
0"|'""l""‘l'"'”'|"‘"|""'|""|"'"|"''|"'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
137
81 RS SRR
95 8.00 820 8.40 8.60 8.80
5000 166 m/z 55.10 79.57%
s 67
109 123
L A W L UL WL L DAL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #35217: Trans, trans-2-ethylbicyclo[4.4.0]decane B AAEEEEREEESS A
137 8.00 820 8.40 8.60 8.80
81 m/z 57.10 67.05%
95
5000
67 166
55
0 M‘ ‘\‘ il Al 1(\)9 123 !
m/z--> 40 60 80 100 120 140 160 180 200 8.00 8.0 840 860 8.80

8270-BF121417 .M Wed Dec 27 14:55:53 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 11 unknown8.45 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.45 4.28 ng 205518 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans,trans- and trans,cis-1,8-D... 180 C13H24 1000111-73-2 38
2 Bicyclo[2.2.1]heptane-2,3-dione, ... 166 C10H1402 010334-26-6 38
3 cis,trans-1,7-Dimethylspiro[5.5]... 180 C13H24 1000111-73-1 30
4 4,5-Dihydro-5,5,7-trimethyl-6H-[... 180 C8H12N40 109418-90-8 22
5 Benzenethiol, 4-(1,1-dimethyleth... 180 C11H16S 015570-10-2 20
Abundance Scan 1082 (8.451 min): BF101738.D (-1078) (-) m/z 95.10 100.00%
95 109 131
81 165

69

5000

8.20 8.40 8.60 8.80

O m/z 109.10 88.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45752: trans,trans- and trans,cis-1,8-Dimethylspiro[5.5]u...
95
5000 55 IR S IR L
67 81 8.20 8.40 8.60 8.80
110 123 180 m/z 131.05 87.57%
0 | “ “ 137 151 165
"'I'”'I""P"'I"”I""P"'I"”I""I”"I"”
m/z--> 20 80 100 120 140 160 180 200
Abundance
41 95
55
69 8.20 8.40 8.60 8.80
5000 27 83 m/z 81.10 72.39%
15 110128 1% 166 AN}%AJVVMAJMAIM\/WMJuAMqu}
O T T T T e T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45746: cis,trans-1,7-Dimethylspiro[5.5]undecane T
95 820 840 860 880

m/z 165.20 71.12%

82
5000 55 7 180
110 123
| | | s asiaes |

A M i [N B S e s

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF121417 .M Wed Dec 27 14:55:54 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 12 unknown8.50 Concentration Rank 11

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

8.50 4.70 ng 225604 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazole-5-carboxylic amide, N-_.. 125 C5H7N30 053525-55-6 27
2 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 25
3 4,6-Heptadien-2-one, 3,6-dimethy... 180 C12H200 077822-50-5 22
4 4-Methyl-1-prop-1-ynyl-cyclohexanol 152 C10H160 1000362-94-7 22
5 6-(56-Methyl-furan-2-yl)-hexan-2-one 180 C11H1602 1000185-87-5 22

Abundance Scan 1090 (8.498 min): BF101738.D (-1088) (-) m/z 69.10 100.00%
9 9
5000 vNWNAﬂfK/vaNjkﬂﬁJV$k/thﬁm
HRB R IR I
8.20 8.40 8.60 8.80
o} m/z 95.10 91.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10764: Imidazole-5-carboxylic amide, N-methyl-
95
5000 AN A RS I
68 125 820 840 8.60 8.80
m/z 55.10 72.17%
0 41 53 ‘ 78 . 110
mzs 2 40 G g 1o 1o 1o 1o 130
Abundance
95
820 8.40 860 880
5000 55 81 m/z 83.10 65.91%
137
67 110 180
123 151 165
S L WL UL B WL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45661: 4,6-Heptadien-2-one, 3,6-dimethyl-3-(1-methylethyl... R L B
95 137 8.20 8.40 8.60 8.80
43 m/z 109.10 64 .78%
5000 57
81
180
7 ‘ 67 ‘ 109 123
okt WLl bl bl L ses L i
m/z--> 20 40 60 80 100 120 140 160 180 8.20 840 8.60 8.80

8270-BF121417 .M Wed Dec 27 14:55:55 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 13 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13

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

8.57 4.00 ng 191964 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 64
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 55
4 Benzene, (1-ethyl-2-propenyl)- 146 C11H14 019947-22-9 46

5 Benzenemethanol, .alpha.-methyl-... 164 C11H160 004383-18-0 38

Abundance Scan 1102 (8.569 min): BF101738.D (-1099) (-) m/z 131.10 100.00%
118 131
146
165
5000
182192 820 840 860 8.80 9.00
0 m/z 118.10 86.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000
27 39 91 105 8.20 840 8.60 8.80 9.00
15 o1 g3 77 m/z 146.10 69.32%
SH IS O 0
m/z--> 20 40 100 120 140 160 180
Abundance
118 131
146
8.20 840 8.60 8.80 9.00
5000 m/z 165.20 55.79%
o1 105
27 39 51 g3 77
ol el W Wy
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- RN RS L
146 8.20 840 8.60 8.80 9.00
m/z 81.10 54 _.95%
131
5000 118
i B A e B B L N s A B e R
m/z--> 20 40 80 100 120 140 160 180 8.20 840 8.60 8.80 9.00

8270-BF121417 .M Wed Dec 27 14:55:56 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 Cyclohexane, 1,2,3-trimethy... Concentration Rank 9

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

8.60 5.32 ng 255311 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 55
2 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 49
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 46
4 Cyclohexane, l-ethyl-2-propyl- 154 C11H22 062238-33-9 38
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 38

Abundance Scan 1107 (8.598 min): BF101738.D (-1104) (-) m/z 69.10 100.00%
6p
a > 95 'fvvvv,mﬂdvﬂv«AJJVWJAAMﬂANj/\
5000
820 8.40 8.60 8.80 9.00
o} m/z 55.10 62.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69
55
a1 111
5000 IS LN L RN
126 8.0 840 8.60 8.80 9.00
m/z 41.10 54.63%
m/z--> 40 60 100 120 140 160 180 200
Abundance
69
41 55 RIS SR RS
8.20 8.40 8.60 8.80 9.00
5000 83 111 m/z 95.10 52.21%
29
97 125 140
S S S S UL L LA LIRS B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11580: Cyclohexane, 1,1,2-trimethyl- A Ea e
69 8.20 8.40 8.60 8.80 9.00
m/z 111.10 41.51%
41 55 111
5000
83
27 126
98
m/z--> 20 40 60 80 100 120 140 160 180 200 8.0 840 8.60 8.80 9.00

8270-BF121417 .M Wed Dec 27 14:55:57 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 15 1,4 Benzodioxan-6-amine Concentration Rank 4

R.T. EstConc Relative to ISTD

405537 Naphthalene-d8

MW  MolForm

4 Benzodioxan-6-amine

ORWN P
Ne O
-

7-Octadien-4-one, 2,6-dimethyl.._.
ans,cis-2,8-Dimethylspiro[5.5]--.
-(2-Methylcyclohex-1-enyl)-but-. ..
6-(5-Methyl-furan-2-yl)-hexan-2-one

151 C8HONO2
152 C10H160
180 C13H24

164 C11H160
180 C11H1602

022013-33-8 58
006752-80-3 47
095472-52-9 47
1000188-10-0 46
1000185-87-5 43

Abundance Scan 1123 (8.692 min): BF101738.D (-1119) (-) m/z 95.10 100.00%
5000
8.40 8.60 8.80 9.00
01 m/z 151.20 78.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24832: 1,4 Benzodioxan-6-amine
151
95
5000 LA L L L L L LB
8.40 8.60 8.80 9.00
67 m/z 55.10 64.01%
ol 15 28 ‘1 52 80 | 106 124136 |
N B o o o o B I . B o o o o o o o)
m/z--> 20 40 80 100 120 140 160 180
Abundance
95
R EEREEEE R RS R R
8.40 8.60 8.80 9.00
5000 m/z 81.10 61.64%
41 67 109 152
31 57 81 137
O+ T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45745: trans,cis-2,8-Dimethylspiro[5.5]undecane T
9% 8.40 8.60 8.80 9.00
m/z 41.10 47 .81%
81
5000 55 137
67
110 ” 180
| Y 151 165 |
O+ e T e e R N REEE SRS R
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF121417 .M Wed Dec 27 14:55:58 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 16 1,1"-Bicyclohexyl Concentration Rank 6

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

8.83 7.01 ng 336475 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,17-Bicyclohexyl 166 C12H22 000092-51-3 59
2 Glutaric acid, di(trans-hex-3-en... 296 C17H2804 1000359-93-8 59
3 Succinic acid, di(cis-hex-3-enyl... 282 C16H2604 1000353-42-2 53
4 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 46
5 Glutaric acid, di(cis-hex-3-enyl... 296 C17H2804 1000359-97-9 45

Abundance Scan 1146 (8.828 min): BF101738.D (-1145) (-) m/z 82.10 100.00%
8p
55
67
5000
41
g7 109 133 149 166 178 103 840 860 880 9.00 9.20
o m/z 55.10 70.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35160: 1,1'-Bicyclohexyl
82
55 67
5000 LA R AR UL LA
a1 166 8.40 860 880 9.00 9.20
m/z 67.10 55.00%
ob1s 2 | | | 96109 154 138 151
m/z--> 20 Jo eb éo 100 120 140 160 180 200 220
Abundance
82
840 8.60 8.80 9.00 9.20
5000 67 m/z 83.10 48.83%
55 115
41
o 29 97 133 197 215
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #129128: Succinic acid, di(cis-hex-3-enyl) ester T
82 840 8.60 8.80 9.00 9.20

m/z 41.10 33.02%

67
5000
55
41 101
29 ‘ ‘ 119 201

NN NU S SN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20

8270-BF121417 .M Wed Dec 27 14:55:59 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 17 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3

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

8.89 13.07 ng 627781 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 98
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 58
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 55

Abundance Scan 1157 (8.892 min): BF101738.D ( 1154) (-) m/z 118.10 100.00%
1
160
5000
8.60 8.80 9.00 9.20
ol 177 194206 m/z 145.10 99.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
5000 N AN AN AR RS
160 8.60 8.80 9.00 9.20
o 129 m/z 160.10  71.80%
28 39 51 g5 /7 ‘ 103
0 ..1.5|.‘l‘. .‘l‘..“k.|‘l‘.‘.‘.h‘|..‘..|‘...l‘lu‘.h‘..|“.‘...l‘....luuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
8.60 8.80 9.00 9.20
5000 m/z 117.10 46.10%
o 51 65 77 91 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2, 7-dimethyl- e R e
118 8.60 8.80 9.00 9.20
160 m/z 105.10 38.32%
145
5000
51 77 9 129
63
Ouuulu‘.‘..‘l‘ ‘I\ M ”|....|...H‘l..ﬁl.|”.‘...‘l‘....luuuuluuuu AR ma
m/z--> 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF121417 .M Wed Dec 27 14:56:00 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 18 cis, cis-3-Ethylbicyclo[4.4... Concentration Rank 7

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

8.95 6.58 ng 316204 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis, cis-3-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-42-2 64
2 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 50
3 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 50
4 1-Propanone, 2-methyl-1-(octahyd... 208 C14H240 066708-25-6 47
5 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 42

Abundance Scan 1167 (8.951 min): BF101738 D (-1164) (-) m/z 95.10 100.00%
g1 %
109
5000 69
41 R
53 860 880 9.00 9.20
ol B 193 208 m/z 137.10  98.80%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #35203: cis, cis-3-Ethylbicyclo[4.4.0]decane
81 137
95
166
5000 67 IR S R R
55 8.60 8.80 9.00 9.20
109 m/z 81.10 83.40%
‘ | | 1
O e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
81 IR S R R
55 95 8.60 8.80 9.00 9.20
5000 m/z 109.10 66.63%
2 109 123 =’
o 150 163 177 192
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #35206: cis,trans-3-Ethylbicyclo[4.4.0]decane B B R
137 8.60 8.80 9.00 9.20
81 m/z 69.10 50.23%
95
5000 166
5 67
O ety }??'}%% 'HI"' S REABSRRREN SRS IR SR R R
miz-> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF121417 .M Wed Dec 27 14:56:01 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122617\

Data File : BF101738.D

Acq On : 27 Dec 2017 2:27

Operator : SJ/JU

ﬁ?ggle i 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 19 unknown9.09 Concentration Rank 10

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

9.09 5.31 ng 526889 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 49
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 49
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 49
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 43
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 43

Abundance Scan 1191 (9.092 min): BF101738.D (-1187) (-) m/z 57.10 100.00%

5000

i

8.80 9.00 9.20 9.40

o m/z 71.10 89.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin c
i
95 112
5000 LA L L L L LB LB
8.80 9.00 9.20 9.40
m/z 43.10 63.06%
. Hm 173191 216 245 312 342
RARTRTRRSI LR ”.u.””.uqu”.”.uu.”.”u.u.””.u.nupn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R N REEE SRS RS
8.80 9.00 9.20 9.40
5000 m/z 85.10 33.58%
o 13 44 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71405: Dodecane, 2,6,10-trimethyl- B R e
57 8.80 9.00 9.20 9.40
m/z 145.10 33.33%
5000
29 85
o L] 18 155 183 206
T e e [ e e e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 8.80 9.00 9.20 9.40

8270-BF121417 .M Wed Dec 27 14:56:02 2017 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF122617\
Data File : BF101738.D
Acg On : 27 Dec 2017 2:27 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?22Ie - 17037-01 NJ-221-OILY-STONES
ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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... 5.02 7.5 ng 300058 1 6.79 796927 20.0
unknown6 .56 6.56 84.5 ng 3365980 1 6.79 796927 20.0
Naphthalene, 1,2,... 7.90 3.5 ng 167028 2 8.07 960649 20.0
Naphthalene, deca... 7.96 2.5 ng 119952 2 8.07 960649 20.0
cis,cis-1,6-Dimet... 8.16 2.2 ng 106980 2 8.07 960649 20.0
cis, cis-2-Ethylb... 8.35 6.0 ng 289969 2 8.07 960649 20.0
cis,trans-2-Ethyl ... 8.40 2.3 ng 108038 2 8.07 960649 20.0
unknown8 .45 8.45 4.3 ng 205518 2 8.07 960649 20.0
unknown8 .50 8.50 4.7 ng 225604 2 8.07 960649 20.0
Naphthalene, 1,2,... 8.57 4.0 ng 191964 2 8.07 960649 20.0
Cyclohexane, 1,2,... 8.60 5.3 ng 255311 2 8.07 960649 20.0
1,4 Benzodioxan-6... 8.69 8.4 ng 405537 2 8.07 960649 20.0
1,1"-Bicyclohexyl 8.83 7.0 ng 336475 2 8.07 960649 20.0
Naphthalene, 1,2,... 8.89 13.1 ng 627781 2 8.07 960649 20.0
cis, cis-3-Ethylb... 8.95 6.6 ng 316204 2 8.07 960649 20.0
unknown9 .09 9.09 5.3 ng 526889 3 9.85 1986150 20.0
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