LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 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-BF070220.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 5.445 567 571 575 rBVY 1703680 1677497 74.80% 8.916%
2 6.469 740 745 748 rBVY 1883071 1700389 75.82% 9.037%
3 6.845 806 809 814 rVB 1314150 1127908 50.29% 5.995%
4 7.004 832 836 839 rVB 1894574 1516779 67.63% 8.061%
5 7.245 874 877 880 rBV 269412 252190 11.24% 1.340%

7.381 895 900 901 rBv4 135963 200803 8.95% 1.067%
7.404 901 904 907 rVvB 1295292 1068760 47.65% 5.680%
7.498 915 920 923 rBVv3 318318 362527 16.16% 1.927%
7.551 923 929 931 rBV6 129368 242738 10.82% 1.290%
7.634 936 943 945 rvVv 505318 581670 25.94% 3.091%

=
QO ~NO®

11 7.657 945 947 951 rVvV2 484237 439343 19.59% 2.335%
12 7.728 955 959 965 rvv 457971 556021 24.79% 2.955%
13 7.775 965 967 973 rvB3 718098 791121 35.27% 4_.205%
14 8.004 1004 1006 1008 rBVvV2 182764 183403 8.18% 0.975%
15 8.039 1009 1012 1016 rVvB4 225625 323232 14.41% 1.718%

16 8.081 1016 1019 1023 rBV 552515 613599 27.36% 3.261%
17 8.134 1023 1028 1034 rVvV2 1510656 2242762 100.00% 11.920%
18 8.186 1035 1037 1040 rVB2 465455 466047 20.78% 2.477%
19 8.222 1040 1043 1045 rBV3 217594 220786 9.84% 1.173%
20 8.369 1066 1068 1071 rBV 322438 339584 15.14% 1.805%

21 8.434 1071 1079 1081 rBV5 569393 1247228 55.61% 6.629%
22 8.598 1105 1107 1111 rBV3 386402 656822 29.29% 3.491%
23 15.504 2278 2281 2292 rVB2 1043628 2004039 89.36% 10.651%

Sum of corrected areas: 18815248
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On : 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF070220.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF120847.D
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Abundance TIC: BF120847.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Naphthalene, decahydro-, tr... Concentration Rank 8

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

7.25 4_47 ng 252190 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 98
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 97
3 1.17-Bicvclopentvl 138 C10H18 001636-39-1 91
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 89
5 Spiro[4.5]decane 138 C10H18 000176-63-6 89

Abundance Scan 878 (7.251 min): BF120847.D (-874) (-) m/z 67.00 100.00%
67 138
82 96
5000 41
2 109 U IS L L I
| ”| | || | | 123 150 7.00 7.20 7.40 7.60
o R A T PR W N O Y | N m/z 138.10 94.47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16924: Naphthalene, decahydro-, trans-
67 138
82
41 %
5000
55 7.00 7.20 7.40 7.60
27 109 m/z 68.10 76.26%
0"I"'W""I"”I'"'I"'I'Z?'I"”I""I'”'I""}?ﬁ'l"'P"'I"'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
67 o % 138
7.00 7.20 7.40 7.60
5000 41 55 m/z 96.05 69.98%
109
o 29 75 123
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16865: 1,1'-Bicyclopentyl I R M
68 7.00 7.20 7.40 7.60
82 % m/z 82.10 68.98%
5000 41
138
55
7 ‘ 109
0“|“A|““h““rﬂ“l“' ”“”L'W”JW“'W”'j?ﬁW'”W'”W'”W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Adamantane Concentration Rank 11

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

7.50 3.23 ng 362527 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 96
2 2.5-Methano-1H-indene. octahvdro- 136 C10H16 019026-94-9 81
3 Bicvclol3.2.0Theptane. 6-methvlene- 108 C8H12 003642-22-6 62
4 Tricvclol4.4.0.0(2.8)1decane 136 C10H16 049700-59-6 46
5 _gamma.-Terpinene 136 C10H16 000099-85-4 43

Abundance Scan 920 (7.498 min): BF120847.D (-915) (-) m/z 136.10 100.00%
136
a0 P 69 79 g
5000 105
125
148 7.20 7.40 7.60 7.80

1
o 288 w7z B5.000 72.10%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #15679: Adamantane
136
79
93
5000 LA L L L L L L L
7.20 7.40 7.60 7.80
0
H ‘ ‘ 107 121 m/z 69.05 67.56%
N “w Ll ,....,...M,....,‘.... S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
136
79 IIIIIIIIIIIIIIIIIIIIIII
94 7.20 7.40 7.60 7.80
5000 67 m/z 79.00 67.33%
41 121
107
27 53
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5503: Bicyclo[3.2.0]heptane, 6-methylene-
93 7.20 7.40 7.60 7.80
79 m/z 41.10 63.89%
5000 39
67
108
53 ‘ ‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknown7.55 Concentration Rank 14

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

7.55 2.16 ng 242738 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1-methvl-1-(2-meth... 138 C10H18 074764-47-9 45

1-(1-PropvnvD)cvclohexanol 138 C9H140 000697-37-0 38
3 2-Cvclohexene-1-carboxaldehyde. ... 152 C10H160 000432-24-6 38
4 Cvclohexanone. 2-methvl-5-(1-met... 152 C10H160 005948-04-9 38
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 35
Abundance Scan 929 (7.551 min): BF120847.D (-923) (-) m/z 95.05 100.00%
55 95
41 81
69 105
5000 123 151
139 e e AR R R R s
‘ Ul el s L 720 T.40 760 780
NN 11 11 0T Y AT m/z 55.05 88.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17003: Cyclopentane, 1-methyl-1-(2-methyl-2-propeny!)-
81 95 23
41 67
5000 55 A NI L IR L
138 7.20 7.40 7.60 7.80
‘ 109 m/z 57.10 82.37%
Onlnnlnn‘lnn“‘u ‘\H\ H‘ H‘l‘llll‘l‘lllllll|‘|||||||l|||||||||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
A NI L IR L
7.20 7.40 7.60 7.80
5000 m/z 81.00 74 _.17%
82
39 55 67 100 123
ol 15 21 138
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25302: 2-Cyclohexene-1-carboxaldehyde, 2,6,6-trimethyl- AT
81 123 7.20 7.40 7.60 7.80
41 m/z 41.10 71.33%
5000 27 94
109
\\\ \\ T O
O”P'”P”W”'IH “ “””'”"”'”“P”J'”'””P'”P”W' AL L IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Heptafluorobutanoic acid, 1... Concentration Rank 6

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

7.63 5.19 ng 581670 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. l-adam... 362 C15H17F702 1000282-96-9 80
2 1-Adamantanethiol. S-methacrvlovl- 236 C14H200S 1000358-48-9 72
3 l1-Bromoadamantane 214 C10H15Br 000768-90-1 72
4 N-Adamantan-1-vImethvl-2-chloro-... 348 C18H21CIN203 227327-87-9 72
5 1-Adamantanecarboxylic acid chlo... 198 C11H15CIO 002094-72-6 72

Abundance Scan 942 (7.628 min): BF120847.D (-936) (-) m/z 135.05 100.00%
5000
93
| | ‘ 107119 150 ;oo 7.20 7.40 7.60 7.80 8.00
0,....','...'” .I..II|| S N W m/z 93.00 28 _27%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #191490: Heptafluorobutanoic acid, 1-adamantylmethyl ester
135
5000
7.20 7.40 7.60 7.80 8.00
79 o3 m/z 79.00 17.97%
oL 2041 8567 | | 107110 | 149 169 183 200
mz-> 20 40 60 80 100 120 150 160 180 200 220 240
Abundance
135
7.20 7.40 7.60 7.80 8.00
5000 m/z 41.10 13.10%
o9 41 55 67 79 93 107449 236
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72225; 1-Bromoadamantane R B R
135 7.20 7.40 7.60 7.80 8.00
m/z 136.10 12.09%
5000
29 41 55 67 “ | 107459 157
miz-> 20 45 60 80 100 120 140 160 180 200 220 240 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Naphthalene, decahydro-2-me... Concentration Rank 10

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

7.66 3.92 ng 439343 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 95
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 95
3 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 87
4 Cvclodecene. 1-methvl- 152 C11H20 066633-38-3 87
5 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 64

Abundance Scan 947 (7.657 min): BF120847.D (-945) (-) m/z 81.10 100.00%
g1
67 95
152
5000 a =
137
109 e e e
| ! ‘ | || 1T3 167 7.40 7.60 7.80 8.00
o} SRS TN A | M) N NN | SN S S | S L A m/z 67.00 79.44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25446: Naphthalene, decahydro-2-methyl-
41 67 81 152
95
55
27
5000 L L RN UL L
137 740 7.60 7.80 8.00
109 m/z 95.05 73.80%
‘ ‘ 123
OHVWWHHLL4“M'MW“ML“WNAVHWH“VLW“JV“W““P“T“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81
67 95 U L S IR
41 55 152 7.40 7.60 7.80 8.00
5000 m/z 152.10 64 .24%
137
29 109
123
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25433: cis-Decalin, 2-syn-methyl-
8 95 7.40 7.60 7.80 8.00
67 m/z 55.05 52.70%
41
5000 55
110 152
29
H ‘ 1 HM m ‘\ Ll i T 1?7 L
S B A RN N AR LA LA AN AR LARAS BALR ALY SR LARAN LA U UL S U L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 1,4-Dimethyladamantane Concentration Rank 7

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

7.73 4.96 ng 556021 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvladamantane 164 C12H20 024145-89-9 72
2 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 58
3 Tricvclol3.3.1.1(3.7)1decanone. ... 276 C10H1310 056781-86-3 47
4 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 45
5 1H-S-Triazolo[1,5-a]pyridin-4-iu... 149 C7H7N30 013980-64-8 42

Abundance Scan 959 (7.728 min): BF120847.D (-955) (-) m/z 149.05 100.00%
149
5000 A\ 4}\}\
107 L I I U
55 ‘ 133 | 164 740 7.60 7.80 8.00
o...,....',J...-l.,.-l.-..l','..'..,....,....,. b || M7z 93.00 30 88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33750: 1,4-Dimethyladamantane
149
5000
93 7.40 7.60 7.80 8.00
55 79 | 107 164 m/z 107 .05 18.80%
av | Ll s
o SR Y N Y S S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
149
740 7.60 7.80 8.00
5000 93 m/z 150.10 12.93%
107
27 tes 79 121 164
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123705: Tricyclo[3.3.1.1(3,7)]decanone, 4-iodo-, (1.alpha...
149 7.40 7.60 7.80 8.00
121 m/z 41.10 10.92%
79
5000
93
4155‘
0"W'”'P'NIL'M'A'P'”I”'W'”'"”I”"'”"'”I“'W'z?? RS L L U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 1-Methyldecahydronaphthalene Concentration Rank 3

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

7.77 7.05 ng 791121 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 98
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 98
3 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 83
4 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 000464-48-2 70
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 68

Abundance Scan 966 (7.769 min): BF120847.D (-965) (-) m/z 67.00 100.00%
g7 95
41 o 152
5000
137
109 thna A A
‘ “ | | ‘ |‘ || 123 164 7.40 7.60 7.80 8.00 8.20
Obrprrral el ol el R Tm/z 81.00  92.46%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25436: 1-Methyldecahydronaphthalene
4 67
95
55 81 152
5000 SRS U RN LR
137 7.40 7.60 7.80 8.00 8.20
‘ 109 ‘ m/z 95.10 85.62%
Or e e T e ”'M”'W””I””I”“P'”P'”P”'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41 67
95 o
55 81 152 740 7.60 7.80 8.00 8.20
5000 m/z 82.05 76.87%
137
109
123
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25450: trans-4a-Methyl-decahydronaphthalene
95 7.40 7.60 7.80 8.00 8.20
m/z 152.10 62.47%
67 81 137 152
5000 55 109
‘ 123
0'P'”P”'Pm'PJW'”“j”ﬁﬁJW”'W”'WL”I”HI””P'”P'”P”'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Naphthalene, decahydro-2,6-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

804 28ng 323232  Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene. decahvdro-2.6-dimet... 166 C12H22 001618-22-0 78
2 2(1H)-Naphthalenone. octahvdro-8... 166 C11H180 001197-95-1 62

3 Cvclohexene.l-hexvl- 166 Cl1l2H22 003964-66-7 52
4 Naphthalene. decahvdro-1.6-dimet... 166 C12H22 001750-51-2 47
5 Imidazole-5-pentanoic acid 168 C8H12N202 1000126-21-5 38
Abundance Scan 1012 (8.039 min): BF120847.D (-1009) (-) m/z 81.10 100.00%
i 166
67
5000 55
a1 133
109 151 R
119 7.80 8.00 8.20 8.40
o} m/z 166.10 81.35%
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-dimethy!-
81 95
166
55 67
5000 41
109 151 7.80 8.00 8.20 8.40
0,
29 ‘ 123 137 ‘ m/z 95.10 78.24%
0..,....,...‘.‘,....‘il‘...,.‘H‘.,..‘..‘}‘...‘.‘ﬂ.a.. T ‘....,.‘a..,...‘:,....,l...,...‘.,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55 95
67
81 LA L L L L L LB
166 7.80 8.00 8.20 8.40
5000 109 ;o4 m/z 67.00 70.82%
133 151
0 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35169: Cyclohexene,1-hexyl- L E i
il 7.80 8.00 8.20 8.40
m/z 55.10 49_41%
67 96
5000 a1
55
NSOV S A~ S N
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Cyclohexanone, 2-(2-butynyl)- Concentration Rank 5

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

8.08 5.47 ng 613599 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2-(2-butvnvl)- 150 C10H140 054166-48-2 83
2 Cvclohexene. 2-ethenvl-1.3.3-tri... 150 C11H18 005293-90-3 74
3 4-Hvdroxv-3-methvlacetophenone 150 C9H1002 000876-02-8 58
4 p-Cvmen-7-ol 150 C10H140 000536-60-7 58
5 2-Methyladamantane 150 C11H18 000700-56-1 58

Abundance Scan 1019 (8.081 min): BF120847.D (-1016) (-) m/z 135.10 100.00%
150
5000 79
67 93 107
4 55 11 7.80 8.00 820 8.40
o il 387 182 727150.10 ¢ 56.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23760: Cyclohexanone, 2-(2-butynyl)-
135
55
5000 79 150
M 03 7.80 8.00 8.20 8.40
27 H 67 107 o, m/z 79.00 45 _.73%
18
o) SN 1 NP O 11 JH“ Al il l,.‘.ﬂ. SRR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135
780 800 820 8.40
5000 93 m/z 107.00 26.46%
41 55 79 107 150
27 67 121
S L S B UL WL L UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24469: 4-Hydroxy-3-methylacetophenone
135 7.80 8.00 8.20 8.40

m/z 93.05 25.50%

5000 150

77 107
15277 ®s3e || o | i

m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Pyridine, pentamethyl- Concentration Rank 9

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

8.19 4.16 ng 466047 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 72
2 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 49
3 1.4-Dimethvladamantane 164 C12H20 024145-89-9 49
4 1.4-Dimethvladamantane 164 C12H20 024145-88-8 43
5 Cyclohexane, 1,1,4,4-tetramethyl... 164 C12H20 1000154-20-4 42

Abundance Scan 1038 (8.192 min): BF120847.D (-1035) (-) m/z 149.10 100.00%
149
5000
93 ]
41 57 67 79 107 164 7.80 8.00 8.20 8.40 8.60
121 - - : - -
ol el kL1400 U 182 1 93 10 28.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23354: Pyridine, pentamethyl-
149
A
5000 [ A A L I R
7.80 8.00 8.20 8.40 8.60
93 134 m/z 57.10 13.73%
P8 e T 107 121 |
) NSNS I | NI I VS E— |‘||||||||||||||||||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
149
7.80 8.00 8.20 840 8.60
5000 93 m/z 107.10 12.85%
107
20 M 55 67 79 121 164
0'}?|”"|"'w""|'”'|""w"'|"”|""|'”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33750: 1,4-Dimethyladamantane T
149 7.80 8.00 8.20 8.40 8.60
m/z 41.10 11.51%
5000 93
55 67 81 107 164
121
0...,....,”.m,.b.Jw..:: hu.ﬂ..%%,.ﬁ.,.... — T
m/z--> 20 40 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Tricyclo[4.3.1.1(3,8)]Jundec... Concentration Rank 12

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

8.37 3.03 ng 339584 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 59
2 Tricvclol4.3.1.1(3.8)1lundecane. ... 228 C11H17Br 021898-96-4 56
3 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 52
4 1.4-Dimethvladamantane 164 C12H20 024145-89-9 50
5 Tricyclo[4.3.1.1(3,8)]Jundecane, ... 184 Cl1l1H17CI 027011-46-7 43

Abundance Scan 1068 (8.369 min): BF120847.D (-1066) (-) m/z 149.10 100.00%
149
5000
93
121 164 8.00 8.20 8.40 860 8.80
o...,....','-...'.,.-'...'|,'...".,.:..,-..??‘,3. e m/z 93.10 28.58%
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #23354. Pyridine, pentamethyl-
149
5000 SRS RS RARRE RN
8.00 8.20 8.40 860 8.80
93 134 m/z 79.05 18.32%
WAV | W |
oL— |||||||||‘|||‘|||||‘|||‘|||||‘||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
8.00 820 8.40 8.60 8.80
5000 m/z 107.10 14.18%
93
67 79 107
42 54 121 228
O o e e o e e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33749: Adamantane, 1,3-dimethyl- L B E L o
149 8.00 8.20 8.40 860 8.80
m/z 150.10 11.77%
5000 93
107
15 29 55 67 79 ‘ 121 164
0IIIII\I\II‘IIIIHIII\\IIIHI‘II‘I\IIIIII\IIII ||‘|| l::: A mmaEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 2

Peak Number 13 1,3,5-Trimethyladamantane

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

8.43 11.12 ng 1247230 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 53
2 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 49
3 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 46
4 2-Propenal. 3-(2.6.6-trimethvl-1... 178 C12H180 004951-40-0 41
5 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 38

Abundance Scan 1078 (8.428 min): BF120847.D (-1071) (-) m/z 81.05 100.00%
163
177
5000 107 121 137
102 8.00 8.0 840 8.60 8.80
01 m/z 95.10 99.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #44120: 1,3,5-Trimethyladamantane
163
5000 107 R AR RN A
8.00 8.20 840 8.60 8.80
m/z 163.10 83.10%
5% 67 79 % 121 135 149 178
0.....‘. .“.‘..H...‘. .‘l.. —— ———t ....‘....
miz--> 4 60 8 100 120 140 160 180
Abundance
163
8.00 8.20 840 8.60 8.80
5000 107 m/z 177.10 72 .62%
55 g7 81 96
121 135 149 178
R T T T e e Bt T e o o AT
m/z--> 45 65 85 100 120 1&0 160 1é0 '
Abundance #44119: 1,3,4 Trlmethyladamantane LI L L L L B N BB
163 8.00 8.20 840 8.60 8.80
m/z 55.10 70.06%
5000 107
%3 149
121 178
OIIIIII\‘III\H H‘ ||||||||||:!-3|5|||||||||||||||| R o o S MR
m/z--> 40 80 100 120 140 160 180 8.00 8.20 840 8.60 8.80

8270-BF070220.-M Mon Jul 13 04:43:47 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120847.D

Aca On 10 Jul 2020 23:02

Operator : JU/CG

Sample : L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 1,3,6-Trimethyladamantane Concentration Rank 4

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

8.60 5.86 ng 656822 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 58
2 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 53
3 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 50
4 2-Propenal. 3-(2.6.6-trimethvl-1... 178 C12H180 004951-40-0 47
5 1,3,3-Trimethyl-2-(2-methyl-cycl... 178 C13H22 285129-06-8 42

Abundance Scan 1107 (8.598 min): BF120847.D (-1105) (-) m/z 163.10 100.00%
163
5000 107
81 95
41 55 67 121
133 178 191 8.20 8.40 8.60 8.80 9.00
(o} RN T | m/z 107.10 45 _.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #44118: 1,3,6-Trimethyladamantane
163
5000 107 SR RS RS LR
820 8.40 8.60 8.80 9.00
55 67 m/z 81.10 35.25%
\ ‘ M 121 135 149 178
0...|. \ ll\‘H \M .‘.‘..“...‘.l..‘..l....‘l....l
m/z--> 40 120 140 160 180
Abundance
163
8.0 840 8.60 8.80 9.00
5000 107 m/z 95.10 33.79%
55 g7 79 93 121 935 149 178
O T T T T T T T
m/z--> Jo éo 85 160 150 150 160 1é0 '
Abundance #44119: l,3,4—Trimethy|adamantane TT T T T T T T[T T T T[T T T T TT
163 8.20 8.40 8.60 8.80 9.00
m/z 164.10 27 .50%
5000 107
93
55
67 8l 121 149 178
OIIIIIII\‘ |||||||||||||||||:!-3|5|||||||||||||||| R e e e e S REEEE
m/z--> 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00

8270-BF070220.-M Mon Jul 13 04:43:49 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071020\
Data File : BF120847.D

Acq On 10 Jul 2020 23:02

Operator : JU/CG

Sample - L3255-08 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070220_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]
Naphthalene, deca... 7.25 4.5 ng 252190 1 6.85 1127910 20.0
Adamantane 7.50 3.2 ng 362527 2 8.13 2242760 20.0
unknown? .55 7.55 2.2 ng 242738 2 8.13 2242760 20.0
Heptafluorobutano. .. 7.63 5.2 ng 581670 2 8.13 2242760 20.0
Naphthalene, deca... 7.66 3.9 ng 439343 2 8.13 2242760 20.0
1,4-Dimethyladama. .. 7.73 5.0 ng 556021 2 8.13 2242760 20.0
1-Methyldecahydro. .. 7.77 7.0 ng 791121 2 8.13 2242760 20.0
Naphthalene, deca... 8.04 2.9 ng 323232 2 8.13 2242760 20.0
Cyclohexanone, 2-... 8.08 5.5 ng 613599 2 8.13 2242760 20.0
Pyridine, pentame... 8.19 4.2 ng 466047 2 8.13 2242760 20.0
Tricyclo[4.3.1.1(.-.. 8.37 3.0 ng 339584 2 8.13 2242760 20.0
1,3,5-Trimethylad. .. 8.43 11.1 ng 1247230 2 8.13 2242760 20.0
1,3,6-Trimethylad. .. 8.60 5.9 ng 656822 2 8.13 2242760 20.0
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