LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc :

ALS Vvial : 18 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 : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128138.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.528 546 551 554 rBV 1739556 1825301 98.42%  8.480%
2 6.534 717 722 725 rBV 1873577 1854540 100.00% 8.616%
3 6.904 781 785 788 rBV 617793 482346 26.01% 2.241%
4 7.469 876 881 884 rBV 1422912 1235362 66.61% 5.739%
5 8.128 990 993 996 rBV2 64104 69598 3.75% ©.323%
6 8.187 1000 1003 1006 rVV 830259 666438 35.94%  3.096%
7 8.234 1008 1011 1014 rVB3 107273 98263 5.30% 0.457%
8 8.422 1039 1043 1045 rBV3 82732 102610 5.53% 0.477%
9 8.475 1049 1052 1055 rVB3 103384 132039 7.12% 0.613%
10 8.569 1064 1068 1070 rBv4 75401 115488 6.23% 0.537%
11  8.622 1075 1077 1079 rVV2 108211 96654 5.21% 0.449%
12 8.645 1079 1081 1084 rVB 129421 114735 6.19% 0.533%
13 8.687 1085 1088 1090 rBV 103059 90329 4.87% 0.420%
14 8.716 1090 1093 1095 rBV3 91856 118808 6.41% ©.552%
15 8.769 1099 1102 1105 rVB2 93004 95993 5.18% 0.446%
16 8.804 1105 1108 1110 rBV2 122237 146281 7.89% 0.680%
17 8.957 1131 1134 1137 rBV3 144036 177171  9.55% 0.823%
18 9.010 1141 1143 1144 rBV2 116997 99536 5.37% 0.462%
19 9.063 1149 1152 1155 rVB4 160330 192748 10.39% 0.895%
20 9.181 1169 1172 1173 rBV2 153277 145530 7.85% 0.676%
21  9.198 1173 1175 1181 rVB2 343747 321802 17.35%  1.495%
22 9.263 1181 1186 1190 rBV 1932885 1832859 98.83% 8.515%
23 9.304 1190 1193 1195 rBV3 155924 178965 9.65% 0.831%
24 9.339 1195 1199 1202 rBV3 540964 799501 43.11% 3.714%
25 9.575 1236 1239 1241 rBvV4 493898 542584 29.26% 2.521%
26 9.610 1242 1245 1250 rVB 918023 1092813 58.93% 5.077%
27 9.651 1250 1252 1256 rBV3 768790 1126622 60.75% 5.234%
28 9.810 1276 1279 1281 rBV3 613660 684210 36.89% 3.179%
29 9.857 1284 1287 1290 rVB4 1007500 1140218 61.48% 5.297%
30 9.951 1298 1303 1306 rVB4 1055195 1506847 81.25% 7.001%

31 9.981 1306 1308 1310 rBV3 418337 419822 22.64%
32 10.363 1371 1373 1375 rBV 771144 646422 34.86%
33 13.045 1826 1829 1835 rVB 1298094 1353589 72.99%
34 14.092 2004 2007 2023 rVB 608763 991784 53.48%
35 14.563 2084 2087 2090 rVB 392270 333474 17.98%
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36 15.192 2191 2194 2198 rVB 87948 94391 5.09%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS Vvial : 18 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 : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.586 2256 2261 2268 rVB 424102 527373 28.44%  2.450%
38 16.033 2333 2337 2344 rVB 46192 71730 3.87% 0.333%

Sum of corrected areas: 21524776
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF128138.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 1,4-Dimethyladamantane (iso... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.422 3.08 ng 102610 Naphthalene-d8 8.187

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 64
2 Added stereo to name 164 C12H20 024145-88-8 58
3 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 52
4 Pyridine, pentamethyl- 149 C1@H15N 003748-83-2 46
5 Added stereo to name 164 C12H20 024145-89-9 41

Abundance Scan 1043 (8.422 min): BF128138.D\data.ms (-1039) (-) m/z 149.15 100.00%

149.2
5000
93.0
REmAR R e S
‘ H ‘ 180.2 8.00 8.20 8.40 8.60 8.80
0 m_mhmhw ‘ M : w al _u‘wu‘mw m/z 93.05  28.24%
m/z--> 20 60 80 100 120 140 160 180
Abundance #39800. 1,4-Dimethyladamantane (isomer 1)
149.0
5000 L LA L B R
41.0 93.0 8.00 8.20 8.40 8.60 8.80
m/z 95.10  25.48%
67.0
O \\\-‘O\H\ \“ \ T \‘\‘\“\‘\ \““\ \‘\ \ ‘ \‘\ \]_\2‘1\\0\ T ‘ T \‘\ T ‘ T T ‘ T
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Abundance #39760: Added stereo to name
149.0
AR EmmmEEE SR
8.00 8.20 8.40 8.60 8.80
m/z 165.15 24.03%
5000 93.0 /
55.0
‘ ‘ ‘ 1210
bl At [ T R
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39778: Adamantane, 1,3-dimethyl- Ramaa
149.0 8.00 8.20 8.40 8.60 8.80
m/z 79.10  21.53%
5000 93.0
41.0
121.
0 ‘1‘5‘?““‘““"‘w“m““““"‘u‘:H‘M(‘)H_Hw!”w” N ——
m/z--> 20 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80

8270-BF042222.M Mon May 09 11:54:39 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown8.475 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.475 3.96 ng 132039 Naphthalene-d8 8.187

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyl-4-(5-methylfuran-2-... 177 C10H11NO2 1000411-58-9 43
2 1,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 37
3 Silane, monochloride, methylviny... 220 C10H21Cl0Si 1000416-92-3 35
4 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 32
5 3-Fluoro-4-(1H-imidazol-1-yl)phe... 177 C9H8FN3 190200-19-2 30

Abundance Scan 1052 (8.475 min): BF128138.D\data.ms (-1049) (-}  m/z 177.20 100.00%
177.2

81.1
121.1
5000 a1l
G e
45.2 8.20 8.40 8.60 8.80
01 m/z 81.10 52.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51722: 3,5-Dimethyl-4-(5-methylfuran-2-yl)-1,2-oxazole
43.0 177.0
: 108.0
5000 LA L B L LA LA R
8.20 8.40 8.60 8.80
79.0 .
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15.0 ‘
O \\‘\‘\h\\‘W\\“\‘\‘H‘\\}M‘\\H\‘\‘\\\\‘\\\H“\\\\‘\\\\“\\\\‘\\\
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Abundance #66989: 1,3,5,7-Tetramethyl-adamantane
177.0
O
8.20 8.40 8.60 8.80
5000 121.0 m/z 95.10 47 .64%
55.0 91.0
NS 0T -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #98251: Silane, monochloride, methylvinyl(2,4-dimethylpe A RRARERRRRREEERS S
177.0 8.20 8.40 8.60 8.80
m/z 41.10 40.38%
5000 105.0
9.0 149.0
ol 20 530 || g0 | s oMt
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown8.569 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.569 3.47 ng 115488 Naphthalene-d8 8.187

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Adamantanemethylamine 165 C11H1SN 017768-41-1 45
2 Silane, (2-methoxyphenyl)trimethyl- 180 C10H160Si 000704-43-8 43
3 2-n-Propyladamantane 178 C13H22 014451-88-8 42
4 1-Adamantanemethanol 166 C11H180 000770-71-8 42
5 Adamantane-1-carboxylic acid 180 C11H1602 000828-51-3 41

Abundance Scan 1068 (8.569 min): BF128138.D\data.ms (-1064) (-) m/z 135.05 100.00%
135.1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown8.622 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.622 2.90 ng 96654  Naphthalene-d8 8.187

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 6,6-... 194 C13H220 1000163-97-9 22
2 1-Methyl-1-hydroxymethyladamantane 180 C12H200 001200-78-8 20
3 1H-Purin-6-amine, N-methyl- 149 C6H7N5 000443-72-1 18
4 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 14
5 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 14

Abundance Scan 1077 (8.622 min): BF128138.D\data.ms (-1075) (-) m/z 149.15 100.00%
149.2
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Abundance #69337: Bicyclo[3.1.1]heptan-3-one, 6,6-dimethyl-2-(2-me
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Abundance #27172: 1H-Purin-6-amine, N-methyl- Rmaas R A
149.0 8.20 8.40 8.60 8.80 9.00
m/z 147.05 66.14%
93.0
5000 120.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1,3,5-Trimethyladamantane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.645 3.44 ng 114735 Naphthalene-d8 8.187

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 59
2 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 53
3 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 53
4 9H-Purin-6-amine,N,9-dimethyl- 163 C7HIN5 002009-52-1 47
5 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 42

Abundance Scan 1081 (8.645 min): BF128138.D\data.ms (-1079) (-} m/z 163.20 100.00%
168.2

5000 107.1 J\ Mm
79.1 133.1 e
411 8.40 8.60 8.80 9.00
0 “ ‘ \‘H M\H M | \‘\ Ly Ll 182'2 9
e m/z 107.10  46.55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
5000 107.0 T T T T T T T T
8.40 8.60 8.80 9.00
m/z 164.15 26.96%
2.0 79.0 135.0
0 H‘H‘M\“ \“\‘\ \H“‘\ \M“\ T H‘\ T “\ T \‘\-‘ T T T T \“ T
m/z--> 40 60 80 100 120 140 160 180
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane
1638.0
8.40 8.60 8.80 9.00
5000 107.0 ITI/Z 93.10 26.33%
>»0 790 | 1350 || 1920
Ob—— e e e e e e e
miz--> 40 60 80 100 120 140 160 180
Abundance #52973: 1,3,6-Trimethyladamantane O EAREEmaRsEEEEEEEE
1638.0 8.40 8.60 8.80 9.00
m/z 79.10 22.82%
5000 107.0
55.0 81.0
‘ ‘ LL 135.0
Y MU O e W AN A —
m/z--> 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown8.716

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8716 3.57ng 118808 Naphthalene-ds 8.187
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 CloH2e 053366-38-4 25

2 1-Hydroxymethyl-2-methyl-1-cyclo... 126 C8H140

3 Borane, 2,3-dimethyl-2-butyl- (d... 196 C12H30B2
4 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14

5 2- (Acetylmethylene)tetrahydrofuran 126 C7H1002

Abundance Scan 1093 (8.716 min): BF128138.D\data.ms (-1090) (-)
6 95.1 163.2

5000

029474-11-1 25
1000159-64-3 15
1000150-99-3 15
112595-65-0 15

m/z 95.10 100.00%

%

196.2 8.40 8.60 8.80 9.00
0! m/z 69.10  93.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41.0
5000 1110 L L L B B B BB |
8.40 8.60 8.80 9.00
m/z 163.20 93.42%
O\‘\h\\‘i“‘\\\ 1\“1\\\‘\\w\‘\\]\-\4‘0\0\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #13148: 1-Hydroxymethyl-2-methyl-1-cyclohexene J\
95.0
N R AR R,
8.40 8.60 8.80 9.00
67.0 9
m/z 55.10 92.05%
5000 410 /
L ‘ 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71559: Borane, 2,3-dimethyl-2-butyl- (dimer) e EEARmmEESs ST
41.0 69.0 8.40 8.60 8.80 9.00
m/z 41.10 79.92%
5000 111.0 M
196.0
o |0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 2-(2-Hydroxycycloheptyl)-furan Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.804 4.39 ng 146281 Naphthalene-d8 8.187
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-Hydroxycycloheptyl)-furan 180 C11H1602 1000145-02-9 52
2 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 43
3 Camphor 152 C10H160 000076-22-2 43
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 43
5 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 43

Abundance Scan 1108 (8.804 min): BF128138.D\data.ms (-1105) (-) m/z 95.10 100.00%

95.1
5000 55.1 151.2
180.2
e
77 123.1 8.40 8.60 8.80 9.00 9.20
0 bl L gz 81,10 53.37%
miz--> 40 60 80 100 120 140 160 180
Abundance #54689: 2-(2-Hydroxycycloheptyl)-furan
95.0
5000 180.0 T T T
8.40 8.60 8.80 9.00 9.20
410 152.0 m/z 151.15  45.82%
67.0 123.0
O' \\“\\\\‘\\\\“\\\\“\\\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance  #55024: trans,cis-2,8-Dimethylspiro[5.5]undecane
95.0
PR e
8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 55.10 45.41%
55.0 137.0
180.0
0 ‘
miz--> 40 60 80 100 120 140 160 180
Abundance #29051: Camphor R R A
95.0 8.40 8.60 8.80 9.00 9.20
m/z 67.10 34.94%
5000, 410
69.0 152.0
m/z--> 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1,1'-Bicyclohexyl Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.957 5.32 ng 177171  Naphthalene-d8 8.187

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 81
2 Adipic acid, di(cis-hex-3-enyl) ... 310 C18H3004 1000353-98-7 59
3 5-Chloropentanoic acid, cyclohex... 218 C11H19C102 1000293-37-5 59
4 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 59
5 Glutaric acid, di(trans-hex-3-en... 296 C17H2804 1000359-93-8 59

Abundance Scan 1134 (8.957 min): BF128138.D\data.ms (-1131) (-) m/z 82.10 100.00%

82.1
55.1
5000
149.1 R RN
12?2 | hreo 8.60 8.80 9.00 9.20
o bl L2 mjz s5.10 59.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41527: 1,1'-Bicyclohexyl
82.0
55.0
5000 LN N B L B B
8.60 8.80 9.00 9.20
166.0 m/Z 67.10 53.56%
29.0
0 \H‘\MH‘NH“H\‘}‘H““}\\‘}}9“9\.3\\1%8‘.\9\\‘\‘\H‘HH‘\H\‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #211860: Adipic acid, di(cis-hex-3-enyl) ester
82.0
 aamana e REARS
8.60 8.80 9.00 9.20
m/z 41.10 46.21%
5000 55.0 129.0
s NP SN D A -2
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #96107: 5-Chloropentanoic acid, cyclohexyl ester  aamana e REARS
55.0 82.0 8.60 8.80 9.00 9.20
m/z 83.10 42.70%
5000 119.0
27.0
0 150 R R RN REE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BF042222.M Mon May 09 11:54:45 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.010 2.99 ng 99536  Naphthalene-d8 8.187

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 89
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 89
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 68
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 64

Abundance Scan 1143 (9.010 min): BF128138.D\data.ms (-1141) (-}  m/z 145.05 100.00%

145.1
118.1
5000
81.1
411 177.2 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.60 8.80 9.00 9.20 9.40
206.3 o
ok m/z 118.10 67.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 DL B AL B R
8.60 8.80 9.00 9.20 9.40
910 m/z 160.10  61.36%
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36303: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl-
145.0
P
8.60 8.80 9.00 9.20 9.40
5000 m/z 117.10 46.08%
117.0
Ot JHW‘H_H‘W‘ um‘u‘waww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36301: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethyl- R e A
145.0 8.60 8.80 9.00 9.20 9.40
m/z 119.10 44.51%
5000
117.0
3%0 620, Qﬁo \\H d | 1
O bbbl ol Al S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52

Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknown9.063

R.T. EstConc Area
9.063 5.78 ng 192748
Hit# of 5 Tentative ID

Concentration Rank 9

Relative to ISTD R.T.

Naphthalene-d8

1 3-Octyne, 2,2,7-trimethyl-

2 2-Bromomethyl-1-isopropenyl-3-me..
3 1-Ethynylcyclopentanol

4 5-(1-Bromo-1-methyl-ethyl)-2-met...
5 cis, cis-2-Ethylbicyclo[4.4.0]de...

152 C11H20

. 216 C1@H17Br

110 C7H1e0
234 C10H19Bro
166 C12H22

Abundance Scan 1152 (9.063 min): BF128138.D\data.ms (-1149) (-)
81.1

5000

055402-13-6 42
1000187-07-8 38
017356-19-3 38
1010188-65-7 35
066660-40-0 22

m/z 81.10 100.00%

5

8.80 9.00 9.20 9.40

0+ m/z 69.10 80.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29493: 3-Octyne, 2,2,7-trimethyl-
81.0
57.0
5000 L L R B L B R
109.0 137.0 8.80 9.00 9.20 9.40
m/z 95.10 80.09%
Ok H‘M‘\‘\‘H“‘\\\\“HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #93656: 2-Bromomethyl-1-isopropenyl-3-methyl-cycloper
81.0
AR AR R R
137.0 8.80 9.00 9.20 9.40
5000 m/z 41.10 69.73%
41.0
: 2010
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6574: 1-Ethynylcyclopentanol T T T
81.0 8.80 9.00 9.20 9.40
m/z 137.15 67.06%
55.0
5000
109.0
27.0 ‘ ‘
Or vyl H“Hi‘m‘:_m‘m“HHWHWHWH_ PR R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40

8270-BF042222.M Mon May 09 11:54:46 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Dodecane, 2,6,11-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.198 4.27 ng 321802  Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 64
5 Nonane, 1-iodo- 254 (C9H191 004282-42-2 50

Abundance Scan 1175 (9.198 min): BF128138.D\data.ms (-1173) (-) m/z 57.10 100.00%
57.1

5000
85.1
R R REEEEERERERE
| 14‘?() 193.2 8.80 9.00 9.20 9.40 9.60
]S M - HU“_M k#8092 1T m/z 71.10 79.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 (LN N LN I
8.80 9.00 9.20 9.40 9.60
85.0 . .51%
290 m/z 43.10 52.51%
oL ‘ 1130 1410 1690 197.0
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
R ARRREEEEEEEEEEE
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 41.10 38.04%
290 ‘ 85.0
113.0
0 ‘_u‘m‘u"HuHH“_“W‘M‘_“14‘1‘9”_”1‘?3”9“””‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl- Rmaas e ma R R
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 30.11%
5000 85.0
29.0 ‘ 27.0
S T . e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF042222.M Mon May 09 11:54:47 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknown9.339 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.339 10.61 ng 799501  Acenaphthene-di10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
2 Cyclopentadecane 210 C15H30 000295-48-7 47
3 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 46
4 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 41
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 38

Abundance Scan 1199 (9.339 min): BF128138.D\data.ms (-1195) (-) m/z 57.10 100.00%

57.1
193.2
5000
123.1
ah AR SR
L LE ‘H | et | 9.00 9.20 9.40 9.60
Y % 1 Wt O O m/z 41.10  84.14%
miz--> 50 100 150 200 250
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 T T T T T T
9.00 9.20 9.40 9.60
m/z 55.10  79.86%
O T T T “ T ‘H“ \“‘ ‘”‘ \“\ ‘\ ‘1-6\3.\0‘\ \“‘ ‘\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #87654: Cyclopentadecane
55.0
e EARmmEESs ST
9.00 9.20 9.40 9.60
5000 97.0 m/z 43.10  76.69%
RERRURET I
oL L L T
miz--> 50 100 150 200 250
Abundance #289288: Oxalic acid, allyl octadecyl ester A AR R
41.0 9.00 9.20 9.40 9.60
m/z 69.10 64.40%
5000
71.0
LB
o T sone T
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzene, 1-cyclohexyl-3-met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.575 7.20 ng 542584  Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 70
2 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 70
3 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 70
4 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 64
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 38

Abundance Scan 1239 (9.575 min): BF128138.D\data.ms (-1236) (-) m/z 105.10 100.00%
105.1131.1

5

5000
T T
9.50
0+ m/z 131.05 91.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 —— :
9.50
9L.0 m/z 118.10  81.82%
27.0 %10 |
O' \\“‘\\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0

1
9.50

5000 m/z 91.10 70.78%

5

(o} e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49134: 1-Methyl-2-cyclohexylbenzene T ‘
131.0 174.0 9.50

m/z 174.15 64.35%

5000 105.0
ao 670 | ||
0 PR I N O |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF042222.M Mon May 09 11:54:49 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.610 14.50 ng 1092810  Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 93
2 3-(4-tert-Butylphenyl)propanoic ... 206 C13H1802 001208-64-6 83
3 3-(4-(tert-Butyl)phenyl)-2-methy... 206 C14H220 056107-04-1 72
4 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 64
5 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 59

Abundance Scan 1245 (9.610 min): BF128138.D\data.ms (-1242) (-}  m/z 191.20 100.00%
191.2

%

5000
131.1
571 911 ‘ 16f1 | ‘ ) 9.50 10.00
o“w“HﬂH‘M“HVm‘wvauwuwuh“u‘w‘u“m?ﬁgﬁ m/z 206.20  21.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 . —
9.50 10.00
57.0 131.0 1630 m/z 131.65 20.38%
0 \\\‘2\9\\0\“\ T \‘\“\\\‘\“ T \‘\ \‘\M\\‘}H‘\l“w\ “\‘\\\“\\\\‘\\!\‘\“\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82557: 3-(4-tert-Butylphenyl)propanoic acid
191.0
—— —
9.50 10.00
5000 131.0 m/z 163.18  15.19%

1o 0090, 1 | | 1090 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #82783: 3-(4-(tert-Butyl)phenyl)-2-methylpropan-1-ol

o
N
S
:O
£ Ol
O
w

191.0 9.50 10.00
m/z 57.10  14.15%

5000

131.0
91.0

57.0 ‘ ‘ ‘ ‘
0 31. 0\ il ‘\ J ‘ H‘\ ‘1590‘ ‘
H\‘\\H‘HH‘H\\‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘\H [ - ™

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

i
o
o
s)
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 1H-Indene, octahydro-2,2,4,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.651 14.95 ng 1126620  Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 59
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
3 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C1OH11NO3 1000387-33-4 25
4 1-Methyl-5-nitro-1H-benzoimidazo... 193 C8H7N303 066108-85-8 22
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 22

Abundance Scan 1252 (9.651 min): BF128138.D\data.ms (-1250) (-) m/z 193.20 100.00%
198.2

411 69.1
5000 95.1 123.1
o -
1511 9.50 10.00
0’ “Jw_hw“w or 22 wr a0 71.69%

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

Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
193.0
69.0 123.0

41.0
5000 95.0

H ll u“ | 152.0

\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

%

9.50 10.00
m/z 69.10 70.92%

o

%

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

Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am
105.0 193.0 9.50 10.00

m/z 57.10 62.55%

1938.0
9.50 10.00
5000 55.0 m/z 55.10 67.23%
109.0
81.0
29.0 ‘ ‘ ‘
137.0
obdl 1 H‘ M‘ o (00630 | 2220
e i
— —

5000

'3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 unknown9.810 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.810 9.08 ng 684210 Acenaphthene-die 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 38
2 1-Hexadecanol 242 C16H340 036653-82-4 30
3 3-Chloropropionic acid, tetradec... 304 C17H33C102 064120-16-7 25
4 n-Nonadecanol-1 284 C19H400 001454-84-8 25
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 25
Abundance Scan 1279 (9.810 min): BF128138.D\data.ms (-1276) (-) m/z 69.10 100.00%
5000
— ——
39 9.50 10.00
Ot m/z 41.10 90.40%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #104591: Cetene
41.0
83.0
5000 — —
9.50 10.00
m/z 55.10 79.27%
0120\ LI H‘ \H\ ‘\ T01540 19502240
HH‘HH‘\H ‘HH‘HH‘HH‘HH‘\\H‘\\\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126376: 1-Hexadecano
55.0
97.0 — ——
9.50 10.00
5000 m/z 83.10 58.15%
126.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #204475: 3-Chloropropionic acid, tetradecyl ester — —
55.0 9.50 10.00
m/z 43.10 51.89%
o ﬁﬁwv$/wﬂkﬂﬁﬂfvﬂﬁﬁkﬂm/
126 o 168.0
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 unknown9.857 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.857 15.13 ng 1140220  Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 59
2 Methyl tetrahydroionol 212 C14H280 060241-53-4 43
3 Silane, dimethyldi-2-propynyl- 136 C8H12Si 006262-81-3 22
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 14
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 14

Abundance Scan 1287 (9.857 min): BF128138.D\data.ms (-1284) (-)  m/z 193.20 100.00%
198.2

69.1
5000
— ——
224 9.50 10.00
0 pe m/z 69.10  86.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
69.0 198.0
’ 123.0
41.0
5000 — —
95.0 9.50 10.00
m/z 41.10 73.46%
O \\\‘\‘\‘W\H“\ T \‘\“\ \H‘M \‘\‘!“‘ \‘1”11‘\\\\“]_\5\12\’0\ TTT ‘ TT \\’H\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90112: Methyl tetrahydroionol
69.0
109.0
— —
41.0 9.50 10.00
5000 m/z 97.10 71.59%
138.0 179.0 212.0
050 _‘kudhwmw‘uw‘uw‘hw‘u,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18682: Silane, dimethyldi-2-propynyl- P —
43.0 69.0 97.0 9.50 10.00
m/z 55.10 66.30%
5000
12p.0
omso ML b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

ION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 4(axial)-(but-3-en-1-ynyl)-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.363 8.8 ng 646422 Acenaphthene-dle 5.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual

(axial)-(but-3-en-1-ynyl)-2(equ... 219 C14H21NO
-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S

uih wnN PR
P 2NN D

-Amino-4-acetamino anisole 180 C9H12N202
-[(4-Fluorophenyl)carbonyl]glycine 197 C9H8FNO3
-(4-Fluorobenzoyl)piperazine 208 C11H13FN20

Abundance Scan 1373 (10.363 min): BF128138.D\data.ms (-1371) (-]
128.1

81.1
5000 55.1

207.2

038569-29-8 59
000319-38-0 47
006375-47-9 47
000366-79-0 43
102391-98-0 43

m/z 123.10 100.00%

49.1 ‘
\‘ ‘H ‘H‘M ‘hh al ‘\‘\ il 1 h \H \‘ 332

o

m/z--> 20 40 60 80 100120140160180200220240

Abundance #97847: 4(axial)-(but-3-en-1-ynyl)-2(equat)-Methyl-trans-(
123.0

|
10.00
m/z

—
10.50
81.10 46.61%

5000

‘
10.00

T
10.50

m/z 109.10  42.96%

m/z--> ° 20 40 60 80 100120 140 160 180 200 220 240
Abundance  #100901: 2-Fluoro-N-(1,3-thiazol-2-yl)benzamide
128.0
1000 1050
5000 m/z 55.10 39.52%
95.0
TN O o
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #55519: 2-Amino-4-acetamino anisole P e
1238.0 10.00 10.50
m/z 95.10 38.89%
5000
180.0
43.0 95.0
O%ﬁg”ww“w”w”wwmwh”fgek”W”w””w”w””\ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compo

und Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52

Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Ferrocene, 1,1',3,3'-tetrak... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.563 6.72 ng 333474  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 53
2 2'-Hydroxy-3,3',4"'-trimethoxycha... 410 C20H17F306 1010453-84-8 50
3 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 45
4 2'-Hydroxy-3,4,5'-trimethoxychal... 410 C20H17F306 1000449-43-5 45
5 Stigmasta-4,6,22-trien-3.beta.-ol 410 C29H460 096737-58-5 40

Abundance Scan 2087 (14.563 min): BF128138.D\data.ms (-2084) (-  m/z 410.35 100.00%

410.¢
57.1
5000
1450 |
14 ' 307.3 :
oLt 1010 m‘*?‘ b “‘2‘4‘1‘1‘ 2l 2Ll myz 57.10 66.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)-
410.C
5000 —— ‘
14.50
m/z 411.40 30.50%
0 56.0 134.0 198.0 266.0 33?9 N
\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307654: 2'-Hydroxy-3,3',4'-trimethoxychalcone, trifluoroz
410.C
T \
14.50
303.0
5000 69.0 m/z 395.30  27.13%
0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #307837: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-di vt ‘
410.C 14.50
m/z 41.10 11.93%
5000
326.0
0 43 0 165 O 273 0 \‘ u“ ‘h
‘H‘“““H“““‘_“““‘w fl “‘H‘ ‘ ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 2-Bromotetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.192 3.58 ng 94391  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 86
Abundance Scan 2194 (15.192 min): BF128138.D\data.ms (-2191) (. m/z 57.10 100.00%
57.1
5000 \%
1500 1550
41.1 218.2 : :
- u“ ‘“‘u | w‘w““ Ll L 22 2053 3893y 7110 73.17%
mlz--> 50 100 150 200 250 300 350
Abundance #168307: 2-Bromotetradecane
57.0
5000 —r —
15.00 15.50
9.0 m/z 43.10 65.48%
41.0 197.0
OL\S\d\ ‘\““ “‘ \‘H\ “‘ \‘ \%\ \ ‘ UL ‘ T 1T ‘ T 1T ‘ T 1T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 54.24%
ol ”h‘ i M | 14}91830225026703090 367.0
i T T T
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane T —
57.0 15.00 15.50
m/z 41.05 19.68%
. M
oL L AT u\ 141018300050 2620
il T BN B —— ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128138.D

Acqg On : 06 May 2022 21:52
Operator : CG\JU

Sample : N2717-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1,4-Dimethylada... 8.422 3.1 ng 102610 2 8.187 666438 20.0
unknown8.475 8.475 4.0 ng 132039 2 8.187 666438 20.0
unknown8.569 8.569 3.5 ng 115488 2 8.187 666438 20.0
unknown8.622 8.622 2.9 ng 96654 2 8.187 666438 20.0
1,3,5-Trimethyl... 8.645 3.4 ng 114735 2 8.187 666438 20.0
unknown8.716 8.716 3.6 ng 118808 2 8.187 666438 20.0
2-(2-Hydroxycyc... 8.804 4.4 ng 146281 2 8.187 666438 20.0
1,1'-Bicyclohexyl 8.957 5.3 ng 177171 2 8.187 666438 20.0
Naphthalene, 1,... 9.010 3.0 ng 99536 2 8.187 666438 20.0
unknown9.063 9.063 5.8 ng 192748 2 8.187 666438 20.0
Dodecane, 2,6,1... 9.198 4.3 ng 321802 3 9.951 1506850 20.0
unknown9.339 9.339 10.6 ng 799501 3 9.951 1506850 20.0
Benzene, 1-cycl... 9.575 7.2 ng 542584 3 9.951 1506850 20.0
Phenol, 2,6-bis... 9.610 14.5 ng 1092810 3 9.951 1506850 20.0
1H-Indene, octa... 9.651 14.9 ng 1126620 3 9.951 1506850 20.0
unknown9.810 9.810 9.1 ng 684210 3 9.951 1506850 20.0
unknown9.857 9.857 15.1 ng 1140220 3 9.951 1506850 20.0
4(axial)-(but-3... 10.363 8.6 ng 646422 3 9.951 1506850 20.0
Ferrocene, 1,1'... 14.563 6.7 ng 333474 5 14.092 991784 20.0
2-Bromotetradecane 15.192 3.6 ng 94391 6 15.586 527373 20.0
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