LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acqg On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc :

ALS vial : 7 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129951.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.999 458 461 480 rVB 345823 512057 14.13% 1.597%
2 5.416 528 532 549 rBV 3708466 3622759 100.00% 11.301%
3 6.434 701 705 708 rBV 3560713 3489805 96.33% 10.887%
4 6.775 760 763 769 rBV 849495 699911 19.32%  2.183%
5 7.346 856 860 866 rBV 2367390 2344628 64.72% 7.314%
6 7.952 960 963 968 rBV 352309 394839 10.90% 1.232%
7 8.004 968 972 974 rVV2 201201 256176 7.07% ©.799%
8 8.028 974 976 978 rVW 310734 293011 8.09% 0.914%
9 8.057 978 981 983 rVV 1224864 981220 27.08% 3.061%
10 8.104 987 989 992 rVB2 304730 283272 7.82% 0.884%
11 8.146 992 996 1000 rBV6 163899 328057 9.06% 1.023%
12 8.228 1006 1010 1012 rBV2 343088 393301 10.86% 1.227%
13 8.252 1012 1014 1016 rVB 282821 212585 5.87% 0.663%
14  8.340 1025 1029 1032 rBV4 440788 533982 14.74% 1.666%
15 8.434 1042 1045 1047 rBV3 251284 278410 7.69% 0.869%
16 8.469 1047 1051 1053 rvv2 373938 497331 13.73%  1.551%
17 8.493 1053 1055 1061 rVB4 505269 540443 14.92% 1.686%
18 8.557 1063 1066 1068 rBV2 250176 200192 5.53% 0.625%
19 8.587 1068 1071 1074 rBV4 486691 559053 15.43% 1.744%
20 8.640 1078 1080 1083 rVB 327769 295603 8.16% 0.922%
21 8.675 1083 1086 1088 rBV3 387843 418958 11.56% 1.307%
22 8.822 1109 1111 1115 rBV3 604571 627379 17.32% 1.957%
23 8.881 1119 1121 1122 rBV 491778 398273 10.99% 1.242%
24 8.934 1127 1130 1132 rVB4 709955 694631 19.17% 2.167%
25 8.963 1132 1135 1139 rBV6 411739 623026 17.20% 1.944%
26 8.998 1139 1141 1143 rBV2 577571 581360 16.05% 1.814%
27 9.075 1151 1154 1158 rBV2 1485575 1692602 46.72% 5.280%
28 9.116 1158 1161 1162 rBV2 675142 660813 18.24% 2.061%
29 9.140 1162 1165 1167 rVB 3422405 2973091 82.07% 9.275%
30 9.169 1168 1170 1173 rBV3 801665 808511 22.32%  2.522%
31 9.216 1173 1178 1180 rBV5 1857699 2806578 77.47%  8.755%
32 9.451 1215 1218 1222 rBV5 1398756 2164867 59.76% 6.753%

33 15.416 2229 2232 2244 rVB 596610 889103 24.54%  2.774%

Sum of corrected areas: 32055827
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF129951.D\data.ms
1.5e+07
le+07
5000000
5.416 6.434
7.346
4.999 6.175
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF129951.D\data.ms

1.5e+07

le+07

5000000

o= —— —— —— —— —— —— —— —— ——
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF129951.D\data.ms
1.5e+07
le+07
5000000
15.416
O ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40

Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
4999 14.63ng 512057  1,4-Dichlorobenzene-d4  6.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-d-methyl- 116 CeH1202 000123-42-2 64

2 Acetic acid, cyano-, 1,1-

dimethy... 141 C7H11NO2

001116-98-9 23

3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 461 (4.999 min): BF129951.D\data.ms (-458) (-)

m/z 43.00 100.00%

43.0
59.0
5000
101.1 RRREE N RRRRREE:
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Y SR RO .+ SN m/z 59.05 59.39%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 (N N R R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 19.29%
27.0 | 83.0 |
O \\\‘\\‘\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T e
4.60 4.80 5.00 5.20 5.40
5000 41.0 ITI z 58.10 14.43%
126.0
ol L 1250130
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate T e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.04%
5000
58.0
15.0 100.0
R A _‘H“H“H‘W“H“
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40

8270-BF081422.M Wed Aug 24 15:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2'-Ethylpropiophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.952 8.05 ng 394839  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2'-Ethylpropiophenone 162 C11H140 016819-79-7 55
2 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 49
3 6,7-Dimethyl-3H-isobenzofuran-1-one 162 C10H1002 343852-50-6 49
4 2,4,6-Trimethylbenzyl mercaptan 166 C1OH14S 021411-42-7 46
5 Benzene, 1,4-dipropyl- 162 C12H18 004815-57-0 46
Abundance Scan 963 (7.952 min): BF129951.D\data.ms (-960) (-) m/z 133.05 100.00%
133.1
5000 105.1
81.1
550 162.1
‘ ‘ ‘ ‘ ‘ 7.60 7.80 8.00 8.20
0 W,HH‘,M‘ i L, M el Mu“u ‘M : m‘u_u ‘: e m/z 105.05  44.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37773: 2'-Ethylpropiophenone
133.0
5000
7.60 7.80 8.00 8.20
105.0 162.0 m/z 81.10  34.88%
77.0
0 \\\’\2%.\0\" \5\]‘-\'9“\ T \H‘ T “1‘\ - T \‘\ T “\ T
m/z--> 200 40 60 80 100 120 140 160
Abundance #37978: Benzene, 1,3,5-trimethyl-2-propyl-
133.0
e ERAEmasmEEESS R
7.60 7.80 8.00 8.20
5000 m/z 95.10 28.94%
162.0
00 g0 90 mso | |
LRV L0 T NN YA R
m/z--> 200 40 60 80 100 120 140 160
Abundance #37635: 6,7-Dimethyl-3H-isobenzofuran-1-one T
133.0 7.60 7.80 8.00 8.20
162.0 m/z 55.05 25.32%
5000
105.0
970 51.0 77.0
O e [ Hw““ " “‘1‘\ e \‘\ e ‘H\ - e RAREEREEESE S
m/z--> 200 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2-methyl-3-azabicyclo[3.2.1... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.004 5.22 ng 256176  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-methyl-3-azabicyclo[3.2.1]octa... 162 C1OH14N2 1000451-79-1 50
2 Benzene, 1,4-dipropyl- 162 C12H18 004815-57-0 49
3 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 49

4 2'-Ethylpropiophenone 162 C11H140 016819-79-7 49
5 1-Propanone, 1-(2,4-dimethylphen... 162 C11H140 035031-55-1 49

Abundance Scan 972 (8.004 min): BF129951.D\data.ms (-968) (-) m/z 133.05 100.00%

138.1

5000

=

97.1 162.1
55.1 77.0 7.60 7.80 8.00 8.20 8.40

0! bbb m/z 11905 64.37%
miz--> 20 40 60 80 100 120 140 160 180

Abundance #37741: 2-methyl-3-azabicyclo[3.2.1]octan-[3H]-pyrrol
138.0

=

A
5000 DL R LN B W
162.0 7.60 7.80 8.00 8.20 8.40
42.0 170 1060 m/z 162.10  25.82%
O,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37916: Benzene, 1,4-dipropyl-
138.0 }'\
Poeenper T
7.60 7.80 8.00 8.20 8.40
5000 m/z 97.10 24.37%
91.0
28.0 162.0
- “W sl N N RPN NN W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)- R e AR
133.0 7.60 7.80 8.00 8.20 8.40
m/z 91.05 19.13%
5000
105.0
0\\1\5\'?\‘\‘\‘}‘::7'\0\H“1‘\7\?‘;‘0\H\‘m\‘1“‘1Hm‘uu‘uu‘u AR e
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 unknown8.146 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.146 6.69 ng 328057 Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 25
2 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 002530-17-8 25
3 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 25
4 2-Butenoic acid, 2-methyl-, 3-me... 168 C10H1602 083783-86-2 25
5 2-Methylbicyclo[3.2.1]octane 124 C9H16 1010215-28-0 15
Abundance Scan 996 (8.146 min): BF129951.D\data.ms (-992) (-) m/z 55.10 100.00%
581 133.0
5000
T
7.80 8.00 8.20 8.40
0! m/z 41.10 90.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
55.0
5000 L L N L LA BN R I
109.0 7.80 8.00 8.20 8.40
29.0 1970 m/z 69.10 85.55%
04 T \‘\‘\ \‘i“\ T t \‘\H“ \‘}‘\ T |‘1 TT \“‘ T 1 ™ \‘\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41449: 2(1H)-Naphthalenone, octahydro-8a-methyl-, cis
41.0
T
67.0  95.0 7.80 8.00 8.20 8.40
5000 m/z 133.00 83.34%
166.0
124.0
| ‘ 148,0
(Y — M 1 ot NS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0 7.80 8.00 8.20 8.40
m/z 95.10 80.75%
5000 105.0
41.0 77.0 ‘ ‘
0tk “\“‘ \“\‘5\9"9\ \ \““ S A 1 i R R R ERERET
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF081422.M Wed Aug 24 15:57:02 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.228 8.02 ng 393301 Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 162 C12H18 001483-60-9 70
2 1-Propanone, 1-(2,4-dimethylphen... 162 C11H140 035031-55-1 55
3 Benzene, 1,4-dipropyl- 162 C12H18 004815-57-0 49
4 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 49
5 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 47
Abundance Scan 1010 (8.228 min): BF129951.D\data.ms (-1006) (-) m/z 133.05 100.00%
133.1
5000
81.0 8.00 8.20 8.40 8.60
. ) 1eea ;
! R e m/z 105.00 24.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #37999: Benzene, 2,4-dimethyl-1-(1-methylpropyl)-
133.0
5000 L L I L I LN B
8.00 8.20 8.40 8.60
m/z 95.10  23.20%
27.0 51.0 91.0 162.0
Ob—rr T \‘i‘\ \“‘\ \‘\‘.‘\ “\7\1\.9“ T \‘\ T “‘1‘1‘3}}“0‘ M‘\ T T “‘\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37836: 1-Propanone, 1-(2,4-dimethylphenyl)-
138.0
S RAREa T e
8.00 8.20 8.40 8.60
5000 m/z 162.10 21.00%
105.0
77.0 162.0
27.0 51.0 H ‘ | ‘
(o R T SR S N S
m/z--> 20 40 60 80 100 120 140 160 180 ﬂ\
Abundance #37916: Benzene, 1,4-dipropyl- A RERE R S
133.0 8.00 8.20 8.40 8.60
m/z 91.05 20.23%
5000
91.0
28.0 162.0
‘ 51.0
1.
m/z--> 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:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Cyclododecene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.340 10.88 ng 533982  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclododecene, 1-methyl- 180 C13H24 023070-53-3 58
2 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 38
3 Cyclododecene, (Z)- 166 C12H22 001129-89-1 38
4 2-(1-Hydroxycyclohexyl)-furan 166 C10H1402 036169-67-2 30
5 Cyclododecene 166 C12H22 001501-82-2 30
Abundance Scan 1029 (8.340 min): BF129951.D\data.ms (-1025) (-) m/z 55.10 100.00%
5000 M
A
‘ 8.00 8.20 8.40 8.60
0} m/z 83.10  83.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55004: Cyclododecene, 1-methyl-
41.0
81.0
5000 1800 L L L L B R
109.0 8.00 8.20 8.40 8.60
m/z 81.10 79.91%
‘ 137.0
0- “\‘1‘\\“!‘\Hh‘le5\7‘.9\\\“\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6780: 1-Methyl-2-methylenecyclohexane
67.0 , 95.0
R AR E
8.00 8.20 8.40 8.60
5000 41.0 m/z 41.10 71.61%
0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41533: Cyclododecene, (Z)- AR R
67.0 8.00 8.20 8.40 8.60
41.0
m/z 95.10 60.82%
96.0
5000
166.0
‘ 123.0
0! 1‘NJ‘HM“N“N_““‘u‘W““ R ERRERRRES SRR
m/z--> 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:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 unknown8.434 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.434 5.67 ng 278410  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,7-Octadiene, 4-methyl- 124 C9H1le6 1000061-78-0 45
2 cis,trans-1,7-Dimethylspiro[5.5]... 180 C13H24 1000111-73-1 38
3 2-Hexanone, 3-cyclohexylidene-4-... 208 C14H240 1000150-19-2 35
4 (7E,9E)-Dodecadienal 180 C12H200 097475-10-0 30
5 trans,trans- and trans,cis-1,8-D... 180 C13H24 1000111-73-2 30

Abundance Scan 1045 (8.434 min): BF129951.D\data.ms (-1042) ()| [ m/z 55.10 100.00%

58.1 109.1
5000
e EERRREEEI
8.20 8.40 8.60 8.80
Obrrrrrd m/z 19.10  85.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12167: 2,7-Octadiene, 4-methyl-
41.0
69.0
5000 L B I LA LA BN B U
8.20 8.40 8.60 8.80
95.0 m/z 95.10  79.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #55025: cis,trans-1,7-Dimethylspiro[5.5]undecane
95.0
e EAEEEEEREEES
8.20 8.40 8.60 8.80
5000 55.0 180.0 m/z 69.10 76.97%
123.0
. L s
“"H““w““‘H““H““‘w““_““‘u““u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85251: 2-Hexanone, 3-cyclohexylidene-4-ethyl- A RRRRE S
55.0 95.0 8.20 8.40 8.60 8.80
: 165.0 m/z 41.10  66.05%
5000
‘ ‘ 123.0
SIS 0 1
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF081422.M Wed Aug 24 15:57:06 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Decane, 2,6,7-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.469 10.14 ng 497331  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 64
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 59
3 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 58
4 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 53
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 53
Abundance Scan 1051 (8.469 min): BF129951.D\data.ms (-1047) (-) m/z 57.10 100.00%
57.1
5000 WW
85.1  E mammE e e
113.1 8.20 8.40 8.60 8.80
180.2
0 bl w:“l : M“‘ o Asa015a2 B2 110 70.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 UL L B I B AL LR
8.20 8.40 8.60 8.80
m/z 43.10 61.38%
. 112.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22077: Nonane, 3-methyl-
57.0
A AEEAREEE
8.20 8.40 8.60 8.80
5000 m/z 41.10 39.69%
290 ‘ oo 1120
SN N Y- T B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33093: Nonane, 2,6-dimethyl- R EBAREEEE R
43.0 8.20 8.40 8.60 8.80
71.0 m/z 55.10 27.57%
5000 M
113.0
Ol el 1410 | e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF081422.M Wed Aug 24 15:57:07 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 unknown8.493 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.493 11.02 ng 540443  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-(1,1-dimethylethyl)-4... 162 C12H18 007364-19-4 25
2 Benzene, 1-(1,1-dimethylethyl)-3... 162 C12H18 000098-19-1 25
3 Dewar benzene, hexamethyl- 162 C12H18 007641-77-2 22
4 Ethanone, 2-(5-furan-2-yl-[1,3,4... 328 C17H16N203S 1010302-03-3 22
5 2,4,6-Trimethylpropiophenone 176 C12H160 002040-15-5 22

Abundance Scan 1055 (8.493 min): BF129951.D\data.ms (-1053) (-) m/z 147.05 100.00%

147.1
69.1
41.1
5000 95.1
125.1 A
180.2 Lﬁﬁv_“w“u“‘u“u‘
8.20 8.40 8.60 8.80
o! m/z 69.10  70.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37993: Benzene, 1-(1,1-dimethylethyl)-4-ethyl-
147.0
5000 UL L B LI NI A BN
119.0 8.20 8.40 8.60 8.80
91.0 m/z 55.10 68.83%
41.0
0 \1\5\.(‘)\‘“\ \“‘\ \‘\‘\6‘?‘.\0\ \H‘ T \“f T “i“\ \Mi i T ! T “‘\ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38013: Benzene, 1-(1,1-dimethylethyl)-3,5-dimethyl-
147.0
e EAARERRE RS
8.20 8.40 8.60 8.80
5000 m/z 41.10 51.93%
119.0
41.0 91.0
o150, 650
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37934: Dewar benzene, hexamethyl- R EERaREEE SR
147.0 8.20 8.40 8.60 8.80
m/z 83.10 50.87%
5000
119.0
41.0 91.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF081422.M Wed Aug 24 15:57:08 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40

Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 unknown8.587 Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
8.587 11.40 ng 559053  Naphthalene-d8 8.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Tetradecene, (E)- 196 C14H28 041446-66-6 44
2 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 43
3 Cyclohexane, 1,2-diethyl-1-methyl- 154 C11H22 061141-79-5 41
4 Triallylsilane 152 C9H16Si 001116-62-7 41
5 2-Methyl-2-octene 126 C9H18 016993-86-5 30
Abundance Scan 1071 (8.587 min): BF129951.D\data.ms (-1068) (-) m/z 69.10 100.00%
69.1
5000 M
R AR RERaS BEET
8.20 8.40 8.60 8.80 9.00
01 m/z 55.10 71.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71745: 5-Tetradecene, (E)-
55.0
5000 830 I R LU B
8.20 8.40 8.60 8.80 9.00
29.0 m/z 133.05 67.96%
111.0
o 170 1390 1680 1960
T \\1’\\1\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
410 [T T T T[T oot
8.20 8.40 8.60 8.80 9.00
5000 111.0 m/z 41.10 67.53%
; S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31469: Cyclohexane, 1,2-diethyl-1-methyl-  EARRREEEE R S
69.0 8.20 8.40 8.60 8.80 9.00
m/z 95.10 53.66%
125.0
5000
41.0
154.0
‘ 97.0
0 ““\“‘w‘“‘!"M‘“‘1“H\“,HH‘MHWHH_H‘,HH‘\ R A RERESBRET
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

8270-BF081422.M Wed Aug 24 15:57:09 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Carbonic acid, prop-1l-en-2-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.640 6.03 ng 295603  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 62
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 62
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53
4 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 47
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 46

Abundance Scan 1080 (8.640 min): BF129951.D\data.ms (-1078) (-) m/z 57.10 100.00%

57.1
97.1
5000
8.408608809.00
124.1 . . . .
A h | 163.1 1090.1 9
(O L R RN AARARRRRRRE m/z 43.10 77.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000 LA L B I IR L
8.40 8.60 8.80 9.00
29.0 85.0 m/z 97.10 57.29%
N ‘h ‘h‘ 1110 15401820 2270
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester

4

57.0
R aaRaasREEEEESS
8.40 8.60 8.80 9.00
5000 m/z 55.10 55.17%
85.0
29.0
o | [M10 1400 168.0 1060 241
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33097: Nonane, 3,7-dimethyl- O AAREmmmEE TS
57.0 8.40 8.60 8.80 9.00

m/z 71.10 51.98%

5000
29.0

‘ 0
L 156.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.40 8.60 8.80 9.00

o
[ee]
(]
o

8270-BF081422.M Wed Aug 24 15:57:09 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 1,4 Benzodioxan-6-amine Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.675 8.54 ng 418958  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 50
2 6-(5-Methyl-furan-2-yl)-hexan-2-one 180 C11H1602 1000185-87-5 46
3 Cyclopentene, 1-isopropyl-4,5-di... 138 C10H18 007712-74-5 43
4 cis,trans-1,7-Dimethylspiro[5.5]... 180 C13H24 1000111-73-1 38
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 38

Abundance Scan 1086 (8.675 min): BF129951.D\data.ms (-1083) (-) m/z 95.10 100.00%

95.1
151.1
5000
55.1
180.2 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ ‘ 123.1 8.40 8.60 8.80 9.00
bl ”M!MHMw“m_AJW‘HM‘_HW m/z 151.05 57.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28783: 1,4 Benzodioxan-6-amine
151.0
95.0
5000 L L B BN LR
8.40 8.60 8.80 9.00
67.0 m/z 81.10 44.23%
41.0
0 15.0 1 | 124.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54703: 6-(5-Methyl-furan-2-yl)-hexan-2-one
95.0
AR ama T
8.40 8.60 8.80 9.00
5000 m/z 55.10 36.38%
430 180.0
122.0
Ol e et el e BT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19518: Cyclopentene, 1-isopropyl-4,5-dimethyl-  EARRREEEE S
95.0 8.40 8.60 8.80 9.00
m/z 67.10 34.87%
5000 123.0
410 67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF081422.M Wed Aug 24 15:57:10 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 1,1'-Bicyclohexyl Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.822 12.79 ng 627379  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 87
2 Succinic acid, di(cis-hex-3-enyl... 282 C16H2604 1000353-42-2 64
3 Glutaric acid, di(trans-hex-3-en... 296 C17H2804 1000359-93-8 64
4 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 64
5 Succinic acid, di(trans-hex-3-en... 282 C16H2604 1000353-43-7 64

Abundance Scan 1111 (8.822 min): BF129951.D\data.ms (-1109) (-) m/z 82.10 100.00%

82.1
55.1
5000
RARRmmEEEEE S
| 1251 1662 8.40 8.60 8.80 9.00 9.20
O bbbl b UL 1922 s 55 10 59.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41527: 1,1'-Bicyclohexyl
82.0
55.0
5000 L L B R R
8.40 8.60 8.80 9.00 9.20
166.0 m/z 67.10 55.50%
29.0
0 \\\‘\M\\‘i“\\\“1‘\‘}‘\\““1\\‘}:‘L\O\‘Q\.\O‘\\1\3\8‘.\0\\\‘\‘\H‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #175843: Succinic acid, di(cis-hex-3-enyl) ester
82.0
R
8.40 8.60 8.80 9.00 9.20
5000 m/z 83.10 47 .96%
55.0
0 2%0\‘ il I Il 11‘90 201.0
s o e R e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #194094: Glutaric acid, di(trans-hex-3-enyl) ester A R
82.0 8.40 8.60 8.80 9.00 9.20
m/z 41.10 35.30%
5000
55.0 115.0
0 2%'0\“\‘ il I Il 1 ‘ 2150
et R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20

8270-BF081422.M Wed Aug 24 15:57:11 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.881 8.12 ng 398273  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 76
3 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16 050704-01-3 64
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 60
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 53
Abundance Scan 1121 (8.881 min): BF129951.D\data.ms (-1119) ()| [ m/z 145.85 100.00%
118.1 145.1
5000
91'0 \\\‘\\\\‘\\\\’\\\\‘\\\\
411 @71 180 2 8.60 8.80 9.00 9.20
0 bol, | 1802 2081 ;118,10 90.28%
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 L B L I L L LI IR
8.60 8.80 9.00 9.20
91.0 m/z 160.10  64.42%
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0
O
8.60 8.80 9.00 9.20
5000 ITI/Z 105.10 50.20%
117.0
LT St
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36231: Benzene, (1,3-dimethyl-2-butenyl)- A ARmamaEEE S
145.0 8.60 8.80 9.00 9.20
m/z 117.10 46.26%
5000
910 1170
O O T N 1
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF081422.M Wed Aug 24 15:57:12 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 unknown8.934 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.934 14.16 ng 694631 Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,8,12,16-0Octadecatetraen-1-o0l, ... 318 C22H380 1000142-00-0 47
2 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 38
3 2-(2-Hydroxycycloheptyl)-furan 180 C11H1602 1000145-02-9 38
4 4,6-Heptadien-2-one, 3,6-dimethy... 180 C12H200 077822-50-5 30
5 Trans, trans-2-ethylbicyclo[4.4.... 166 C12H22 066660-37-5 25

Abundance Scan 1130 (8.934 min): BF129951.D\data.ms (-1127) (-) m/z 81.10 100.00%

81.1 137.1
41.1
5000
180.2
T EEEmmmEEEESSE R
‘ ‘ ‘ ‘ 8.60 8.80 9.00 9.20
0 R T m/z 95.16  96.56%
m/z--> 50 100 150 200 250 300
Abundance #222695: 4,8,12,16-Octadecatetraen-1-ol, 4,9,13,17-tetra
95.0
41.0
5000 L L L L B B
8.60 8.80 9.00 9.20
136.0 m/z 137.05 88.83%
0 Lkl 270 2310 2750308
N T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #69401: Naphthalene, 2-butyldecahydro-
137.0
81.0
T EEEmmmEEEESSE R
8.60 8.80 9.00 9.20
5000 m/z 69.10 77 .84%
41.0 194.0
oLt \\‘\” ‘wu‘\‘ | ‘\‘\H‘ P ‘\‘ ——
m/z--> 50 100 150 200 250 300
Abundance #54689: 2-(2-Hydroxycycloheptyl)-furan T EEEmmmEEEESSE R
95.0 8.60 8.80 9.00 9.20
m/z 41.10 72.48%
5000 180.0
41.0 ‘
SERWE I S i N oot
m/z--> 50 100 150 200 250 300 8.60 8.80 9.00 9.20

8270-BF081422.M Wed Aug 24 15:57:12 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Cyclohexane, nonadecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.963 5.76 ng 623026  Acenaphthene-di0 9.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 50
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
3 Cyclohexane, 2-propenyl- 124 C9H1e6 002114-42-3 47
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 47
5 Succinic acid, tridec-2-yn-1-yl ... 378 C23H3804 1000391-12-6 38
Abundance Scan 1135 (8.963 min): BF129951.D\data.ms (-1132) (-) m/z 83.10 100.00%
83.1
5000 44 M’J\//MJ\J
147.1 T
‘ ‘ 190.2 8.60 8.80 9.00 9.20
0 “‘MNWM MVMMM‘”A“JI T m/z 55.10  88.57%
m/z--> 50 100 150 200 250 300 350
Abundance #259994: Cyclohexane, nonadecyl-
83.0
5000 L L L NI B LA BN R I
8.60 8.80 9.00 9.20
m/z 82.10  75.19%
\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz—-> 100 150 200 250 300 350
Abundance #13247: Cyclohexane, (1-methylethyl)-
83.0
e AAARmaES S
8.60 8.80 9.00 9.20
5000 1.0 m/z 41.10 39.97%
h 126.0
0H“\\“““Hm‘wm‘\\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350
Abundance #12168: Cyclohexane, 2-propenyl- T
55.0 8.60 8.80 9.00 9.20
m/z 67.10  33.64%
5000 MW
96.0
ok20, ‘u“m M .
m/z--> 50 100 150 200 250 300 350 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Benzene, (2,2-dimethylcyclo... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.998 5.37 ng 581360  Acenaphthene-d10 9.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 62
2 Benzene, (2,2-dimethylcyclopentyl)- 174 C13H18 019960-99-7 52
3 Benzene, cyclohexyl- 160 C12H16 000827-52-1 50
4 Benzene, 2-heptenyl- 174 C13H18 026447-63-2 46
55,6,7,8,9,10-Hexahydrobenzocyclo... 160 C12H16 001076-69-3 46
Abundance Scan 1141 (8.998 min): BF129951.D\data.ms (-1139) (1) | [ m/z 104.10 100.00%
104.1
145.1
5000 11 174.1
77.0
O T
H ‘ ‘ ‘ 8.60 8.80 9.00 9.20 9.40
0 WWM L, H“m“ i il 1961 s 105,10 88.71%
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 I L R B
8.60 8.80 9.00 9.20 9.40
91.0 m/z 117.10  78.42%
28.0 51.0
O' \\“‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49143: Benzene, (2,2-dimethylcyclopentyl)-
104.0
R R RREE
8.60 8.80 9.00 9.20 9.40
5000 41.0 174.0 m/z 118.10  68.72%
78.0 145.0
01 i\‘U‘L\‘\‘\H“\H‘\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36217: Benzene, cyclohexyl- et e
104.0 8.60 8.80 9.00 9.20 9.40
m/z 91.10 67.047%
5000 1600
78.0
28.0 10 H ‘ ‘ 131.0
0 Hw“lwwH‘:M“m\um"H!“‘Mwm“‘m_m_m N —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BF081422.M Wed Aug 24 15:57:14 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Nonane, 3,7-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.075 15.64 ng 1692600  Acenaphthene-d10 9.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 68
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 49
Abundance Scan 1154 (9.075 min): BF129951.D\data.ms (-1151) (-) m/z 57.10 100.00%
57.1
5000 M
A RAREE
1731 8.80 9.00 9.20 9.40
ol 35 3972 m/z 71.16 82.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 L L B BN LR
85.0 8.80 9.00 9.20 9.40
29.0 m/z 43.10 53.93%
‘ 27.0
O\‘\‘\\\“‘i\\ “\\‘M\‘\‘\\\“\\\\‘\‘\\\‘\]\-!\5\6‘.(\)\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
R EBARREEEESEE T
8.80 9.00 9.20 9.40
5000 m/z 41.10 38.79%
85.0
29.0
ol by |19 1416 1690 1970
R B R Ema e L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl- AR A RAREERE T
57.0 8.80 9.00 9.20 9.40
m/z 85.10 34.10%
5000 85.0
29.0 ‘ 127.0
bl b b o L 1550 1830 e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Undecane, 3-cyclohexyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.216 25.93 ng 2806580  Acenaphthene-d10 9.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3-cyclohexyl- 238 C17H34 013151-78-5 80
2 Dodecane, 4-cyclohexyl- 252 C18H36 013151-84-3 72
3 Decane, 3-cyclohexyl- 224 C16H32 013151-74-1 64
4 17-Pentatriacontene 491 C35H70 006971-40-0 58
5 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 50
Abundance Scan 1178 (9.216 min): BF129951.D\data.ms (-1173) (-) m/z 55.10 100.00%
553.1
83.1
5000
Rmaas A R
1451 180.2 5192 8.80 9.00 9.20 9.40 9.60
01 m/z 83.10 78.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121348: Undecane, 3-cyclohexyl-
57.0 83.0
5000 I L L R R
8.80 9.00 9.20 9.40 9.60
125.0 -
29.0 154.0 m/z 57.10 77.69%
‘ ‘ ' 209.0
O \‘\‘\\\“‘\\\““\ ‘\\‘}‘\‘1‘\\\“\\\“\‘\\\\‘\\\\‘\}‘\\‘\\\\“\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138533: Dodecane, 4-cyclohexyl-
57.0 83.0
R EEEmaEEEE S
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 73.34%
29.0
111.0
‘ ‘ mﬂ 13‘9.0 1680  ,000
YIRS A T A OO S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104603: Decane, 3-cyclohexyl- R R EARRRRREES
55,0 83.0 8.80 9.00 9.20 9.40 9.60
m/z 82.10 56.25%
5000
29.0 125.0
195.0
ol o %0 g
e e e R AR EEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acq On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Benzene, 1-cyclohexyl-3-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.451 20.00 ng 2164870  Acenaphthene-d10 9.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 94
2 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 89
3 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 81
4 Benzene, 1,3-diisocyanato-2-methyl- 174 C9H6N202 000091-08-7 30
5 4-Phenylcyclohexanone 174 C12H140 004894-75-1 30
Abundance Scan 1218 (9.451 min): BF129951.D\data.ms (-1215) (-) m/z 131.05 100.00%
105.1,131.1
1741
5000
A REEEE R
04.2 9.20 9.40 9.60 9.80
0! : m/z 118.10  93.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
5000 L L I L LI L B
9.20 9.40 9.60 9.80
m/z 105.10  87.71%
O' ‘\‘\“\\\“\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene
131.0
e RARmmEEaE
105.0 9.20 9.40 9.60 9.80
5000 m/z 174.10 79.47%
174.0
41.0 77.0
0 \MH\‘i\u‘\‘uu‘uu‘\u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49134: 1-Methyl-2-cyclohexylbenzene A REEamEE R
131.0 174.0 9.20 9.40 9.60 9.80
m/z 91.10 60.89%
5000 105.0 M
67.0
0 u\‘u\4\::7'\(\)\\Mw\‘“u‘m‘\‘uHl“p\‘!H‘\‘m\‘im‘wm‘\m‘m R E AR REEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129951.D

Acqg On : 23 Aug 2022 13:40
Operator : CG\JU

Sample : N4258-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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|
2-Pentanone, 4-... 4.999 14.6 ng 512057 1 6.775 699911 20.0
2'-Ethylpropiop... 7.952 8.1 ng 394839 2 8.057 981220 20.0
2-methyl-3-azab... 8.004 5.2 ng 256176 2 8.057 981220 20.0
unknown8.146 8.146 6.7 ng 328057 2 8.057 981220 20.0
Benzene, 2,4-di... 8.228 8.0 ng 393301 2 8.057 981220 20.0
Cyclododecene, 8.340 10.9 ng 533982 2 8.057 981220 20.0
unknown8.434 8.434 5.7 ng 278410 2 8.057 981220 20.0
Decane, 2,6,7-t... 8.469 10.1 ng 497331 2 8.057 981220 20.0
unknown8.493 8.493 11.0 ng 540443 2 8.057 981220 20.0
unknown8.587 8.587 11.4 ng 559053 2 8.057 981220 20.0
Carbonic acid, 8.640 6.0 ng 295603 2 8.057 981220 20.0
1,4 Benzodioxan... 8.675 8.5 ng 418958 2 8.057 981220 20.0
1,1'-Bicyclohexyl 8.822 12.8 ng 627379 2 8.057 981220 20.0
Naphthalene, 1,... 8.881 8.1 ng 398273 2 8.057 981220 20.0
unknown8.934 8.934 14.2 ng 694631 2 8.057 981220 20.0
Cyclohexane, no.. 8.963 5.8 ng 623026 3 9.834 2164870 20.0
Benzene, (2,2-d... 8.998 5.4 ng 581360 3 9.834 2164870 20.0
Nonane, 3,7-dim... 9.075 15.6 ng 1692600 3 9.834 2164870 20.0
Undecane, 3-cyc... 9.216 25.9 ng 2806580 3 9.834 2164870 20.0
Benzene, 1-cycl.. 9.451 20.9 ng 2164870 3 9.834 2164870 20.0
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