LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc :

ALS Vvial : 11 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135533.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.375 556 559 578 rBV 2298344 2308959 71.90% 6.602%
2 6.393 728 732 744 rBV 2392812 2220052 69.13% 6.348%
3 6.740 788 791 798 rBV 959715 863696 26.89% 2.470%
4 7.304 884 887 896 rBV 1476223 1319655 41.09% 3.773%
5 7.975 996 1001 1003 rBV3 118490 206063 6.42% 0©.589%
6 8.022 1003 1009 1012 rVV 1213633 1123308 34.98% 3.212%
7 8.081 1017 1019 1021 rVB 219800 157652 4.91% 0.451%
8 8.198 1035 1039 1041 rBV2 102420 121105 3.77% 0.346%
9 8.222 1041 1043 1045 rVB2 195920 148088 4.61% 0.423%
10 8.245 1045 1047 1051 rBv4 117591 187885 5.85% 0.537%
11 8.310 1053 1058 1061 rBV5 257825 296642  9.24%  0.848%
12 8.369 1065 1068 1070 rBV2 160942 179306 5.58% 0.513%
13 8.398 1071 1073 1076 rVB3 178167 170103 5.30% 0.486%
14  8.445 1076 1081 1082 rBV2 591568 585639 18.24% 1.675%
15 8.481 1085 1087 1090 rVB2 357903 348575 10.85% 0.997%
16 8.522 1091 1094 1096 rBV2 162600 145695 4.54% 0.417%
17 8.557 1096 1100 1102 rBV4 413026 485313 15.11% 1.388%
18 8.639 1110 1114 1115 rBV3 261212 338315 10.53% 0.967%
19 8.710 1122 1126 1129 rVB3 549358 762179 23.73% 2.179%
20 8.763 1132 1135 1137 rBV2 353924 323120 10.06% 0.924%
21 8.792 1137 1140 1143 rBV3 367606 460600 14.34% 1.317%
22 8.845 1147 1149 1153 rBV2 491999 470742 14.66% 1.346%
23 8.904 1156 1159 1160 rBV3 427690 399950 12.45% 1.144%
24  8.975 1168 1171 1172 rBV3 423378 466573 14.53% 1.334%
25 9.010 1175 1177 1180 rVV 844545 806349 25.11% 2.306%
26 9.051 1181 1184 1187 rVV 1951305 1782134 55.49% 5.096%
27 9.098 1187 1192 1196 rVV2 1684652 2207970 68.75% 6.314%
28 9.175 1201 1205 1211 rBV5 1601533 3211490 100.00%  9.183%
29 9.381 1238 1240 1242 rBV2 600482 509141 15.85% 1.456%
30 9.492 1256 1259 1261 rBV2 2012679 1862014 57.98% 5.324%
31 9.516 1261 1263 1266 rVV2 1598030 1525967 47.52% 4.363%
32 9.651 1283 1286 1291 rBV4 1272355 2022557 62.98% 5.783%
33 9.698 1291 1294 1297 rVB 2553189 2740559 85.34% 7.837%
34 9.769 1303 1306 1312 rBV4 1511248 2808158 87.44% 8.030%
35 15.410 2261 2265 2271 rVB 734270 1013916 31.57% 2.899%

36 16.498 2447 24560 2461 rVB3 200176 392250 12.21% 1.122%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS Vvial : 11 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 34971720
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 02 Oct 2023 18:14
¢ CG\JU
. 04668-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
BF135533.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1le+07

8000000

6000000

4000000

2000000

0

TIC: BF135533.D\data.ms

5.375 6.393

7.304
6.740

Time-->

L L L L B I L L L I L L L L I L L L A L I D I R L
2.20 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

le+07

8000000

6000000

4000000

2000000

TIC: BF135533.D\data.ms

0
Time-->

— — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1e+07

8000000

6000000

4000000

2000000

Time-->

TIC: BF135533.D\data.ms

15.410
16.498

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1
BF135533.D

: 02 Oct 2023 18:14
: CG\JU

: 04668-01

: 11 Sample Multip

: C:\Database\NI

Library Search Compound Report

\BNA_F\Data\BF100223\

lier: 1

ST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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

1 1,4-Dimethylad

amantane (iso...

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.245 3.35 ng 187885 Naphthalene-d8 8.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,4-Dimethyladamantane (isomer 1) 164 C12H20

2 Tricyclo[3.3.1.1(3,7)]decanone, ... 276 C1OH13IO
3 1-Methyl-3-ethyladamantane
4 1H-Purin-6-amine, N-methyl-
5 Pyridine, pentamethyl-

178 C13H22
149 C6H7N5
149 C10H15N

1000460-67-0 81
056781-85-2 53
001687-34-9 53
000443-72-1 50
003748-83-2 50

m/z-->

5000

o

Abundance Scan 1047 (8.245 min): BF135533.D\data.ms (-1045) (-)
149.0

41.1 930

L M WL m ‘\ \181-2

20 40 60 80 100120140

160180200220240260

m/z-->

Abundance

5000

o

41.0 93.0

#39800: 1,4-Dimethyladamantane (isomer 1)
149.0

20 40 60 80 100120140

160180200220240260

m/z-->

Abundance

5000

o

79.0

41.0 ‘
T

#167661: Tricyclo[3.3.1.1(3,7)]decanone, 4-iodo-, (1.alph
149.0

276.(

20 40 60 80 100120140

160180200220240260

m/z-->

Abundance

5000

#52978: 1-Methyl-3
14

93.0

55.0
NI \‘

-ethyladamantane
9.0

1780

m/z 149.00 100.00%

—

8.00 8.20 8.40 8.60

m/z 93.05 32.34%

=

8.00 8.20 8.40 8.60

m/z 41.10 26.43%

%

8.00 8.20 8.40 8.60

m/z 57.10  26.26%

~

8.00 8.20 8.40 8.60

m/z 43.10 20.10%

%

20 40 60 80 100120140160180200220240260

T T T T
8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.310 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.310 5.28 ng 296642  Naphthalene-d8 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 43
2 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H1l6 050746-53-7 43
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
4 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 35
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 30
Abundance Scan 1058 (8.310 min): BF135533.D\data.ms (-1053) (-) m/z 55.05 100.00%
55.0 831
177.1
5000
137.1
107.1 LS
8.00 8.20 8.40 8.60

0 m/z 83.10 90.76%

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

Abundance #12175: Cyclohexane, 2-propenyl-
55.0
83.0
5000 L B LR B B
8.00 8.20 8.40 8.60
m/z 82.10 63.86%
27.0 H ‘ 124.0
0\\\\‘\‘\‘\\}h\\u1‘\Hl‘\\“i1\\‘1‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12240: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans-
55.0 83.0
e
8.00 8.20 8.40 8.60
5000 m/z 41.10 61.39%
27.0
o el 12990
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13251: Cyclohexane, (1-methylethyl)-  EEEmmaRE TR
55.0 83.0 8.00 8.20 8.40 8.60
m/z 177.1@  58.45%
5000
27.0
“ H \‘ ‘\ \‘ il 125.0
O ettt e e et e
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\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Decane, 2,6,7-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.445 10.43 ng 585639 Naphthalene-d8 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 78
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 72
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72

Abundance Scan 1081 (8.445 min): BF135533.D\data.ms (-1076) (-) m/z 57.10 100.00%

57.1
5000 MWW
' 8.20 8.40 8.60 8.80
113.1 . . . .
165.1
ol “Hu hdoro. testiesr m/z 71.10  65.51%
miz-> 50 100 150 200 250
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 LA LA B I IR R
8.20 8.40 8.60 8.80
m/z 43.10 55.65%
s
O T T ‘\“‘ ‘\ ‘\‘ \“\ “ \H T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
AR R S
8.20 8.40 8.60 8.80
5000 m/z 41.10 30.34%
99.0
0 ‘\\ “‘\ Jl \‘ | \14\10 183.0 239.0 296.(
el S
m/iz--> 50 100 150 200 250
Abundance #135263: Sulfurous acid, butyl octyl ester R ARAEEEREE
57.0 8.20 8.40 8.60 8.80
m/z 56.05 20.31%
5000 M
27.0H 113.0
ofOL L TP aes0
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14

Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 unknown8.481 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
s.a81  6.21ng 348575 Naphthalene-ds 8.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Chroman-7-yl)methylamine 163 Clerisno 1000306-69-6 38

1000131-25-3 35
019241-16-8 27
1000191-07-1 27
054504-52-8 27

-Tyrophanamide 180 C9H12N202
,6-Dimethylphenyl isothiocyanate 163 C9H9INS
-(1-0xobut-2-ynyl)cyclohexanone 164 C10H1202
H-Pyrido[1,2-a]pyrimidine-3-ace... 208 C10H12N203

uipHh wWN R
ANMNNHA—A~

Abundance Scan 1087 (8.481 min): BF135533.D\data.ms (-1085) (-) m/z 163.20 100.00%
163.2
57.1
107.1
5000 1331
81.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
36 ‘ 183.1 8.20 8.40 8.60 8.80
0! il b 22955 Tmyz 57.10 66.74%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #38621: (Chroman-7-yl)methylamine
163.0
107.0 1350
5000 L L L L L B I IR
770 8.20 8.40 8.60 8.80
51.0 m/z 41.10 63.17%
O' ’m“
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #55509: |-Tyrophanamide
163.0
R RRERRERRE
8.20 8.40 8.60 8.80
5000 107.0 m/z 107.10  55.23%
77.0
R e T B - T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #39150: 2,6-Dimethylphenyl isothiocyanate R ARARARREERREES
163.0 8.20 8.40 8.60 8.80
m/z 133.05 46.63%
130.0
5000
77.0
51.0 Hﬂ 135'0 ‘ m
0“““W“Wu‘”ﬁ‘WM““‘Mp‘wﬁi,‘uu‘ R P
m/z--> 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\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14

Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 5 Cyclohexane, 1,2,3-trimethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

8557 s.eang 485313 Naphthalene-ds 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 60
2 Tridecane, 7-methylene- 196 C14H28 019780-80-4 50
3 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 45
4 Cyclopentane, 2-ethyl-1,1-dimethyl- 126 C9H18 054549-80-3 43
5 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 30

Abundance Scan 1100 (8.557 min): BF135533.D\data.ms (-1096) (-) m/z 69.10 100.00%

69.1

5000

%

8.20 8.40 8.60 8.80

164.1 196.2

0! m/z 55.18  77.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
69.0
2410 111.0
5000 LN N B L B B
8.20 8.40 8.60 8.80
m/z 41.10 63.58%
0\1\5\.(‘)\‘1‘\\ f’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71766: Tridecane, 7-methylene-
56.0
R REERARRRRRERERE
8.20 8.40 8.60 8.80
5000 ITI/Z 133.05 56.66%
29.0 g30 1110
bbbk i Lo seso 1950
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)- R
69.0 8.20 8.40 8.60 8.80
41.0 m/Z 56.10 54.07%
5000 111.0 MWJ
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\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.639 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.639 6.02 ng 338315 Naphthalene-d8 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[1.1.1]pentan-2-01, 2-(1H... 150 C8H1ON20 069393-38-0 25
2 Bicyclo[3.3.1]nonan-9-one, 1,2,4... 225 C12H19NO3 129967-65-3 25
3 5-Octen-2-yn-4-o0l 124 C8H120 1010196-87-1 25
4 trans,trans- and trans,cis-1,8-D... 180 C13H24 1000111-73-2 22
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 18

Abundance Scan 1114 (8.639 min): BF135533.D\data.ms (-1110) (-) m/z 95.10 100.00%
95.1

5000 133.1

s

8.40 8.60 8.80 9.00
m/z 81.10  49.65%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28203: Bicyclo[1.1.1]pentan-2-ol, 2-(1H-imidazol-4-yl)-
95.0

\

5000 R RRRRR R REEEASRSRRRE
€8.0 8.40 8.60 8.80 9.00

135.0 m/z 133.05 47.13%

41.0

0 [T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #105346: Bicyclo[3.3.1]nonan-9-one, 1,2,4-trimethyl-3-nit

3

69.0 95.0
41.0
R A RRRRAREEEL
8.40 8.60 8.80 9.00
5000 ITI/Z 151.05 44 .81%
T O i
O b HuW\NMthﬂﬂqdﬂuww"u_‘;‘ﬁu“h‘u‘,“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11989: 5-Octen-2-yn-4-ol AR
95.0 8.40 8.60 8.80 9.00
m/z 67.05 35.80%
5000 67.0
41.0
01230,, e
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\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.710 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.710  13.57 ng 762179  Naphthalene-d8 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 38
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 35
3 Pentadecane, 6-methyl- 226 Cl6H34 010105-38-1 35
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 35
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 27

Abundance Scan 1126 (8.710 min): BF135533.D\data.ms (-1122) (-) m/z 57.10 100.00%
57.1

L

5000
145.1 S e A ——
“ ‘ 8.40 8.60 8.80 9.00
o‘Hm‘m“*‘wwJH,HH_m_HwHH‘HHw‘_m_wm m/z 43.10  41.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 L L R R R L IR |
8.40 8.60 8.80 9.00
m/z 71.10 36.65%
o /] 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\f"W\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
R S
8.40 8.60 8.80 9.00
5000 ITI/Z 41.10 31.47%
\‘ ‘M 155.0
O e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107231: Pentadecane, 6-methyl-  EEEmmaRE TR
57.0 8.40 8.60 8.80 9.00
m/z 55.10 26.50%
- WMM
154.0
O\JJ‘HJ»%%-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 8.40 8.60 8.80 9.00

8270-BF091123.M Tue Oct 03 13:44:00 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.763 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.763 5.75 ng 323120 Naphthalene-d8 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Diazaspiro[4.4]nonen-3-carbo... 252 C14H24N202 1010164-25-9 47
2 5-Methoxy-2-methylbenzothiazole 179 C9HONOS 1000342-71-0 47
3 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 43
4 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 43
5 Benzoic acid, 3-isothiocyanato- 179 C8H5NO2S 002131-63-7 22

Abundance Scan 1135 (8.763 min): BF135533.D\data.ms (-1132) (-) m/z 179.15 100.00%

179.2
69.1 109.1
5000 41.1
TS
‘ ‘ 137.1 8.40 8.60 8.80 9.00
P 7 W ‘_“w”m‘w‘wH\M“H1‘»?‘9? 2 e mM/Z 69.10 70.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138001: 1,2-Diazaspiro[4.4]nonen-3-carboxylic acid, 6,6
109.0
5000 L L L B BN I
8.40 8.60 8.80 9.00
410 69.0 179.0 m/z 109.10 64.93%
O TTTT ‘ T \ TT “‘\ T \“\ ‘ \‘\‘ \‘\““‘\ \‘\h‘\ “\‘\“\ T ‘H!]\-\ \‘g\\()\‘\ “\ T \“ TTT \2‘\0% \(‘)\ TTT ‘2\\5\:3\ ‘c
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #54244: 5-Methoxy-2-methylbenzothiazole
179.0
T
8.40 8.60 8.80 9.00
5000 136.0 m/z 55.10 56.61%
69.0
15.0
‘ \ ‘ 109.0‘
0‘H‘_‘H_‘HNJH\HJMWMW;HNMW‘NMHN‘H‘H‘WH‘W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69345: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5, R R AT
179.0 8.40 8.60 8.80 9.00
m/z 41.10 50.12%
5000 69.0
410
107.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 8.40 8.60 8.80 9.00

8270-BF091123.M Tue Oct 03 13:44:01 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1,1'-Bicyclohexyl Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.792 8.20 ng 460600 Naphthalene-d8 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 52
2 Cyclohexene,3-cyclohexyl- 164 C12H20 001808-09-9 47
3 Vinylcyclohexyl ether 126 C8H140 002182-55-0 47
4 Hexenyl angelate, 4z- 182 C11H1802 1000383-63-7 47
5 Glutaric acid, cyclohexylmethyl ... 310 C18H3004 1000394-02-8 43

Abundance Scan 1140 (8.792 min): BF135533.D\data.ms (-1137) (-) m/z 82.10 100.00%

82.1
55.1
5000 133.1
R ERAREEEE S
| 109.1 N 16‘6'2 8.40 8.60 8.80 9.00 9.20
0 H“H‘ww‘wwJWHWJwW‘MMJMMHWM“WLuJH}94fu“ m/z 55.10 80.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41526: 1,1'-Bicyclohexyl
82.0
5000 I L LU B I
55.0 8.40 8.60 8.80 9.00 9.20
166.0 m/z 67.05 59.60%
0 Z?O\ . \“ PR 1090 138.0 |
\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\!\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39776: Cyclohexene,3-cyclohexyl-
55.0 82.0
R A RRARS BREE
8.40 8.60 8.80 9.00 9.20
5000 m/z 83.10 59.00%
164.0
i
0 "‘W‘Hi”mm‘“lm‘ R R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12995: Vinylcyclohexyl ether R A RRERRRRSE
55.0 8.40 8.60 8.80 9.00 9.20
m/z 133.05 47.88%
82.0
5000
27.0 126.0
0 Hu_m‘ﬂwuu‘m‘WM‘H‘H“_MH“H‘_“W‘H“H“ R Eaaas
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

8270-BF091123.M Tue Oct 03 13:44:02 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.845 8.38 ng 470742  Naphthalene-d8 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 72
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 60
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 58
Abundance Scan 1149 (8.845 min): BF135533.D\data.ms (-1147) (-)| [ m/z 118.10 100.00%
118.1
145.1
5000
671 | 6,60 8.80 6.00 9.0
39.0 : ‘ .60 8.80 9.00 9.
Obrrrerie e b b Ll 1LTTR2 2081 g 05 73.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0
5000 LA L B I IR B
8.60 8.80 9.00 9.20
39.0 91.0 m/Z 160.10 65.62%
‘ 63.0 ‘
‘\\ | \‘M Il \H‘H el il H
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl-
118.0
160.0 R A RRRNREESE S
8.60 8.80 9.00 9.20
5000 m/z 117.10 43.91%
91.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- A AEmmaEEEEE R
145.0 8.60 8.80 9.00 9.20
m/z 105.05 32.26%
5000
115.0
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF091123.M Tue Oct 03 13:44:04 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 unknown8.904 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.904 7.12 ng 399950 Naphthalene-d8 8.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2H-Pyrimido(1,2-A)(1,3,5)triazin... 180 C6H4N403 1000433-55-0 30

2 4-Pyridinol, acetate (ester) 137 C7H7NO2 014210-20-9 27
3 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 27
4 2-Butanone, 3-(phenylthio)- 180 C1@H120S 013023-53-5 25

5 4-(2-Furyl)-2,4-dioxobutanoic acid 182 C8H605 1010484-30-9 22

Abundance Scan 1159 (8.904 min): BF135533.D\data.ms (-1156) (-) m/z 57.10 100.00%
57.1

81.1 137.1
5000
109.1
159.1180.2 T T T
| “ H ‘ 8.60 8.80 9.00 9.20
0,38 e L 12082 e 10 6s.66%
miz—-> 40 60 80 100 120 140 160 180 200
Abundance #55267: 2H-Pyrimido(1,2-A)(L,3,5)triazine-2,4,8(1H,3H)-t
137.0
69.0 109.0
5000 180.0 R REAREEEREEme
44.0 8.60 8.80 9.00 9.20
m/z 41.10 67.58%
0 \i”w\““\\“‘m\“M\H‘H‘H‘H“H1\‘\\\\“\\\\‘\\\\
40

60 80 100 120 140 160 180 200
#19169: 4-Pyridinol, acetate (ester)

m/z-->
Abundance

%

43.
0 67.0
95.0 D
137.0 8.60 8.80 9.00 9.20
5000 ITI/Z 81.10 62.54%
0 H1“‘“l‘wH‘!M‘HWH‘WHWHWHWH
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #41574: cis,trans-3-Ethylbicyclo[4.4.0]decane D
137.0 8.60 8.80 9.00 9.20
81.0 m/z 137.05 60.76%
5000 166.0
55.0
H‘ \‘ L \109'0 I
L T N T
m/z--> 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF091123.M Tue

Oct 03 13:44:05 2023

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.975 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.975 3.32 ng 466573  Acenaphthene-d10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 38
2 Isoxazole, 3,4-dimethyl-5-(2-thi... 179 C9HSINOS 056421-65-9 35
3 Cyclohexane, 1,1'-ethylidenebis- 194 C14H26 002319-61-1 25
4 2-Propenyl-3-vinyloxirane 110 C7H100 070597-49-8 22
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 22
Abundance Scan 1171 (8.975 min): BF135533.D\data.ms (-1168) (-) m/z 81.10 100.00%
55.1 81.1
5000
T
8.60 8.80 9.00 9.20
0" m/z 55.10 87.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 L L N BN BN B
110.0 8.60 8.80 9.00 9.20
39.0 m/z 95.10 63.30%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54250: Isoxazole, 3,4-dimethyl-5-(2-thienyl)-
179.0
T
8.60 8.80 9.00 9.20
5000 1110 m/z 41.10 58.62%
68.0
41.0
‘ ‘ 136.0 ‘
ol A U
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69406: Cyclohexane, 1,1'-ethylidenebis- e A RARSSREE
g
55.0 111.0 8.60 8.80 9.00 9.20
m/z 179.20  55.06%
82.0
5000
194.0
owmomso
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF091123.M Tue Oct 03 13:44:08 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.010 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.010 5.74 ng 806349  Acenaphthene-di10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 49
2 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 46
3 Cyclohexane, ethenyl- 110 C8H14 000695-12-5 38
4 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 38
5 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 38
Abundance Scan 1177 (9.010 min): BF135533.D\data.ms (-1175) (-) m/z 81.10 100.00%
81.1
179.2
55.1
5000 123.1
149.1 R R SRS
H ‘ ‘ ‘ ‘ 8.60 8.80 9.00 9.20 9.40
O bl e 1121020 s 179 20 71.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19520: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81.0
123.0
5000 410 DL B AL B R
8.60 8.80 9.00 9.20 9.40
m/z 55.10 61.93%
0 \\\‘\\\\“\\\‘\‘\”‘\\‘ \\‘\H!‘\\“\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
R RR
8.60 8.80 9.00 9.20 9.40
5000 m/z 69.10 53.19%
110.0
39.0
0 ‘1‘5"?“\‘”‘;“ .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6707: Cyclohexane, ethenyl- R A RR R
81.0 8.60 8.80 9.00 9.20 9.40
m/z 41.10 51.46%
5000
54.0 110.0
70 Ll
S ok O Y A Y SO UUROY B t—
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BF091123.M Tue Oct 03 13:44:09 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.175 22.87 ng 3211490  Acenaphthene-d10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 87
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 43
3 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-95-1 40
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 30
5 Diallyldivinylsilane 164 CloH16Si 119901-88-1 27

Abundance Scan 1205 (9.175 min): BF135533.D\data.ms (-1201) (-) m/z 55.10 100.00%
58.1 198.2

951 1231

5000

%

159.1

8.80 9.00 9.20 9.40
m/z 193.20  99.38%

0 220.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

193.0
123.0
5000 69.0 950 TR T
8.80 9.00 9.20 9.40
m/z 41.10 70.73%
151.0
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe

123.0 1938.0

4

41.0 8.80 9.00 9.20 9.40

5000 83.0 m/z 69.10 60.49%

ok “;“ Ay M’ ‘W‘ “\““ - H‘ : M _ ‘:‘]'?‘5“0‘ - “ : ‘\!“ —

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85378: Cyclohexane, 1-(cyclohexylmethyl)-4-ethyl-, cis- SRR AR AR RRRAE

%

55.0 8.80 9.00 9.20 9.40
83.0 m/z 123.10  59.90%
111.0
5000
208.0
179.0
ol M Al s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40

8270-BF091123.M Tue Oct 03 13:44:10 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.381 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.381 3.63 ng 509141  Acenaphthene-d10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 38
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 38
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 35
4 Decane 142 C1eH22 000124-18-5 35
5 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 35
Abundance Scan 1240 (9.381 min): BF135533.D\data.ms (-1238) (-) m/z 57.10 100.00%
57.1
173.1
5000 MW
111.1
R RRRE s e
43.1 9.00 9.20 9.40 9.60 9.80
y— | J““ ‘ “”‘ Al P o m/z 43.10 57.61%
miz-> 50 100 150 200 250
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 I N B R
9.00 9.20 9.40 9.60 9.80
m/z 173.10 52.44%
o2 L L0 100" 00000
miz-> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
Rt e A RRaaa s
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.10 45 ,39%
27,0 99.0
0 L \h bl \16\9'0 211.0 296.( MMN
e T M e e e
miz--> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl- e A RmaE
57.0 9.00 9.20 9.40 9.60 9.80
m/z 71.10 41.58%
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1-(p-Fluorophenyl)-4-piperi... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.492 13.26 ng 1862010 Acenaphthene-d10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 50
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
3 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 38
4 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 36
5 2-((Trimethylsilyl)thio)nicotino... 208 C9H12N2SSi 1000474-02-5 27

Abundance Scan 1259 (9.492 min): BF135533.D\data.ms (-1256) (-) m/z 193.20 100.00%

193.2
5000 69.1 123.1
4Ll 95.1
R T T A
‘ h | ‘ 9.20 9.40 9.60 9.80
Obrerer il ol L das12 ] 2202, 6910 42.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 L B L B L LN B
150.0 9.20 9.40 9.60 9.80
95.0 m/z 123.10 41.53%
0 \177\-‘0\‘\\4\"2\.(\)\‘\‘6\9\.\0\‘}\\‘1‘\\‘H‘l\\\‘\\‘\\‘\H\‘\\ ‘\‘H\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
DL
9.20 9.40 9.60 9.80
5000 55.0 m/z 41.10 36.58%
109.0
81.0
29.0 ‘ ‘ ‘
137.0
oo b bl (%2800, | 2226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68239: Pyrazole, 5-methyl-3-(5-nitro-2-furyl)- R ARRamEESS S
193.0 9.20 9.40 9.60 9.80
m/z 83.10 34.78%
5000
119.0
163.0
o150 420680890 | |
R B A maan e A DD
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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Tritetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.516 10.87 ng 1525970  Acenaphthene-d10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Tridecane 184 C13H28 000629-50-5 72
4 Hexadecane 226 Cl6H34 000544-76-3 64
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 64
Abundance Scan 1263 (9.516 min): BF135533.D\data.ms (-1261) (-) m/z 57.10 100.00%
57.1
5000 W
‘ 159.1 ‘9.‘50‘ |
bl 2280wz 43.16 76.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 —— :
9.50
m/z 71.10 75.28%
ok HHm;97026703370 463.0533.0 604.0
‘HH‘\H\‘H\I[HHT\\T(H\\‘Y\H[\H!‘\HWHH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
T \
9.50
5000 m/z 85.10 35.91%
0 ‘ Hﬁlﬁ‘?‘m?oze?oss?o 463.0 561.0
e A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59026: Tridecane T
57.0 9.50
m/z 55.10 29.73%
5000 Mwm
\ | 184.0
0‘mwu\‘Mf,u\\‘\\u‘\\\\‘\u\‘\\\\‘\m‘\m‘\m‘\m‘uu T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 18 unknown9.651 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.651 14.40 ng 2022560  Acenaphthene-d10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 78
2 Silane, chlorodiethylhexyloxy- 222 C10H23ClO0Si 1000363-74-4 41
3 4-Isopropyl-5,10-dimethyl-decali... 236 C15H2402 291278-94-9 27
4 2-Anthracenamine 193 C14H11N 000613-13-8 20
5 Dodecane, 1,12-dibromo- 326 C12H24Br2 003344-70-5 14

Abundance Scan 1286 (9.651 min): BF135533.D\data.ms (-1283) (-) m/z 69.10 100.00%
69.1 1938.2

41.1 : 109.1
5000 137.2
—r —
165. 9.50 10.00
‘\H H 18.2 9
ol m/z 193.20  95.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 69.0 950 S E=
9.50 10.00
m/z 55.10 90.16%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100843: Silane, chlorodiethylhexyloxy-
1938.0
83.0 109.0 — e
9.50 10.00
5000 m/z 41.10 84.43%
55.0
200 | ‘ 135.0
023 12503030 | 2220

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #118660: 4-Isopropyl-5,10-dimethyl-decalin-1,3-dione

S ‘
41.0 109.0 9.50 10.00
137.0 m/z 109.10  83.09%
69.0
5000 194.0
165.0

-
[ BN A W AN 0 S S S e e
miz—> 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\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 19 unknown9.698 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.698 19.52 ng 2740560  Acenaphthene-d10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 22
2 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 18
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 18
4 11-Bromo-1-undecanol, TMS deriva... 322 C14H31BrOSi 026305-83-9 14
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 14

Abundance Scan 1294 (9.698 min): BF135533.D\data.ms (-1291) (-) m/z 193.20 100.00%

198.2
411 91 971
5000
123.1

152.2 950 1000
o_mh“m HMH“‘ “‘m,lHu_H‘u‘ww“_mz“zﬁ?w m/z 97.10 64.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69427: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, tre
558.0
97.0
5000
950 1000
194.0 m/z 41.10 61.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68105: [1,1'-Biphenyl]-4-acetonitrile
198.0
—r —
9.50 10.00
5000 m/z 69.10 60.30%
82.0
152.0
27.0 5\ Ll \‘\ | 11\50 b Il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69425: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, ci —r ; ;

55.0 97.0 9.50 10.00
m/z 55.10 57.76%

5000

‘ 194.0
i N | | 1240 1660

O v ety e T T — —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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-Furoic acid, 2-methyloct-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.498 7.74 ng 392250  Perylene-d12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Furoic acid, 2-methyloct-5-yn-... 234 C14H1803 1000299-23-7 50
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 49
3 3-([4-(4-Fluorophenyl)-5-methyl-... 289 C14H12FN303 1000388-71-0 47
4 1,2,5,6-Tetraaza-2,4-hexadiene, ... 358 C20H30N402 1000188-27-0 47
5 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 46
Abundance Scan 2450 (16.498 min): BF135533.D\data.ms (-2447) (- m/z 191.20 100.00%
191.2
s m
e o5
o ““u“ﬂ L ‘w uﬂk 3“ 1) 4y 24702050 3502 4125 o 10 s0.62%
m/z--> 50 OO 150 200 250 300 350 400 450
Abundance  #115989: 2-Furoic acid, 2-methyloct-5-yn-4-yl ester
95.0
5000 1
16.50
191.0 m/z 81.10  34.44%
39.0 ‘ l
O "““\\‘U‘\M‘H"h“‘\“‘\‘l‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82813: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen
191.0
——
16.50
m/z 69.10 33.28%
50000 &7 /
1070
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #184812: 3-([4-(4-Fluorophenyl)-5-methyl-2H-pyrazol-3-y —
191.0 16.50
m/z 109.10 25.67%
43.0 133.0
5000
289.0
243.0
0 e
m/z--> 50 100 150 200 250 300 350 400 450 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135533.D

Acqg On : 02 Oct 2023 18:14
Operator : CG\JU

Sample : 04668-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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... 8.245 3.4 ng 187885 2 8.022 1123310 20.0
unknown8.310 8.310 5.3 ng 296642 2 8.022 1123310 20.0
Decane, 2,6,7-t... 8.445 10.4 ng 585639 2 8.022 1123310 20.0
unknown8.481 8.481 6.2 ng 348575 2 8.022 1123310 20.0
Cyclohexane, 1,... 8.557 8.6 ng 485313 2 8.022 1123310 20.0
unknown8.639 8.639 6.0 ng 338315 2 8.022 1123310 20.0
unknown8.710 8.710 13.6 ng 762179 2 8.022 1123310 20.0
unknown8.763 8.763 5.8 ng 323120 2 8.022 1123310 20.0
1,1'-Bicyclohexyl 8.792 8.2 ng 460600 2 8.022 1123310 20.0
Naphthalene, 1,... 8.845 8.4 ng 470742 2 8.022 1123310 20.0
unknown8.904 8.904 7.1 ng 399950 2 8.022 1123310 20.0
unknown8.975 8.975 3.3 ng 466573 3 9.792 2808160 20.0
unknown9.010 9.010 5.7 ng 806349 3 9.792 2808160 20.0
Decahydro-1,1,4... 9.175 22.9 ng 3211490 3 9.792 2808160 20.0
unknown9.381 9.381 3.6 ng 509141 3 9.792 2808160 20.0
1-(p-Fluorophen... 9.492 13.3 ng 1862010 3 9.792 2808160 20.0
Tritetracontane 9.516 10.9 ng 1525970 3 9.792 2808160 20.0
unknown9.651 9.651 14.4 ng 2022560 3 9.792 2808160 20.0
unknown9.698 9.698 19.5 ng 2740560 3 9.792 2808160 20.0
2-Furoic acid, 16.498 7.7 ng 392250 6 15.410 1013920 20.0
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