LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc :

ALS Vvial : 22 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: BF135390.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.387 558 561 577 rBV 589559 633525 12.03% 1.869%
2 6.404 731 734 749 rBV 499277 623124 11.83% 1.839%
3 6.757 791 794 801 rBV 902840 724863 13.76% 2.139%
4 7.316 886 889 893 rBV 369979 342022 6.49% 1.009%
5 7.939 987 995 999 rBV8 37301 94289 1.79% 0.278%
6 8.034 1006 1011 1015 rBV 974737 915931 17.39% 2.703%
7 8.204 1033 1040 1042 rBV7 43861 95588 1.82% 0.282%
8 8.263 1043 1050 1053 rVV3 86618 164170 3.12% 0.484%
9 8.292 1053 1055 1059 rBV2 50119 80228 1.52% 0.237%
10 8.328 1059 1061 1063 rVV3 109028 84498 1.60%  0.249%
11 8.381 1067 1070 1072 rBV3 67564 68070 1.29% 0.201%
12 8.422 1074 1077 1079 rVV3 77830 91457 1.74% 0.270%
13 8.457 1079 1083 1084 rVV3 74042 103448 1.96% 0.305%
14 8.475 1084 1086 1088 rVVv2 152818 162450 3.08% 0.479%
15 8.492 1088 1089 1092 rVB 190975 150883 2.87% 0.445%
16 8.581 1099 1104 1108 rBV5 133510 224588 4.26% 0.663%
17 8.669 1115 1119 1120 rBV3 100000 133146  2.53% 0.393%
18 8.722 1125 1128 1132 rVVv4 183173 217242 4.13% 0.641%
19 8.781 1135 1138 1140 rBV3 224534 204392 3.88% 0.603%
20 8.810 1141 1143 1146 rBV3 110243 149034 2.83% 0.440%
21 8.875 1150 1154 1156 rBv4 159591 228563 4.34% 0.674%
22 8.992 1171 1174 1177 rBV3 289621 395569 7.51% 1.167%
23 9.028 1177 1180 1182 rwV 475196 417597 7.93% 1.232%
24  9.116 1190 1195 1198 rBV3 666885 882343 16.76% 2.604%
25 9.186 1204 1207 1211 rBV2 1152988 1318982 25.05% 3.892%
26 9.234 1213 1215 1217 rBv2 289718 310688 5.90% 0.917%
27  9.298 1224 1226 1228 rVB2 383375 294010 5.58% 0.868%
28 9.504 1257 1261 1263 rBV 2357337 2115258 40.17% 6.242%
29 9.557 1267 1270 1274 rVB3 857067 951870 18.08% 2.809%
30 9.663 1284 1288 1290 rBV3 1519371 1691320 32.12% 4.991%
31 9.710 1293 1296 1298 rVB 2882456 2672962 50.76% 7.887%
32 9.745 1298 1302 1304 rBV2 817898 934952 17.75% 2.759%
33 9.775 1304 1307 1310 rBV3 1194126 1650572 31.34% 4.871%
34 9.839 1315 1318 1320 rVV2 651971 728568 13.83% 2.150%
35 10.063 1354 1356 1361 rBV4 570703 760823 14.45%  2.245%

36 10.133 1364 1368 1371 rVV3 968795 1410582 26.79% 4.162%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22 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
37 10.169 1372 1374 1378 rVB4 827410 836395 15.88% 2.468%
38 10.210 1378 1381 1384 rBV2 2098620 2077250 39.45% 6.130%
39 10.733 1466 1470 1476 rBV2 1179297 2111636 40.10% 6.231%
40 13.945 2011 2016 2021 rBV2 4264716 5266137 100.00% 15.539%
41 14.992 2191 2194 2201 rVB 232868 406608 7.72% 1.200%
42 15.357 2253 2256 2262 rVB 199370 248839 4.73% 0.734%
43 15.415 2263 2266 2283 rVB2 412485 734561 13.95% 2.168%
44 15.874 2341 2344 2349 rVB 122431 179683 3.41% 0.530%

Sum of corrected areas: 33888716
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 21 Sep 2023 20:19
¢ CG\JU
¢ 04397-02 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092123\
BF135390.D

: 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF135390.D\data.ms

6.757
387
538 6.404 7.316

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

Time-->

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF135390.D\data.ms

10.210 10.733

0

T — — — — — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Time-->

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF135390.D\data.ms
13.945

14.992 5
1%% } 15.874
e AN N

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
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BF135390.D

: 21 Sep 2023 20:19
: CG\JU

: 04397-02 5X

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092123\

: 22 Sample Multiplier: 1

: C:\Database\NIST20.L
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 Tricyclo[4.3.1.1(3,8)]undec...

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.263 3.58 ng 164170  Naphthalene-d8 8.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[4.3.1.1(3,8)]undecane, ... 228 C11H17Br 021898-96-4 64
2 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 64
3 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 50
4 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 50
5 Added stereo to name 164 C12H20 024145-89-9 43
Abundance Scan 1050 (8.263 min): BF135390.D\data.ms (-1043) (-) m/z 149.05 100.00%
149.1
5000
93.0
411 \\\‘\\\\‘\\\\’\\\\‘\\\\
‘ ‘ 1.0 ‘ 1781 8.00 8.20 8.40 8.60
0 m‘W‘L‘J““w“m‘}ww ‘M‘_Hw‘HH‘JW:MWW‘ m/z 93.05  33.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #108604: Tricyclo[4.3.1.1(3,8)Jundecane, 1-bromo-
149.0
5000 L L R B L B R
8.00 8.20 8.40 8.60
930 m/z 79.00  21.34%
O \\\‘\\\\iu\\hl‘\“\‘\\‘U\\‘N\‘\“\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\%%?\'9
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
N R REREE
8.00 8.20 8.40 8.60
5000 m/z 107.05 19.14%
41.0 93.0
67.0
isol Lol e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52978: 1-Methyl-3-ethyladamantane R
149.0 8.00 8.20 8.40 8.60
m/z 41.10 17.19%
5000
93.0
55.0 1210 | 1780
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown8.581 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.581 4.90 ng 224588 Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Adamantan-1-ylmethyl-4-chloro-... 369 C18H24CINO3S  1000296-46-6 47
2 Tricyclo[3.3.1.1<3,7>]decane, 2-... 164 C12H20 014451-87-7 46
3 Tricyclo[3.3.1.1(3,7)]decane, 2-... 181 C1@H15NO2 054564-31-7 46
4 1,3-Benzodioxole, 5-propyl- 164 C10H1202 000094-58-6 43
5 N-Benzylformamide 135 C8HONO 006343-54-0 43

Abundance Scan 1104 (8.581 min): BF135390.D\data.ms (-1099) (-) m/z 135.05 100.00%

135.1
5000 55.1
5.1
R R SRR
H ?77-1 8.20 8.40 8.60 8.80 9.00
0! w‘w‘!wN“uu ol | A m/z  55.1@  38.13%
miz--> 50 100 150 200 250 300 350
Abundance #277934: N-Adamantan-1-ylmethyl-4-chloro-3-methoxy-b
135.0
5000 I N B R
8.20 8.40 8.60 8.80 9.00
79.0 m/z 81.10 37.01%
0 4%q‘\WL‘\‘L ) L 205.0 369.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #39808: Tricyclo[3.3.1.1<3,7>]decane, 2-ethyl-
135.0
O
8.20 8.40 8.60 8.80 9.00
5000 m/z 67.00 36.55%
79.0
0 L
m/z--> 50 100 150 200 250 300 350
Abundance #55768: Tricyclo[3.3.1.1(3,7)]decane, 2-nitro- R RRaEE e A RRAREY
135.0 8.20 8.40 8.60 8.80 9.00
m/z 79.05 33.75%
5000
93.0
41.0
0 i H “M‘w‘ I - — S
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown8.722 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.722 4.74 ng 217242  Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-1,3-Dioxin-4-one, 6-(1-bromoe... 262 C1OH15Bro03 113304-27-1 25
2 Cyclopropane, pentachloro- 212 C3HC15 006262-51-7 17
3 trans-.beta.-Ionone 192 C13H200 000079-77-6 14
4 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 14
5 N-Ethyl-1-methyl-1H-pyrazolo[3,4... 177 C8H11N5 005334-50-9 14
Abundance Scan 1128 (8 722 min): BF135390.D\data.ms (-1125) (-) m/z 55.10 100.00%
g
o8- 179.2
5000 107.1
149.1
 EAEEEEEE RS
8.40 8.60 8.80 9.00
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #149817: 4H-1,3-Dioxin-4-one, 6-(1-bromoethyl)-2-(1,1-d
177.0
69.0
98.0
5000 41.0 T T T T T T T
26.0 8.40 8.60 8.80 9.00
126. m/z 177.15  82.43%
0 H ‘ \ \\H\ H‘ Ll Il 20§0234 0262 0
H\‘\H\‘HH‘HH’HH‘H\\‘\H\’HH‘\H\‘\\H’HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #90244: Cyclopropane, pentachloro-
179.0
e  ERaaRmass SR
8.40 8.60 8.80 9.00
5000 m/z 41.10 79.73%
83.0
45.0
‘ 117.0
b bbb il dso b
m/z--> 20 40 60 80 100 120 140 160 180200220240 260
Abundance #66863: trans-.beta.-lonone e RRREESS S
177.0 8.40 8.60 8.80 9.00
43.0 m/z 107.10 50.92%
5000
91.0 1350
o850 i lipa d by MW
m/z--> 20 40 60 80 100120140160 180200220 240260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 4 unknown8.781 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.781 4.46 ng 204392  Naphthalene-d8 8.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pyridine, 4-(2-phenylethynyl)- 179 C13HSN 1000404-81-1 25
2 4-Butylbenzoic acid, heptadecyl ... 416 C28H4802 1000292-21-3 22
3 2,4-Dimethoxyphenyl isocyanate 179 C9H9NO3 084370-87-6 22
4 3,5-Dimethyl-1-adamantanol 180 C12H200 000707-37-9 14
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 11

Abundance Scan 1138 (8.781 min): BF135390.D\data.ms (-1135) (-) m/z 179.15 100.00%

179.2
109.1
41.1
5000
R RRNREEESERMLE RS
‘ } } ‘ 8.40 8.60 8.80 9.00 9.20
0 m\‘l“uﬂ}“‘;‘ Ju‘u!u“uw“m e M/z 109,10 68.36%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #53948: pyridine, 4-(2-phenylethynyl)-
179.0
5000 I N B R
8.40 8.60 8.80 9.00 9.20
m/z 41.10 56.26%
126.0
76.0
0 27'0 T L | \“\ |
\\\\[\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\

miz—> 0 50 100 150 200 250 300 350 400

\

Abundance #311634: 4-Butylbenzoic acid, heptadecy! ester
179.0
e
8.40 8.60 8.80 9.00 9.20
5000 m/z 55.05 55.04%
99 30190 | g
(I AU TR S TR /L
m/z--> 0 50 100 150 200 250 300 350 400

Abundance

5000

15.0 93.0

#54198: 2,4-Dimethoxyphenyl isocyanate
179.0

8.40 8.60 8.80 9.00 9.20

m/z 83.10 47.40%

'\

or L tidig by 4]
bt
miz—> 0 50 100 150

200 250 300 350 400

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\BF092123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19

Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown8.875 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.875 4.99 ng 228563  Naphthalene-d8 8.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180 004951-40-0 10
2 10-Undecynoic acid, methyl ester 196 C12H2002 002777-66-4 10
3 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 10
4 4H-1,2,4-Triazole, 3-(3,5-dimeth... 163 C7HIN5 003310-78-9 10
5 [3-(Aminomethyl)-5-methylcyclohe... 157 C9H19NO 498531-57-0 10

Abundance Scan 1154 (8.875 min): BF135390.D\data.ms (-1150) (-) m/z 74.00 100.00%

74.0
41.1 163.2

5000 o1 1231

-

191.2 A AL e
8.60 8.80 9.00 9.20

0+ m/z 55.10 75.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52910: 2-Propenal, 3-(2,6,6-trimethyl-1-cyclohexen-1-yl
163.0

\

5000 NS
8.60 8.80 9.00 9.20

m/z 41.10  63.58Y%
41.0 9.0 47310

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

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

o

é

Abundance #71419: 10-Undecynoic acid, methyl ester
74.0
R AR RN
8.60 8.80 9.00 9.20
m/z 163.15 62.32%
5000 41.0
95.0
122.0
AN =T Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52974: 1,3,4-Trimethyladamantane  ARRAREEEEE SR
163.0 8.60 8.80 9.00 9.20
m/z 67.00 41.54%
5000
107.0
55.0
0“H“Hﬂk“meMLMUH"Héﬁwu‘lu“u‘w“u  E
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown8.992 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.992 4.79 ng 395569  Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 43
2 Cyclopentane, 1l-ethenyl-3-ethyl-... 138 C10H18 055170-98-4 27
3 4-(1H-Pyrazol-1-yl)butanoic acid 154 C7H1ON202 1010468-88-1 27
4 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 25
5 4-Methyl-1,3-heptadiene 110 C8H14 017603-57-5 22

Abundance Scan 1174 (8.992 min): BF135390.D\data.ms (-1171) (-) m/z 81.10 100.00%
81.1
55.1
5000
e
8.60 8.80 9.00 9.20 9.40
0! m/z 95.10  75.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 [TT T T[T I I T[T T T rrro Tt
110.0 8.60 8.80 9.00 9.20 9.40
39.0 m/z 55.10 69.87%
0 \]-\5\.(‘)\‘”\ \M\ \‘MH\ “\‘1‘\ \‘\H ‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #19534: Cyclopentane, 1-ethenyl-3-ethyl-2-methyl-
81.0
e
550 109.0 8.60 8.80 9.00 9.20 9.40
5000 ITI/Z 41.10 62.51%
29.0
N 1380
R AR RERR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31704: 4-(1H-Pyrazol-1-yl)butanoic acid R A aE R
81.0 8.60 8.80 9.00 9.20 9.40
m/z 179.20 52.16%
5000
54.0
280 "1 109.0 154.0
0“w‘WHWNﬂhwﬁuituwMW‘W‘H“HJW“H‘H“_‘H L Ll
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\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown9.028 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.028 5.06 ng 417597  Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thujone 152 C10H160 000546-80-5 43
2 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 38
3 2-Ethylcyclohexanol, heptafluoro... 324 C12H15F702 959079-92-6 35
4 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 35
5 Cyclohexanol, 4-sec-butyl- 156 C10H200 006292-20-2 27
Abundance Scan 1180 (9.028 min): BF135390.D\data.ms (-1177) (-) m/z 81.10 100.00%
81.1
179.2
41.1
5000 231
A BAREEEEEEE
| ‘ 8.80 9.00 9.20 9.40
0 Al MHiu‘u‘“‘_‘”_‘”_” m/z 179.20  73.16%
miz--> 50 100 150 200 250 300
Abundance #29047: Thujone
81.0
41.0
5000 L B I L I LN B
8.80 9.00 9.20 9.40
m/z 55.10 68.87%
L L e
O \‘\ ‘\ U i‘m\hl” \H“ \‘ \‘\ T “ L ‘ L ‘ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #6706: Cyclohexene, 1-ethyl-
81.0
R R E
8.80 9.00 9.20 9.40
5000 m/z 41.10 57.57%
41.0
gl
m/iz--> 50 100 150 200 250 300
Abundance  #228326: 2-Ethylcyclohexanol, heptafluorobutyrate AR e R
81.0 8.80 9.00 9.20 9.40
m/z 110.10 53.87%
5000
41.0
169.0
01L9'°225-0324-'
m/z--> 50 100 150 200 250 300 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown9.186 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.186 15.98 ng 1318980  Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 22
3 1-Ethynylcyclododecanol 208 C14H240 1000484-40-4 22
4 trans-3-Methoxy-b-methyl-b-niros... 193 C10H11NO3 018738-95-9 18
5 Ethanone, 1-(1-ethyl-1H-pyrazol-... 138 C7H10N20 1000316-95-0 18

Abundance Scan 1207 (9.186 min): BF135390.D\data.ms (-1204) (-) m/z 193.20 100.00%

193.2
55.1
95.1 1231
5000
T T R
151.2 8.80 9.00 9.20 9.40 9.60
0 2202 m/z s55.10  76.83%
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 95.0 T T T
8.80 9.00 9.20 9.40 9.60
m/z 123.10 65.66%
‘ ‘ 151.0
0 \\\‘\\\\‘\\\‘\‘\ \\“’1\\‘!‘\‘\‘{\“!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
A RREARIEEEES S
69.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 95.10 61.90%
138.0
0180 _Mui‘HNM‘H‘H‘W‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85242: 1-Ethynylcyclododecanol e R
69.0 97.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 60.11%
5000 41.0
123.0
151.0
0/15.0 Ly, 1790 207.0
R R R A RR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown9.234 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.234 3.76 ng 310688 Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10OH160 003588-18-9 49
2 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 47
3 2-Furoic acid, 3-chloroprop-2-en... 186 C8H7C1l03 1000299-24-2 43
4 2-Decyne 138 C10H18 002384-70-5 43
5 2-Furoylacetonitrile 135 C7H5NO2 1000342-47-5 43

Abundance Scan 1215 (9.234 min): BF135390.D\data.ms (-1213) (-) m/z 95.10 100.00%

95.1
5000
411 91 151.1
S
18.1 1781 s 9.00 9.20 9.40 9.60
0 m/z 41.10 40.16%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29269: 5,7-Octadien-4-one, 2,6-dimethyl-, (Z)-

.

95.0
67.0
5000 L L I L LI L B
410 9.00 9.20 9.40 9.60
152.0 m/z 151.05 36.24%
Ly ‘M\ iy ‘H T \1210 ‘ M\
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67560: 6-Acetamido-1,4-benzodioxane
95.0 151.0 193.0
T
9.00 9.20 9.40 9.60
5000 43.0 m/z 81.10 36.167%
67.0
| ‘\ i, 1220
O el et e e
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #61533: 2-Furoic acid, 3-chloroprop-2-enyl ester T RRRmEESE
95.0 9.00 9.20 9.40 9.60

m/z 69.10 36.08%

5000
151.0

39.0

i

ol ... 680 | 1230 | 1860
e R
miz-> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.298 3.56 ng 294010  Acenaphthene-di10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 58
2 Bicyclo[3.3.1]nonan-9-one, 1,2,4... 225 C12H19NO3 129967-65-3 27
3 Ethanone, 1-(1-ethyl-1H-pyrazol-... 138 C7H10N20 1000316-95-0 25
4 2-Propanone, 1-(1-cyclohexen-1-yl)- 138 C9H140 000768-50-3 15
5 Longipinane, (E)- 206 C15H26 1000156-14-5 15

Abundance Scan 1226 (9.298 min): BF135390.D\data.ms (-1224) (-) m/z 193.20 100.00%
95.1 1231 198.2

41.1 69.1
5000
149'1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
17 9.00 9.20 9.40 9.60
0 m/z 95.10 97.51%

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

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

123.0
5000 69.0 95.0 T T T T T T T T T
9.00 9.20 9.40 9.60
m/z 123.10 87.52%
‘ ‘ 151.0
| A \‘ \“ “ ‘ ‘\ ! \‘ |
‘\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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
69.0 950

&

o

c

41.0

9.00 9.20 9.40 9.60
5000 m/z 69.10 79.08%

|20 15‘1'0 179.0
‘\

o

‘ ‘H\‘ L ‘\;‘u‘\‘ ‘H\’“

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

Abundance #19801: Ethanone, 1-(1-ethyl-1H-pyrazol-4-yl)- G
95.0 123.0 9.00 9.20 9.40 9.60

m/z 41.10 78.11%

i

5000|430

‘ 68.0
1 I |

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

3

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 11 unknown9.504 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.504 25.63 ng 2115260  Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 42
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
4 2-Anthracenamine 193 C14H11N 000613-13-8 30
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 25

Abundance Scan 1261 (9.504 min): BF135390.D\data.ms (-1257) (-) m/z 193.20 100.00%

198.2
5000 41.1 691 123.1
95.1
T \
14
o“““¢¢Hw‘ﬂmﬂw‘w“H“M‘q?5%%u“_“w‘?%§%‘ m/z 69.10  50.50%
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-, t
69.0 1938.0
' 123.0
41.0
5000 —— :
95.0 950
m/z 41.10 43.98%
O 1’1111520
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
T \
41.0 9:50 o
5000 83.0 ITI/Z 123.10 43.15%
o 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, e ‘
193.0 9.50
42.0 m/z 55.10 42.40%
o 7 WMW
108.0
158.0
oﬁ?mWNMmeﬁﬁ¥9mwhwmuwm —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown9.557 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.557 11.53 ng 951870  Acenaphthene-di1e 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 3,5-Diamino-6-[2-thienyl]-1,2,4-... 193 C7H7N5S 058848-66-1 35
5 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 35

Abundance Scan 1270 (9.557 min): BF135390.D\data.ms (-1267) ()|  m/z 193.20 100.00%

198.2
55.1 g3 109.1
5000
T I
9.50
0 182 n/z s5.10  60.90%
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-, t
690 1938.0
' 123.0
41.0
5000 —
95.0 950
m/z 109.10 58.40%
O T \‘\‘\ \‘i“\ T \“L\h\ \H‘M o M“ \‘\H\ T “1 TT i“‘]\_suzw.?\ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
T \
9.50
5000 55.0 m/z 69.10 57.50%
109.0
81.0
29.0 ‘ ‘
137.0
T A P YN ™.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone —— ‘
198.0 9.50
m/z 95.10 56.41%
123.0
5000
150.0
95.0
o709 e00 | _—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown9.710 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.710  32.39 ng 2672960  Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
2 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 22
3 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 22
4 Spiro[5.6]dodecane-1,7-dione 194 C12H1802 050803-80-0 18
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 18

Abundance Scan 1296 (9.710 min): BF135390.D\data.ms (-1293) (-) m/z 193.20 100.00%

193.2
41.1 97.1
5000

137.2 S Do
‘ “ ‘ ‘ 9.50 10.00
0 bk e k2283 m/z a1.10 66.26%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
123.0
5000 e —
9.50 10.00

m/z 69.10  65.40%

42.0 . ‘
HH‘\‘H\“\\\‘\‘\7\\\'5‘\‘?\\i‘\\‘\\‘l\\\‘\\}\a’ﬁ.\o\‘\\‘\‘\\\\‘\\H‘H\\’\\H‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #69266: Cyclododecanone, 2-methylene-
41.0

—
95.0 9.50 10.00
5000 ' m/z 97.10 65.07%

137.0 1940
b e H‘H","H“H“HHWHWH,HH_
m/z--> 20 40 60 80 lOO120140160180200220240260

‘ h \\‘h m\‘ | ‘\ |
Abundance #168923: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris- —— —
55.0 9.50 10.00

m/z 55.10 64.68%

97.0
5000 193.0

o490 | m \“ h‘ 1870 | 2290 276
e el e P 220270 S—

T
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown9.745 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.745 11.33 ng 934952  Acenaphthene-dile 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-(2,2,6-Trimethylcyclohexyl)hex... 226 C15H300 070788-30-6 38
2 4(1H)-Pyrimidinone, 6-(1-methyle... 138 C7H10N20 124703-81-7 35
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 35
4 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 30
5 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C1@H18 085006-04-8 30

Abundance Scan 1302 (9.745 min): BF135390.D\data.ms (-1298) (-) m/z 123.10 100.00%

128.1
55.1
5000 83.1

208.2 7 —
H\‘HH‘N‘HM !\‘ \‘ “ M\\‘\‘\ ‘
6

152.2 179.2 ‘
kbbb b L 2380 s 55 1 68.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #107169: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-ol
55.0 95.0 128.0

193.0
5000 — e

o

m/z 41.10 53.90%

2o L | s
\\\‘\‘\“\\‘iw‘\\“\“\‘ ‘\\‘1“‘\\‘}‘\"\\\H‘\\‘1\’\‘\\\"\\\‘\’\}\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19802: 4(1H)-Pyrimidinone, 6-(1-methylethyl)-
123.0

T
9.50 10.00
5000 m/z 109.10 42.01%

68.0 96.0
5o
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #19564: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al —— ——
41.0

o

o

m/z 69.10  38.72%

67.0 95.0
5000
123.0

0 N 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\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknownl@.063 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.063 9.22 ng 760823  Acenaphthene-di10 9.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 43
2 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 27
3 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 27
4 Tetratetracontane 619 C44H90 007098-22-8 25
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 25

Abundance Scan 1356 (10.063 min): BF135390.D\data.ms (-1354) (- m/z 133.05 100.00%
57.1 133.1

%

5000
10.00
6.2
0 \HMW??‘HHHHH m/z 57.10 94.61%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate
57.0
5000 — ‘
10.00
m/z 43.10 79.07%
O \\J\l‘\]\\\J‘\\f4‘HF\‘TH\‘Z\B\\l\‘(\)\3\\5‘5\’\\0\?%\9\‘0\\\\?3\%‘(\)\\\‘\\\\?2\8\‘(
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348587: Hexatriacontyl pentafluoropropionate
57.0
T \
10.00
5000 ITI/Z 55.10 67.05%

#1 " 222.0 306.0 391.0 5040  650.0

?

0 HJWH_HWm_m""‘_"‘_""H"‘HH_MW_WH‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0 10.00
m/z 71.10 65.48%
o M
Sl g -
m/z--> 0 50 100150200250300350400450500550600650 10.00

8270-BF091123.M Fri Sep 22 15:59:37 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 1H-Indene, octahydro-2,2,4,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.134 17.09 ng 1410580  Acenaphthene-d10 9.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 86
2 3H-3,10a-Methano-1,2-benzodioxoc... 226 C13H2203 095906-83-5 72
3 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 30
4 (2,4-Dimethylcyclohexyl)methyl a... 184 C11H2002 1000497-96-9 27
5 3,5-Diamino-6-[2-thienyl]-1,2,4-... 193 C7H7N5S 058848-66-1 27
Abundance Scan 1368 (10.133 min): BF135390.D\data.ms (-1364) (- 193.20 100.00%
69.1 123.1 198.2
41.1
5000 97.1
¥ psta | je222 10.00 1050
0 Mdd‘uww‘mu‘M‘quﬁyw‘ﬂwm‘_uuuu“_‘u 123.10  91.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
' 123.0
41.0
5000
95.0 10.00 10.50

m/z 69.10 91.69%

\‘ \‘ ‘ H i u“\ Al ‘1520

\‘H\\‘HH‘H\\‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH

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

Abundance #106673: 3H-3,10a-Methano-1,2-benzodioxocin-3-ol, oct:
41.0 69.0 193.0

o

T T
10.00 10.50
m/z 55.10 76.78%

5000

226.0

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56913: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-

— —

69.0 10.00 10.50
410 m/z 41.10 66.37%

109.0
5000
H ‘ 164.0
0 H““H“‘MJh‘m“”m‘H"‘wwwwww —— ——
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 unknown1©.169 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.169 10.13 ng 836395  Acenaphthene-di10 9.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 25
3 2-Anthracenamine 193 C14H11N 000613-13-8 14
4 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 14
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 14
Abundance Scan 1374 (10.169 min): BF135390.D\data.ms (-1372) (- m/z 193.20 100.00%
198.2
. 123.1
41.1 691 97.1
5000
157.1 ‘ 10,00 10,50
0lrrrpree ‘UHW N P TR 1““‘““‘2“2‘]"‘2“%59‘:‘ m/z 123.10  68.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
690 193.0
' 123.0
41.0
5000 — ——
98.0 10.00 10.50
m/z 69.10 67.13%
0’11’11520‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
e e
123.0 10.00 10.50
5000 m/z 55.10 66.97%
150.0
95.0
o150 #0600 |
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #68073: 2-Anthracenamine —— —
1938.0 10.00 10.50
m/z 41.10 60.42%
5000 165.0
97.0
70.0 139.0
(JEBBUSNSS A SIS S KA S — —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.210 25.17 ng 2077250  Acenaphthene-die 9.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 50
2 1-(4-Fluorophenyl)-2-(methoxymet... 222 C12H11FO3 1000388-14-4 47
3 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 46
4 2-Fluorobenzoic acid, oct-3-en-2... 250 C15H19F02 1000299-16-5 43
5 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 43

Abundance Scan 1381 (10.210 min): BF135390.D\data.ms (-1378) (- m/z 123.10 100.00%
1238.1

5000 55.1
81.1

207.2 o —
10.00 10.50
1691 ‘
2382 m/z 55.10  43.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
128.0

o

43.0

5000 179.0 R R
10.00 10.50
222.0

m/z 69.10  39.33%

00 ®0 | 1470, |

O‘\‘\\\“\\\H\‘\‘\‘\\H‘H\\‘\“}“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

Abundance #101081: 1-(4-Fluorophenyl)-2-(methoxymethylidene)but
123.0

— —
95.0 10.00 10.50
5000 m/z 41.10 35.77%
43.0

222.0
6&@\“ | 149.0 1790 |

e e e e e P e e
m/z--> 2‘0 4‘0 6‘0 8b 160 1&0 14‘10 1é0 1é0 260 22‘0 24‘10
Abundance #84687: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester P P
123.0 10.00 10.50
m/z 109.10 35.64%

o

68.0
5000

95.0
41.0 ‘ ‘
| 1

‘ | ‘ | 163.0 2080
O e e e e e e —

‘ 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 Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 3-Ethyl-2,6,10-trimethylund... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.733  20.00 ng 2111640  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 72
2 Tetratetracontane 619 C44H90 007098-22-8 64
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 59
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 53
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 52

Abundance Scan 1470 (10.733 min): BF135390.D\data.ms (-1466) (- m/z 57.10 100.00%

57.1
5000

— —
184.1 10.50 11.00

0 _H““‘ ‘”mw,1253-2 m/z 71.10  63.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 — —
10.50 11.00

m/z 43.10 51.68%

‘ 141.0

‘H“\‘\“\ \‘\J‘\‘\‘\\‘“\H‘?’%?\.\o‘\\\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane

0
57.0
10.50 11.00
5000 m/z 85.10 24.64%

o

| 1JJHm;97.0267.0337.0407.0 491.0562.0 M
T 270 267.0337.0407.0 49105620
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester —— ——
57.0 10.50 11.00
m/z 41.10 19.76%

5000

|

155.0
0\”AJAJWL‘w“Hw‘Hw‘”w‘”‘w”‘w”‘w‘”w‘”w‘”\”‘ \

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc

ALS Vvial : 22  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 Docosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.874 4.89 ng 179683  Perylene-di2 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
3 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Octacosane 394 (C28H58 000630-02-4 86
Abundance Scan 2344 (15.874 min): BF135390.D\data.ms (-2341) (- m/z 57.10 100.00%
57.1
— ——
‘ ‘ 1‘13.1 1711 2531 3171 15.50 16.00
ol A L B 2581 817137024172 0 4310 61.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane
57.0
5000 — ——
15.50 16.00
13.0 m/z 71.10 57.76%
‘ | ]1 ", 1830 2390 3100
O\\\“\H‘\‘h‘\i‘\‘\“‘\}““\‘\\‘\“\‘\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #74013: Tridecane, 2-methyl-
57.0
— ——
15.50 16.00
5000 m/z 85.10 41.84%
‘ 155.0
Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #246495: Docosane, 2,21-dimethyl- — —
43.0 15.50 16.00
m/z 99.10 16.85%
- MMM
9.0
‘ % 155.0 211.0 295.0
ol AL et -
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92123\
Data File : BF135390.D

Acqg On : 21 Sep 2023 20:19
Operator : CG\JU

Sample : 04397-02 5X

Misc :

ALS Vvial : 22 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|
Tricyclo[4.3.1.... 8.263 3.6 ng 164170 2 8.034 915931 20.0
unknown8.581 8.581 4.9 ng 224588 2 8.034 915931 20.0
unknown8.722 8.722 4.7 ng 217242 2 8.034 915931 20.0
unknown8.781 8.781 4.5 ng 204392 2 8.034 915931 20.0
unknown8.875 8.875 5.0 ng 228563 2 8.034 915931 20.0
unknown8.992 8.992 4.8 ng 395569 3 9.798 1650570 20.0
unknown9.028 9.028 5.1 ng 417597 3 9.798 1650570 20.0
unknown9.186 9.186 16.0 ng 1318980 3 9.798 1650570 20.0
unknown9.234 9.234 3.8 ng 310688 3 9.798 1650570 20.0
Decahydro-1,1,4... 9.298 3.6 ng 294010 3 9.798 1650570 20.0
unknown9.504 9.504 25.6 ng 2115260 3 9.798 1650570 20.0
unknown9.557 9.557 11.5 ng 951870 3 9.798 1650570 20.0
unknown9.710 9.710 32.4 ng 2672960 3 9.798 1650570 20.0
unknown9.745 9.745 11.3 ng 934952 3 9.798 1650570 20.0
unknown10.063 10.063 9.2 ng 760823 3 9.798 1650570 20.0
1H-Indene, octa... 10.134 17.1 ng 1410580 3 9.798 1650570 20.0
unknown10.169 10.169 10.1 ng 836395 3 9.798 1650570 20.0
2,11-Dioxabicyc... 10.210 25.2 ng 2077250 3 9.798 1650570 20.0
3-Ethyl-2,6,10-... 10.733 20.0 ng 2111640 4 11.304 2111640 20.0
Docosane 15.874 4.9 ng 179683 6 15.416 734561 20.0
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