LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

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 M\Methods\8270-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42590.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.446 374 384 395 rBV 804483 1172635 72.37% 8.706%
2 7.075 654 661 673 rBvV 741081 1202924 74.24% 8.931%
3 7.910 797 803 817 rBV 221454 352594 21.76% 2.618%
4 9.110 1001 1007 1015 rBV 481587 788617 48.67% 5.855%
5 10.728 1277 1282 1290 rVV 251631 438443 27.06%  3.255%

6 10.798 1290 1294 1301 rVB6 61857 118577 7.32%
7 11.239 1361 1369 1374 rBV3 57979 131697  8.13%
8 11.363 1385 1390 1397 rBV5 102960 181234 11.18%
9 11.575 1421 1426 1430 rBvV4 59529 125599  7.75%
10 11.716 1445 1450 1455 rBV7 84046 179195 11.06%
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11 11.863 1471 1475 1480 rBV3 91264 176251 10.88%
12 12.069 1507 1510 1514 rVB3 120848 164397 10.15%
13 12.133 1515 1521 1525 rBV4 142766 346300 21.37%
14 12.716 1615 1620 1626 rBv4 318936 646542 39.90%
15 12.786 1628 1632 1635 rBv4 170102 287001 17.71%
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16 12.875 1644 1647 1651 rBV3 268358 422571 26.08%
17 12.957 1658 1661 1665 rBV3 357223 447216 27.60%
18 13.022 1669 1672 1680 rBVe 376928 721812 44.55%
19 13.116 1684 1688 1695 rBvV2 492977 861472 53.16%
20 13.186 1696 1700 1704 rBV 1130836 1513961 93.43% 11.
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21 13.292 1713 1718 1721 rBV3 754840 1570095 96.90% 11.657%
22 13.939 1825 1828 1831 rBV 1005026 1620383 100.00% 12.030%

Sum of corrected areas: 13469516
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM042590.D\data.ms
1.2e+07

1le+07
8000000
6000000
4000000

2000000

5.446 7.075

9.110 1 + RAIETELS
0 L ‘ T T T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ [ ‘ T 7\.\%]‘.0\ T T ‘ L ‘ (L\ T ‘ L ‘ L ‘%Q\j\?g\g‘ ]-\11\ ‘Nww#‘i]é\‘:’?/

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10,50 11.00 11.50

Abundance TIC: BM042590.D\data.ms
1.2e+07

1le+07

8000000

6000000

4000000

2000000

T T L
Time-> 12.00 1250 13.00 1350 1400 1450 1500 1550 1600 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM042590.D\data.ms
1.2e+07

1le+07

8000000

6000000

4000000

2000000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Naphthalene, decahydro-2,6-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.798 5.41 ng 118577  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 62
2 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 60
3 (4aS,7S,7aR)-4,7-Dimethyl-5,6,7,... 166 C1OH1402 021651-62-7 46
4 Dodeca-1,6-dien-12-0l, 6,10-dime... 210 C14H260 1000156-13-8 43
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 42

Abundance Scan 1294 (10.798 min): BM042590.D\data.ms (-1290) (- | m/z 57.10 100.00%

57.1 81.1
5000 39 166.2
149.1
109.1 T ‘ T T ‘ T
h 131.1 | 10.50 11.00
0! MM‘ J‘u‘m‘l“ addh A m/z 81.18  93.24%
miz--> 20 40 60 80 100 120 140 160
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
55.0
5000 e —
109.0 10.50 11.00
290 H 137.0 m/z 41.10 91.04%
O ‘\‘\‘\\‘i“\\‘\‘ \h\h\ \‘ ‘\}‘\\“}\\\“‘\\1\‘\‘\\\

miz--> 20 40 60 80 100 120 140 160
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane

g

95.0
P e
670 166.0 10.50 11.00
5000 ) ITI/Z 55.10 90.40%
H 123.0
o e e A
m/z--> 20 40 60 80 100 120 140 160
Abundance #41318: (4aS,7S,7aR)-4,7-Dimethyl-5,6,7,7a-tetrahydroc —— ——
81.0 1238.0 10.50 11.00
m/z 67.10 64.42%
166.0
5000
149.0
o ‘u”“ﬂ““\“ —r —r—
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 unknownll.239 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11239 ee1ng 131697 Naphthalene-ds 16.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Methoxy-6-methyl-6H-pyrazolo[4... 165 C6H7N50 037526-57-1 30
-Methylimidazo[1,2-a]pyrimidin-... 149 C7H7N30 039567-76-5 25
-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 22
,6-Trimethylbicyclo(3.3.0)oct... 166 C11H180 1000427-23-1 22
-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 18

VA wWwN R
PRRPNW
M
-l>0'\-l>33

Abundance Scan 1369 (11.239 min): BM042590. D\data ms (-1361) (- m/z 149.20 100.00%

149.
411 95.1
5000 67.1
[LAPIRIVA Y WLvs
125.1 11.00 11.50
179.2 207.1
0! ‘MWMuﬂ‘Wm‘WH“H“_“‘ m/z 95.10 57.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40657: 3-Methoxy-6-methyl-6H-pyrazolo[4,3-E][1,2,4]trie
165.0
95.0
5000 — —
137.0 11.00 11.50
m/z 41.10  55.55%
|

o

42.0
\\\‘\\\\U“\\‘U“\“\‘\\\‘\\\M“\\“\\‘h\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #27201: 7-Methylimidazo[1,2-a]pyrimidin-5(1H)-one
149.0

—
11.00 11.50

5000 120.0 m/z 165.15 54.95%
39.0
‘ 670 940
olts0y o bWl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39800: 1,4-Dimethyladamantane (isomer 1) i e
149.0 11.00 11.50

m/z 55.10  45.40%

5000
41.0 93.0
\1210

15.0 ‘
asol o e Ly T

m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 unknownll.363 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.363 8.27 ng 181234  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 43
2 cis,cis-2,8-Dimethylspiro[5.5]Jun... 180 C13H24 095530-75-9 30
3 2-(2-Hydroxycycloheptyl)-furan 180 C11H1602 1000145-02-9 27
4 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-31-2 25
5 3-(2-Hydroxycyclohexyl)-furan 166 C10H1402 118959-04-9 22
Abundance Scan 1390 (11.363 min): BM042590.D\data.ms (-1385) (- | m/z 41.10 100.00%
41.1 81.1
177.2
5000 109.1 137.2
— : :
11.00 11.50
0 2071 n/z s5.10  94.48%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #41564: cis, cis-2-Ethylbicyclo[4.4.0]decane
81.0 137.0
166.0
5000 - j '
55.0 11.00 11.50
109.0 m/z 81.10 87.16%
0 ‘
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #55019: cis,cis-2,8-Dimethylspiro[5.5]undecane
95.0
— —
55.0 11.00 11.50
5000 ITI/Z 177.20 71.24%
137.0
‘ 180.0
0 “““,“ﬂ“l‘
m/z--> 40 60 80 100 120 140 160 180 200 A\ﬂ
Abundance #54689: 2-(2-Hydroxycycloheptyl)-furan — L A
95.0 11.00 11.50
m/z 95.10 65.14%
5000 180.0
410 152.0
T e
ok e e — —
m/z--> 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknownl1l.575 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.575 5.73 ng 125599  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecene, 1-methyl- 180 C13H24 023070-53-3 46
2 (7E,9E)-Dodecadienal 180 C12H200 097475-10-0 41
3 Methyl santolinate 182 C11H1802 053163-37-4 30
4 Tricyclo[4.3.1.1(3,8)]undecane, ... 180 C12H200 021898-95-3 22
5 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 22
Abundance Scan 1426 (11.575 min): BM042590.D\data.ms (-1421) (- | m/z 55.10 100.00%
55.1
95.1 165.2
5000
T T
H 7 ‘nﬁ'l 147.1 | 11.50
(o el e e bl m/z 95.10 80.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55004: Cyclododecene, 1-methyl-
41.0
5000 . 1 \
109.0 180.0 11.50
m/z 41.10 79.77%
‘ 137.0
0- “\1‘\\‘H‘\\\“‘\]\-5\5\.‘0\‘\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54865: (7E,9E)-Dodecadienal
67.0 95.0
T T
5000 m/z 109.10 79.16%
410 | o
0’ A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56593: Methyl santolinate 7 ‘
95.0 11.50
m/z 165.20  75.96%
67.0
5000 41.0
167.0
=
O “M‘M VR8N o MU NN —
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 trans,cis-2,8-Dimethylspiro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.716 8.17 ng 179195 Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 52
2 cis,cis-1,9-Dimethylspiro[5.5]un... 188 C13H24 1000111-73-4 52
3 1-Cyclohexylheptene 180 C13H24 114614-83-4 38
4 3-Nonyne 124 C9H1e6 020184-89-8 25
5 Undec-10-ynoic acid, tridec-2-yn... 360 C24H4002 1000406-96-9 22
Abundance Scan 1450 (11.716 min): BM042590.D\data.ms (-1445) (- | m/z 55.10 100.00%
553.1 95.1
5000 180.2 M
1251 149.2
77 7 7
| ‘ 11.50 12.00
03! bl bl m/z 95.10 98.58%
miz--> 40 60 80 100 120 140 160 180
Abundance  #55024: trans,cis-2,8-Dimethylspiro[5.5]undecane
95.0
5000 55.0 1 ]
137.0 11.50 12.00
1800  m/z 81.10 79.14%
01
m/z--> 40 60 80 100 120 140 160 180
Abundance #55018: cis,cis-1,9-Dimethylspiro[5.5]undecane
55.0 81.0
e o
110.0 11.50 12.00
5000 180.0 ITI/Z 41.10 73.50%
‘ ‘ 151.0
) AN KN N N S D i N
m/z--> 40 60 80 100 120 140 160 180
Abundance #54999: 1-Cyclohexylheptene —— —
55.0 11.50 12.00
m/z 69.10 58.59%
5000 96.0 M\/\N
& ‘H “ 123.0 180.0
0 L R e e R R — —
m/z--> 40 60 80 100 120 140 160 180 11.50 12.00

8270-BM103023.M Mon Nov 06 12:38:42 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Cyclopentene, 5-hexyl-3,3-d... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.863 8.04 ng 176251  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 5-hexyl-3,3-dimethyl- 180 C13H24 061142-66-3 64
2 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 53
3 cis,cis-1,9-Dimethylspiro[5.5]un... 180 C13H24 1000111-73-4 53
4 cis,trans-1,9-Dimethylspiro[5.5]... 180 C13H24 1000111-73-3 53
5 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 49

Abundance Scan 1475 (11.863 min): BM042590.D\data.ms (-1471) (+ | m/z 81.10 100.00%

411 81.1 165.2
109.1
5000
— —
137.1 1911 11.50 12.00
(o} m/z 41.10 93.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55014: Cyclopentene, 5-hexyl-3,3-dimethyl-
95.0
5000 — ——
11.50 12.00
410 670 165.0 m/z 165.20  85.03%
0 T \‘\‘\ \““‘\ T \“‘M T }“\ \Hi“\ \‘\h!“ T \“\]\-2‘§\0\ T T i T T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-

3

81.0
166.0 - ‘
11.50 12.00
5000 550 m/z 95.10  82.55%
109.0
29.0 137.0
o} :MNH‘1MWM“LW‘1“A““H““H

miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #55018: cis,cis-1,9-Dimethylspiro[5.5]undecane — ——
55.0 81.0 11.50 12.00

m/z 55.10  75.03%

110.0

5000 180.0

Y

Lm0
o NNRUIRSESIN W S M N N i iV

— T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17

Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 7 unknownl2.069 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.669 750 ng 164397 Naphthalene-ds 16.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.6]heptane, 2-methyl-... 186 C13H24 055937-92-3 45
2 17-Pentatriacontene 491 C35H70 006971-40-0 38

1000111-73-3 38
095472-51-8 38
055103-67-8 38

3 cis,trans-1,9-Dimethylspiro[5.5]... 180 C13H24
4 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24
5 2H-Benzocyclohepten-2-one, decah... 180 C12H200

Abundance Scan 1510 (12.069 min): BM042590.D\data.ms (-1507) (- | m/z 55.10 100.00%

58.1
5000
109.1 180.2
T \
‘ ‘ “ 12.00
oL Al MMH N m/z 57.10  94.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #55027: Bicyclo[4.1.0]heptane, 2-methyl-7-pentyl-
81.0
5000 — :
12.00
‘ 1800 m/z 43.10 90.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0

12.00
5000 m/z 41.10 90.59%

7.0
. ‘ | 11530 2100 267.0 3210 490.
ALLE 42580 2100 267.03210 490,

0

m/z--> 5 100 150 200 250 300 350 400 450

Abundance  #55023: cis,trans-1,9-Dimethylspiro[5.5]Jundecane —— ‘
81.0 12.00

m/z 81.10 59.02%

%

5000 180.0

m/z-->

0

50 100 150 200 250 300 350 400 450

\

12.00

8270-BM103023.M Mon Nov 06 12:38:44 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1,4 Benzodioxan-6-amine Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.133 15.80 ng 346300 Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 58
2 1,3-Hexadiene, 3-ethyl-2-methyl-... 124 C9H16 074752-97-9 53
3 5-Octen-2-yn-4-o0l 124 C8H120 1010196-87-1 46
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 46
5 4-(1H-Imidazol-2-yl)piperidine 151 C8H13N3 1000459-68-4 46

Abundance Scan 1521 (12.133 min): BM042590.D\data.ms (-1515) (- | m/z 95.10 100.00%
95.1
55.1 151.2
5000
180.2
P e
123.1 12.00 12.50
o} m/z 81.10 55.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28783: 1,4 Benzodioxan-6-amine
151.0
95.0
5000 — —
12.00 12.50
67.0 m/z 151.20 54.20%
41.0
oll80 [ . | | 1240 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12234: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)-
67.0 95.0
124.0 — —
12.00 12.50
5000 41.0 m/z 55.10  53.21%
0 HWHH‘;“M‘W“ J‘Hu } ;‘H‘!‘,Jm,““‘H_m_m_m | M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11989: 5-Octen-2-yn-4-ol — T
95.0 12.00 12.50
m/z 41.10 48.52%
5000 67.0
41.0
0 ‘Hi‘hm‘;“l‘,m‘“ulﬁ]q‘_m_m_m_ — —
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50

8270-BM103023.M Mon Nov 06 12:38:45 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Bicyclo[4.1.0]heptane, 3-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.716 7.98 ng 646542  Acenaphthene-di10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 3-methyl-... 180 C13H24 041977-48-4 70
2 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 68
3 trans,trans-3-Ethylbicyclo[4.4.0... 166 C12H22 058462-32-1 64
4 cis,cis-2,8-Dimethylspiro[5.5]un... 180 C13H24 095530-75-9 43
5 4,6-Heptadien-2-one, 3,6-dimethy... 180 C12H200 077822-50-5 41

Abundance Scan 1620 (12.716 min): BM042590.D\data.ms (-1615) (- | m/z 81.10 100.00%

41.1 811
137.2
5000
109.2

180.2

——

| ‘ 12.50 13.00
|

208.3
0! : w!“ L ‘H Ll b b 2082

m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #55026: Bicyclo[4.1.0]heptane, 3-methyl-7-pentyl-
81.0

5000 55.0 T T
12.50 13.00
109.0 180.0 m/z 41.10 87.38%
O\\\“‘\\\ 137.0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #55022: cis,trans-2,9-Dimethylspiro[5.5]undecane
81.0
e e
12.50 13.00
55.0 110.0 o
5000 m/z 55.10 69.97%

137.0 180.0
m/z--> 40 60 80 100 120 140 160 180 200

Abundance #41581: trans,trans-3-Ethylbicyclo[4.4.0]decane ——
81.0 137.0 12.50 13.00

m/z 67.10 63.06%

5000 166.0
55.0
‘ 10?.0
|

m/z--> 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 unknownl2.786 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.786 3.54 ng 287001  Acenaphthene-di10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 38
2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 38
3 Phenol, 2-(1,1-dimethylethyl)-4-... 164 C11H160 002409-55-4 35
4 Phenol, 2-(1,1-dimethylethyl)-5-... 164 C11H160 000088-60-8 30
5 Cyclohexane, 1,1'-(1,2-ethanediy... 194 C14H26 003321-50-4 22

Abundance Scan 1632 (12.786 min): BM042590.D\data.ms (-1628) (- | m/z 83.10 100.00%

e
551 S31
5000
—r —
12.50 13.00
0 m/z 55.10 82.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56964: Heptylcyclohexane
83.0
55.0
5000 — —
12.50 13.00
m/z 121.10 65.64%
0 M | 1110 182.0
O\\\‘\\\\i\\\“\‘\H‘\\h“\‘\\wh‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
55.0 — —
12.50 13.00
5000 ITI/Z 149.05 60.35%
29.0 ‘ 139.0
O b A RO L 22
m/z--> 20 40 60 80 100 120 140 160 180 200 220
\

Abundance #39667: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
149.0

= —
12.50 13.00
121.0 m/z 41.10 56.97%
5000
91.0
51.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00

8270-BM103023.M Mon Nov 06 12:38:47 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 unknownl2.874 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.874 5.22 ng 422571  Acenaphthene-d10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 25
2 2,3-DI-T-BUTYLCYCLOPROP-2-ENONE 166 C11H180 019985-79-6 14
3 5-Hexen-1-0l, 2-(2-methyl-1-prop... 154 C1@H180 018675-19-9 14
4 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 11
51,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 11

Abundance Scan 1647 (12.874 min): BM042590.D\data.ms (-1644) (-~ ' m/z 41.10 100.00%
41.1

81.1

5000

%

“ T
12.50 13.00
m/z 55.10 94.04%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #101990: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0

41.0

\

5000 - I
12.50 13.00
93.0 m/z 81.10 82.79%

1‘“2‘7 ? 161.0 186.0 222.0

Ot ‘\“‘\“\‘UH‘\\H‘HH‘HH‘HH’HH’H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41410: 2,3-DI-T-BUTYLCYCLOPROP-2-ENONE
81.0

%

— —
123.0 12,50 13.00
5000 41.0 m/z 69.10 78.93%

‘ 1490
‘}"}w"\M‘H\H"m\"H“‘M!\H‘\EH“‘H“‘\H“HH’HH"H

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31163: 5-Hexen-1-ol, 2-(2-methyl-1-propenyl)-

o

é

— ——
69.0 12.50 13.00
410 m/z 67.10  62.38%
123.0
5000
0 e — — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Methyl ethyl cyclopentene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.957 5.52 ng 447216  Acenaphthene-d10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 60
2 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 43
3 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 38
4 Cyclopentane, 1-ethenyl-3-ethyl-... 138 C10H18 055170-98-4 35
5 2-Propenyl-3-vinyloxirane 110 C7H1e0 070597-49-8 30
Abundance Scan 1661 (12.957 min): BM042590.D\data.ms (-1658) (- m/z 81.10 100.00%
81.1
55.1
179.2 M
5000
110.1
149.2 —
‘ 13.00
0! b 21037 55010 65.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 UL
110.0 13.00
39.0 m/z 41.10 64.75%
O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6713: Cyclohexene, 1-ethyl-
81.0
—
13.00
5000 m/z 179.20 57.64%
41.0 110.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6762: 1-Ethyl-5-methylcyclopentene T
81.0 13.00
m/z 69.10 53.47%
5000
39.0 110.0
0, ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Heptadecane, 2,6,10,14-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.022 8.91 ng 721812  Acenaphthene-di10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 53
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 52
4 Decane, 5-propyl- 184 C13H28 017312-62-8 52
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 50
Abundance Scan 1672 (13.022 min): BM042590.D\data.ms (-1669) (- | m/z 57.10 100.00%
57.1
- JM
163.2 T T
fS.l 1F7'2 ‘ 13.00
ol A, oy \ i, blpgh 942 m/z 71.10  74.45%
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000 — :
13.00
m/z 43.10 70.51%
ol h | ‘ 13091430 1830 2530 2064
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz-> 50 100 150 200 250
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0
T \
13.00
5000 m/z 41.10 67.99%
85.0
127.0
ol b d by i 2620 2120
m/iz--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl- ——
57.0 13.00
m/z 55.10 33.41%
5000 w
27.0‘ ‘ 113.0
G B e - R .
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 unknownl13.116 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.116 10.63 ng 861472  Acenaphthene-di10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 3-methyl-... 180 C13H24 041977-48-4 46
2 3,5-Dodecadiene, 2-methyl- 180 C13H24 055638-51-2 43
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10OH18 004795-86-2 38
4 1,9-Tetradecadiene 194 C14H26 112929-06-3 38
5 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 30
Abundance Scan 1688 (13.116 min): BM042590.D\data.ms (-1684) (- | m/z 55.10 100.00%
591 179.2
81.1 109.1
5000
1300 1350
151. : :
(| m!_h!h H;‘M;‘mlumw fol 121020 170 00 85.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #55026: Bicyclo[4.1.0]heptane, 3-methyl-7-pentyl-
81.0
5000 55.0 AU T
13.00 13.50
109.0 180.0 m/z 81.10 69.77%
0 \\\‘\\\\“‘\\\ 137.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55007: 3,5-Dodecadiene, 2-methyl-
q
410 670 930
—— —
13.00 13.50
5000 m/z 109.10 68.92%
165.0
15.0 124.0
ol 0 Y N O NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19561: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al —— ——
41.0 13.00 13.50
m/z 41.10 68.77%
67.0 950
5000
‘ ‘ 123.0
0HwH“““u‘:l‘_‘m“:Nn‘u_Juw“HWHWHWHWHW — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 unknown13.292 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.292 19.38 ng 1570100  Acenaphthene-d10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 45
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 27
3 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 25
4 1,4-Heptadiene, 3,3,6-trimethyl- 138 C10H18 074498-89-8 22
5 R(-)3,7-Dimethyl-1,6-octadiene 138 C10H18 010281-56-8 22
Abundance Scan 1718 (13.292 min): BM042590.D\data.ms (-1713) (- | m/z 193.20 100.00%
55.1 193.2
5000 95.1 1232
F e
1591 13.00 13.50
0 Lﬁﬁ m/z 55.10  95.11%
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 69.0 950 — —
13.00 13.50
m/z 41.10 77.95%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29491: Neopentylidenecyclohexane
69.0
e e
13.00 13.50
5000 41.0 109.0 1370 m/z 69.10  74.59%
0 %ﬁ?hy‘ HJJ‘LuMﬂ‘wkwdﬁwu“ﬁ“m“u“‘u‘,u“, M/vﬁ¢vﬁvf/XWVNfofﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68153: 4-Amino-N-hydroxypyrazolo[3,2-c][1,2,4]triazine e —
193.0 13.00 13.50
m/z 123.15 50.73%
95.0
5000
67.0
40.0 146.0
0M3«17-°,, — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 unknown13.939 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.939 20.00 ng 1620380  Acenaphthene-d10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethylhexyloxy- 222 C1leH23Closi 1000363-74-4 42
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 38
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 37
Abundance Scan 1828 (13.939 min): BM042590.D\data.ms (-1825) (- | m/z 193.25 100.00%
193.3
5000 69.1
123.2
P
391 ‘ ‘ ‘ ‘ 14.00
omwwuMM Aoy e22 | 2242 2810 L. 6916 45.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #100843: Silane, chlorodiethylhexyloxy-
193.0
109.0
5000 T
14.00
550 m/z 41.10 43.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
P
14.00
5000 55.0 m/z 123.20  34.08%
109.0
ol A A B2, L 2220
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone —
193.0 14.00
m/z 55.10 32.57%
123.0
5000
042'0,75',"L64-0, i
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42590.D

Acqg On : 04 Nov 2023 14:17
Operator : MA/JU

Sample : 05228-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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|
Naphthalene, de... 10.798 5.4 ng 118577 2 10.733 438443 20.0
unknown11.239 11.239 6.0 ng 131697 2 10.733 438443 20.0
unknownl11.363 11.363 8.3 ng 181234 2 10.733 438443 20.0
unknownl11.575 11.575 5.7 ng 125599 2 10.733 438443 20.0
trans,cis-2,8-D... 11.716 8.2 ng 179195 2 10.733 438443 20.0
Cyclopentene, 5... 11.863 8.0 ng 176251 2 10.733 438443 20.0
unknown12.069 12.069 7.5 ng 164397 2 10.733 438443 20.0
1,4 Benzodioxan... 12.133 15.8 ng 346300 2 10.733 438443 20.0
Bicyclo[4.1.0]h... 12.716 8.0 ng 646542 3 14.580 1620380 20.0
unknownl12.786 12.786 3.5 ng 287001 3 14.580 1620380 20.0
unknownl12.874 12.874 5.2 ng 422571 3 14.580 1620380 20.0
Methyl ethyl cy... 12.957 5.5 ng 447216 3 14.580 1620380 20.0
Heptadecane, 2,... 13.022 8.9 ng 721812 3 14.580 1620380 20.0
unknownl13.116 13.116 10.6 ng 861472 3 14.580 1620380 20.0
unknown13.292 13.292 19.4 ng 1570100 3 14.580 1620380 20.0
unknown13.939 13.939 20.0 ng 1620380 3 14.580 1620380 20.0
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