LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc :

ALS Vvial : 20 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-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42471.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.075 315 321 328 rVB 235722 323806 7.53% 0.814%
2 5.522 390 397 408 rVB 1342568 1931108 44.92% 4.853%
3 7.146 666 673 682 rBV 1336480 2083005 48.45% 5.234%
4 7.993 808 817 825 rBV 878844 1376958 32.03% 3.460%
5 9.187 1014 1020 1028 rVB 834294 1372578 31.93% 3.449%

6 9.939 1143 1148 1161 rVB6 69630 209369 4.87%
7 10.663 1263 1271 1275 rBV7 77454 220739 5.13%
8 10.816 1291 1297 1303 rVB 1086622 1817447 42.28%
9 10.881 1303 1308 1315 rVB2 156682 309195 7.19%
10 10.957 1316 1321 1333 rBV6 76949 227126 5.28%

OO0 P,POO®
Ui
a
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R

11 11.451 1401 1405 1408 rBVv3 118410 189531 4
12 11.575 1422 1426 1434 rVB8 91575 218935 5
13 11.657 1435 1440 1448 rBV8 110200 305302 7.10%
14 11.745 1450 1455 1459 rBV 303306 488092 11.
4

OrRroOOOC
~
[e)
~N
B

15 11.786 1459 1462 1468 rBV5 95621 209315 .87% 526%
16 11.945 1485 1489 1495 rBV4 176697 313247 7.29% 0.787%
17 12.016 1497 1501 1505 rVV3 166376 258874 6.02% ©0.651%
18 12.216 1532 1535 1542 rBV7 121948 277722  6.46% ©.698%
19 12.557 1589 1593 1597 rBV3 246620 533754 12.42% 1.341%
20 12.792 1628 1633 1639 rBV6 345045 784737 18.25%  1.972%

21 13.033 1671 1674 1680 rVV3 641603 842965 19.61%
22 13.098 1681 1685 1691 rVB 1098209 1504098 34.99%
23 13.192 1698 1701 1706 rVB2 393401 504707 11.74%
24 13.257 1707 1712 1717 rBV 2053814 3020393 70.26%
25 13.369 1725 1731 1735 rBV3 900987 2060411 47.93%

UVINEFE WN
N
[e))
[o]
B

26 14.010 1836 1840 1843 rBV 2086870 2961157 68.88%
27 14.045 1843 1846 1852 rVB 2409189 3429208 79.77%
28 14.257 1879 1882 1889 rVB2 1713406 2407068 55.99%
29 14.327 1890 1894 1899 rBV2 1975573 3594564 83.61%
30 14.422 1907 1910 1916 rVB 2895390 4299097 100.00% 10.803%

O O 00 N
[9))
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N
R

31 24.033 3539 3544 3553 rVB 846927 1720835 40.03% 4.324%

Sum of corrected areas: 39795343
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM042471.D\data.ms
1.2e+07
le+07
8000000
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Time--> 350 4.00 4.50 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM042471.D\data.ms
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Abundance TIC: BM042471.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.075 4.70 ng 323806 1,4-Dichlorobenzene-d4 7.993

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 321 (5.075 min): BM042471.D\data.ms (-315) (-) m/z 43.05 100.00%

43.0
5000
101.1 R R R RN AR
‘ ‘ 4.80 5.00 5.20 5.40
ol o ] 2351 2080 28L0 n/; 59,85 55.25%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.80 5.00 5.20 5.40
101.0 m/z 101.10 19.21%
O\\”\H\h‘m\\\‘\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A ARaEEEEE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.52%
LU e
0 “J‘M —— P P
miz--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate T T R e
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.11%
T
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 p-Cymen-7-o0l Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.663 2.43 ng 220739  Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymen-7-0l 150 C10H140 000536-60-7 90
2 Cyclohexanone, 2-(2-butynyl)- 150 C1eH140 054166-48-2 80
3 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 72
4 2,4,6-Trimethyl-1,3-phenylenedia... 150 C9H14N2 003102-70-3 49
5 4-Hydroxy-3-methylacetophenone 150 CSH1e02 000876-02-8 49

Abundance Scan 1271 (10.663 min): BM042471.D\data.ms (-1263) (- m/z 135.00 100.00%

135.0
79.0
5000
41.1 107.1
—r= =
10.50 11.00
162.1
o 1929 221.C ./, 79.85  55.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27438: p-Cymen-7-ol
135.0
5000 79.0 105.0 T —
10.50 11.00
41.0 m/z 150.05 51.77%
0’111‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27531: Cyclohexanone, 2-(2-butynyl)-
135.0 /\ /\
e
55.0 10.50 11.00
5000 79.0 m/z 41.10  38.24%

o

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

Abundance #27771: Cyclohexene, 2-ethenyl-1,3,3-trimethyl- —— ——
135.0 10.50 11.00

m/z 67.10  33.58%

5000 93.0
41.0
67.0
L

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Undecane, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.881 3.40 ng 309195 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 53
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 53

Abundance Scan 1308 (10.881 min): BM042471.D\data.ms (-1303) (- m/z 57.10 100.00%

57.1
5000
A
98.1 . .
149.2
ob— Mh‘ bld=e (SO0 2070 2810 1 4310 53.86%
miz--> 50 100 150 200 250
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 - T
10.50 11.00
m/z 71.10 46.44%
27,0 .
O T “\ ‘\“ “‘\ w \“\ “‘ \H T ]\-4\1-.‘0\ \].8\4\.0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
— —
10.50 11.00
5000 m/z 41.10  34.34%
27.0 113.0
oL LR asso W
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- — —
57.0 10.50 11.00
m/z 55.10 18.83%
5000 M\/\NW
oL Ll ‘ 1301430 1830 2530 2064
e e e T e — —
miz--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 1,3,5-Trimethyladamantane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.957 2.50 ng 227126  Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 60
2 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 38
3 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 37
4 4H-1,3,2-Dioxaborin, 4,6-diethen... 178 C10H15B02 074630-03-8 35
5 Ethanone, 1-[4-(1-hydroxy-1-meth... 178 C11H1402 054549-72-3 35
Abundance Scan 1321 (10.957 min); BM042471.D\data.ms (-1316) (- m/z 163.15 100.00%
168.2
57.1
5000 83.1 1071
oy
139. 11.00
0 b b1 209 s 5710 53.43%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
5000 107.0 —
11.00
m/z 55.10 48.73%
55.0 790 ‘ 135.0 ‘
O T \‘\“i“ \“\‘\ \H“‘\ \‘i“\ T H‘\ T “\ mm T T T T \“ T T T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #125491: Tricyclo[3.3.1.1(3,7)-]decane, 1-bromo-3,5-dimq
107.0 168.0
—
11.00
5000 m/z 41.10 46.88%
41.0 79.0
Ly
0! et el e e e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane —
168.0 11.00
m/z 83.10 45.31%
- 1 WFJL/M/W\AVMVA[\fo
%0 790 (1350 | | 1920
Ouw‘wu‘w‘w“w‘u‘i“wH“w‘ﬂ‘u“wu‘w‘HH‘HH“HM‘HH L —
m/z--> 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Naphthalene, decahydro-2,6-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.575 2.41 ng 218935 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 53
2 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 50
3 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 27
4 1,3-Pentadiene, 2,3-dimethyl- 96 C7H12 001113-56-0 25
5 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 25
Abundance Scan 1426 (11.575 min): BM042471.D\data.ms (-1422) (- m/z 55.10 100.00%
55.1
97.1
5000
137'1166.2 — ‘
1
0,m‘“”u“h“\“\“H‘W‘cu‘\‘“\‘\‘M“‘\“m‘l“u‘m“wm”“\m‘\m‘mwuwa\s“lﬂ( m/z 81.10 88.12%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0

166.0

4

—
109.0 1150
137.0 m/z 97.10 73.45%

(BRRRNRRARRRERRNRAN ‘\}H‘HH“HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
95.0

50001 41.0
H ‘m\ “H\ hHh I

o

5

— :
166.0 1150

67.0 .

5000 m/z 95.10  64.51%

‘ 23.0

i

0 ,““ _m“!‘HWWMW_MW_WWW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #125698: Oxalic acid, butyl cyclohexylmethyl ester e
55.0 11.50

97.0 m/z 67.10  44.31%
2710
ol il ot 140 S
miz--> 20 40 60 80 100120140160 180200220 240260 280 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 unknownll.657 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.657 3.36 ng 305302 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Benzocyclohepten-2-one, decah... 180 C12H200 055103-64-5 38
2 Cyclohexane, (1,2-dimethylpropyl)- 154 C11H22 051284-29-8 27
3 Crotyl methacrylate 140 C8H1202 007376-45-6 25
4 1,3-Hexadiene, 2,5-dimethyl- 110 C8H14 029253-64-3 25
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 25

Abundance Scan 1440 (11.657 min): BM042471.D\data.ms (-1435) (- m/z 55.10 100.00%

01 . .
95.1
5000
165.2
—— —
| ‘H “ ‘12‘52 %941 . 11.50 12.00
bl L LWLt by 022 2810 6e.10 90.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54929: 2H-Benzocyclohepten-2-one, decahydro-4a-met
41.0
81.0
5000 1150 1200
23.0 : :
1800 m/z 41.10  75.46%
O\H‘H\\‘H\\WH’\ \‘”\\\‘H\\‘\H\’\H\’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31471: Cyclohexane, (1,2-dimethylpropyl)-
69.0
111.0 — —
11.50 12.00
5000 m/z 95.10  64.14%
29.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21188: Crotyl methacrylate —— ——
69.0 11.50 12.00
m/z 83.10 58.32%
39.0
5000
111.0
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

8270-BM102123.M Fri Oct 27 ©5:30:47 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Octane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.745 5.37 ng 488092  Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 72
3 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 64
4 Octane, 3-ethyl- 142 C1eH22 005881-17-4 64
5 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 64
Abundance Scan 1455 (11.745 min): BM042471.D\data.ms (-1450) (- m/z 57.10 100.00%
57.1
20 \WJ\MV
—— —
‘ 851 1131 1491 11.50 12.00
0brr el A by AT L 18332079 T ) 10 77, 75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 i i
11.50 12.00
m/z 43.10 60.37%
29.0
‘ ‘ g5 1130
0 \\\‘\‘\\\“M\\“‘\\H}\‘}‘\\\‘\\1‘\‘\\\]-\4E2\.\()\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33100: Octane, 2,3,7-trimethyl-
57.0
—— —
11.50 12.00
5000 m/z 41.10 35.20%
29.0‘ ‘ 85.0 113.0
o N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #217149: Oxalic acid, bis(2-ethylhexyl) ester —— ——
57.0 11.50 12.00
m/z 56.10 20.90%
5000
29.0 112.0
I
O b el b e e e —r— —r—
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\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 unknownll.945 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.945 3.45 ng 313247 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 46
2 Naphthalene, 1-(1,1-dimethylethy... 194 C14H26 056292-64-9 45
3 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 38
4 (7E,9E)-Dodecadienal 180 C12H200 097475-10-0 35
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 35

Abundance Scan 1489 (11.945 min): BM042471.D\data.ms (-1485) (- m/z 165.20 100.00%

95.1 165.2
41.1
5000
sd1 123.1 ——
FATTRCY
0 Ml bk 2L 2810 s 95,10 95.49%
m/z--> 40 60 80 100120 140160180 200 220 240 260 280
Abundance #41567: cis,cis-1,6-Dimethylspiro[4.5]decane
95.0
55.0
166.0
5000 L
12.00
m/z 81.10 89.89%
123.0
O\\\‘\\\\‘\\\\‘\\\ ‘\\\\“1\\\“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #69421: Naphthalene, 1-(1,1-dimethylethyl)decahydro-
410 81.0 137.0
—r
12.00
5000 ITI/Z 41.10 77.77%
109.0
Ol b d T 1790 M
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance  #55024: trans,cis-2,8-Dimethylspiro[5.5]undecane P
95.0 12.00
m/z 109.10 75.79%
5000
55.0 137.0
‘ 180.0
0‘H_H‘_kaukuwwhu‘uuwuHpu‘wuw‘uwu‘wuu‘u e
m/z--> 40 60 80 100120140160 180 200 220 240 260 280 12.00

8270-BM102123.M Fri Oct 27 ©5:30:48 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 unknownl2.016 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.016 2.85 ng 258874  Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Crotyl methacrylate 140 C8H1202 007376-45-6 45
2 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 35
3 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 35
4 2-(Acetylmethylene)tetrahydrofuran 126 C7H1002 112595-65-0 27
5 2-Propanamine, N,N'-methanetetra... 126 C7H14N2 000693-13-0 27

Abundance Scan 1501 (12.016 min): BM042471.D\data.ms (-1497) (- m/z 69.10 100.00%

1 M
5000 111.1 163.2
T \
TLLLL =2
ObrrrrrreteolldL b o Wl 2810 sy 5510 71.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21188: Crotyl methacrylate
69.0
39.0
5000 —— ‘
111.0 12.00
m/z 41.10 58.63%
O\H‘\‘\H\\“\H}H’\‘\“H“H\‘“‘H}\‘\}\4\'9.\0\\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31460: Cyclohexane, 1-ethyl-2-propyl-
69.0
T \
12.00
5000 111.0 ITI/Z 57.10 41.12%
90/ | ||| sso
O bt bbb et e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19468: 1,6-Heptadiene, 2,5,5-trimethyl- —— ‘
41.0 12.00
m/z 95.10 39.95%
5000 95.0 MW\J\M
RN 0 - —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

8270-BM102123.M Fri Oct 27 ©5:30:49 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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, decahydro-2,2-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.216 3.06 ng 277722  Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,2-dimet... 166 C12H22 031124-85-3 50
2 4-(1H-Imidazol-2-yl)piperidine 151 C8H13N3 1000459-68-4 47
3 Cyclohexane, (2-ethyl-1-methylbu... 180 C13H24 074810-41-6 38
4 5-Octen-2-yn-4-o0l 124 C8H120 1010196-87-1 38
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 35
Abundance Scan 1535 (12.216 min): BM042471.D\data.ms (-1532) (- m/z 95.10 100.00%
gl:
5000 55.1 151.2
180.2 — e
231 12.00 12.50
O hprrre bbbl bl i s b B e 20nt m/z 81.10 56.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41572: Naphthalene, decahydro-2,2-dimethyl-
95.0 151.0
5000 — —
55.0 12.00 12.50
m/z 151.15 51.40%
27.0 ‘
O\’\‘\’-\\‘i“\\\M‘\1‘\\“‘””!“‘\\‘\%\3\9‘H!\‘\‘H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28689: 4-(1H-Imidazol-2-yl)piperidine
95.0
—— —
12.00 12.50
5000 ITI/Z 55.10 42.42%
151.0
R
e SRR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #55030: Cyclohexane, (2-ethyl-1-methylbutylidene)- e ——
95.0 12.00 12.50
151.0 m/z 43.10  33.69%
5000
e |
o‘,m‘;“H‘:‘w‘_‘wu“whH1‘_‘“9‘_”“HMW_MMWWMWW — —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50

8270-BM102123.M Fri Oct 27 ©5:30:49 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 unknownl12.557 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.557 5.87 ng 533754 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-(1,2-ethanediy... 194 C14H26 003321-50-4 46
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 43
3 Cyclohexane, (cyclopentylmethyl)- 166 C12H22 004431-89-4 41
4 Cyclohexane, 1,1'-propylidenebis- 208 C15H28 054934-91-7 41
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 38

Abundance Scan 1593 (12.557 min): BM042471.D\data.ms (-1589) (- m/z 69.10 100.00%

69.1
125.2
5000
391 — :
Ll
P 0 O R L S - Sy e
mlz--> 50 100 150 200 250
Abundance #69415: Cyclohexane, 1,1'-(1,2-ethanediyl)bis-
82.0
5000 41.0 U 1
12.50
194.0 m/z 82.10 71.76%
O T T T M‘ ‘H‘\ ‘H\ w \“““ %2\‘1\0 J\-5‘2.\0\ T \M ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #20770: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
P |
12.50
5000 m/Z 41.10 67.01%
39.0
L
miz-> 50 100 150 200 250
Abundance #41555: Cyclohexane, (cyclopentylmethyl)- ——
83.0 12.50
m/z 125.15 66.93%
41.0
5000
166.0
ol a0 o
miz--> 50 100 150 200 250 12.50

8270-BM102123.M Fri Oct 27 ©5:30:50 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 cis, cis-3-Ethylbicyclo[4.4... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.792 3.65 ng 784737  Acenaphthene-di10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis, cis-3-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-42-2 60
2 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 53
3 Bicyclo[4.1.8]heptane, 2-methyl-... 188 C13H24 ©55937-92-3 46
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 002778-68-9 45
5 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 45
Abundance Scan 1633 (12.792 min): BM042471.D\data.ms (-1628) (- m/z 81.10 100.00%
81.1
41.1
137.2
5000
109.1 180.2
e e
. ‘ H‘ | | 2061 12.50 13.00
0 : il bl s L 102081y 95 10 94.16%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #41571: cis, cis-3-Ethylbicyclo[4.4.0]decane
81.0 137.0
166.0
5000 e —
55.0 12.50 13.00
109.0 m/z 69.10  87.43%
0\\\‘\\\}‘\HM‘\\‘H“\\‘\H!‘\\“\\“1\\H‘\\\\‘\\\\‘\\\\‘\\\\
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
5000 110.0 m/z 41.10 %
137.0 180.0
miz--> 40 60 80 100 120 140 160 180 200
Abundance #55027: Bicyclo[4.1.0]heptane, 2-methyl-7-pentyl-
81.0 12 50 13 00
m/z 55.10 %
5000 55.0
109.0 180.0
0k 1370 S
m/z--> 40 60 80 100 120 140 160 180 200 12.50 13.00

8270-BM102123.M Fri Oct 27 ©5:30:50 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 unknown13.033 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.033 3.92 ng 842965  Acenaphthene-di10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thujone 152 C10H160 000546-80-5 46
2 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 38
3 2-Propenyl-3-vinyloxirane 110 C7H100 070597-49-8 35
4 trans-2-Methylcyclohexanol, trif... 210 C9H13F302 1000364-13-3 27
5 Zinc, bis[2,2-dimethyl-3-(2-meth... 310 C18H30Zn 074842-24-3 27

Abundance Scan 1674 (13.033 min): BM042471.D\data.ms (-1671) (- m/z 81.10 100.00%
81.1

179.2

411
5000 b31
T I
13.00
0 Al 2B s 17900 63.32%
50

3

m/z--> 100 150 200 250
Abundance #29046: Thujone
81.0

41.0 110.0
‘M

5000 A ‘
13.00
m/z 55.10 56.74%
“ 152.0
(i Mg !
T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
0

0
m/z--> 5 100 150 200 250
Abundance #6706: Cyclohexene, 1-ethyl-
81.0
RN \
13.00
5000 m/z 41.10 51.94%
41.0 110.0
oadpddal
miz--> 50 100 150 200 250
Abundance #6585: 2-Propenyl-3-vinyloxirane T
55.0 13.00
m/z 69.10 50.08%
5000
110.0
0 \2\5‘*\0‘\“ i““”““ “1‘ w“ 1 T T T ——
m/z--> 50 100 150 200 250 13.00

8270-BM102123.M Fri Oct 27 ©5:30:51 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.098 7.00 ng 1504100  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72

Abundance Scan 1685 (13.098 min): BM042471.D\data.ms (-1681) - m/z 57.10 100.00%
57.1

5000

—
113.2 13.00 13.50
163.2
Ll 10321072 2519 m/z 71.10 83.93%

\H
g
m/z--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0

5000 1

13.00 13.50
‘ m/z 43.10 59.34%
)

270 | 1130
“\ ‘ ‘\ ‘J‘ \“ T “ \“ T “\ T ‘ T ?‘8\3.\0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

7
13.00 13.50

o

o

5000 m/z 41.10 38.68%
99.0
0 ‘\\ “‘\ li \‘ I \14\10 183.0 239.0 296.( W
el S
miz--> 50 100 150 200 250
Abundance #90206: Dodecane, 2,6,10-trimethyl- —— —
57.0 13.00 13.50

m/z 85.10  33.91%

B WM/W
113.0
27\‘-0\\ H\ \‘\ \‘ I 183.0

ol b by by O —— —
miz--> 50 100 150 200 250 13.00 13.50

8270-BM102123.M Fri Oct 27 ©5:30:51 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32

Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 15 1-(2,2,6-Trimethylcyclohexy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.369 9.59 ng 2060410  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-(2,2,6-Trimethylcyclohexyl)hex... 268 C17H3202 1000498-96-1 64
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 59
3 3-((2R,5S)-7-(Cyclohexylsulfonyl... 348 C17H28N203S 1000483-82-6 35
4 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 27
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
Abundance Scan 1731 (13.369 min): BM042471.D\data.ms (-1725) (- m/z 193.20 100.00%
198.2
55.1
123.1
5000
o P
‘ H ‘ 13.00 13.50
ol e by b 28L /7 55,10 77.73%
miz--> 50 100 150 200 250 300
Abundance #158458: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-yl acetate
43.0 128.0
2
5000 1930 — —
13.00 13.50
m/z 69.18  77.23%
04 \“\ ‘\““H‘\“h‘H“\‘“L"!‘”\ \h\ “‘ \‘\ T \“ ‘\ LN O
miz--> 50 100 150 200 250 300
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
P P
123.0 13.00 13.50
5000 69.0 m/z 41.10 68.14%
miz--> 50 100 150 200 250 300
Abundance #248007: 3-((2R,5S)-7-(Cyclohexylsulfonyl)-1-oxa-7-azas — —
193.0 13.00 13.50
m/z 123.10 53.12%
5000
55.0 150?
6.0
ol 280 L | 200 o150 mor T
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BM102123.M Fri Oct 27 ©5:30:52 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 4
R.T. EstConc Area Relative to ISTD R.T.
14.010 13.78 ng 2961160  Acenaphthene-die 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
5 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 37

Abundance Scan 1840 (14.010 min): BM042471.D\data.ms (-1836) (- m/z 193.20 100.00%

198.2
5000 a1 %91 123.2
95.1 '
T T
‘ ‘ ‘ ‘ 14.00
— H“‘:m ‘H“H_‘H“1‘5“1‘%me_az‘??;% m/z 69.10  49.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
69.0 193.0
' 123.0
41.0
5000 ——
95.0 14.00
m/z 41.10 43.30%
O \111‘152‘0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0 ‘l4i00‘ |
5000 69.0 95.0 m/z 83.10 37.88%
151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, P ‘
198.0 14.00
42.0 m/z 123.15 37.80%
5000
il M
108.0
158.0
o‘1‘5“0“"WHw\‘u‘:‘m‘HAMHﬁ'ﬁz‘?‘HWH‘U‘m‘www —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Carbonic acid, eicosyl viny... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.045 15.95 ng 3429210  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tritetracontane 605 C43H88 007098-21-7 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 74

Abundance Scan 1846 (14.045 min): BM042471.D\data.ms (-1843) (- m/z 57.10 100.00%

57.1
5000
14.00 |
41.2 .
ol LT 21L828L0 e m/z 71.18 90.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 - :
14.00
m/z 43.10 87.49%
o lk}ﬁszo 196.0_280.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #74004: Tetradecane
57.0
T \
14.00
5000 ITI/Z 85.10 43.09%
J J || 127.0198.0
0 e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane T
57.0 14.00
m/z 41.10 29.54%
5000

g

0 “hﬂﬁ;q‘lw.oze?.oss?.o 463.0 533.0 604.
e L o e 225 OO —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.257 11.20 ng 2407070  Acenaphthene-die 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 98
2 2-Acetyl-3,4,5,6-tetrafluorobenz... 220 C9H4F402 1000461-12-2 38
3 2H-1-benzopyran-6-o0l, 3,4-dihydr... 220 C14H2002 1000396-25-4 38
4 trans-.beta.-Ionone 192 C13H200 000079-77-6 25
5 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 25

Abundance Scan 1882 (14.257 min): BM042471.D\data.ms (-1879) (- m/z 177.20 100.00%
177.2
57.1

5000 135.1
85.1

H‘ ‘ ‘ ‘ ‘ 14.00 14.50
I H‘\ Hu“” Iy \MM\M il “\ M‘ H\ W

,m‘h‘M‘mww_WH‘m b 2L 7 57,100 77.79%

m/z--> 20 40 60 80 100120140 160 180200220240260280
Abundance #99031: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0

220.2

%

o

220.0
41.0

3

5000
135.0 14.00 14.50

m/z 41.10 68.24%
\‘ H‘ h“” Bl H ‘HM\ il gl M‘\\ ‘ ‘ ‘

m/z--> 20 40 60 80 100120140 160 180200220240260280

Abundance  #99724: 2-Acetyl-3,4,5,6-tetrafluorobenzaldehyde
177.0

z

o

14.00 14.50
5000 m/z 71.10  45.15%

220.0
149.0
99.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99050: 2H-1-benzopyran-6-ol, 3,4-dihydro-2,2-dimethyl-
177.0 14.00 14.50

m/z 43.10 43.67%

o

%

5000 220.0

30 910\12fo\ \‘ I ‘ |
11 I |

0,Hm“‘m\‘Nw‘w‘mwwm_m_m_Wwwwww
m/z--> 20 40 60 80 100120140160 180200220 240260280 14.00 14.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32

Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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

Concentration Rank 2

Peak Number 19 unknownl4.327

R.T. EstConc Area Relative to ISTD R.T.
14.327 16.72 ng 3594560  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 46
2 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 35
3 1,1'-Bicyclohexyl, 2-ethyl-, cis- 194 C14H26 050991-12-3 30
4 Pentadec-7-ene, 7-bromomethyl- 302 C16H31Br 1000259-58-5 30
5 (S)-3-(4-Fluorobenzyl)piperidine 193 C12H16FN 275815-80-0 25

Abundance Scan 1894 (14.327 min): BM042471.D\data.ms (-1890) (- m/z 69.10 100.00%

69.1
5000
P P
14.00 14.50
0- m/z 55.10 85.24%
miz--> 50 100 150 200 250
Abundance #96114: 4-n-Hexylthiane, S,S-dioxide
69.0
5000 — e
14.00 14.50
11.0 147.0 m/z 41.10 78.74%
‘ ‘ 201 0
0 T T T T ‘H T H H HM \m\“ T H \‘ \‘\ T T ‘\ T T ‘ T T T T
miz--> 200 250
Abundance #13244. Cyclohexane, 1,1,2-trimethyl-
69.0
P P
111.0 14.00 14.50
5000 m/Z 83.10 62.40%
9.0
Miz--> 100 150 200 250
Abundance #69407:Llthydohexw,24nhyL,ds— — —
69.0 111.0 14.00 14.50
m/z 97.10 51.83%
5000
39.0
‘ | 194.0
ol —hddh 4 gewo | S
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.422  20.00 ng 4299100  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 52
2 9-Borabicyclo[3.3.1]nonane, 9-[3... 193 C12H24BN 1010162-56-0 38
3 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 38
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
5 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 22
Abundance Scan 1910 (14.422 min): BM042471.D\data.ms (-1907) (- m/z 193.20 100.00%
193.2
69.1
411 97.1
5000
‘ 137.2 s
14.50
65.2 .
ob Ll o2 | 2243 28L. . 69.18  65.55%

m/z--> 20 40 60 80 100120140160180200220240260280

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

123.0
95.0

5
m/z 97.10 62.08%
L ]
by

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

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #68039: 9-Borabicyclo[3.3.1]Jnonane, 9-[3-(methylamino)y
198.0

5000

o

84.0

T
14.50
5000 56.0 136.0 m/z 41.10 56.05%

ol L L
| J $\A\W Il u b

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #155615: 2-Dodecen-1-yl(-)succinic anhydride T
41.0 690 14.50

m/z 55.10 55.54%

o

5000 970

137.0

166.0
0! o \\\20\9 0\23702660

N RARAR NN RARRNRRRRNARR RN —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42471.D

Acqg On : 27 Oct 2023 02:32
Operator : MA/JU

Sample : 05011-03 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.075 4.7 ng 323806 1 7.993 1376960 20.0
p-Cymen-7-o0l 10.663 2.4 ng 220739 2 10.816 1817450 20.0
Undecane, 2,6-d... 10.881 3.4 ng 309195 2 10.816 1817450 20.0
1,3,5-Trimethyl... 10.957 2.5 ng 227126 2 10.816 1817450 20.0
Naphthalene, de... 11.575 2.4 ng 218935 2 10.816 1817450 20.0
unknownl11.657 11.657 3.4 ng 305302 2 10.816 1817450 20.0
Octane, 2,6-dim... 11.745 5.4 ng 488092 2 10.816 1817450 20.0
unknown11.945 11.945 3.5 ng 313247 2 10.816 1817450 20.0
unknownl12.016 12.016 2.9 ng 258874 2 10.816 1817450 20.0
Naphthalene, de... 12.216 3.1 ng 277722 2 10.816 1817450 20.0
unknown12.557 12.557 5.9 ng 533754 2 10.816 1817450 20.0
cis, cis-3-Ethy... 12.792 3.6 ng 784737 3 14.645 4299100 20.0
unknownl13.033 13.033 3.9 ng 842965 3 14.645 4299100 20.0
Dodecane, 2,7,1... 13.098 7.0 ng 1504100 3 14.645 4299100 20.0
1-(2,2,6-Trimet... 13.369 9.6 ng 2060410 3 14.645 4299100 20.0
1H-Indene, octa... 14.010 13.8 ng 2961160 3 14.645 4299100 20.0
Carbonic acid, ... 14.045 15.9 ng 3429210 3 14.645 4299100 20.0
2,5-Cyclohexadi... 14.257 11.2 ng 2407070 3 14.645 4299100 20.0
unknown14.327 14.327 16.7 ng 3594560 3 14.645 4299100 20.0
Decahydro-1,1,4... 14.422 20.0 ng 4299100 3 14.645 4299100 20.0
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