LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc :

ALS Vvial : 12 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133731.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.21e 16 21 28 rBV 74827 96582 3.05% 0.497%
2 5.451 564 572 575 rBvV 1287584 1305046 41.20% 6.710%
3 6.269 705 711 714 rBV 131034 130055 4.11% 0.669%
4 6.463 740 744 747 rVB 1340566 1164544 36.76% 5.988%
5 6.834 803 807 810 rBV 641701 508579 16.05% 2.615%
6 7.392 899 902 909 rVB 864585 758048 23.93%  3.898%
7 8.116 1022 1025 1028 rVB 674291 503378 15.89% 2.588%
8 8.998 1172 1175 1178 rBvV4 82056 98265 3.10% ©.505%
9 9.139 1196 1199 1203 rVB 216525 186027 5.87% 0.957%
10 9.192 1203 1208 1211 rBV 1610714 1356519 42.82% 6.975%
11  9.275 1218 1222 1224 rBV2 279670 374174 11.81%  1.924%
12 9.422 1245 1247 1249 rBV2 128304 110680 3.49% 0.569%
13 9.445 1249 1251 1253 rVV2 169510 152374 4.81% 0.783%
14  9.586 1272 1275 1276 rBV 550827 570362 18.00%  2.933%
15 9.639 1281 1284 1288 rVV3 299019 410215 12.95% 2.109%
16 9.745 1299 1302 1305 rBV2 607006 831905 26.26% 4.278%
17 9.786 1307 1309 1312 rVB 996560 914091 28.86% 4.700%
18 9.827 1314 1316 1318 rBvV2 335312 304915 9.63% 1.568%
19 9.927 1329 1333 1335 rBV4 426602 732067 23.11% 3.764%
20 10.292 1392 1395 1400 rBV 1211903 1210881 38.22% 6.226%

21 10.545 1435 1438 1442 rVB 1236480 1225397 38.68%
22 10.816 1481 1484 1488 rVB 2645184 2935791 92.68% 15.096%
23 11.292 1562 1565 1568 rVB 2750680 3167815 100.00% 16.289%
24 15.492 2276 2279 2289 rVB 293006 400340 12.64%  2.059%

o)}
w
[
e
I

Sum of corrected areas: 19448050
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133731.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000

2000000
5.451 6.463

1000000 6.834 7.392
2.210 6.269

O&v‘r‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF133731.D\data.ms
8000000 p92

7000000 10.816
6000000
5000000 10545

4000000 10.292

3000000

2000000

1000000

0 : — T 7 — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133731.D\data.ms

8000000

7000000
6000000
5000000
4000000
3000000
2000000

1000000 15.492

0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
2.210 3.80 ng 96582 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 64
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
3 2,3-Butanedione 86 C4H602 000431-03-8 40
4 3-Aminopyrrolidine 86 C4H1ON2 079286-79-6 36
5 Ethanone, 1-oxiranyl- 86 C4H602 004401-11-0 9
Abundance  Scan 21 (2.210 min): BF133731.D\data.ms (-16) (-) m/z 43.00 100.00%
43.0
e i a e e e
| sg0 711 960 220 240 260
) S 1 YR RS IO W m/z 41.5 13.55%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1924: 2-Pentanone
43.0
5000 LI LA L L L B
2.20 2.40 2.60
m/z 86.05 13.15%
27.0 58.0 86.0
O\\\‘}?\.(\)‘\\3\.‘\\\\“}}\\‘\\\1.’\\\7ﬁ;?\\‘\\\\‘\\\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #1987: 2-Butanone, 3-methyl-
43.0
T Lam EnaR L
2.20 2.40 2.60
5000 m/z 38.95 9.30%
27.0 86.0
. P 1l se0 710
A B o e S e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1865: 2,3-Butanedione e A
43.0 2.20 2.40 2.60
m/z 71.10 7.77%
5000
15.0 86.0
o 280 | 570 690
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 2-Heptanone, 6-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.269 5.11 ng 130055 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 86
2 2-Octanone 128 C8H160 000111-13-7 53
3 2-Hexanone 100 C6H120 000591-78-6 45
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 42
5 (Dimethylamino)ethyl methacrylate 157 C8H15NO2 002867-47-2 38
Abundance Scan 711 (6.269 min): BF133731.D\data.ms (-705) (-) m/z 43.00 100.00%
58.0
5000
%.1 6,00 6.20 6.40 6.60
-+ 1101 . . . .

O brrrrrrrprrrprel AR L1 1281 s 57,95 58.21%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #14374: 2-Heptanone, 6-methyl-

43.0
58.0
5000
6.00 6.20 6.40 6.60
m/z 41.00 20.85%
O TTT ‘]:!\:_‘){.\()‘ T fﬁ‘.\()\ T \“‘1 } T ‘ \‘\‘H\“ TT \ZF\.\(\)\ ‘ T \‘\ T ‘9\?\‘\0‘ HJ-\]\-}O\.?\ ‘\]-\2\}8‘.9\ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14278: 2-Octanone
43.0
R e e RRR R
58.0 6.00 6.20 6.40 6.60
5000 m/z 71.05 10.84%
27.0
0230 il ] 0 99011301280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4259: 2-Hexanone e RAARREEREE
43.0 6.00 6.20 6.40 6.60
m/z 55.00 10.68%
58.0
5000
100.0
27'0 ‘ 85.0
0\u‘uu‘m‘l‘\m“lM‘m\“\m“mw\‘u‘m\‘wm‘\m‘\m‘\m T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 unknown8.998 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.998 3.90 ng 98265 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 43
2 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 42
3 4-Cyclohexylidene-n-butanol 154 C10H180 004441-58-1 42
4 3,5-Dodecadiene, 2-methyl- 180 C13H24 055638-51-2 38
5 2,5-Octadiene, 3,4,5,6-tetramethyl- 166 C12H22 247797-85-9 35

Abundance Scan 1175 (8.998 min): BF133731.D\data.ms (-1172) (-) m/z 69.10 100.00%
41.1 69.1 o951 137.1

5000

\

180.2

6l 8.60 8.80 9.00 9.20 9.40
0+ m/z 41.10 88.74%
m/z--> 20 40 60 80 100 120 140 160 180 =200
Abundance #12243: Cyclopropane, 1,1-dimethyl-2-(2-methyl-2-prope
41.0

69.0

%

5000 .
8.60 8.80 9.00 9.20 9.40
109.0

m/z 95.10  87.05%

99 |
[0} \\WQ‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19515: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-
95.0

\

8.60 8.80 9.00 9.20 9.40

67.0 .
5000 41.0 ITI/Z 137.05 83.39%
123.0
0T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31070: 4-Cyclohexylidene-n-butanol AR R e
81.0 8.60 8.80 9.00 9.20 9.40
55.0 m/z 81.10 74.50%
5000 109.0
137.0
0 e

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\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Nonane, 3-methyl-5-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.139 5.08 ng 186027  Acenaphthene-di10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
4 Hentriacontane 437 C31H64 000630-04-6 59
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
Abundance Scan 1199 (9.139 min): BF133731.D\data.ms (-1196) (-) m/z 57.10 100.00%
57.1
5000
85.1
AR BBEAREwEESE RS
8.80 9.00 9.20 9.40
35.1 165.2
0 ww\‘”m! ”‘;u““ms‘w Hwﬁ”wWWH?‘Q‘??“ m/z 71.10 63.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0
5000 IR RN RN R
85.0 8.80 9.00 9.20 9.40
20.0 m/z 43.10 53.93%
112.0 141.0
O\‘\‘\‘\\“‘\\\!‘\\“}\‘\\\f‘\\‘l\‘\‘\\\i‘\\\\‘\\\]\-‘8\4.\9\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
o AAREEmsEEEESE R
8.80 9.00 9.20 9.40
5000 m/z 41.10 47 .39%
29.0 85.0
O b 2420, 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- R RAAR SR
57.0 8.80 9.00 9.20 9.40
m/z 55.10 29.18%
5000
85.0
29.0
N H I ‘ 130 4410 169.0 197.0
"H“_“‘_“w“u“‘u“u“u‘“H“_“w“‘w AR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 unknown9.275 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.275 10.22 ng 374174  Acenaphthene-d10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(4-Fluorophenyl)piperidin-4-amine 194 C11H15FN2 038043-08-2 46
2 Cyclododecanol, 1-ethenyl- 210 C14H260 006244-49-1 38
3 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 22
4 1-Heneicosanol 312 C21H440 015594-90-8 18
5 1-Docosene 308 C22H44 001599-67-3 18
Abundance Scan 1222 (9.275 min): BF133731.D\data.ms (-1218) (-) m/z 55.10 100.00%
55.1
83.1
5000 193.2 «/Nwwlﬂ¢dewMJwﬁW“ﬂ
111.1
1371 A AR RE
‘ 9.00 9.20 9.40 9.60
165.2
0! wi ‘\u - ““u b e m/z 41,10 76.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68909: N-(4-Fluorophenyl)piperidin-4-amine
83.0
57.0
5000 UL L B I B AL LR
30.0 111.0 9.00 9.20 9.40 9.60
136.0 194.0 m/z 69.10 67.07%
0' \\‘\‘\\H\\“\\\M“\LH\\‘\\\\‘\\\\’\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87565: Cyclododecanol, 1-ethenyl-
55.0
R RARAREEEE SR
83.0 9.00 9.20 9.40 9.60
5000 29.0 m/z 83.10 51.92%
111.0
| H 35.0 183.0 210.0
[0[RI b e e " T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20298: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)- T
83.0 9.00 9.20 9.40 9.60
m/z 57.10 47.01%
55.0
5000
109.0
27 0
I ‘ ‘ 138.0
m/z--> 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\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 unknown9.422 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.422 3.02 ng 110680  Acenaphthene-die 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 35
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 35
3 Oxirane, tetradecyl- 240 C16H320 007320-37-8 27
4 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-8 27
5 4-Isopropyl-5,10-dimethyl-decali... 236 C15H2402 291278-94-9 27

Abundance Scan 1247 (9.422 min): BF133731.D\data.ms (-1245) (-) m/z 55.10 100.00%
55.1

5000

,

9.00 9.20 9.40 9.60 9.80
m/z 69.10 69.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69426: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, tre
55.0 97.0

o

2

5000 [ e
9.00 9.20 9.40 9.60 9.80
LH I M |l 1230 151.0

m/z 41.10 65.37%
‘HH‘HH“HH”HH ‘HH‘HH‘HH‘HH‘\H‘\‘HH‘HH‘H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69427: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, tre
5.0

194.0

o

5

55
97.0 T
9.00 9.20 9.40 9.60 9.80
5000 m/z 97.10 42.76%
194.0
0 1230 1860
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123932: Oxirane, tetradecyl- R ARARaEEE S
4110 82.0 9.00 9.20 9.40 9.60 9.80
m/z 111.10 37.28%
5000
109.0
138.0
oh b ok (1289, 19202080 20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1,1'-Bicyclohexyl, 4,4'-dim... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.445 4.16 ng 152374  Acenaphthene-di10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Bicyclohexyl, 4,4'-dimethyl- 194 C14H26 054823-99-3 76
2 trans-4-Methylcyclohexanol, chlo... 226 C9H13C1F202 1000376-26-1 59
3 Carbonic acid, allyl cyclohexylm... 198 C11H1803 1000357-80-7 59
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 59
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 59

Abundance Scan 1251 (9.445 min): BF133731.D\data.ms (-1249) (-) m/z 55.10 100.00%

55.1
97.1
5000
‘ 1982 9209.409.60 9.80
123.1 165.2 : : : :
M!S [ A& et i 2222 miz 97.10  74.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69409: 1,1'-Bicyclohexyl, 4,4'-dimethyl-
55.0 96.0
5000 UL L L I BN B
9.20 9.40 9.60 9.80
280 /z 96.10 57.807
‘ 194.0 m/z. 6. - 604
O \\\‘\‘\‘\\"“\\\H‘\‘\‘”\\“‘h\\‘\“"\\\]_\2‘\3;(\)\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107486: trans-4-Methylcyclohexanol, chlorodifluoroacet
55.0 81.0
 EARmmEEE R
9.20 9.40 9.60 9.80
5000 m/z 81.10 53.34%
29.0
o | [1112.0 141.0 169.0
et T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #73393: Carbonic acid, allyl cyclohexylmethyl ester R RamE R
55.0 97.0 9.20 9.40 9.60 9.80
m/z 41.10 33.85%
5000 Mm
00 |||
ol L N R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80

8270-BF060923.M Wed Jun 14 ©9:59:48 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 unknown9.586 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.586 15.58 ng 570362  Acenaphthene-d10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
2 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H1@F3N3 1000511-73-1 38
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
4 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27
5 2,6-Dodecadiene, 2,6-dimethyl- 194 C14H26 1000164-67-6 25
Abundance Scan 1275 (9.586 min): BF133731.D\data.ms (-1272) (-) m/z 193.20 100.00%
193.2
o JJMM
T T \
9.50
0 2202 n/z 41.10  59.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 —— :
150.0 9.50
95.0 m/z 69.10 52.06%
0 \177\‘0\\\4\"2\(\)\\‘6\9\.\0\‘\\\‘\‘\\‘\\‘1\\\‘\\\\‘\\\\‘\\ ‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine,
198.0
42.0 — ‘
9.50
m/z 55.10 50.38%
5000 83.0
108.0
158.0
o‘1‘5“0‘:H;“Hw‘wu“uwuHw‘_1H‘“3‘2‘?‘m,m‘l‘_w‘wuu,u

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

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- ——

193.0 9.50
m/z 123.10 41.75%
5000 55.0
109.0
81.0
29.0 ‘ ‘ ‘
137.0

SRR A T PSY: o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF060923.M Wed Jun 14 ©9:59:49 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 unknown9.639 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.639 11.21 ng 410215  Acenaphthene-d10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 43
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10OH18 006876-13-7 43
4 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 1000150-99-3 35
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 22

Abundance Scan 1284 (9.639 min): BF133731.D\data.ms (-1281) (-) m/z 95.10 100.00%

551 951 193.2
5000 1231

165.2

S
‘ M | 224 9.50 10.00
0 el b 2282 sz 193,20 92.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6- pentamethylnaphthalene
193.
123.0

5000 69.0 950 . S
9.50 10.00

m/z 109.10  91.23%

‘ 151.0

RRRRRRRRRN H“lm‘w‘“w‘!m‘\H‘“\HH‘\H‘*“MLHW‘

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

Abundance #85387: Naphthalene, decahydro-1,6-dimethyl-4-(1-meth
109.0

——
55.0 165.0 9.50 10.00
5000 81.0 m/z 55.10 90.39%

29.0

| ‘ ‘1350 | 208.0

N O O N e B O
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #19558: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha. —— ——
55.0 95.0 9.50 10.00

m/z 41.10 77.93%

5000
27.0
123.0
‘\ ‘

0! A —— ——
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

o

o

8270-BF060923.M Wed Jun 14 ©9:59:50 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Z-8-Hexadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.745 22.73 ng 831905 Acenaphthene-di10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-8-Hexadecene 224 C16H32 1000130-87-5 51
2 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 47
3 Cetene 224 C16H32 000629-73-2 46
4 Crotyl methacrylate 140 C8H1202 007376-45-6 42
5 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 38

Abundance Scan 1302 (9.745 min): BF133731.D\data.ms (-1299) (-) m/z 55.10 100.00%
55.1

000 W

ok

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104593: Z-8-Hexadecene
41,0

97.0 224.0
5000

m/z 41.10 90.32%

125.0
0+ RRERE - T \‘H“ T \”‘\ T }“‘\ T \‘w‘:\L\S\‘:"’\.‘O\ RN \]\-?‘\6’.(\)\ T "\‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104597: 7-Hexadecene, (Z)-
55.0

o)
©
%o
o
tn—
o .
-
O;
o
S |

[$xl

9.50 10.00
5000 83.0 m/z 83.10 64.53%
29.0
111.0
0 \‘ | || 1400 1670 1960 2240
et e i
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104588: Cetene T ——
43.0 9.50 10.00
m/z 43.18  60.34%
83.0
5000
111.0
0 | H | “L /1890 1680 1960 2240
et SN S A L it — —
miz-> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF060923.M Wed Jun 14 ©9:59:51 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 unknown9.786 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.786 24.97 ng 914091  Acenaphthene-d10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hexen-3-one, 4,5-dimethyl- 126 C8H140 017325-90-5 25
2 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 25
3 Cyclopentanecarboxylic acid, 3-p... 324 C21H4002 1000280-59-1 22
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18
5 3-(But-3-enyl)-cyclohexanone 152 C10H160 003636-03-1 18

Abundance Scan 1309 (9.786 min): BF133731.D\data.ms (-1307) (-) m/z 55.10 100.00%

55.1 97.1 193.2
5000 123.1
‘ ‘ 9.50 10.00
152.2 : :
0 uu“““‘:‘w!‘m“”"‘1“““““‘;“‘1“2“2‘4"%“ m/z 41.10 97.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13075: 4-Hexen-3-one, 4,5-dimethyl-
41.0 69.0 97.0
5000 —r— —
9.50 10.00
126.0 m/z 193.20  94.76%
(R R R R R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85381: Cyclohexane, 1-(cyclohexylmethyl)-2-ethyl-, tran
55.0 111.0
1 —
83.0 9.50 10.00
5000 m/z 69.10 90.73%
179.0
208.0
bl A L4 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #229583: Cyclopentanecarboxylic acid, 3-pentadecyl este T —
41.0 69.0 9.50 10.00
97.0
m/z 97.10 84.28%
5000 W
N “\ | ‘\‘127-0 195.0 187 ¢ 2100
e B ma e R e —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF060923.M Wed Jun 14 ©9:59:52 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16

Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 12 9-Borabicyclo[3.3.1]nonane,... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
o827 8.33ng 304915 Acenaphthene-die 5.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Borabicyclo[3.3.1]nonane, 9-(2... 208 C13H2580 094537-53-8 70

2 Oxirane, tetradecyl- 240 C16H320 007320-37-8 38
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25
4 1-(3,5-Dimethyl-1H-pyrazol-4-yl)... 138 C7H10N20 001123-48-4 25
5 Benzene, 1,4-dimethoxy- 138 C8H1002 000150-78-7 18
Abundance Scan 1316 (9.827 min): BF133731.D\data.ms (-1314) (-) m/z 57.10 100.00%
57.1
123.1
5000
193.2
— ——
| | | 9.50 10.00
ob by lager ol 4310 s4.1s%
miz--> 50 100 150 200 250 300
Abundance #85187: 9-Borabicyclo[3.3.1]nonane, 9-(2-methylbutoxy)-
71.0
204 138.0
5000 ' — —
9.50 10.00
208.0 ITI/Z 55.10 83.02%
Obr—+ ‘H‘L “\‘ T “\ T ““\ L s
miz--> 50 100 150 200 250 300
Abundance #123934: Oxirane, tetradecyl-
41.0
— ——
20 9.50 10.00
5000 ' m/z 71.10 73.27%
m 23.0
o1 e o SR,
miz-> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester — —
57.0 9.50 10.00
m/z 123.10 70.26%
5000
7.0
SRS RRUELT RTINS
m/z--> 50 100 150 200 250 300 9.50 10.00

8270-BF060923.M Wed Jun 14 ©9:59:52 2023

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.292 33.08 ng 1210880  Acenaphthene-d10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 59
2 1H-Pyrazole, 1l-ethyl-4-(4,4,5,5-... 222 C11H19BN202 1010319-69-6 50
3 3-Buten-2-one, 4-(4-hydroxy-2,2,... 224 C13H2003 038274-01-0 47
4 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 46
5 (Phenylthio)acetic acid, cyclobu... 222 C12H1402S 1010299-95-5 43
Abundance Scan 1395 (10.292 min): BF133731.D\data.ms (-1392) (- m/z 123.10 100.00%
128.1
41.1
5000
69.1 95.1
207.2
— —
10.00 10.50
49.1
0 178.2 236.2 m/z 41.10  50.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]Jundeca-3,5-dien-10-on
128.0
43.0
5000 179.0 T T ‘ ‘
10.00 10.50
222.0 m/z 55.10  45.34%
|80 %0 | 1539
O \‘H\\HH\ \‘\‘HHH\\‘\“}‘HH\\H\‘H‘\‘HH‘\H\H\\HH\H\
AU AN AR SR SR S A AR

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

Abundance #101050: 1H-Pyrazole, 1-ethyl-4-(4,4,5,5-tetramethyl-1,3
123.0 207.0

T T
10.00 10.50
5000 m/z 69.10 41.50%

43.0 94.0

‘M 680, | L ‘99 0 P -

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

Abundance #104168: 3-Buten-2-one, 4-(4-hydroxy-2,2,6-trimethyl-7-¢ e —
123.0 10.00 10.50

m/z 109.10  38.54%

o

5000
43.0

i i 9\5\\0\\‘ \h 14901750 208.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

o

8270-BF060923.M Wed Jun 14 ©9:59:53 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 2-Bromo dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.545 33.48 ng 1225400  Acenaphthene-d10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 1438 (10.545 min): BF133731.D\data.ms (-1435) (- m/z 57.10 100.00%
57.1
5000 Wjdb
‘ ‘9 10.50 |
1692 .
ol “‘ Ll 43417007 2393 m/z 43.18  55.02%
miz-> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0
5000 —— :
10.50
m/z 71.10 52.32%
99.0 169.0
Ol\!:_)\q‘\ \ ‘ \‘h‘ \h‘ “ ‘13\4\0’ T ‘\ T ‘ T \2\4.8‘-\0\ T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
U \
10.50
5000 m/z 85.10 28.06%
99.0
oo L soame 200
miz--> 100 150 200 250 300
Abundance #246481: Tetracosane T
57.0 10.50
m/z 41.10 25.82%
5000 W
.0
0 ‘ \“\ ‘h h‘ u‘ 1419 1830 2250 2670 338'
“““‘ e I B e B e e e A ——
m/z--> 100 150 200 250 300 10.50

8270-BF060923.M Wed Jun 14 ©9:59:54 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Undecane, 6-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.816 18.54 ng 2935790  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 80
2 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 64
3 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 53
4 3-Hexanone, 4-ethyl- 128 C8H160 006137-12-8 53
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 50
Abundance Scan 1484 (10.816 min): BF133731.D\data.ms (-1481) (- m/z 57.10 100.00%
57.1
85.1
1131 . 1100
10.50 11.00
1412 1832
Obrprerrlbreb b ke ke b e 22 2252 m/z 71.1e  78.30%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #59036: Undecane, 6-ethyl-
57.0
5000 — ——
10.50 11.00
29.0 85.0 1120 m/z 43.18 60.59%
154.0
\‘\ ‘\ L ‘\ | 1840
O\‘\H\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\
m/z--> 20 40 60 80 100120140 160180200220 240 260
Abundance #22128: Heptane, 3-ethyl-5-methyl-
57.0
— —
10.50 11.00
5000 m/z 85.10 27 .49%
29.0
113.0
ol bbb d 420 | sa20
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #181354: Oxalic acid, 2-ethylhexyl hexyl ester — —
57.0 10.50 11.00
m/z 41.10 22.90%
o M
29.0 850112
m/z--> 20 40 60 80 100120140160 180200 220 240 260 10.50 11.00

8270-BF060923.M Wed Jun 14 ©9:59:55 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.292  20.00 ng 3167820  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 83
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 81
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
Abundance Scan 1565 (11.292 min): BF133731.D\data.ms (-1562) (| m/z 57.10 100.00%
57.1
5000 M/J\A
—— —
‘ | 113.1 183.2 11.00 11.50
A L [146.0 7°P% 223225322840 ./, 71.10  81.88%
miz-> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
11.00 11.50
20 m/z 43.106  52.09%
113.
27.0
0 “& ‘\‘ “‘\ ‘H‘ \H‘\ ‘M‘ \“‘ T “\ .}5‘3\0-\18\‘3\0“ | — \25‘3\0\ T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—— —
11.00 11.50
5000 m/z 85.10 44.02%
99.0
oL LT 110 1830 2390 296« w
A
miz--> 50 100 150 200 250
Abundance #33088: Decane, 2-methyl- — —
43.0 11.00 11.50
m/z 41.10 23.80%
5000 AMWMNMMM\JLMMNNMJRJu
85.0
\‘\ L, 1410
T e e
m/z--> 50 100 150 200 250 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 2.210 3.8 ng 96582 1 6.834 508579 20.0
2-Heptanone, 6-... 6.269 5.1 ng 130055 1 6.834 508579 20.0
unknown8.998 8.998 3.9 ng 98265 2 8.116 503378 20.90
Nonane, 3-methy... 9.139 5.1 ng 186027 3  9.880 732067 20.0
unknown9.275 9.275 10.2 ng 374174 3 9.880 732067 20.0
unknown9.422 9.422 3.0 ng 110680 3  9.880 732067 20.0
1,1'-Bicyclohex... 9.445 4.2 ng 152374 3 9.880 732067 20.0
unknown9.586 9.586 15.6 ng 570362 3  9.880 732067 20.0
unknown9. 639 9.639 11.2 ng 410215 3  9.880 732067 20.0
Z-8-Hexadecene 9.745 22.7 ng 8319065 3  9.880 732067 20.0
unknown9.786 9.786 25.0 ng 914091 3 9.880 732067 20.0
9-Borabicyclo[3... 9.827 8.3 ng 304915 3 9.880 732067 20.0
2,11-Dioxabicyc... 10.292 33.1 ng 1210880 3  9.880 732067 20.0
2-Bromo dodecane 10.545 33.5 ng 1225400 3  9.880 732067 20.0
Undecane, 6-ethyl- 10.816 18.5 ng 2935790 4 11.386 3167820 20.0
Hexadecane, 2,6... 11.292 20.0 ng 3167820 4 11.386 3167820 20.0
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