LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc :

ALS Vvial : 30 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_ P\Methods\8270E-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8439.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.8706 315 320 336 rVB 349062 488923 15.73%  2.148%
2 5.340 394 400 417 rBV 818448 1295561 41.68% 5.692%
3 5.940 497 502 510 rVB 26589 42799 1.38% 0.188%
4 6.940 665 672 688 rBV 667053 1291000 41.53% 5.672%
5 7.740 799 808 820 rBV 220812 355039 11.42% 1.560%
6 8.905 998 1006 1025 rBV 477166 873692 28.11% 3.839%
7 10.534 1273 1283 1294 rBV 233104 447714 14.40% 1.967%
8 11.222 1396 1400 1406 rVB4 26662 45761 1.47% 0.201%
9 11.569 1454 1459 1463 rBV6 20301 41531 1.34% 0.182%
10 11.622 1463 1468 1478 rVB5 39807 99599 3.20% 0.438%
11 12.275 1574 1579 1586 rBV4 46634 92295 2.97% 0.406%
12 12.357 1587 1593 1597 rVVé 21288 48898 1.57% 0.215%
13 12.475 1608 1613 1619 rVB6 23242 49277 1.59% 0.217%
14 12.740 1653 1658 1662 rBv4 57599 109956 3.54% 0.483%
15 12.822 1667 1672 1676 rVV3 118764 206373 6.64% 0.907%

16 12.881 1678 1682 1687 rVV6 56703 101989 3.28%
17 13.010 1695 1704 1713 rBV 1107211 1949091 62.70%
18 13.163 1725 1730 1738 rBV 272178 498044 16.02%
19 13.704 1820 1822 1833 rVB6 111209 262843 8.46%
20 13.804 1835 1839 1845 rBV 514291 768518 24.72%
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21 13.928 1856 1860 1868 rVB4 185974 403431 12.98%
22 13.998 1869 1872 1876 rBv4 83838 109404  3.52%
23 14.040 1876 1879 1884 rBV4 110300 177566 5.71%
24 14.128 1890 1894 1899 rBV3 296315 548680 17.65%
25 14.181 1901 1903 1906 rVV2 208276 270759  8.71%
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26 14.222 1906 1910 1917 rVB 713399 1077968 34.68%
27 14.293 1918 1922 1927 rBV3 190642 365677 11.76%
28 14.351 1928 1932 1936 rBV2 400685 663061 21.33%
29 14.398 1936 1940 1947 rVB 481679 773058 24.87%
30 14.481 1950 1954 1959 rBV3 211095 410207 13.20%
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31 14.928 2026 2030 2035 rBv4 235376 405996 13.06%
32 15.110 2058 2061 2068 rVB6 235807 420923 13.54%
33 15.187 2069 2074 2079 rBV2 928757 1415612 45.54%
34 15.904 2193 2196 2203 rVB2 690707 953095 30.66%
35 19.739 2844 2848 2857 rVB 2407566 3108646 100.00% 13.
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36 21.269 3104 3108 3112 rVB 719175 850287 27.35%

w
~
w
&)
R

8270E-BP121421.M Thu Dec 16 14:48:54 2021 Pa 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS Vvial : 30 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_P\Methods\8270E-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.380 3124 3127 3139 rVB 502117 781297 25.13%  3.433%
38 23.639 3505 3511 3519 rVB2 481305 954719 30.71%  4.195%

Sum of corrected areas: 22759289
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Dec 2021 ©05:40
: CG/IU
: M5022-59

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
BP008439.D

: 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP008439.D\data.ms

5.340
6.940

8.905

4.870 7.740 10.534

5.940 I\ \ 11.222111562

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP008439.D\data.ms
19.739

13.010

12225085285

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008439.D\data.ms

21.269
21380
23.639

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 3
R.T. EstConc Area Relative to ISTD R.T.
4.870  27.54 ng 488923  1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 320 (4.870 min): BP008439.D\data.ms (-315) (-) m/z 43.00 100.00%

43.0
5000
101.0

4.60 4.80 5.00 5.20

ob A .| 158922122810338.9307.6457.4 5314 /) 5595 65.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU L L B BB R

4.60 4.80 5.00 5.20

m/z 101.00 21.94%
101.0
0‘\J\.f‘%[\\\[‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR R ARAREaEET RS
460480500520
| 1260
L et S U
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4156: 1-Propen-2-ol, acetate “W““W““‘H““‘
43.0 4.60 4.80 5.00 5.20

m/z 40.95 9.72%

5000 ’\L
0 L]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 1,3,5-Trimethyladamantane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.622 4.45 ng 99599 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 52
2 10,10-Dimethyl-4-acetyl-tricyclo... 206 C14H220 176171-97-4 50
3 1-Ethyl-3-propyladamantane 206 C15H26 019385-94-5 50
4 3,5-Dimethyl-1-adamantanecarboxy... 208 C13H2002 014670-94-1 47
5 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180 004951-40-0 46

Abundance Scan 1468 (11.622 min): BP008439.D\data.ms (-1463) (- m/z 163.05 100.00%

168.1
5000 107.1
41.0 —T T
| H \ ‘ | 11.50 12.00
o Ju‘“uu o L2181 2000 3682 45645213 n/z 107.10  47.64%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
5000 107.0 P —
11.50 12.00
m/z 93.05 28.94%
O \\]‘.d\q\w\“"“\\\\‘\‘\\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82800: 10,10-Dimethyl-4-acetyl-tricyclo[5.2.1.0(1,5)]dec:
168.0
— —
11.50 12.00
5000 m/z 164.10  27.20%
43.0 107.0
R Y
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82893: 1-Ethyl-3-propyladamantane ol A, 1
168.0 11.50 12.00
m/z 95.00 25.80%
5000
93.0
okl L4 S
m/z--> 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 5-Methoxy-2-methylbenzothia... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.275 4.12 ng 92295 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methoxy-2-methylbenzothiazole 179 CSH9NOS 1000342-71-0 50
2 2,4,6-Trimethyl-7-ox0-4,7-dihydr... 179 C7H9N50 025623-78-3 35
3 Silane, chlorodiethylpentyloxy- 208 C9H21C10Si 1000363-04-4 35
4 10H-Acridin-9-one, 10-(3,4-dieth... 373 C24H23NO3 1000302-73-5 35
5 4,2-Cresotic acid, 6-methoxy-, b... 538 C29H30010 019314-74-0 25

Abundance Scan 1579 (12.275 min): BP008439.D\data.ms (-1574) (- m/z 179.15 100.00%

179.2
69.0
5000
o e
‘ J | ‘ \ ( 12.00 12.50
ol iblbi [, 278.6340.84016461.8 547 ./, 69 95  67.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54244: 5-Methoxy-2-methylbenzothiazole
178.0
5000 —r— ——
69.0 12.00 12.50
‘ ‘ ’ m/z 109.10  56.34%
O‘\\H““\A}‘\\“‘A\\\\‘f i\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54052: 2,4,6-Trimethyl-7-oxo0-4,7-dihydro-triazolo(3,2-c)

B

179.0
— —
12.00 12.50
5000 67.0 m/z 55.00 45.27%
o‘| S M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85788: Silane, chlorodiethylpentyloxy- T —
179.0 12.00 12.50
109.0 ITI/Z 41.05 42.72%
5000 MMN\M
41.0 ‘\
o_‘mw!"“h‘H“H_Jww_m_m_Mwwwuw e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 unknownl2.740 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.740 2.84 ng 109956  Acenaphthene-di10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 38
2 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C1@H160 001125-12-8 38
3 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 30
4 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 25
5 1-Hexylbicyclo[2.2.2]octane 194 C14H26 1000435-94-2 25

Abundance Scan 1658 (12.740 min): BP008439.D\data.ms (-1653) (- m/z 81.05 100.00%
81.0

179.1
5000
— —
Ml s e e 5 5
ol AL L L 2478 3265 | 430.2490.1548. ., 55 19 92.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 — —
12.50 13.00
m/z 67.05 67.51%
OLS-PHIU‘M I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29397: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyl

3

81.0
— —
12.50 13.00
5000 ITI/Z 179.10 65.48%
‘H 152.0
LT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6762: 1-Ethyl-5-methylcyclopentene 7 —
81.0 12.50 13.00
m/z 41.00 61.07%
- MJM
14.
0\?“\“\\ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 unknownl12.822 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.822 5.34 ng 206373  Acenaphthene-di10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenyl-3-vinyloxirane 110 C7H1e0 070597-49-8 35
2 2,3-DI-T-BUTYLCYCLOPROP-2-ENONE 166 C11H180 019985-79-6 27
3 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-30-1 27
4 trans-(2-Ethylcyclopentyl)methyl... 170 C10H1802 1000099-13-9 27
5 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 27

Abundance Scan 1672 (12.822 min): BP008439.D\data.ms (-1667) (- m/z 81.10 100.00%

81.1
179.1
5000
— —r
‘l "\ 12.50 13.00
ob AL L LTL 28103456 418147965394 /7 179 16 75.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6585: 2-Propenyl-3-vinyloxirane
55.0
5000 e S
12.50 13.00
m/z 69.00 53.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41410: 2,3-DI-T-BUTYLCYCLOPROP-2-ENONE
81.0
— —r
12.50 13.00
5000 m/z 109.10  53.28%
H H ’ 138.0
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19557: Cyclopentane, 1,3-dimethyl-2-(1-methylethyliden P ——
81.0 12.50 13.00
m/z 55.05 52.38%
5000
138.0
O{HHMJL“‘“‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 unknownl13.163 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.163 12.89 ng 498044  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 37
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 37
5 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 35

Abundance Scan 1730 (13.163 min): BP008439.D\data.ms (-1725) (- m/z 193.20 100.00%

198.2
95.0
5000
SAS ~
J” 13.00 13.50
o 30lLLL L) 1], 2561 3418 415847535354 ) o5 o5 s59.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0

123.0

3

5000 — e
13.00 13.50

m/z 55.10 56.26%

55.

‘MJ‘WW L

‘\H\’\H\‘1!\\[‘\H\‘\H\‘\H\‘H\\‘H\\‘H\\‘H\\‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti

o

3

193.
69.0 98.0
—— —
13.00 13.50
5000 ITI/Z 123.10 50.51%
0"wkﬂhwJMcu@q‘u“H‘_“W“H,H“_“W“H‘H“_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone —— —
198.0 13.00 13.50
m/z 69.10 46.95%
123.0
5000
42.0 ‘
ot e b — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 unknownl3.704 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.704 6.80 ng 262843  Acenaphthene-di10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,4a-dime... 208 C15H28 030824-81-8 47
2 3,3,5,5-Tetramethylcyclopentene 124 C9H16 038667-10-6 27
3 Tricyclo[4.3.1.1(3,8)]undecan-3-01 166 C11H180 014504-80-4 27
4 Succinic acid, 4-fluorobenzyl 2-... 324 C18H25F04 1000381-67-2 25
5 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 25

Abundance Scan 1822 (13.704 min): BP008439.D\data.ms (-1820) (- m/z 109.10 100.00%
100.1

5000

=

41.1

208.2 — —
‘u | || 281.0343.9403.5461.6523.4 1350 1400
b L LY 2010 343.9403.5401.89234  myz 95.10  69.81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #85390: Naphthalene, decahydro-1,4a-dimethyl-7-(1-met
109.0

o

S

5000 — —
41 13.50 14.00
} 208.0 m/z 165.10 55.96%
OL'“JNH'JI\“I \“\H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12220: 3,3,5,5-Tetramethylcyclopentene
109.0
I — I —
13.50 14.00
5000 m/z 41.10 36.42%
41.0
o‘HuMMWLMuu‘u‘w‘H‘_‘H‘H‘W‘H‘“‘H‘H‘W‘H‘_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #41418: Tricyclo[4.3.1.1(3,8)]Jundecan-3-ol —— ——
95.0 13.50 14.00
m/z 81.10 35.98%
5000
166.0
0‘\\\1"“‘Lw'h“‘\‘"\i“‘il‘a‘lw“\"‘\‘\\\‘u\\‘u\\‘uH‘\m‘\m‘\m‘uu‘\ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP121421.M Thu Dec 16 14:49:01 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.804 19.88 ng 768518  Acenaphthene-di10 14.398
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 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 40
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
5 1-Anthracenamine 193 C14H11N 000610-49-1 35

Abundance Scan 1839 (13.804 min): BP008439.D\data.ms (-1835) (- m/z 193.15 100.00%

195.2
69.1
5000
= s
{}‘lLL% 13.50 14.00
o‘u‘“$wﬁwuurﬁ‘H‘m‘w?§9?§499u‘ﬁ?9ﬂn49%1“_ m/z 69.10  52.38%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
69.0

c

5000 — —
13.50 14.00
m/z 41.05 43.18%

°

l‘ l‘ J‘ ‘ L

.0
‘HH‘HH‘H\'WHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe

123.0 193.0

o

4

— —
41.0 13.50 14.00
5000 m/z 55.05 41.00%

f ” u

°

C

dl

w’ |U |

o i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone — —

198.0 13.50 14.00
m/z 83.10 38.88%

123.0
5000
42.0 {
0 ettt bk e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP121421.M Thu Dec 16 14:49:02 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\

Data File : BP@©8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Decahydro-1,1,4a,5,6-pentam...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.928 10.44 ng 403431  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 60
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
5 1-(2-Hydroxyethyl)-1,2,5,5-tetra... 238 C16H300 1010298-97-4 35

Abundance Scan 1860 (13.928 min): BP008439.D\data.ms (-1856) (-

198.2

55.0

5000
3.1

L \ \H\“h}. |i “l N

o

280.8 367.2429.3488.9546.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

193.0

123.0

5000
55.

\i\

o

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t

69.0 193.0

5000

l‘ \‘ J‘ JHM\ i

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine,
.0

193
42.0

5000

m/z 193.15 100.00%

=

7
14.00

m/z 55.05 58.41%

3

7
14.00

m/z 69.10 56.57%

¢

7
14.00

m/z 41.10 53.30%

a

7
14.00

m/z 83.10 47.06%

e

PO&O
0l n.u\ 1 ‘ o \‘l‘ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP121421.M Thu Dec 16 14:49:03 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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-1,6-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.998 2.83 ng 109404  Acenaphthene-di10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 86
2 1H-Indene, octahydro-2,3a,4-trim... 208 C15H28 031230-13-4 41
3 3-Hexen-2-one, 3-cyclohexyl-4-et... 208 C14H240 1000150-19-1 38
4 3,3,5,5-Tetramethylcyclopentene 124 C9H1e6 038667-10-6 30
5 Ethanone, 1-(1,3-dimethyl-3-cycl... 152 C1@H160 051733-68-7 30

Abundance Scan 1872 (13.998 min): BP008439.D\data.ms (-1869) (- m/z 109.10 100.00%

109.1
41.
5000 193.2
—
HH' } U ), 2609 3542 42914897548, 14.90
ow_m| Ll MHJw!‘HWWWH e m/z  55.10  77.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85387: Naphthalene, decahydro-1,6-dimethyl-4-(1-meth
109.0
5000{ 41 —
14.00
m/z 69.10 67.05%
16p6.0
O\\‘\L‘\‘\‘W‘d\‘\“l“ J\‘\“\l\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85388: 1H-Indene, octahydro-2,3a,4-trimethyl-2-(1-meth
109.0
—
14.00
50001 41.0 ITI/Z 95.10 62.43%
e
VY T O U
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85248: 3-Hexen-2-one, 3-cyclohexyl-4-ethyl- ——
55.0 165.0 14.00
' m/z 41.10 57.69%
h dvpﬁ/\j\AﬂwvthJ\ﬁjbkp
O‘HHJ“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00

8270E-BP121421.M Thu Dec 16 14:49:04 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 unknownl4.040

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.040 4.59 ng 177566  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 photocitral B 152 C10H160 006040-45-5 38
2 Dodecane, 1,12-dibromo- 326 C12H24Br2 003344-70-5 27
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 27
4 1H-Indene, 5-butyl-6-hexyloctahy... 264 C19H36 055044-36-5 27
5 Nonane, 1,9-dibromo- 284 (C9H18Br2 004549-33-1 25

Abundance Scan 1879 (14.040 min): BP008439.D\data.ms (-1876) (-
55.0

m/z 55.00 100.00%

207.2
5000 231
T T
4 ‘” \HJ H 267.6 339.4 414.8 504.8 14.00
0 i Mm‘wwmw_m_mw_mwm m/z 69.18  89.88%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #29080: photocitral B
81.0
5000 e :
14.00
m/z 207.20 77.19%
152.0
O‘\\\f‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #230819: Dodecane, 1,12-dibromo-
55.0
T T
14.00
5000 m/z 41.10 76.46%
137.0
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29491: Neopentylidenecyclohexane —— ‘
69.0 14.00
m/z 67.05 63.60%
- 1 MM
L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP121421.M Thu Dec 16 14:49:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 unknown14.128 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.128 14.20 ng 548680  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 43
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 42
3 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 38
4 11,13-Dimethyl-12-tetradecen-1-o0... 282 C18H3402 1000130-81-0 38
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H1l6 020348-74-7 30

Abundance Scan 1894 (14.128 min): BP008439.D\data.ms (-1890) (- m/z 193.20 100.00%
55.1 198.2

=

23.1
5000
14.00 14:50

Jw‘\

L 281.1 3560  456.5514.8

oL L L 2001 5908 AS0o0l28  m/z 55.10  94.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67959: 4-[(2-Fluorophenyl)methyl]piperidine
56.0 198.0
5000 e —
14.00 14.50
135.0 m/z 69.05 94.53%
0 J| }{MIMH\HHM ol

RN RN R N R A R RN RN RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0

E

— —
123.0 14.00 14.50

5000 m/z 109.10  91.75%
55.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #29340: 3-Cyclohexene-1-carboxaldehyde, 1,3,4-trimethy — —
67.0 14.00 14.50
m/z 41.05 89.04%

o

3

5000
152.0

il

o_m‘}“‘ P — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

2

8270E-BP121421.M Thu Dec 16 14:49:05 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.181 7.00 ng 270759  Acenaphthene-di10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 59
2 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 38
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 30
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 25
5 2-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 22

Abundance Scan 1903 (14.181 min): BP008439.D\data.ms (-1901) (- m/z 207.20 100.00%

95.1 202
5000
151.0 LN LN
89 ‘H H ‘ | \ 14.00 14.50
ol ML Ll L. 2951 3593 430.3489.8547. [/, 9519  81.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphtt
128.0 207.0
5000 — —
95. 14.00 14.50
} ‘ m/z 123.10 77.92%
O\\\‘\\‘\\“‘ \‘\\\‘}\‘\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19541: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo-
95.0
—r —
14.00 14.50
5000 ITI/Z 109.10 75.85%
0 AJMJVWJVAAA\ﬂVM%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #19539: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- P ——
95.0 14.00 14.50
m/z 81.10 73.04%
5000 WW
0 —r —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP121421.M Thu Dec 16 14:49:06 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 unknownl14.222 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.222 27.89 ng 1077970  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 47
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 42
3 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 25
5 2-((Trimethylsilyl)thio)nicotino... 208 C9H12N2SSi 1000474-02-5 22

Abundance Scan 1910 (14.222 min): BP008439.D\data.ms (-1906) (- m/z 193.20 100.00%

198.2
69.1
5000
— =~
‘ I \ [2 ( 14.00 14.50
oL LAlliRey . |1 28203409 409.4 4910547 1, 69 10  54.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 — —
55, 14.00 14.50
m/z 55.10 52.07%
O \\\‘\‘L“L\“‘!\‘\‘\‘\\\\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
—r —
14.00 14.50
5000{ 55.0 m/z 97.10 51.76%
OH"M%JJI
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: Butan-2-one, 1-[3-(3,3-dimethyl-2-oxo-butylider P ——
193.0 14.00 14.50
m/z 41.10 48.68%
5000
57.0
136.0
0 \\ al 4 g L 278 0
e B e R R e RS R AT —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP121421.M Thu Dec 16 14:49:07 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 unknownl4.293 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.293 9.46 ng 365677  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentylidenecyclohexane 152 C11H20 039546-80-0 46
2 Citronellyl butyrate 226 C14H2602 000141-16-2 38
3 Citronellyl isobutyrate 226 C14H2602 000097-89-2 38
4 11,13-Dimethyl-12-tetradecen-1-o0... 282 C18H3402 1000130-81-0 38
5 6-Octen-1-0l1, 3,7-dimethyl-, pro... 212 C13H2402 000141-14-0 35
Abundance Scan 1922 (14.293 min): BP008439.D\data.ms (-1918) (- m/z 123.10 100.00%
55.1 123.1
5000 193.2
— —
“ ‘ \ 14.00 14.50
O AL LL gL | 2871 355.0 43224981 n/; 55,10 90.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29491: Neopentylidenecyclohexane
69.0
5000 37.0 e —
14.00 14.50
‘ l m/z 41.05 83.84%
O‘\‘\H\\“M\l H\““\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106887: Citronellyl butyrate
81.0
— —
14.00 14.50
5000 m/z 69.10 82.39%
L RO
ol -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106899: Citronellyl isobutyrate T —
41.0 14.00 14.50
m/z 57.10 65.45%
23.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP121421.M Thu Dec 16 14:49:10 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 unknownl4.481 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.481 10.61 ng 410207  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diallyldivinylsilane 164 C1OH16Si 119901-88-1 47
2 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 45
3 Benzamide, 2-fluoro-N-methallyl- 193 C11H12FNO 1000340-07-0 43
4 Silane, dimethyldi(2,4-cyclopent... 188 C12H16Si 018053-74-2 43
5 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 42

Abundance Scan 1954 (14.481 min): BP008439.D\data.ms (-1950) (- m/z 123.10 100.00%

123.1
50001 55
—r
11
ol dhbldLLL, (L], 2746 340.9308.8 4747 549. |/, ¢9 19 48.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39581: Diallyldivinylsilane
128.0
5000{ 55.0 L
14.50
’ l m/z 55.10 44.57%
O \\\‘\‘H’\JJ\‘\\“\\‘\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85128: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
128.0
208.0 ——
14.50
5000 ITI/Z 95.10 36.42%
55.0
baddbbllliosl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67697: Benzamide, 2-fluoro-N-methallyl- —
123.0 14.50
m/z 67.10 33.37%
193.0
0 39'0 |l \ ‘\
R R R AR R RARR AR ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Octatriacontyl pentafluorop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.928 10.50 ng 405996  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 83
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 74
3 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 72
4 Heptadecane 240 C17H36 000629-78-7 46
5 Nonadecane 268 C19H40 000629-92-5 46

Abundance Scan 2030 (14.928 min): BP008439.D\data.ms (-2026) (- m/z 57.10 100.00%
57.1

5000
—
l 13f0 2081 15.00
ok WALl £ 281.6353.9430.9 5157 m/z s55.10  79.18%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate
57.0
5000 T

15.00
m/z 71.10 78.12%

9.0
o J‘ | J%h‘ 281.0355.0429.0 532.0  678.(
\Hr‘H\\‘H‘H‘Hr\‘TH\‘\\\\‘\\\\‘\\\\‘H\\‘HH‘HH‘HH‘HH‘HH‘

m/z--> 0 50 100150200250300350400450500550600650
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—
15.00
5000 ITI/Z 43.10 71.63%
R T
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348587: Hexatriacontyl pentafluoropropionate 7
57.0 15.00
m/z 41.10 57.10%
5000

0 ﬁg“‘ 222.0 306.0 391.0 504.0 650.0
‘H“H‘“HH“H‘“m‘HH‘HH“H“m“HH‘m“uu‘mwm‘ —

m/z--> 0 50 100150200250300350400450500550600650 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 1-(2,2,6-Trimethylcyclohexy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.110 10.89 ng 420923  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-(2,2,6-Trimethylcyclohexyl)hex... 226 C15H300 070788-30-6 64
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
3 photocitral B 152 C10H160 006040-45-5 41
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 25
5 2-Anthracenamine 193 C14H11N 000613-13-8 14
Abundance Scan 2061 (15.110 min): BP008439.D\data.ms (-2058) (- m/z 193.15 100.00%
69.1 193.2
5000
—— —
‘ “ 0 15.00 15.50
o ALK 42541 340.0401.6 47595339 1/, 69,10  83.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #107169: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-ol
55.0 12B.0
193.0
5000 —r— ——
15.00 15.50
m/z 55.10 71.18%
O‘\\d\‘\\‘[‘ “H“H“‘\\‘\‘1\‘\\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t

193.
69.0 93.0
— —
15.00 15.50
5000 m/z 123.10 53.20%
o‘*JMHukl',,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29080: photocitral B T —
81.0 15.00 15.50
m/z 95.10 51.95%
5000
152.0
0 e P e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknownl5.187 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.187 36.62 ng 1415610  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 47
2 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 43
3 1H-Pyrazole, 1,3,4,5-tetramethyl- 124 C7H12N2 001073-20-7 43
4 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 43
5 4-Fluorobenzoic acid, 2-pentadec... 350 C22H35F02 1000280-68-3 43
Abundance Scan 2074 (15.187 min): BP008439.D\data.ms (-2069) (- m/z 123.10 100.00%
123.1
50001 55,
207.2
—— —
} " UL | ‘ 15.00 15.50
ol LA LL | 1] 2686 355.0413647585336 1/, g9.10  44.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85128: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
128.0
208.0
5000 —r— —
55.0 15.00 15.50
m/z 55.10 41.82%
0 T \H\ ‘\‘"h\l\w\‘“\“n”‘!‘%l\UL\l“‘\‘“\w \l‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101535: Ethanone, 1-[3-[2-methyl-2-(5-methyl-2-furanyl)
128.0
—— —
15.00 15.50
m/z 81.10 41.00%
5000 43.0
222.0
0 b et e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11862: 1H-Pyrazole, 1,3,4,5-tetramethyl- —— —
123.0 15.00 15.50
m/z 109.10 40.64%
5000
56.0
0 wamlww1H“H‘w“u“H‘_“w“u“u‘_“w“u“ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Triphenylphosphine oxide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

21.380 18.38 ng 781297  Chrysene-di12 21.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 52
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 38
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 32
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 25

Abundance Scan 3127 (21.380 min): BP008439.D\data.ms (-3124) (- m/z 277.10 100.00%
277.1

5000

77.0 199.0

— —
| ‘ - ‘ H 21.00 21.50
b L L 854.4414.3 4839549 ./, 578.10  33.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #171172: Triphenylphosphine oxide
277.0

o

-

5000 T i i
21.00 21.50

77.0 199.0 m/z 199.00 22.47%
14.0 ‘ ‘ ] h H

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

o

N

— —7
21.00 21.50

5000 m/z 77.00  21.20%

77.0 183.0

o1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror
277.0

o

-

“ 7
21.00 21.50

m/z 201.00  19.90%

5000

199.0
77.0

o159y | a30p | a0
TR <HON WS BT E—— =

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8439.D

Acqg On : 16 Dec 2021 05:40
Operator : CG/JU

Sample : M5022-59

Misc :

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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-... 4.870 27.5 ng 488923 1 7.740 355039 20.0
1,3,5-Trimethyl... 11.622 4.5 ng 99599 2 10.534 447714 20.0
5-Methoxy-2-met... 12.275 4.1 ng 92295 2 10.534 447714 20.0
unknownl12.740 12.740 2.8 ng 109956 3 14.398 773058 20.0
unknownl12.822 12.822 5.3 ng 206373 3 14.398 773058 20.0
unknown13.163 13.163 12.9 ng 498044 3 14.398 773058 20.0
unknown13.704 13.704 6.8 ng 262843 3 14.398 773058 20.0
1H-Indene, octa... 13.804 19.9 ng 768518 3 14.398 773058 20.0
Decahydro-1,1,4... 13.928 10.4 ng 403431 3 14.398 773058 20.0
Naphthalene, de... 13.998 2.8 ng 109404 3 14.398 773058 20.0
unknown14.040 14.040 4.6 ng 177566 3 14.398 773058 20.0
unknownl14.128 14.128 14.2 ng 548680 3 14.398 773058 20.0
Decahydro-8a-et... 14.181 7.9 ng 270759 3 14.398 773058 20.0
unknown14.222 14.222 27.9 ng 1077970 3 14.398 773058 20.0
unknown14.293 14.293 9.5 ng 365677 3 14.398 773058 20.0
unknown14.481 14.481 10.6 ng 410207 3 14.398 773058 20.0
Octatriacontyl ... 14.928 10.5 ng 405996 3 14.398 773058 20.0
1-(2,2,6-Trimet... 15.110 10.9 ng 420923 3 14.398 773058 20.0
unknown15.187 15.187 36.6 ng 1415610 3 14.398 773058 20.0
Triphenylphosph... 21.380 18.4 ng 781297 5 21.269 850287 20.0
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