LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc :

ALS vial : 8 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-BP111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8100.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.028 3 7 13 rBVY 880007 1069955 2.18% 1.120%
2 4.946 328 333 345 rVB 384203 537464 1.10% 0.563%
3 5.411 405 412 424 rBV 2062204 3020652 6.15% 3.162%
4 6.999 673 682 696 rBV 1828374 3062269 6.24%  3.206%
5 7.822 814 822 829 rBV 544196 895109 1.82% 0.937%
6 8.981 1012 1019 1026 rBV 1156766 1895952 3.86% 1.985%
7 10.616 1289 1297 1307 rVB 621051 1123366 2.29% 1.176%
8 13.087 1709 1717 1724 rBV 2028449 3443062 7.01% 3.605%
9 13.251 1741 1745 1754 rBV3 346195 633660 1.29% 0.663%
10 13.887 1849 1853 1858 rBV 945579 1419165 2.89% 1.486%
11 13.963 1862 1866 1869 rVB2 831694 1102509 2.25% 1.154%
12 14.210 1904 1908 1912 rBV4 493499 909171 1.85% 0.952%
13 14.298 1919 1923 1931 rVB 1577929 2619055 5.34% 2.742%
14 14.375 1931 1936 1941 rBV3 450226 955516 1.95% 1.000%
15 14.439 1942 1947 1949 rBV3 817329 1428192 2.91% 1.495%
16 15.004 2039 2043 2049 rBV2 1081727 1675213 3.41% 1.754%
17 15.263 2083 2087 2091 rVB2 1180988 1599802 3.26% 1.675%
18 15.745 2166 2169 2175 rVB 1546279 2324638 4.74% 2.434%
19 15.957 2201 2205 2213 rBV4 1230572 2585641 5.27% 2.707%
20 16.233 2248 2252 2262 rVB 3297946 5209689 10.61% 5.454%
21 17.057 2389 2392 2400 rVB 2271262 3636245 7.41% 3.807%
22 19.798 2855 2858 2868 rVB 2744507 3737013 7.61% 3.912%
23 23.721 3520 3525 3532 rVB2 790952 1554829 3.17% 1.628%
24 27.815 4199 4221 4240 rVB 10217516 49082208 100.00% 51.384%

Sum of corrected areas: 95520375
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Nov 2021 17:21
: CG/IU
: M4811-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
BP008100.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M

Quant Title

TIC Library
TIC Integra

Abundance

1le+07

8000000

6000000

4000000

2000000

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BP008100.D\data.ms

5411 6.999

8.981
7.822 10.616

028
4.946

0

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

1le+07

8000000

6000000

4000000

2000000

TIC: BP008100.D\data.ms

19.798

16.233 17.057

15.004

0
Time-->
Abundance

le+07

8000000

6000000

4000000

2000000

0
Time--> 20

8270E-BP11192

12.00 1250 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: BP008100.D\data.ms
27.815

23.721

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.028 23.91 ng 1069960 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance Scan 7 (3.028 min): BP008100.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
T
’ ‘ 3.103.203.303.40
ol MLLl 146920692669 3431 assisors 7 4300 37.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R RN RN RN
3.103.203.303.40
‘ m/z 55.00  28.03%
O J!‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R R R R R
3.103.203.303.40
5000 m/z 87.10 25.87%
0 ‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 3.103.203.303.40
m/z 41.00 11.97%
5000
0 J\M“‘m‘mWm‘mw‘H‘m“HHWHWHWH_ e L AT EE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.946 12.01 ng 537464 1,4-Dichlorobenzene-d4 7.822

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 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
5 Hexanamide 115 C6H13NO 000628-02-4 9

Abundance Scan 333 (4.946 min): BP008100.D\data.ms (-328) (-)
3.0

5000
101.0
Ny ’ 208.9 280.9 354.9 419.1477.7 540.8
oo S T T A T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
101.0
O‘\\”\‘JV‘" \\‘\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

m/z 43.00 100.00%

4.60 4.80 5.00 5.20
m/z 59.00 63.26%

4.60 4.80 5.00 5.20
m/z 101.00  20.82%

59.0
M
4.60 4.80 5.00 5.20
5000 m/z 57.95 16.83%
| 1260
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4528: 2,3-Butanedione, monooxime T
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.93%
5000
101.0
0 et e e e

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

8270E-BP111921.M Wed Nov 24 11:47:04 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 2-Pentanone, 4-cyclohexylid... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.251 8.87 ng 633660  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 52
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 47
3 2-Amino-4-benzylthiomethyl-6-pip... 315 C16H21IN5S 022362-19-2 27
4 6-Methylphenanthridine 193 C14H11N 003955-65-5 25
5 Benzo[f]quinoline, 2-methyl- 193 C14H11N 039258-30-5 22

Abundance Scan 1745 (13.251 min): BP008100.D\data.ms (-1741) (-
193.2

so00| 70 1231

l‘\ ‘j ‘\ L. 266.9 356.1 430.0488.5549.

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

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0

o

5000 55.0

| ” uh \\HlJ%fJo. .

NN
L L L L B L B L B B L B L IR L LR
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

o

123.0

5000
55.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #218200: 2-Amino-4-benzylthiomethyl-6-piperidino-1,3,5-

o

m/z 193.20 100.00%

13.00 13.50
m/z 55.05 51.93%

— —
13.00 13.50
m/z 95.10 47.35%

— —
13.00 13.50
m/z 123.10  47.26%

ot

T —
13.00 13.50

198.0
m/z 69.10 45.76%
5000 MN\/’J\/\
91.0
270 315.0
Ofrrrtrr e e e e e e

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

8270E-BP111921.M Wed Nov 24 11:47:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl3.887

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.887 19.87 ng 1419170  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28

2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260

3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO
5 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3

Abundance Scan 1853 (13.887 min): BP008100.D\data.ms (-1849) (-

054832-83-6 45
313253-65-5 40
057387-76-5 40
1000238-56-7 38
1000511-73-1 38

m/z 193.20 100.00%

198.2
5000{ 691
= =
“ LL 13.50 14.00
ob—il Wu LR 02907 39074002 48895460 n/z 69.18  47.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
69.0 193.0
5000 — —
13.50 14.00
m/z 83.10 38.49%
OLT“L“J\llWNOT
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
— —
13.50 14.00
5000] 55.0 m/z 41.05 37.75%
0‘ ”‘”J’thﬂ" M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe P —
123.0 198.0 13.50 14.00
m/z 123.10 37.19%
41.0
5000
o”'““ﬁ“" ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1350 1400

8270E-BP111921.M Wed Nov 24 11:47:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Carbonic acid, eicosyl viny... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.963 15.4ang 1162510 Acenaphthene-d16 14.463

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, eicosyl vinyl ester 368 C23H4403

1000382-54-3 80

2 Tritetracontane 605 C43H88 007098-21-7 72
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 58
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
Abundance Scan 1866 (13.963 min): BP008100.D\data.ms (-1862) (-~ m/z 57.10 100.00%
57.1
e ﬂj\ww
159.1 _—
14.00
ob AL 1411 ,,2262201.43550 45835225 ., 7110 83.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 LN
14.00
m/z 43.10 74.77%
oL hz?:o 1960 280.0
HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
——
14.00
5000 ITI/Z 85.10 40.38%
ol ] J J 127.0197.0267.0337.0  463.0533.0 604.0
e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane T
57.0 14.00
m/z 41.10 29.86%
h ywvaf/ﬂ]\AAvVVfRAV\A
0 ‘ ‘l J 2/0197.0267.0337.0  463.0 561.0
e e e e e e e P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00

8270E-BP111921.M Wed Nov 24 11:47:06 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.210 12.73 ng 909171  Acenaphthene-d1e 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 70
2 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 50
3 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 50
4 Silane, chlorodiethylhexyloxy- 222 C1leH23Closi 1000363-74-4 30
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 20

Abundance Scan 1908 (14.210 min): BP008100.D\data.ms (-1904) (-  m/z 69.10 100.00%

69.1 193.2
5000
- . 1 T ‘ T T ‘ T
\‘\M\ 1 Uil 267.1 3427 428.8489.3549. 1400 1450
b AL )L (0, 2671 332.7 428848935491 /7 s55.10  92.73%

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

E

198.0
123.0
5000 — —
55, 14.00 14.50
m/z 193.20 92.16%
0‘\\\\“\h“f\“‘Jf“\\[“\\‘\\‘W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67959: 4-[(2-Fluorophenyl)methyl]piperidine
56.0 193.0
e —
14.00 14.50
5000 m/z 109.10  89.95%
135.0
o“llﬂﬁmw;Mﬁhkw“_"w"H“H“‘H“H“_“‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl- —— ——
43.0 109.0 14.00 14.50
m/z 41.10 84.38%
o i W
0l ‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP111921.M Wed Nov 24 11:47:07 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl4.298 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.298 36.68 ng 2619060  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 45
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 4-[(4-Fluorophenyl)methyl]piperi... 193 C12H16FN 092822-02-1 37
4 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 36
5 2-Amino-4-ethylthiomethyl-6-pipe... 253 C11H19N5S 022362-22-7 27

Abundance Scan 1923 (14.298 min): BP008100.D\data.ms (-1919) (- m/z 193.20 100.00%

193.2
69.1
5000
‘ ‘ ‘ li 14.00 14.50
ob Atllifsae, |, 2810310840184500 5247 1" 6g 1 s6.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

¥

198.0
5000{ 55.0 — —
14.00 14.50
m/z 97.10 53.99%
M
O‘\\‘Il\\\l“Wf‘i’\”l‘ﬂ\‘\m\l“\“l\\l%r‘\r\\‘\\H‘HH‘HH‘\\H‘\\H‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
1938.0
—— —
123.0 14.00 14.50
5000 m/z 109.10 51.82%
42.0 ‘
L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67960: 4-[(4-Fluorophenyl)methyl]piperidine —— —
193.0 14.00 14.50
m/z 41.10 48.43%
69.0
5000
1 hwery
o‘uh“wWwwMWWM‘u‘_“w“u‘u“_“w‘u“u“_‘u“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP111921.M Wed Nov 24 11:47:08 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl4.375

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14375 13.380ng 055516 Acenaphthene-dle 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-fluorophenyl)- 138 caHrFO 000403-42-9 38
2 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 35

3 Silane, chlorodiethyl(2-methylpe... 222 C10H23C1l0Si

4 (Z)-14-Tricosenyl formate 366 C24H4602
5 Diethyl 1-(carbethoxy)ethylphosp... 238 C9H1905P

Abundance Scan 1936 (14.375 min): BP008100.D\data.ms (-1931) (-

55.0 123.1
5000
193.2
ob WML 1| 28093270 4289 5142
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20142: Ethanone, 1-(4-fluorophenyl)-
123.0
5000
43.0
0 ‘\J\\r"\‘“““!“\'\"\H‘\’HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20136: o-Fluoroacetophenone
123.0
5000
43.0
0“ijwuw‘H,H‘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  #100848: Silane, chlorodiethyl(2-methylpentyloxy)-
109.0
193.0

5000

| AL L. ul 1

1000363-12-7 30
077899-10-6 30
1000306-25-7 30

m/z 123.10 100.00%

— —
14.00 14.50
m/z 55.05 97.38%

— —
14.00 14.50
m/z 41.00 80.44%

— —
14.00 14.50
m/z 69.10 72.82%

— —
14.00 14.50
m/z 83.10 67.66%

43.0 ‘ h
||

o

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

8270E-BP111921.M Wed Nov 24 11:47:08 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl5.004 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.004 23.46 ng 1675210  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-cyclohexyl- 238 C17H34 013151-79-6 49
2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 38
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 35
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 30
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 30

Abundance Scan 2043 (15.004 min): BP008100.D\data.ms (-2039) (-~ m/z 57.10 100.00%
57.1

133.1
5000
T [
i 2 —
ol Al . 2811 355041364780 5442 1/, 551 93.22%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121350: Undecane, 4-cyclohexyl-
83.0
5000 — ‘
15.00
‘ M 154.0 m/z 83.10 90.68%
g | 238.0
O‘\\‘\‘\‘!1‘\\1%‘\‘\‘\&“\\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis-

83.0
T \
15.00
5000 m/z 43.10 79.28%
owMszz-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90203: Dodecane, 2,6,11-trimethyl- — !
57.0 15.00
m/z 71.10 78.61%
5000
7.0
o L e .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00

8270E-BP111921.M Wed Nov 24 11:47:09 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 10 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.745 32.55 ng 2324640  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 87
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 76

4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

Abundance Scan 2169 (15.745 min): BP008100.D\data.ms (-2166) (-
57.1

054833-48-6 72
000638-36-8 72

m/z 57.10 100.00%

Co e
169.1 ‘ 15.50 16.00
Obr k[ L 17 2392 3407 4166 489.0548. ./, 71 19  51.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 —— -
15.50 16.00
m/z 43.10 41.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl-
57.0
Co e
15.50 16.00
5000 m/z 85.10  24.97%
AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59061: Undecane, 3,6-dimethyl- — —
57.0 15.50 16.00
m/z 41.10 19.53%
w /\NMMNJ\
L 550
S S s T o n o = SN —r— —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

8270E-BP111921.M Wed Nov 24 11:47:10 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 11 Nonane, 2-methyl-5-propyl-

R.T. EstConc Area Relative to ISTD R.T.
16.233  28.65 ng 5209690  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 78
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 72
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 72
4 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 2252 (16.233 min): BP008100.D\data.ms (-2248) (-

Concentration Rank 4

m/z 57.10 100.00%

57.1
5000
— —
Hfll 2152 16.00 16.50
Obrrd bl 5522 280.9338.9397.1 4983 myz 71.18  84.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59107: Nonane, 2-methyl-5-propyl-
57.0
5000 T —
16.00 16.50
m/z 43.10 53.10%
‘ 140.0
O\\J\ ‘\J\‘\h\“J‘\I\\I‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
— —
16.00 16.50
5000 m/z 85.10 34.05%
113.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl- T —
57.0 16.00 16.50
m/z 41.10 23.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP111921.M Wed Nov 24 11:47:11 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 12 2-Bromo dodecane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.057 20.00 ng 3636250  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 60
5 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 59

Abundance Scan 2392 (17.057 min): BP008100.D\data.ms (-2389) (-
57.1

5000

127.1
1] f} | 1972 557.1326.7385.8  469.9529.1

rrrr e et e R T P e e e T T

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

o

Abundance #132769: 2-Bromo dodecane
57.0
5000
169.0
ol WL T 2as0
‘\\\\’\\\r‘\I\Y[\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0

5000

RATEN

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

o

m/z 57.10 100.00%

3

—
17.00
m/z 71.10  81.90%

-

—
17.00
m/z 85.10 49.12%

-

—
17.00
m/z 43.10 45.60%

2

Abundance #74013: Tridecane, 2-methyl- T ‘
57.0 17.00
m/z 41.10 23.14%
5000 prw/v“v»J\v\JVWwwh/
‘ | 155.0
] S

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

8270E-BP111921.M Wed Nov 24 11:47:11 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Phthalic acid, 2-(4-bromoph... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.815 631.35 ng 49082200 Perylene-di12 23.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-(4-bromophenoxy... 476 C24H29Bro5 1010382-89-7 72
2 4-(Morpholin-4-yl)-6-(2-phenylet... 305 C18H15N302 1000387-57-0 40
3 4-(Diphenylphosphino)-N,N-dimeth... 305 C20H20ONP 000739-58-2 36
4 2,3-Dihydroxybutanedihydrazide, ... 610 C22H58N404Si6 1000511-48-0 36
5 Furo[2,3-H]coumarine, 6-methyl-1... 305 C19H15NO3 1000270-15-3 33

Abundance Scan 4221 (27.815 min): BP008100.D\data.ms (-4199) (- m/z 305.10 100.00%
305.1

5000
193.0

—

57.1

SN W
27.50 2800
417.3 :
agro Ly L1 4173 48035060 103 06 33.80%
miz-> 50 100 150 200 250 300 350 400 450 500 550

Abundance #333214: Phthalic acid, 2-(4-bromophenoxy)ethyl octyl es
193.0 305.0

o

—

5000 — —
27.50 28.00

m/z 57.10 23.77%

430 1200

(- V| ) TR V' L -
L L L O O

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205715: 4-(Morpholin-4-yl)-6-(2-phenylethynyl)-2,1,3-be
305.0

o

—

— T
27.50 28.00

5000 m/z 306.10  20.26%
247.0
190.
77.0 ‘
0 ‘wwm‘wm"‘Lmh\"uh‘!u“‘u‘H‘mwmwm_m_uw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205950: 4-(Diphenylphosphino)-N,N-dimethylaniline — ——
305.0 27.50 28.00
197.0 m/z 71.10 15.74%
5000
20270 ||,
Ot prrdtphs ittt e e — =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8100.D

Acqg On : 23 Nov 2021 17:21
Operator : CG/JU

Sample : M4811-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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|
Butane, 2-metho... 3.028 23.9 ng 1069960 1  7.822 895109 20.0
2-Pentanone, 4-... 4.946 12.0 ng 537464 1 7.822 895109 20.0
2-Pentanone, 4-... 13.251 8.9 ng 633660 3 14.463 1428190 20.0
unknown13.887 13.887 19.9 ng 1419170 3 14.463 1428190 20.0
Carbonic acid, ... 13.963 15.4 ng 1102510 3 14.463 1428190 20.0
Decahydro-1,1,4... 14.210 12.7 ng 909171 3 14.463 1428190 20.0
unknown14.298 14.298 36.7 ng 2619060 3 14.463 1428190 20.0
unknown14.375 14.375 13.4 ng 955516 3 14.463 1428190 20.0
unknownl5.004 15.004 23.5 ng 1675210 3 14.463 1428190 20.0
Pentadecane, 2,... 15.745 32.5 ng 2324640 3 14.463 1428190 20.0
Nonane, 2-methy... 16.233 28.6 ng 5209690 4 17.233 3636250 20.0
2-Bromo dodecane 17.057 20.0 ng 3636250 4 17.233 3636250 20.0
Phthalic acid, ... 27.815 631.4 ng 49082200 6 23.721 1554830 20.0
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