LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061121\
Data File : BP0@5882.D

Acqg On : 11 Jun 2021 21:29
Operator : CG/JU

Sample : M2625-15

Misc :

ALS Vvial : 19 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-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5882.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.046 329 333 340 rVB 29374 43799 1.38% ©0.358%
2 5.510 405 412 425 rBV 472309 730457 23.02% 5.970%
3 7.1106 676 684 701 rBV 495320 896150 28.24%  7.325%
4 7.240 701 706 719 rVB 32261 77091  2.43% 0.630%
5 7.946 819 826 835 rBV 219985 353215 11.13% 2.887%
6 8.604 932 938 951 rBV 41119 93097 2.93% 0.761%
7 9.104 1016 1023 1036 rBV 312974 544681 17.17%  4.452%
8 10.540 1260 1267 1290 rBvV2 32844 96497 3.04% 0.789%
9 10.751 1294 1303 1312 rBV 251348 444727 14.02% 3.635%
10 12.028 1512 1520 1534 rBV2 32669 74088 2.33% 0.606%
11 13.040 1687 1692 1703 rBv4 11982 34193 1.08% 0.279%
12 13.198 1712 1719 1737 rBV 1218193 1772778 55.87% 14.490%
13 13.998 1848 1855 1863 rBV 27986 50150 1.58% 0.410%
14 14.569 1945 1952 1971 rBV 369476 592057 18.66% 4.839%
15 16.063 2200 2206 2226 rBV 96200 168903 5.32% 1.381%

16 17.316 2412 2419 2435 rBV 465831 738281 23.27%
17 19.863 2846 2852 2864 rBV 2530305 3173123 100.00% 25.
18 21.092 3057 3061 3069 rBV2 80606 137377  4.33%
19 21.386 3106 3111 3118 rBV 731795 1014434 31.97%
20 23.804 3515 3522 3532 rVB 569357 1199531 37.80%
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Sum of corrected areas: 12234629
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061121\
Data File : BP0@5882.D

Acqg On : 11 Jun 2021 21:29
Operator : CG/JU

Sample : M2625-15

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP005882.D\data.ms
2500000

2000000
1500000

1000000

500000 5.510 7.110

7946 9.104 10.751

0 5.046 .240 /\ 8.604 j\ 10.544\
L L Ly B L I L L Ly B B BB

Time--> 350 4.00 450 5,00 5.50 6.00 650 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP005882.D\data.ms
2500000 19.863

2000000

1500000
13.198

1000000

17.316
500000 14.569

/12028 13.04 13.998 16.063
— =

Time--> 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP005882.D\data.ms
2500000

2000000

1500000

1000000 21.386
23.804

500000
21.092 N

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061121\
Data File : BP0@5882.D

Acqg On : 11 Jun 2021 21:29
Operator : CG/JU

Sample : M2625-15

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.046 2.48 ng 43799 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16
Abundance Scan 333 (5.046 min): BP005882.D\data.ms (-329) (-) m/z 43.00 100.00%

5000

-

101.0

! 193.1 4.80 5.00 5.20 5.40
ekt I00] 2820 35474158 5036 nm/z 59.00  66.24%

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

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

—

5000 R RRRERILESRNEEERRRE
4.80 5.00 5.20 5.40

m/z 100.95 31.04%
101.0

T H‘\“HH‘HH’\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8358: 2-Hexanol, 2-methyl-

” 1
«© L
o

4.80 5.00 5.20 5.40
5000 m/z 57.95 15.54%

il

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12814: Dimethadione T T e
43.0 4.80 5.00 5.20 5.40
m/z 40.95 8.42%
5000
129.0
RER “mwmw‘H,mWm‘mwmwm‘mwm“ R ARERRARE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061121\
Data File : BP0@5882.D

Acqg On : 11 Jun 2021 21:29
Operator : CG/JU

Sample : M2625-15

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 16,28-Secosolanidan-3-0l, (... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.240 4.37 ng 77091 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16,28-Secosolanidan-3-0l, (3.bet... 401 C27H47NO 030788-42-2 50
2 (R)-1-Ethyl-2-pyrrolidinecarboxa... 142 C7H14N20 1000237-69-9 42
3 Piperidine, 1,1'-methylenebis- 182 C11H22N2 000880-09-1 40
4 2,3-2H-4-Methyl-imidazole-2-one 98 C4H6N20 039799-77-4 40
5 Benzamide, 4-fluoro-N-[2-[1-pipe... 250 C14H19FN20 1000128-96-4 40

Abundance Scan 706 (7.240 min): BP005882.D\data.ms (-701) (-) m/z 98.10 100.00%

98.1
5000 ML
PR T T
q 283.0 7.00 7.20 7.40 7.60
kil d 2091 2830 3563 44455059  m/z 71.00  28.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212677: 16,28-Secosolanidan-3-ol, (3.beta.,5.alpha.)-
98.0
5000 LB B B R IR R
7.00 7.20 7.40 7.60
m/z 70.00 22.72%
L, 161.0 400.0
‘\\\\’\\\\‘1!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19547: (R)-1-Ethyl-2-pyrrolidinecarboxamide
98.0
T T T e
7.00 7.20 7.40 7.60
5000 m/z 97.00 13.33%
28.0
P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47105: Piperidine, 1,1'-methylenebis- R ARRAREsEE S R
98.0 7.00 7.20 7.40 7.60
m/z 42.00 10.58%
5000
“‘ L i1 1820

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061121\
Data File : BP0@5882.D

Acqg On : 11 Jun 2021 21:29
Operator : CG/JU

Sample : M2625-15

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.604 5.27 ng 93097 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H100 001193-18-6 91
2 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 43
3 Betazole 111 C5HON3 000105-20-4 43

4 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 40
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 33

Abundance Scan 938 (8.604 min): BP005882.D\data.ms (-932) (-) m/z 81.95 100.00%

82.0
5000

206.9 282.0341.8 415.9 489.0548. )
oo 18592509 282.03418 4159 489.0548. /7 110.05  38.24%

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

R R e s
H\ 8.20 8.40 8.60 8.80 9.00
Il

Abundance #5849: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 | LR B R R
8.20 8.40 8.60 8.80 9.00
m/z 53.95 26.74%
I‘-\S\'Pl\iﬂ\l‘\”\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36529: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethyl
82.0
e e
8.20 8.40 8.60 8.80 9.00
5000 m/z 38.95 25.02%
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6080: Betazole S e T
82.0 8.20 8.40 8.60 8.80 9.00

m/z 66.95 9.51%

5000

e e e e e e e R RREARRRENE S S o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061121\
Data File : BP0@5882.D

Acqg On : 11 Jun 2021 21:29
Operator : CG/JU

Sample : M2625-15

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.540 4.34 ng 96497 Naphthalene-d8 10.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
3 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 47
4 5-0-Methyl-d-gluconic acid dimet... 237 C9H19NO6 013096-67-8 47
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 42

Abundance Scan 1267 (10.540 min): BP005882.D\data.ms (-1260) (-  m/z 57.10 100.00%
57.1

5000 /kA
\ 1050 |
131.0 :
- T 1\‘“ [T1 1929 28213438 420648725461 1/, 45 05  o1.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 — :
10.50
m/z 40.95 39.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
45.0
T T
10.50
5000 ITI/Z 75.00 26.04%
Lz
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13360: Boronic acid, ethyl-, diethyl ester e i
45.0 10.50
m/z 87.10 18.08%
) M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061121\
Data File : BP0@5882.D

Acqg On : 11 Jun 2021 21:29
Operator : CG/JU

Sample : M2625-15

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Cyclohexasiloxane, dodecame... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.628 3.330g 72088 Naphthalene-ds 16.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexasiloxane, dodecamethyl-

2 Acetic acid, [bis[(trimethylsily..
3 Cobalt, .eta.-5-cyclopentadienyl...
4 1H-Indole, 1,3-dimethyl-5,6-dime...
5 Silane, dimethyl(dimethyl(dimeth...

444 C12H3606Si6
. 356 C11H2905PSi3
341 C22H18Co
341 C20H23NO4
476 C24H4004Si3

000540-97-6 90
053044-27-2 42
1000161-22-8 35
156785-76-1 35
1000347-25-6 32

Abundance Scan 1520 (12.028 min): BP005882.D\data.ms (-1512) (-  m/z 73.00 100.00%

73.0
341.0
5000
429.1
147.1 } 1 1
206.9 12.00
266.9
"J‘m"mu‘mMmu“m"mu,w,ullw?p‘?’c?w m/z 341.00 77.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #225657: Cyclohexasiloxane, dodecamethyl-
73.0
341.0
429.0
5000 - :
12.00
1470 m/z 429.10 35.01%
o 207.0267.0 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ’\\\\’\\1\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #187473: Acetic acid, [bis[(trimethylsilyl)oxy]phosphinyl]-,
73.0 341.0
=T f
12.00
=000 m/z 325.00  27.20%
251.0
133.0
“Mlg&“\l‘l“ ,‘,“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177762: Cobalt, .eta.-5-cyclopentadienyl-.eta.-5-1,2-dipt P et
341.0 12.00
m/z 342.00 23.25%
5000
215.0
S ek 240 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061121\
Data File : BP0@5882.D

Acqg On : 11 Jun 2021 21:29
Operator : CG/JU

Sample : M2625-15

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Ethanol, 2-(octadecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.092 2.71 ng 137377 Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 93
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 Oxalic acid, pentadecyl propyl e... 342 C20H3804 1000309-26-8 91
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 87
5 Cyclotetradecane 196 C14H28 000295-17-0 86

Abundance Scan 3061 (21.092 min): BP005882.D\data.ms (-3057) (-  m/z 57.10 100.00%
57.1

T T
5.0 207.0 21.00
326 9 429.0 . :
HNWM“ ﬂ' hiaahs 2050°TP 42004801840, 0 21 65 77.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57.0
5000 e :
21.00
m/z 43.05 72.59%
‘\f[ \I\‘\‘F‘\Eh\‘\“‘\‘\\\‘2?\6\\0‘\2\8\3\?\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57.0
T T
21.00
5000 ITI/Z 83.00 63.96%
1L s0 sog0 m0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178430: Oxalic acid, pentadecyl propyl ester e i
43.0 21.00
m/z 55.00 58.93%
5000
255.0
llﬂmo‘ ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061121\
Data File : BP0@5882.D

Acqg On : 11 Jun 2021 21:29
Operator : CG/JU

Sample : M2625-15

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.046 2.5 ng 43799 1 7.946 353215 20.0
16,28-Secosolan... 7.240 4.4 ng 77091 1 7.946 353215 20.0
2-Cyclohexen-1-... 8.604 5.3 ng 93097 1 7.946 353215 20.0
Ethanol, 1-(2-b... 10.540 4.3 ng 96497 2 10.751 444727 20.0
Cyclohexasiloxa... 12.028 3.3 ng 74088 2 10.751 444727 20.0
Ethanol, 2-(oct... 21.092 2.7 ng 137377 5 21.386 1014430 20.0
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