LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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@@5890.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.858 463 471 483 rBV 647138 1452032 1.91% 0.664%
2 6.240 487 536 537 rBV 14247192 143068134 100.00% 65.444%
3 9.110 987 1024 1029 rBV2 2027791 11282420 7.89% 5.161%
4 10.216 1191 1212 1220 rBV2 407434 1578969 1.10% 0.722%
5 11.151 1360 1371 1380 rBV 1383451 3374060 2.36% 1.543%
6 13.198 1713 1719 1729 rBV2 2187946 4105832 2.87% 1.878%
7 14.592 1948 1956 1963 rVB3 1655020 4290324 3.00% 1.963%
8 15.210 2057 2061 2067 rVB 1857915 2613131 1.83% 1.195%
9 16.057 2201 2205 2209 rBV 1533732 2073071 1.45% 0.948%
10 16.104 2209 2213 2218 rVV2 1551549 2105273 1.47% 0.963%
11 16.351 2252 2255 2260 rVB 1156019 1571588 1.10% ©0.719%
12 17.133 2384 2388 2393 rVB 1310262 1750912 1.22% 0.801%
13 18.157 2559 2562 2567 rVB 2256179 2905118 2.03% 1.329%
14 19.763 2832 2835 2840 rVB 3898501 4502137 3.15% 2.059%
15 19.869 2849 2853 2858 rVB 3616875 4518876 3.16% 2.067%
16 21.074 3053 3058 3070 rVB 4951884 7254657 5.07%  3.319%
17 22.321 3265 3270 3284 rVB 4616067 6730254 4.70%  3.079%
18 23.951 3541 3547 3553 rBV 2155329 4135956 2.89% 1.892%
19 25.004 3721 3726 3737 rVB2 1273295 3635997 2.54% 1.663%
20 25.757 3848 3854 3865 rVB 2059351 5663491 3.96% 2.591%

Sum of corrected areas: 218612232
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Jun 2021 15:57
: CG/JU
. M2644-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
BP005890.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BP005890.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 Ethanol, 2-butoxy-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.240 253.61 ng 143068000 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 90
2 Propane, 1-methoxy-2,2-dimethyl- 102 C6H140 001118-00-9 40
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 37
4 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 36
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 25

Abundance Scan 536 (6.240 min): BP005890.D\data.ms (-487) (-)
57.0

5000
ol 1118.1 181.1230.1290.9 3615 424.0486.3547.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8820: Ethanol, 2-butoxy-
57.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4495: Propane, 1-methoxy-2,2-dimethyl-
57.0
5000
OJ‘l,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4465: 3,3-Dimethylbutane-2-ol
57.0
5000
I

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 Ethanol, 2-phenoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.151 20.00 ng 3374060 Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 95
2 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
3 Pyrimidine, 5-methyl- 94 C5H6N2 002036-41-1 59
4 Benzene, ethoxy- 122 C8H100 000103-73-1 53
5 2-Pyridinecarboxylic acid, 3-amino- 138 C6H6N202 001462-86-8 53

Abundance Scan 1371 (11.151 min): BP005890.D\data.ms (-1360) (-  m/z 94.00 100.00%

94.0
5000
—— —
’ 11.00 11.50
0l 3881111 16622200 327.13848 47605374 ... 7700 32.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17281: Ethanol, 2-phenoxy-
94.0
5000 — —

11.00 11.50
m/z 138.05 28.24%

79

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67505: Carbonic acid, neopentyl phenyl ester

o

;::::::::::>

94.0
—— —
11.00 11.50
5000 ITI/Z 66.00 17.47%
U s
0‘\\mHu\"\m\‘\uN‘\\u‘\u\‘\\H‘HHWHWHWH,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2582: Pyrimidine, 5-methyl- - — —
94.0 11.00 11.50
m/z 95.00 15.24%
) /\\/A
O‘\\\M‘w‘“\\‘\u\‘\u\‘\\u‘\u\‘\\u‘\m‘\m‘\m‘uu‘\ == T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 1-Tridecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.210 12.18 ng 2613130  Acenaphthene-die 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tridecene 182 C13H26 002437-56-1 95
2 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 91
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
5 5-Tetradecene, (E)- 196 C14H28 041446-66-6 91

Abundance Scan 2061 (15.210 min): BP005890.D\data.ms (-2057) (-  m/z 55.10 100.00%

55.1
5000
—r —
F5.l 1011 15.00 15.50
ol A ML 2911 2811 355.1417.5 489.1548. ./, 69,19  97.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47263: 1-Tridecene
43.0
5000 — e
15.00 15.50
10 m/z 83.10 87.52%
I o
O‘\\\‘ ‘\ f\‘\f“\y\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #116954: Acetic acid, trifluoro-, undecyl ester
69.0
—r— —
15.00 15.50
5000 m/z 41.10  81.87%
54.0
OA\J}JJH,*'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72866: 1-Tetradecanol T ——
83.0 15.00 15.50
m/z 70.05 74.37%
5000
b l 1680
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\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 Tetradonium Bromide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.351 17.95 ng 1571590  Phenanthrene-d10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradonium Bromide 335 C17H38BrN 001119-97-7 78
2 Dimethyl palmitamine 269 C18H39N 000112-69-6 72
3 1-Tridecanamine, N,N-dimethyl- 227 C15H33N 017373-29-4 72
4 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 72
5 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 64

Abundance Scan 2255 (16.351 min): BP005890.D\data.ms (-2252) (-  m/z 58.10 100.00%

58.1
5000
= —
2413 16.00 16.50
O 228 S5 8206 44395023 m/z 41.10  5.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173125: Tetradonium Bromide
58.0
5000 — —
16.00 16.50
m/z 43.10 5.32%
O T L 1350 2410
‘\\\\‘\1!\‘f\\\[\\\\’\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #118388: Dimethyl palmitamine
58.0
P P
16.00 16.50
5000 ITI/Z 59.05 3.94%
0 L 269.0
P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83660: 1-Tridecanamine, N,N-dimethyl- — —
58.0 16.00 16.50
m/z 55.10 3.49%
5000 W
ol sl . 1280 227.0
P e e e e e — P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.133  20.00 ng 1750910 Phenanthrene-d10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 74
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 74

Abundance Scan2388(17133num BP005890.D\data.ms (-2384) (- m/z 57.10 100.00%
57.1

%

5000
‘ ﬁﬁ?l 7.2 2673 17.00 17.50
o_m_H‘HH‘JHJn,‘m‘w"“3‘5“?‘2“4‘1@?“"15‘9‘?‘}9" m/z 71.18  99.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59882: Tetradecane
57.0
5000 — —
17.00 17.50
m/z 85.10 59.14%
1980
oL LU gzre
‘\\1\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5

—— ——
17.00 17.50
5000 m/z 43.10 48.67%

7.0
o LIPS 2110 2980

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

"

Abundance #83026: Hexadecane
57.0 17.00 17.50
m/z 41.10 32.47%
5000 ﬂNWMfwaMJ\JAijWﬂN”
PF7 226.0
0"“H‘HMH‘M“m,‘m‘HH‘HH‘mwuu‘mwuu“ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 2-[2-[2-[2-[2-[2-[2-[2-[2-(... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.157 33.18 ng 2905120  Phenanthrene-die 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011 1000352-12-6 50
2 Hexaethylene glycol 282 C12H2607 002615-15-8 50
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 49
4 2-T2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 1000352-13-2 49
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 49

Abundance Scan 2562 (18.157 min): BP005890.D\data.ms (-2559) (-  m/z 45.10 100.00%

45.1
5000
A

| \‘ ‘ 140.2 18 OO 18.50
i

obr bbbl iy 21322743 3429 4425 sa0. 89.10  58.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0
5000
133.0 18 OO 18 50
m/z 43.10 47.49%
obdlhbyy L 122102830 3710
‘\WIT‘f\f\‘\\\\‘1\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128695: Hexaethylene glyco
45.0
—— —
18.00 18.50
5000 m/z 57.10 47.33%
133.0
0 Ih L ] | 195.0
A e o R A A e o e S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth —— P
45.0 18.00 18.50

m/z 85.10 39.75%

5000

133.0
0l | “ ‘ 207.0 283.0

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 7 Hexaethylene glycol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.763 12.41 ng 4502140 Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 90
2 Heptaethylene glycol 326 C14H3008 005617-32-3 87
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 86
4 Pentaethylene glycol 238 C10H2206 004792-15-8 86
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 72

Abundance Scan 2835 (19.763 min): BP005890.D\data.ms (-2832) (- m/z 45.10 100.00%

451
5000
25t s 195 2000
ol Al lt 72> 283.1347.3 413547515330 1/, g9.@5  75.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128695: Hexaethylene glycol
45.0
5000 — —/
19.50 20.00
m/z 43.10 45.12%
133.0
O‘\\JUI‘IIWIU\L‘”\Wf“\[\\J-%S‘.\()\\W‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165401: Heptaethylene glycol
45.0
—— —
19.50 20.00
5000 ITI/Z 57.10 43.67%
ol m 13\30 207.0267.0 ‘\MJ\/W\\'/\
e A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e P ——
45.0 19.50 20.00
m/z 85.10  33.88%
5000
133.0
o |l 1 | \‘ 1207.0265.0 327.0
e P e e e e e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 8 Heptaethylene glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.074 20.00 ng 7254660 Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 91
2 Hexaethylene glycol 282 C12H2607 002615-15-8 91
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 91
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 91
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 1000352-12-6 90

Abundance Scan 3058 (21.074 min): BP005890.D\data.ms (-3053) (- m/z 45.05 100.00%

45.0
5000
‘ 133.1 — :
21.00
239.2
ob ALl o 239230003624 47515329 Wy go.10  83.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165400: Heptaethylene glycol
45.0
5000 = i
21.00
m/z 57.10 44.29%
133.0
oL Ll 207.0 283.0
‘\1!\‘!1\!‘\!\\‘f\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128697: Hexaethylene glyco
45.0
T
21.00
5000 ITI/Z 43.10 43.92%
133.0
ou|ﬂ~ﬂx’252-°,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth e ‘
45.0 21.00
m/z 71.10 35.61%
5000
133.0
0 i 'A\ ‘. I ’ 2070 283.0
R e e AR ARRARRARE RS SRR ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP060821.M Mon Jun 14 11:42:57 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 9 2-[2-[2-[2-[2-[2-[2-[2-[2-[... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.321 18.55 ng 6730250 Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 582 C22H46012 1000352-13-2 91
2 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011 1000352-12-6 91
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 91
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 91
5 Hexaethylene glycol 282 C12H2607 002615-15-8 91

Abundance Scan 3270 (22.321 min): BP005890.D\data.ms (-3265) (-  m/z 45.10 100.00%
45.1

5000
133.1

.

I
‘\’ L 2081 22.00 22.50
Ok L Ly g250 2831 354.2415.1 5043 n/z 89.10  90.05%

miz> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
4!:

-

5000 T i
133.0 22.00 22.50

m/z 43.10 40.41%

Py ”.m | 221.0 2950 415.0

‘\lTW‘H\r L L L B L B L L I IR I

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

Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0

%

“ T
22.00 22.50

5000 m/z 57.10 39.24%
133.0

JILby L 22102830 3710
Opoidhbhial, 1 22102830 3710

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

Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0 22.00 22.50

m/z 87.00  33.92%

!

5000

N

133.0
ol sl i) [T 207.0 283.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 10 2-[2-[2-[2-[2-[2-[2-[2-(2-M... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.951 20.00 ng 4135960 Perylene-di2 23.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 428 C19H40010 1000352-04-3 91
2 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011 1000352-12-6 90
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 1000352-13-2 87
4 Heptaethylene glycol monododecyl... 494 C26H5408 003055-97-8 83
5 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 83

Abundance Scan 3547 (23.951 min): BP005890.D\data.ms (-3541) (-  m/z 45.05 100.00%
45.0

5000 133.1

L

24.00
95.1
of MLidlLL, 2951 2811 37834405 5361 0 g9 05 o6.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #221494: 2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]e

43.0 l
103.0
5000 S
24.00
m/z 133.85  40.79%
b ‘ L LMT0 25103000 385.0

RRE \H‘\!H‘l\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0

-

24.00

5000 m/z 87.00 39.42%
133.0

| 221.0283.0 371.0

O‘HIM‘\“’A‘ Jn‘\‘ [ \

i

miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0 24.00
m/z 43.10 38.76%
5000 bJL/\/\
133.0

obed Ly L 12210 2050 4150
7 — _—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 11 .beta.-iso-Methyl ionone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

25.004 17.58 ng 3636000 Perylene-di2 23.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 52
2 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 42
3 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 35
4 3-Fluoro-4-trifluoromethylbenzoi... 380 C15H6C12F403  1000357-35-8 30
5 Acetamide, N-[3-[[(2,5-dioxo-1-p... 303 C16H21N303 027550-64-7 27

Abundance Scan 3726 (25.004 min): BP005890.D\data.ms (-3721) (-  m/z 191.20 100.00%
191.

91.2
5000 95.1
sl B0 s
o SHQUALLL Ly, 2870 1144145029 /0 177,06 45.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000£8.0 e |
25.00
123,0 ITI/Z 95.10 42.21%
O f\f!‘hff‘f\f “\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
T
25.00
5000 m/z 81.10 41.74%
109.0
s
0 H“H“MJJﬂJJ\‘MH‘HM“_“W"Lh‘u‘,u“_“W‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211535: 28-Nor-17.beta.(H)-hopane 7 |
191.0 25.00
m/z 123.10 31.79%
5000
109.0
“ 398.0
260.0
O“W‘H‘ﬂhmuﬂwvﬁuHﬁu‘ﬁggguﬂw‘u‘W‘u‘uu“ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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 12 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

25.756 27.39 ng 5663490 Perylene-di2 23.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 72
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 60
3 9H-Fluorene-9-carbonitrile 191 C14HSN 001529-40-4 47
4 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 40
5 4-Fluoro-3-trifluoromethylbenzoi... 390 C21H30F402 1000338-68-0 38

Abundance Scan 3854 (25.757 min): BP005890.D\data.ms (-3848) (- m/z 191.20 100.00%

191.2
5000
95.1
— —
397.4 25.50 26.00
NEST “ MAL s”w“‘ | c‘MJu 11,2991 3411 || 4614 5351 ./, 95,19  37.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000£8.0 —— ——
25.50 26.00
‘ 123,0 m/Z 81.10 33.98%
O\llflljlf‘\fl “\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen:
191.0
—— —
25.50 26.00
m/z 69.10 26.97%
50001 &7, /
121.0
0 "“‘M\\“c““lk\l‘c‘“w‘{\u“‘ e ———
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53873: 9H-Fluorene-9-carbonitrile T ——
191.0 25.50 26.00
m/z 123.10  22.35%
82.0 “
R —r —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061221\
Data File : BP0@5890.D

Acqg On : 12 Jun 2021 15:57
Operator : CG/JU

Sample : M2644-09

Misc :

ALS vial : 7 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|
Ethanol, 2-butoxy- 6.240 253.6 ng 143068000 1 7.946 11282400 20.0
Ethanol, 2-phen... 11.151 20.0 ng 3374060 2 10.746 3374060 20.0
1-Tridecene 15.210 12.2 ng 2613130 3 14.569 4290320 20.0
Tetradonium Bro... 16.351 17.9 ng 1571590 4 17.316 1750910 20.0
Tetradecane 17.133 20.0 ng 1750910 4 17.316 1750910 20.0
2-[2-[2-[2-[2-[... 18.157  33.2 ng 2905120 4 17.316 1750910 20.0
Hexaethylene gl... 19.763 12.4 ng 4502140 5 21.392 7254660 20.0
Heptaethylene g... 21.074 20.0 ng 7254660 5 21.392 7254660 20.0
2-[2-[2-[2-[2-[... 22.321 18.6 ng 6730250 5 21.392 7254660 20.0
2-[2-[2-[2-[2-[... 23.951  20.0 ng 4135960 6 23.810 4135960 20.0
.beta.-iso-Meth... 25.004 17.6 ng 3636000 6 23.810 4135960 20.0
1-Penten-3-one,... 25.756 27.4 ng 5663490 6 23.810 4135960 20.0
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