LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11819.D

Acqg On : 27 Sep 2022 17:10
Operator : CG/JU

Sample : N4841-02

Misc :

ALS Vvial : 13  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-BP092122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@11819.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.046 6 10 34 rVB 6887215 11230211 50.72% 9.958%
2 5.011 338 344 355 rVB 172233 267452 1.21% 0.237%
3 5.469 415 422 436 rBV 2153590 3320584 15.00% 2.944%
4 7.069 685 694 707 rBV 1451349 2430392 10.98% 2.155%
5 7.910 830 837 844 rBV 1220321 1999689 9.03% 1.773%
6 9.075 1026 1035 1053 rBV 3873222 6574667 29.69% 5.830%
7 10.499 1271 1277 1300 rBV 261362 605363 2.73% 0.537%
8 10.722 1306 1315 1328 rBV 1706957 2917074 13.17% 2.587%
9 13.181 1725 1733 1748 rBV 10023529 15297304 69.08% 13.564%
10 14.551 1959 1966 1985 rBV 2720442 3977510 17.96% 3.527%
11 16.045 2213 2220 2242 rBV 6410821 9154227 41.34% 8.117%
12 17.310 2428 2435 2446 rBV 3376469 4941311 22.32% 4.381%
13 18.192 2580 2585 2592 rBV 230758 457326  2.07%  0.406%
14 18.263 2592 2597 2620 rVB 8867950 10817547 48.85% 9.592%
15 19.422 2790 2794 2811 rBV 478830 1064357 4.81% 0.944%

16 19.863 2863 2869 2875 rBV 16890430 22143093 100.00% 19.634%
17 21.098 3076 3079 3088 rBV2 267493 475096  2.15% ©.421%
18 21.392 3124 3129 3135 rBV 4451443 5573431 25.17%  4.942%
19 21.516 3145 3150 3165 rBV 2324164 3694980 16.69% 3.276%
20 23.839 3538 3545 3556 rVvB2 2753201 5837582 26.36% 5.176%

Sum of corrected areas: 112779196
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11819.D

Acq On : 27 Sep 2022 17:10
Operator : CG/JU

Sample : N4841-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP011819.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11819.D

Acq On : 27 Sep 2022 17:10
Operator : CG/JU

Sample : N4841-02

Misc

ALS vial : 13

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
3.046 112.32 ng 11230200 1,4-Dichlorobenzene-d4 7.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 10 (3.046 min): BP011819.D\data.ms (-6) (-) m/z 73.10 100.00%
5000 /\\\
R ARE R RARARRRAENE
‘ ‘ 3.103.203.303.403.50
ob MLl 162922202811  36814270485.05417 1/, 4310 33.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 U R N R R
3.103.203.303.403.50
m/z 55.10 26.25%
O\\"\\U“M\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R ARREE e EARARRRAE
3.103.203.303.403.50
5000 m/z 87.05 25.13%
OW,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- RRERRREREEE e
73.0 3.103.203.303.403.50
m/z 71.05 11.07%
5000 /\\\
0HHM“Hm\‘\\\\‘\\\\‘u\\‘\\u‘\\H‘\m‘\m‘\m,uw\ R RARRNRERRRCEEEEREEEN Ry
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50

8270E-BP092122.M Wed Sep 28 16:22:48 2022 Page: 3



Data Path :
Data File :
. 27
: CG/JU

: N4841-02

Acq On
Operator
Sample
Misc

ALS Vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92722\

Library Search Compound Report

BP011819.D

.13

Quant Method :

Quant Title

TIC Library

Sep 2022 17:10

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Propane, 2-methyl-2-(1-meth... Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
se11 2.67ng 267452 1,4-Dichlorobenzene-d4  7.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53

2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 344 (5.011 min): BP011819.D\data.ms (-338) (-)
43.0

m/z 43.05 100.00%

5000

%

4.60 4.80 5.00 5.20 5.40
60.20%

OL.l 2081 29593562  466.1 544.f
Ol Aph 0P 2081 29593562 4661 S44E /7 59,05

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 (LN LA LR I R
4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.38%
O‘\\M 1] f\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
[ e
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 58.05 18.50%
101.0
0‘“Mu'Hu\H‘W‘H‘_‘H“H‘_‘H‘H‘w“u‘u‘w‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R AREREREEEES S
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.16%
B WM
126.0
0l e e e e [T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11819.D

Acq On : 27 Sep 2022 17:10

Operator : CG/JU

Sample : N4841-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.499 4.15 ng 605363  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 58
5 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 50

Abundance Scan 1277 (10.499 min): BP011819.D\data.ms (-1271) (-} | m/z 57.85 100.00%
57.0
5000 /\\\
‘\1311 1050
o Adbdndit 2221 3271 4353 5369 .., 4595  90.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
1050
’ m/z 41.10 34.62%
O‘\\JI\“J’!I\““\M\;]\_\312\.‘0\\\\‘\\\\‘\\\\‘H\\‘H\\‘H\\‘H\\‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
1050
5000 ITI/Z 75.05 18.72%
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- P
45.0 10.50
m/z 56.05 16.66%
- va¢WM»Ww«j\M\w/\Vwm~M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11819.D

Acq On : 27 Sep 2022 17:10
Operator : CG/JU

Sample : N4841-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.422 3.82 ng 1064360  Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80

Abundance Scan 2794 (19.422 min): BP011819.D\data.ms (-2790) (- m/z 73.10 100.00%

9.

i

5000
185.2
M ] e
ol MR ULy || 355.3 429.3489.4547.0 1 43 19 90.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 —
185.0 19.50
" m/z 60.05 83.65%
OIY’ ’h\”‘\m\!“M\L\\‘\‘\L!H\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
——
19.50
5000 ITI/Z 57.10 79.11%

L 228.0
o\’J MML\\u L

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

-

Abundance #126199: Pentadecanoic acid
73.0 19.50
m/z 55.10 71.28%
5000
199.0
0 Ls.Ja o
T ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11819.D

Acq On : 27 Sep 2022 17:10
Operator : CG/JU

Sample : N4841-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.516 13.26 ng 3694980  Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 95
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 43
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 38

Abundance Scan 3150 (21.516 min): BP011819.D\data.ms (-3145) (- m/z 277.15 100.00%
277.1

——

5000
70 1831 AR |
| | ‘H 21.50
Ol L 8962 47545330 /7 278,10 31.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —= ‘
21.50
77.0 199.0 m/z 77.05 29.14%
14.0 ‘ ‘
O‘\\\\“‘\\‘\\‘\\\\‘]\\\h\u\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

1 \
21.50

5000 m/z 183.10  24.21%
77.0

183.0

o1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o

——

T T
21.50

m/z 199.10  22.99%

5000

77.0 183.0
i

—

o) hh ‘

——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11819.D

Acqg On : 27 Sep 2022 17:10
Operator : CG/JU

Sample : N4841-02

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@92122.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... 3.046 112.3 ng 11230200 1 7.910 1999690 20.0
Propane, 2-meth... 5.011 2.7 ng 267452 1 7.910 1999690 20.0
Ethanol, 2-(2-b... 10.499 4.2 ng 605363 2 10.722 2917070 20.0
Octadecanoic acid 19.422 3.8 ng 1064360 5 21.392 5573430 20.0
Triphenylphosph... 21.516 13.3 ng 3694980 5 21.392 5573430 20.0
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