LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110520\
Data File : BP©©3829.D

Acqg On : 05 Nov 2020 19:50

Operator : CG/JU

Sample : L4641-02 :
Misc : P0102-CAS001-0204-01

ALS Vvial : 15 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\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3829.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.952 5 11 28 rVWW 6175095 7734724 100.00% 20.223%
2 3.111 30 38 48 rVW2 110750 260335 3.37% 0.681%
3 3.199 48 53 64 rVB 296662 391480 5.06% 1.024%
4 5.822 491 499 506 rBV 1964330 2861469 37.00% 7.481%
5 7.463 770 778 792 rBV 1815594 2875437 37.18% 7.518%
6 8.299 913 920 938 rvVB 546067 923638 11.94% 2.415%
7 9.463 1109 1118 1128 rBV 1088645 1841907 23.81% 4.816%
8 11.128 1393 1401 1409 rBV 675175 1158072 14.97% 3.028%
9 13.540 1804 1811 1818 rBV 2735582 3886026 50.24% 10.160%

10 14.340 1941 1947 1953 rBV 91429 131310 1.70%

©
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w
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11 14.910 2037 2044 2051 rBV2 950565 1462042 18.90%
12 16.387 2288 2295 2304 rBV 1958701 2863981 37.03%
13 17.639 2502 2508 2514 rBV 1190819 1672934 21.63%
14 18.469 2645 2649 2654 rBV2 82043 114952 1.49%
15 20.128 2926 2931 2937 rBV 4422242 5398683 69.80% 14.115%
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16 21.310 3129 3132 3141 rVB2 468400 648381  8.38%
17 21.386 3142 3145 3153 rVB 158700 192010  2.48%
18 21.657 3186 3191 3197 rVB 1366223 1794701 23.20%
19 22.727 3370 3373 3380 rVB2 130221 172019 2.22%
20 24.133 3605 3612 3622 rVB2 901333 1863569 24.09%
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Sum of corrected areas: 38247670
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110520\
Data File : BP©©3829.D

Acqg On : 05 Nov 2020 19:50

Operator : CG/JU

Sample : L4641-02 :
Misc : P0102-CAS001-0204-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003829.D\data.ms
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Abundance TIC: BP003829.D\data.ms
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Abundance TIC: BP003829.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110520\
Data File : BP©©3829.D

Acqg On : 05 Nov 2020 19:50

Operator : CG/JU

Sample : L4641-02 :
Misc : P0102-CAS001-0204-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Propane, 2,2-dimethoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.952 167.48 ng 7734720 1,4-Dichlorobenzene-d4 8.299

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

4 1-Hexen-4-o0l, 1-chloro-3,5-dimet... 162 C8H15C10 100244-09-5 9

5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 9
Abundance  Scan 11 (2.952 min): BP003829.D\data.ms (-5) (-) m/z 73.10 100.00%

73.1

>

5000
R N RARRRRE R SR
3.003.103.203.303.40
0l i), | 1340 20702655 3509 42924946 /7 4300  55.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 TTT T T T T[T I [ TT T[T Tt
3.003.103.203.303.40
m/z 89.00  30.55%
OJH“’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2138: Propane, 2-methoxy-2-methyl-
73.0
N RARRRRE R R
3.003.103.203.303.40
5000 m/z 41.10 10.18%
olsm,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8706: 2-Hydroxy-2-methylbutyric acid
73.0 3.003.103.203.303.40
m/z 45.05 8.40%
5000
il
O‘\J\\““L‘u‘\,‘\u\‘uu‘\u\‘\m‘\u\‘\m‘\m‘\m‘uu‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110520\

Data File : BP©@3829.D

Acqg On : 05 Nov 2020 19:50

Operator : CG/JU

Sample L4641-02 :
Misc . P0102-CAS001-0204-01

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: 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 Cyclohexane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.111 5.64 ng 260335 1,4-Dichlorobenzene-d4 8.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78
3 Cyclopropane, propyl- 84 C6H12 002415-72-7 53
4 1-Butanol 74 C4H1e0 000071-36-3 47
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47
Abundance  Scan 38 (3.111 min): BP003829.D\data.ms (-30) (-) m/z 55.95 100.00%

56.0
5000
B o e e
} 1 300 3.20 3.40
ol ol AHLL 2530 8550 4721 5421 n/z 84.05  60.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1457: Cyclohexane
568.0
5000 LA LA L L L B
3.00 3.20 3.40
‘ m/z 41.05 52.19%
O ‘\J\'!\w\JYT‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1488: 1-Pentene, 2-methyl-
56.0
A
3.00 3.20 3.40
5000 m/z 54.95 38.54%
0 “% ,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1490: Cyclopropane, propyl- B A o o
56.0 3.00 3.20 3.40
m/z 39.00 24.73%
5000 /\\JARJ\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110520\
Data File : BP©©3829.D

Acqg On : 05 Nov 2020 19:50

Operator : CG/JU

Sample : L4641-02 :
Misc : P0102-CAS001-0204-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.199 8.48 ng 391480 1,4-Dichlorobenzene-d4 8.299

Hit# of 5 Tentative ID MW MolForm CASH# 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance  Scan 53 (3.199 min): BP003829.D\data.ms (-48) (-) m/z 73.05 100.00%

73.0
5000 j\\
s B R o
’ ‘ 3.00 3.20 3.40 3.60
obMiil 141020702680 3557420.1 4985 1/, 43.05 39.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L L L L
3.00 3.20 3.40 3.60
‘ m/z 55.10  28.93%
O J!‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
B o e
3.00 3.20 3.40 3.60
5000 m/z 87.10 26.58%
0 ‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2051: 1,3-Dioxolane, 2-methyl- L s s
73.0 3.00 3.20 3.40 3.60
m/z 41.05 11.97%
5000
0 J‘m‘mwm""""‘H""""H_Wwwww L NN N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110520\
Data File : BP©©3829.D

Acqg On : 05 Nov 2020 19:50

Operator : CG/JU

Sample : L4641-02 :
Misc : P0102-CAS001-0204-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.310 7.23 ng 648381 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 97
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3132 (21.310 min): BP003829.D\data.ms (-3129) (- m/z 57.10 100.00%
57.1

> A/L
1ps.1 o LN
‘l h 1832 2810 21.00 21.50
o AL 1032 2810 385144625044 47 s5.10  95.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115904: 1-Nonadecene
57.0
5000 “ —
21.00 21.50
1p5.0 o
\ 266.0 m/z 43.10  93.83%
O‘\\L ‘\\\\‘\\\]\‘A\IWP\“.f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115907: Z-5-Nonadecene
55.0
— —
21.00 21.50
5000 m/z 83.05 82.67%
125.0 266.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220103 Heptafluorobutyric acid, pentadecyl ester “ —
21.00 21.50
m/z 69.10 69.39%
- JL
210.0
04060 - o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110520\
Data File : BP©©3829.D

Acqg On : 05 Nov 2020 19:50
Operator : CG/JU

Sample : L4641-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Benzoic acid, 2-(4-nitrophe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21386  2.14ng 192010 Chrysene-d12 21.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005
4 2,2"'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206
5 Diethylene glycol dibenzoate 314 C18H1805

Abundance Scan 3145 (21.386 min): BP003829.D\data.ms (-3142) (-
105.0

5000

421 | | 1693  280.1340.1401.1 489.1549.

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

Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
149.0

o

77.0
5000

Lok, | 211.0 287.0

‘\\\1’\\[1‘1‘!\1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0

o

5000

o

ol
R N R AR S e S N RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0

5000

hh wl 179.0

1000368-92-7 72
1000156-71-2 59
1000366-99-1 56
1000366-99-4 56
000120-55-8 53

m/z 105.00 100.00%

-

= —
21.00 21.50

m/z 149.00 80.14%

N

T —1
21.00 21.50

m/z 77.05 42.71%

N

I —
21.00 21.50

m/z 51.00 10.98%

-

o ‘ ‘
21.00 21.50
m/z 150.00 8.60%

-

O et R e e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110520\
Data File : BP©©3829.D

Acqg On : 05 Nov 2020 19:50

Operator : CG/JU

Sample : L4641-02 :
Misc : P0102-CAS001-0204-01

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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|
Propane, 2,2-di... 2.952 167.5 ng 7734720 1 8.299 923638 20.0
Cyclohexane 3.111 5.6 ng 260335 1 8.299 923638 20.0
Butane, 2-metho... 3.199 8.5 ng 391480 1  8.299 923638 20.0
1-Nonadecene 21.310 7.2 ng 648381 5 21.657 1794700 20.0
Benzoic acid, 2... 21.386 2.1 ng 192010 5 21.657 1794700 20.0
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