LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3986.D

Acqg On : 17 Nov 2020 21:18
Operator : CG/JU

Sample : L4770-07 2X

Misc :

ALS Vvial : 18 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@@3986.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.928 3 7 27 rVB 1889145 2871126 100.00% 11.765%
2 3.087 27 34 45 rVW2 99201 227521 7.92% 0.932%
3 3.181 45 50 59 rvB 141577 222738 7.76% 0.913%
4 5.810 489 497 509 rBV 1057609 1656579 57.70% 6.788%
5 7.457 769 777 789 rBV 1039173 1700904 59.24% 6.970%

6 7.557 789 794 800 rVB3 17870 36311 1.26%
7 7.851 838 844 853 rBV 41205 61159 2.13%
8 8.281 910 917 0925 rBV 591694 955231 33.27%
9 9.446 1105 1115 1127 rBV 654523 1094625 38.13%

1.116 1388 1399 1415 rBV 760614 1308226 45.56%
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=
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R

11 13.528 1801 1809 1822 rBV 1565279 2306384 80.33%
12 14.328 1940 1945 1952 rBV 236423 325155 11.32%
13 14.904 2037 2043 2053 rBV2 1067359 1622531 56.51%
14 16.392 2289 2296 2309 rBV 978278 1508826 52.55%
15 17.639 2503 2508 2514 rBV 1254310 1758428 61.25%

NoOoRr o
)
N
0
3R

16 19.233 2775 2779 2785 rBV 121412 165366 5.76%
17 20.139 2928 2933 2939 rBV 2309268 2737719 95.35% 11.
18 21.327 3132 3135 3145 rVB 357871 506024 17.62%
19 21.680 3190 3195 3199 rVB 1220645 1660284 57.83%
20 24.168 3613 3618 3626 rVB2 850791 1678574 58.46%
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Sum of corrected areas: 24403711
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Nov 2020 21:18
: CG/JU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
BP003986.D

L4770-07 2X

: 18 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

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BP003986.D\data.ms

928

5.810 7.457

11.116

8.281 9.446

Bap 557851

300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP003986.D\data.ms
20.139

13.528

17.639

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

07
Time--> 20.50 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

TIC: BP003986.D\data.ms

21.680

24.168

21.327
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3986.D

Acqg On : 17 Nov 2020 21:18
Operator : CG/JU

Sample . L4770-07 2X

Misc :

ALS vial : 18 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.
2.928 60.11 ng 2871130 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 23
3 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 9

Abundance Scan 7 (2.928 min): BP003986.D\data.ms (-3) (-) m/z 73.05 100.00%

5000 /k
R ARaE AR R
3.003.103.203.30
obhiil 149221692760 385844435083 1/, 4300 6o.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 UL L R B R R I
3.003.103.203.30
m/z 89.00 29.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
3.003.103.203.30
5000 m/z 41.00 11.15%
101.0
T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8173: 2-Butanone, 3-methoxy-3-methyl- ERARENEEERNES ey
73.0 3.003.103.203.30
m/z 45.05 8.72%
5000 Jk
o_HU‘,“Hwm_m‘HH‘mWHWm_mwwm_ /2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.203.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3986.D

Acqg On : 17 Nov 2020 21:18
Operator : CG/JU

Sample . L4770-07 2X

Misc :

ALS vial : 18 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 2 Cyclohexane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.087 4.76 ng 227521 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
4 1-Hexene 84 C6H12 000592-41-6 53
5 Cyclobutane 56 C4HS8 000287-23-0 46
Abundance  Scan 34 (3.087 min): BP003986.D\data.ms (-27) (-) m/z 56.00 100.00%
56.0
R e
‘ ’ 300 320 3.40
ol Addit192 2169 3288 406147525393  n/z s4.e5 63.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1455: Cyclohexane
56.0
5000 LA LA L B B
3.00 3.20 3.40
‘ ‘ m/z 41.00 53.96%
O ‘\\L\\il\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0
R e
3.00 3.20 3.40
5000 m/z 55.00 36.77%
B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1471 Cyclobutane, ethyl- R S
56.0 3.00 3.20 3.40
m/z 39.00 25.70%
AT
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\BP111720\
Data File : BP0@3986.D

Acqg On : 17 Nov 2020 21:18
Operator : CG/JU

Sample . L4770-07 2X

Misc :

ALS vial : 18 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 4
R.T. EstConc Area Relative to ISTD R.T.
3.181 4.66 ng 222738 1,4-Dichlorobenzene-d4 8.281

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 25
4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 50 (3.181 min): BP003986.D\data.ms (-45) (-) m/z 73.05 100.00%
73.0
5000

S N
L1 147.1207.1264.8  369.2 446.3 531.0 500 820 340 350
kil 147120712648 | 3692 4463 8310/, 43,05  41.36%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B S
3.00 3.20 3.40 3.60
‘ m/z 55.00 27.90%
OJJ“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
A At o s
3.00 3.20 3.40 3.60
5000 m/z 87.05 26.18%
15.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2051: 1,3-Dioxolane, 2-methyl- R e
73.0 3.00 3.20 3.40 3.60
m/z 41.05 13.46%
5000
o_‘”‘m"m"H‘w‘_‘H_H‘_m_Wwwww S A ¥
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3986.D

Acqg On : 17 Nov 2020 21:18
Operator : CG/JU

Sample . L4770-07 2X

Misc :

ALS vial : 18 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-Hexacosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.327 6.10 ng 506024 Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 9-Hexacosene 364 C26H52 071502-22-2 94
4 Cyclopentadecane 210 C15H30 000295-48-7 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 3135 (21.327 min): BP003986.D\data.ms (-3132) (- m/z 43.10 100.00%
I JM/LJ\
5000
111.1
— ——
234.1 21.00 21.50
175 1
0 M Ly e 3101 40234661 8435 4,7 57.10  99.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193365: 1-Hexacosene
57.0
5000 21‘0(5 ‘21‘50‘
125.0 : : .
‘ 364.0 m/z 55.10 87.75%
O \‘\"\\\\“\\\‘\i‘h\‘\]_}ig\ls‘l\o\z\\S‘z\\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
— ——
21.00 21.50
5000 3360 m/Z 83.19 74.2300
0260 19392100 279.0 M‘J\mﬂ
P A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193364: 9-Hexacosene “ T
43.0 21.00 21.50
m/z 69.10 67.96%
111.0
5000
364.0
‘ ‘ 181.0
o"J_umml_ww_H""H_Wwwww — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3986.D

Acqg On : 17 Nov 2020 21:18
Operator : CG/JU

Sample . L4770-07 2X

Misc

ALS Vvial : 18 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... 2.928 60.1 ng 2871130 1 8.281 955231 20.0
Cyclohexane 3.087 4.8 ng 227521 1 8.281 955231 20.0
Butane, 2-metho... 3.181 4.7 ng 222738 1 8.281 955231 20.0
1-Hexacosene 21.327 6.1 ng 506024 5 21.680 1660280 20.0

8270-BP110320.M Wed Nov 18 12:15:47 2020 Pag 7



