LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP0@3543.D

Acqg On : 07 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22 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-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3543.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.464 93 98 107 rVB 45028 72973 1.21% 0.255%
2 3.558 109 114 120 rBV 60976 94504 1.56% 0.330%
3 5.165 372 377 404 rVB 658525 1163115 19.26% 4.061%
4 6.705 637 649 676 rBV 355507 777654 12.88%  2.715%
5 7.493 776 783 794 rBV 318301 528323 8.75% 1.844%
6 7.857 839 845 857 rVB 160599 255769 4.23% 0.893%
7 7.987 859 867 872 rBV 115426 178281 2.95% 0.622%
8 8.134 886 892 896 rBvV 46073 71947 1.19% 0.251%
9 8.181 896 900 908 rvVB2 37100 61365 1.02% 0.214%
10 8.593 963 970 974 rBvV 198401 317180 5.25% 1.107%
11 8.646 974 979 1002 rVB 1049328 1993190 33.00% 6.959%
12 9.116 1054 1059 1068 rVB 127125 202087 3.35% 0.706%
13 9.675 1145 1154 1164 rBv2 54185 110797 1.83% 0.387%
14 10.269 1245 1255 1261 rBV 416242 750542 12.43%  2.620%
15 10.328 1261 1265 1272 rVB3 40777 74251  1.23% 0.259%

16 10.898 1356 1362 1374 rBV2 38923 98179 1.63% 0.343%
17 12.169 1568 1578 1586 rBV 54515 114643 1.90% ©.400%
18 12.763 1672 1679 1690 rBV 2794583 4169960 69.04% 14.558%
19 13.616 1818 1824 1836 rBV 212874 321718 5.33% 1.123%
20 14.145 1908 1914 1921 rBV 681323 1025731 16.98%  3.581%

21 14.216 1921 1926 1936 rVB 187785 288063 4.77% 1.006%
22 14.563 1979 1985 1993 rVB 77601 125751 2.08% 0.439%
23 15.210 2089 2095 2102 rBV 68840 107732 1.78% 0.376%
24 15.651 2163 2170 2183 rBV 1986810 3192801 52.86% 11.147%
25 16.910 2378 2384 2388 rBV 832352 1250286 20.70% 4.365%
26 16.951 2388 2391 2398 rVB 120638 175541 2.91% 0.613%
27 17.051 2403 2408 2415 rVB 62726 102332 1.69% ©.357%
28 17.333 2450 2456 2468 rBV 68207 123166 2.04% ©.430%
29 17.839 2538 2542 2548 rBV3 66322 114475 1.90% 0.400%
30 17.980 2561 2566 2571 rBV 59582 82275 1.36% 0.287%

31 18.939 2725 2729 2736 rBV 246838 316810 5.25% 1.106%
32 19.292 2781 2789 2794 rBV 205774 309400 5.12% 1.080%
33 19.492 2818 2823 2831 rBV 4785670 6039855 100.00% 21.086%
34 20.739 3031 3035 3052 rBV 427973 619909 10.26% 2.164%
35 21.016 3076 3082 3087 rBV 1353963 1689025 27.96% 5.897%

36 23.180 3443 3450 3464 rVB 916984 1723689 28.54% 6.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP0@3543.D

Acqg On : 07 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc

ALS Vvial : 22 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-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 28643319
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003543.D\data.ms
4000000
3000000

2000000

8.646
1000000
5.105

6.705 7.493 10.269
32658 jL [\ || "8N8t S'f&f 9116 9675 10328 10.898
I

0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\’\\\\’\
Time--> 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 TIC: BP003543.D\data.ms

19.492

4000000

3000000 12.763

2000000 15.651

1000000 .
14.145 16.910

18.9329.297
12.169 13'E16 142164 563 15210 169957333 17183980 29.29

O o e o B L e o B B B B B L e e e e B

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP003543.D\data.ms

4000000

3000000

2000000
21.016

1000000 23.180

20.739

0‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Pentane, 2,3,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.464 2.76 ng 72973 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91

2 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 78

3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74

4 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 64

5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64

Abundance  Scan 98 (3.464 min): BP003543.D\data.ms (-93) (-) m/z 71.05 100.00%
71.0

5000

—

| H 3.20 3.40 3.60 3.80
| 1470 22302831 3883 4702 542€ . 43 o0 g1 34%

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

Abundance #7660: Pentane, 2,3,4-trimethyl-
43.0

-

5000 N
3.20 3.40 3.60 3.80

m/z 70.85 63.15%
h H 114.0

‘\\\ ‘\ f\‘\\.\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11556: 2,4,4-Trimethyl-1-hexene

N
w
o

3.20 3.40 3.60 3.80
5000 m/z 41.00 30.50%

-

B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12715: Hexane, 3,3,4-trimethyl- R R
43.0 3.20 3.40 3.60 3.80
m/z 55.05 25.37%
5000
1] 220
‘\\\ ‘\ \‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Pentane, 2,3,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.558 3.58 ng 94504  1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 58
5 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 56
Abundance Scan 114 (3.558 min): BP003543.D\data.ms (-109) (-) m/z 43.05 100.00%
43.0
> A/\NM\A
R R AERSEEEEe o
3.20 3.40 3.60 3.80
i y133.01928 2841 394.2 46345280 ./, 71.05  89.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 \‘\\H‘\\H‘\H\j‘\ﬁu‘\
3.20 3.40 3.60 3.80
m/z 70.00 72.92%
‘\‘\H\ lL13.O“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12714: Hexane, 2,3,4-trimethyl-
43.0
3.20 3.40 3.60 3.80
5000 m/z 57.05 60.25%
1] 1280
Ramamm e AR RARRRREEES S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7631: Heptane, 4-methyl- R RENEL S R RN
43.0 3.20 3.40 3.60 3.80
m/z 85.05 57.40%
5000 /K
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.857 9.68 ng 255769 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 59

Abundance Scan 845 (7.857 min): BP003543.D\data.ms (-839) (-) m/z 117.10 100.00%

117.1

-

5000
39.0 7.60 7.80 8.00 8.20
Obrtidokd 22082813 364.6 4308 5032 p/7 118.10  54.97%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8951: Indane
117.0
5000 L B L I L L BN L
7.60 7.80 8.00 8.20
m/z 115.10  34.04%

9.0
la

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

Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

s

7.60 7.80 8.00 8.20
5000 m/z 91.00 16.75%

39.0
l J LM ﬂ I ‘J

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

=

Abundance #8973: Benzene, 1-ethenyl-2-methyl- R TR P T
117.0 7.60 7.80 8.00 8.20
m/z 62.95 7.48%
5000
39.0
B N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Benzene, 1,2-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.987 6.75 ng 178281 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
Abundance Scan 867 (7.987 min): BP003543.D\data.ms (-859) (-) m/z 119.10 100.00%
119.1

-

5000
A
51.01 | 7.60 7.80 8.00 8.20 8.40
o tbihi Ll 2071 281.1 354.8 428.0486.9545.. ., 195,19  99.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14842: Benzene, 1,2-diethyl-
119.0
5000 [T T T T Tt ri
7.60 7.80 8.00 8.20 8.40
m/z 134.00 44.08%

39.0
‘\\J‘\uit‘\ﬂ\“\l\l‘t \‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14841: Benzene, 1,4-diethyl-
119.0

-

7.60 7.80 8.00 8.20 8.40
5000 m/z 91.05 31.57%

41.0
HJHJ‘.‘J |

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

3

Abundance #14839: Benzene, 1,3-diethyl- BERRRRREREmEEEE S EEES
119.0 7.60 7.80 8.00 8.20 8.40
m/z 76.95 18.01%
5000
39.0 ’
)

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Benzene, 1,4-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.134 2.72 ng 71947 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 98
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94

4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 87
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance Scan 892 (8.134 min): BP003543.D\data.ms (-886) (-) m/z 119.00 100.00%

119.0
5000
51.0 7.80 8.00 8.20 8.40

bkl 2071 281133943901 463.9 5361 1/, 195,10  83.81%

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

Abundance #14840: Benzene, 1,4-diethyl-
105,0

5000 e e
7.80 8.00 8.20 8.40

m/z 134.05  44.80%

39.0 y ‘
I

i

L e i e
I | I I I I | I I I I I

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

Abundance #14842: Benzene, 1,2-diethyl-
119.0

7.80 8.00 8.20 8.40
5000 m/z 91.05 39.01%

39.0
L M i

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

Abundance #14844: Benzene, 1,3-diethyl-
119.0 7.80 8.00 8.20 8.40
m/z 77.00 19.88%
5000
39.0 ’
W‘\‘MWL‘U e P e pete e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Ethanone, 1-(3-methylphenyl)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.181 2.32 ng 61365 1,4-Dichlorobenzene-d4 7.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
2 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 93
3 Ethanone, 1-(3-methylphenyl)- 134 C9H1e0 000585-74-0 91
4 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 74
Abundance Scan 900 (8.181 min): BP003543.D\data.ms (-896) (-) m/z 105.00 100.00%
105.0

=

5000
R Raa e e RamE ]
439 } ‘ ” 7.80 8.00 8.20 8.40 8.60
iy 207.0 2808 3862 43524982 45 119.0  81.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14837: Benzene, 1,2-diethyl-
105.0
5000
7.80 8.00 8.20 8.40 8.60
m/z 91.00 42 .31%
39.0

! h \M ‘h i N

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

C

Abundance #14840: Benzene, 1,4-diethyl-
105,0
7.80 8.00 8.20 8.40 8.60
5000 m/z 134.05 40.74%
39.0 }
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15328: Ethanone, 1-(3-methylphenyl)- e S RARER R
119.0 7.80 8.00 8.20 8.40 8.60
m/z 117.00  20.94%
5000
N \ J\
H 1

‘\\\\‘\\l\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\’\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

8.593 12.01 ng 317180 1,4-Dichlorobenzene-d4 7.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 p-Cymene 134 C1leH14 000099-87-6 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
Abundance Scan 970 (8.593 min): BP003543.D\data.ms (-963) (-) m/z 119.05 100.00%
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119.0 8.20 8.40 8.60 8.80 9.00

m/z 105.00  10.45%

5000
40 | l
e b
B A R B R N R R N R R N NN RN
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.116 5.39 ng 202087 Naphthalene-d8 10.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 o-Cymene 134 C1eH14 000527-84-4 91
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 1059 (9.116 min): BP003543.D\data.ms (-1054) (-) m/z 119.05 100.00%
119.1
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5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.675 2.95 ng 110797 Naphthalene-d8 10.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 83
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 76
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 76

Abundance Scan 1154 (9.675 min): BP003543.D\data.ms (-1145) (-) m/z 117.10 100.00%
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Abundance #14056: Benzene, 1-ethenyl-3-ethyl- — T
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m/z 119.05 23.33%
5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 1H-Inden-1-o0l, 2,3-dihydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.898 2.62 ng 98179 Naphthalene-d8 10.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-0l, 2,3-dihydro- 134 C9H100 006351-10-6 87
2 Benzaldehyde, 2-ethyl- 134 C9H100 022927-13-5 49
3 1H-Inden-5-0l1, 2,3-dihydro- 134 C9H1e0 001470-94-6 49
4 1-(2,4-Dimethyl-phenyl)-2-(4H-[1... 247 C12H13N30S 1000274-28-7 47
5 2,5-Pyrrolidinedione, 1-[(3,4-di... 247 C13H13NO4 1000306-84-7 47

Abundance Scan 1362 (10.898 min): BP003543.D\data.ms (-1356) (-  m/z 133.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP@O@3543.D

Acqg On : @7 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.739 7.34 ng 619909 Chrysene-d12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Cyclopentadecane 210 C15H30 000295-48-7 93

Abundance Scan 3035 (20.739 min): BP003543.D\data.ms (-3031) (-  m/z 83.05 100.00%
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Abundance #177132: 1-Heneicosyl formate
57.0
== —
20.50 21.00
5000 m/z 57.10 83.41%
125.0
‘ I J\ |, 1960 29\4'0
e e A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol = —
83.0 20.50 21.00
m/z 55.05 78.82%
5000 J\ﬂk‘ijﬁ\
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100620\
Data File : BP0@3543.D

Acqg On : 07 Oct 2020 06:08
Operator : CG/JU

Sample : L4250-02

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.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|
Pentane, 2,3,4-... 3.464 2.8 ng 72973 1 7.493 528323 20.0
Pentane, 2,3,3-... 3.558 3.6 ng 94504 1 7.493 528323 20.0
Indane 7.857 9.7 ng 255769 1 7.493 528323 20.0
Benzene, 1,2-di... 7.987 6.8 ng 178281 1 7.493 528323 20.0
Benzene, 1,4-di... 8.134 2.7 ng 71947 1 7.493 528323 20.0
Ethanone, 1-(3-... 8.181 2.3 ng 61365 1 7.493 528323 20.0
Benzene, 4-ethy... 8.593 12.0 ng 317180 1 7.493 528323 20.0
Benzene, 1,2,4,. 9.116 5.4 ng 202087 2 10.269 750542 20.0
Benzene, 2-ethe... 9.675 3.0 ng 110797 2 10.269 750542 20.0
1H-Inden-1-01, ... 10.898 2.6 ng 98179 2 10.269 750542 20.0
5-Octadecene, (E)- 20.739 7.3 ng 619909 5 21.015 1689030 20.0
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