LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS Vvial : 12 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_G\METHODS\8270-BG092220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO46806.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.967 102 107 112 rBV 63944 104638 2.95% 0©.579%
2 4.572 204 210 219 rBV5 18725 35852 1.01% 0.198%
3 4.878 256 262 271 rBV 304164 491814 13.87% 2.721%
4 5.207 311 318 325 rBV2 18517 36269 1.02% 0.201%
5 5.577 374 381 390 rBvV 64166 153637 4.33% 0.850%
6 5.671 390 397 407 rVB 778527 1224377 34.53% 6.775%
7 5.859 424 429 438 rVB2 52827 83709 2.36% 0.463%
8 6.611 551 557 562 rBV3 25509 53856 1.52% 0.298%
9 7.198 650 657 661 rBvV3 34802 62885 1.77% 0.348%
106 7.257 661 667 678 rVB 806056 1387952 39.14% 7.680%
11 7.639 726 732 736 rBV3 58662 85767 2.42% 0.475%
12 7.692 736 741 750 rVB 80866 122876 3.47% 0.680%
13 7.880 766 773 782 rVB 113976 194986 5.50% 1.079%
14 8.109 803 812 820 rBV 235591 418599 11.80% 2.316%
15 9.267 1002 1009 1020 rVB 502711 910335 25.67% 5.037%

16 10.923 1283 1291 1297 rBV 305963 550820 15.53%
17 12.627 1576 1581 1588 rVB3 45890 72364 2.04%  0.400%
18 13.356 1698 1705 1713 rBV 1287667 1974047 55.67% 10.923%

w
[
A
0
R

19 14.178 1839 1845 1850 rBV 132075 188089 5.30% 1.041%
20 14.572 1906 1912 1919 rBV 73383 109301 3.08% 0.605%

21 14.731 1932 1939 1947 rBV2 496237 780631 22.01%
22 16.211 2185 2191 2204 rBV 970271 1470415 41.47%
23 17.475 2399 2406 2412 rBV 697954 1027733 28.98%
24 18.356 2552 2556 2560 rBV3 < 47413 57303 1.62%

(VoI RNV, e IS N
o))
00
~N
3R

25 20.077 2843 2849 2856 rBV 2607172 3546129 100.00% 19.621%
26 21.388 3067 3072 3080 rBV3 122158 228815 6.45% 1.266%
27 21.752 3127 3134 3143 rVB2 824847 1343680 37.89% 7.435%

28 25.025 3680 3691 3701 rBV2 473540 1355889 38.24% 7.502%

Sum of corrected areas: 18072768
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG046806.D\data.ms
2500000

2000000
1500000

1000000
5.671 7.257

9.267

4.878 8.109 10.923

, 3.967 4.572K5_2075.5 859 ee11 7.198 eSO 12,627
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG046806.D\data.ms

2500000

500000

20.077

2000000

1500000
13.356

16.211
1000000 21.752
17.475

500000 14.731

21.388
14.1784 57 18.356

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG046806.D\data.ms

2500000

o

2000000

1500000

1000000

500000 25.025

0‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pyridine, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.878 23.50 ng 491814  1,4-Dichlorobenzene-d4 8.115

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2-methyl- 93 C6H7N 000109-06-8 97
2 Pyridine, 4-methyl- 93 C6H7N 000108-89-4 95
3 Pyridine, 3-methyl- 93 C6H7N 000108-99-6 94
4 Aniline 93 C6H7N 000062-53-3 87
5 Silanediamine, 1,1-dimethyl-N,N'... 242 C14H18N2Si 013435-09-1 72
Abundance Scan 262 (4.878 min): BG046806.D\data.ms (-256) (-) m/z 93.00 100.00%
93.0
5000 66.1
39.1 P
) 4.60 4.80 5.00 5.20
0 e e e 248 m/z 66.10 46.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2498: Pyridine, 2-methyl-
93.0
66.0
5000 L L L LI B R BN
4.60 4.80 5.00 5.20
39.0 m/z 92.00  26.24%
O' WH’H‘\‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2501: Pyridine, 4-methyl-
93.0
R ARRR RS
4.60 4.80 5.00 5.20
5000 39.0 66.0 m/z 65.00 22.05%
0130 o
h H\’H \‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2500: Pyridine, 3-methyl- R A mama e e
93.0 4.60 4.80 5.00 5.20
m/z 39.10 21.13%
5000 66.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On 7 Oct 2020 17:44

Operator : CG/JU

Sample L4279-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pyridine, 3-methyl- Concentration Rank 3

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

5.577 7.34 ng 153637 1,4-Dichlorobenzene-d4 8.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 3-methyl- 93 C6H7N 000108-99-6 94
2 Pyridine, 4-methyl- 93 C6H7N 000108-89-4 94
3 Pyridine, 2-methyl- 93 C6H7N 000109-06-8 87
4 2-Pyridineacetic acid 137 C7H7NO2 013115-43-0 83
5 Aniline 93 C6H7N 000062-53-3 83

Abundance Scan 381 (5.577 min): BG046806.D\data.ms (-374) (-) m/z 93.00 100.00%
5000 /\]k
39.1 R TR
‘ ‘ 5.20 5.40 5.60 5.80
ol }‘Ne““m L s 386z e6.10 36.37%
mlz--> 50 100 150 200 250 300 350
Abundance #2500: Pyridine, 3-methyl-
93.0
5000 LI LA L L L L NI L I
39.0 5.20 5.40 5.60 5.80
' m/z 92.00 31.90%
O
m/z--> 50 100 150 200 250 300 350
Abundance #2503: Pyridine, 4-methyl-
93.0
R AR aTaE
5.20 5.40 5.60 5.80
5000 m/z 65.00 25.06%
39.0
;
m/z--> 50 100 150 200 250 300 350
Abundance #2506: Pyridine, 2-methyl- R A
93.0 5.20 5.40 5.60 5.80
m/z 39.10 23.11%
5000
39.0
I O
m/z--> 50 100 150 200 250 300 350 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pyridine, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.859 4.00 ng 83709 1,4-Dichlorobenzene-d4 8.115

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pyridine, 2,6-dimethyl- 107 C7HON 000108-48-5 96
2 6-Amino-6-methylfulvene 107 C7HSN 000694-74-6 74
3 Pyridine, 2,3-dimethyl- 107 C7HON 000583-61-9 52
4 Pyridine, 3,4-dimethyl- 107 C7HSN 000583-58-4 49
5 Pyridine, 2,4-dimethyl- 107 C7HON 000108-47-4 46
Abundance Scan 429 (5.859 min): BG046806.D\data.ms (-424) (-) m/z 107.00 100.00%
107.0
5000
66.1
SMNSSNED E GHMENS .
‘ ‘ ‘ o211 256 5.60 5.80 6.00 6.20
oL ;‘M“w“l A e m/z 106.00 42.00%
mlz--> 50 100 150 200 250 300 350
Abundance #5195: Pyridine, 2,6-dimethyl-
107.0
5000 0 L R B
66.0 5.60 5.80 6.00 6.20
m/z 66.10 31.09%
miz--> 50 100 150 200 250 300 350
Abundance #5188: 6-Amino-6-methylfulvene
107.0
R RSN
5.60 5.80 6.00 6.20
5000 m/z 92.00 21.90%
66.0
I I
miz--> 50 100 150 200 250 300 350
Abundance #5182: Pyridine, 2,3-dimethyl- e A
107.0 5.60 5.80 6.00 6.20
m/z 39.10 20.70%
5000
39.0
N Y
m/z--> 50 100 150 200 250 300 350 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pyridine, 3,4-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.611 2.57 ng 53856 1,4-Dichlorobenzene-d4 8.115

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 3,4-dimethyl- 107 C7HON 000583-58-4 94
2 Pyridine, 3,5-dimethyl- 107 C7HON 000591-22-0 94
3 Pyridine, 2,4-dimethyl- 107 C7HSN 000108-47-4 91

4 Pyridine, 2,5-dimethyl- 107 C7HSN 000589-93-5 90
5 Pyridine, 2,3-dimethyl- 107 C7HON 000583-61-9 74

Abundance Scan 557 (6.611 min): BG046806.D\data.ms (-551) (-) m/z 107.00 100.00%

107.0
5000
79.1
it

39.0 et e
‘ ‘ ‘ 1711 229.£ 6.20 6.40 6.60 6.80 7.00
0 H‘_‘HNquWumM‘H‘J:W‘H‘_‘H‘Huq‘u‘_‘u“mT m/z 106.60  48.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5186: Pyridine, 3,4-dimethyl-
10y.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\

0.0 6.20 6.40 6.60 6.80 7.00
' m/z 79.10 37.10%

39.0
]‘"5‘\()‘”“\““‘””\“““‘HH!‘\‘1”\”H\HH\HH\HHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5199: Pyridine, 3,5-dimethyl-
107.0

620640660680700

o

79.0
39.0
0 \\\‘\“}\\““‘\\“U‘\“h‘“\\\M\\!\‘\‘!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200 220 m
Abundance #5202: Pyridine, 2,4-dimethyl- NN | |
107.0 6.20 6.40 6.60 6.80 7.00

m/z 39.00 15.72%

5000
79.0
39.0
150\\ \\‘H\ \‘H \h‘h ‘ |
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Cyclopenten-1-one, 3-methyl- Concentration Rank 8

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

7.198 3.00 ng 62885 1,4-Dichlorobenzene-d4 8.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 3-methyl- 96 C6H80 002758-18-1 87
2 2,4-Dimethylfuran 96 C6H80 003710-43-8 64
3 Furan, 2,5-dimethyl- 96 C6H80 000625-86-5 53
4 4-Vinyl-4,5-dihydro-3H-pyrazole 96 C5H8N2 063438-33-5 53
5 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 47
Abundance Scan 657 (7.198 min): BG046806.D\data.ms (-650) (-) m/z 96.00 100.00%

96.0
67.1
5000 39.1
A

6.80 7.00 7.20 7.40 7.60
‘H_H‘WﬂwMMW‘Huuuwu‘WHH,HH,HHM‘H_‘H_H??Qf m/z 67.10 63.06%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2821: 2-Cyclopenten-1-one, 3-methyl-
96.0
5000 67.0

6.80 7.00 7.20 7.40 7.60

o

39.0 m/z 53.10 57.34%
O H\‘\h\\‘H“H“\}’\‘!‘\\’\\\“’HH’HH’HH’HH’\H\’H\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #2795: 2,4-Dimethylfuran
67.0 96.0
e e
6.80 7.00 7.20 7.40 7.60
5000 39,0 ITI z 39.10 41.95%
omﬂﬂhmmhuwwwmwmwwmwwmwm
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2805: Furan, 2,5-dimethyl-
96.0 6.80 7.00 7.20 7.40 7.60
43.0 m/z 81.00 27.77%
5000 M
o A T S O OOOOOOUSUONY B p O VI B A VYV
m/z--> 20 40 60 80 100120140160180200220240260 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.639 4.10 ng 85767 1,4-Dichlorobenzene-d4 8.115

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
3 Silane, trimethyl- 74 C3H1esi 000993-07-7 50
4 Ethyl 2,5,8,11,14,17-hexaoxanona... 338 C15H3008 1000366-80-6 50
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 47
Abundance Scan 732 (7.639 min): BG046806.D\data.ms (-726) (-) m/z 59.10 100.00%
59.1
5000
1030 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ ‘ 7.40 7.60 7.80 8.00
obrlp kb 282 388 2 45010 50.74%
m/z--> 50 100 150 200 250 300 350
Abundance  #23089: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 L L B I BRI B R
7.40 7.60 7.80 8.00
103.0

' m/z 41.05 27.98%

in \H i L
T \ \ T ‘ L ‘ T 1T ‘ T T T ‘ L ‘ L ‘ L ‘ T
miz--> 100 150 200 250 300 350
Abundance #15106: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0

7.40 7.60 7.80 8.00

o

5000 m/z 73.10 25.54%
103.0
ol
ot
m/z--> 50 100 150 200 250 300 350
Abundance #800: Silane, trimethyl-
59.0 7.40 7.60 7.80 8.00

m/z 103.00  23.90%

5000 M
ol210 14 | A

- e I STV

m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Ethane, 1-ethoxy-1-methoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.692 5.87 ng 122876 1,4-Dichlorobenzene-d4 8.115

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 64
2 1-Propanol, 3,3'-oxybis- 134 C6H1403 002396-61-4 50
3 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 50
4 1-Propanol, 2-(2-methoxy-1-methy... 148 C7H1603 055956-21-3 50
5 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 43
Abundance Scan 741 (7.692 min): BG046806.D\data.ms (-736) (-) m/z 59.10 100.00%
59.1
5000
e RRARERRE R
H ‘ a2t 263 7.40 7.60 7.80 8.00
o bbb 1415 2426 483 ., 45.05  82.25%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4792: Ethane, 1-ethoxy-1-methoxy-
59.0
5000 L B B L B R
7.40 7.60 7.80 8.00
‘ m/z 103.00  28.25%
O\\H\}“ \‘\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15092: 1-Propanol, 3,3'-oxybis-
59.0 A
e T e
7.40 7.60 7.80 8.00
5000 m/z 73.05 24.09%
0’—1_1_' “‘H\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘H
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance  #23092: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0 7.40 7.60 7.80 8.00
m/z 41.05 21.48%
5000
0 1‘\\17.0‘
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.880 9.32 ng 194986 1,4-Dichlorobenzene-d4 8.115

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 78
3 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1000367-13-2 72

4 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 64
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59

Abundance Scan 773 (7.880 min): BG046806.D\data.ms (-766) (-) m/z 59.05 100.00%

59.0
5000
7,60 7.80 8.00 820
104.0 . :
ob— u‘”‘ b 2825 28: .7 45.10  18.00%
miz-> 50 100 150 200 250
Abundance  #23091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 LB L LI B B BN

7.60 7.80 8.00 8.20
m/z 43.10 11.25%

‘ 104.0
T T U \H‘ } \“ T T "‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #23084: 2-Propanol, 1-(2-methoxypropoxy)-

59.0

760780800820

o

29.0 104.0
T
m/z--> 50 100 150 200 250
Abundance #87363: 1-(1-Methoxypropan-2-yloxy)propan-2-yl 3-meth
59.0 7.60 7.80 8.00 8.20

m/z 73.00 9.24%

5000
103.0
o220 | | 180 w0y

m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Cyclohexanemethanol, 4-hydr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.627 2.63 ng 72364 Naphthalene-d8 10.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, 4-hydroxy-.... 172 C10H2002 000080-53-5 72
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 47
3 Carbonic acid, 2-chloroethyl cyc... 220 C10H17C103 1000357-88-3 43
4 4-Methylcyclohexanol acetate 156 C9H1602 022597-23-5 43
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 43
Abundance Scan 1581 (12.627 min): BG046806.D\data.ms (-1576) (- m/z 81.10 100.00%
81.1
5000 /\A
T ‘ A\ T ‘m T
139.1
12.50 13.00
221.0 309.3 407.i
oh HU‘M ‘J‘H‘M‘W e m/z 43,10 63.74%
mlz--> 50 100 150 200 250 300 350 400
Abundance #39650: Cyclohexanemethanol, 4-hydroxy-.alpha.,.alpha.
81.0
5000
12.50 13.00
139.0 m/z 59.00 60.40%
3 \‘\ I ‘
0- \“\M\“\‘H\\‘\\H‘\\\\’\\\\‘\H\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #2882: Cyclohexene, 3-methyl-
81.0
R S AR
12.50 13.00
5000 m/z 96.10 48.85%
il
o‘“Lw‘w“J‘_m‘HH_m_m,mwm_‘
miz--> 50 100 150 200 250 300 350 400 /\
Abundance #76805: Carbonic acid, 2-chloroethyl cyclohexylmethyl es AT S
81.0 12.50 13.00
m/z 70.90 22.27%
5000
27. ‘ M A
ol zzse el )
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Apocynin Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.572 2.80 ng 109301  Acenaphthene-die 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 C9H1003 000498-02-2 96
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 91
3 Ethanone, 1-[4-(methylthio)phenyl]- 166 C9H100S 001778-09-2 87
4 Benzenethiol, 4-(1,1-dimethyleth... 166 C1@H14S 002396-68-1 72
5 1,4-Dimethoxy-2,3-dimethylbenzene 166 C10H1402 039021-83-5 72
Abundance Scan 1912 (14.572 min): BG046806.D\data.ms (-1906) (-  m/z 151.00 100.00%
151.0
5000
51.0 b’ 14.50 |
0 H\ ‘““ AoRDL, 1 2008 886844l .7 1e6.00  51.81%
m/z--> 0 100 150 200 250 300 350 400
Abundance #35596: Apocynin
151.0
5000 S P W—
14.50
m/z 123.00  23.59%
43.0
O\‘\\\IJ“UM‘%\‘({\\‘\ \l\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #35752: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-

151.0
\A\ T ‘ T \AA\ ‘
14.50
5000 m/z 108.00 14.59%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #35804: Ethanone, 1-[4-(methylthio)phenyl]- . ;
151.0 14.50
m/z 51.00 13.02%
5000
45.0
YY1 O
m/z--> 0 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1-Heneicosyl formate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.388 3.41 ng 228815 Chrysene-d12 21.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87

Abundance Scan 3072 (21.388 min): BG046806.D\data.ms (-3067) (- m/z 57.10 100.00%
57.1

o VWMMWWWWMﬁMWWNNNWMW
1%51 o ol
206.9 21.00 21.50
280.9
0’..’H‘|...|l.356-9‘543-‘ m/z 55.05 95.57%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #177132: 1-Heneicosyl formate
57.0
5000 \‘ L
21.00 21.50
105.0 m/z 83.10 78.80%
( M 182.0  294.0
O ’\1‘1\“‘!\\\!“I\‘I\\”\“!\\\‘\‘\\\“\\\r‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #186968: n-Tetracosanol-1
57.0
— —
21.00 21.50
5000 ITI/Z 43.05 77 .83%
1P5.0
oL db { I .‘\ | 182.0 250.0308.0
B o R R e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127770: 9-Eicosene, (E)- — —
57.0 21.00 21.50
m/z 97.10 76.48%
5000
Il
o[ amo 200 ke e
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100720\
Data File : BGO46806.D

Acqg On : 7 Oct 2020 17:44
Operator : CG/JU

Sample : L4279-03

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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|
Pyridine, 2-met... 4.878 23.5 ng 491814 1 8.115 418599 20.0
Pyridine, 3-met... 5.577 7.3 ng 153637 1 8.115 418599 20.0
Pyridine, 2,6-d... 5.859 4.0 ng 83709 1 8.115 418599 20.0
Pyridine, 3,4-d... 6.611 2.6 ng 53856 1 8.115 418599 20.0
2-Cyclopenten-1... 7.198 3.0 ng 62885 1 8.115 418599 20.0
1-Propanol, 2-(... 7.639 4.1 ng 85767 1 8.115 418599 20.0
Ethane, 1-ethox... 7.692 5.9 ng 122876 1 8.115 418599 20.0
2-Propanol, 1-(... 7.880 9.3 ng 194986 1 8.115 418599 20.0
Cyclohexanemeth... 12.627 2.6 ng 72364 2 10.923 550820 20.0
Apocynin 14.572 2.8 ng 109301 3 14.731 780631 20.0
1-Heneicosyl fo... 21.388 3.4 ng 228815 5 21.752 1343680 20.0
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