LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 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-BP101920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3743.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.916 3 5 15 rvB2 91173 168486 2.33% 0.447%
2 3.087 29 34 53 rVB 1896693 2384934 32.97% 6.325%
3 3.252 56 62 73 rVV 173880 351412 4.86% 0.932%
4  3.346 73 78 89 rVB 214518 290337 4.01% 0.770%
5 5.475 434 440 447 rBV 188843 273318 3.78% 0.725%

6 6.010 521 531 541 rBV 1683229 2532541 35.01%
7 7.663 803 812 820 rBV 1719223 2772404 38.32%
8 8.510 948 956 963 rBV 403644 646470  8.94%
9 9.675 1146 1154 1165 rVB 1189266 1974739 27.30%

1.351 1432 1439 1446 rBV 503141 839948 11.61%
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=
i
R

11 13.734 1837 1844 1856 rVB 3116847 4551982 62.93% 12.
12 14.522 1973 1978 1988 rVB 280944 406491 5.62%
13 15.110 2071 2078 2085 rVB 761134 1157254 16.00%
14 16.580 2321 2328 2343 rBV 1918258 2715945 37.54%

ONwWEN
[
[o)]
o
B

15 17.180 2425 2430 2440 rVB2 85136 146009 2.02% 387%
16 17.827 2534 2540 2545 rBV 1065476 1429233 19.76%  3.790%
17 18.639 2674 2678 2685 rBV2 62835 110688 1.53% ©0.294%
18 18.704 2686 2689 2695 rVB 56629 85370 1.18% ©.226%
19 18.904 2719 2723 2726 rBV 164769 220760 3.05% 0.585%
20 18.945 2726 2730 2741 rVB 226317 351637 4.86% ©.933%
21 19.380 2793 2804 2817 rVB5 147041 601489  8.31% 1.595%

22 20.298 2954 2960 2965 rBV 6201487 7233944 100.00% 19.184%

23 20.780 3035 3042 3053 rVB2 248345 666703  9.22% 1.768%
24 20.910 3060 3064 3073 rVB5 63742 134557 1.86% ©.357%
25 21.027 3081 3084 3087 rVB2 74831 82436 1.14% 0.219%

26 21.468 3155 3159 3169 rVB 584032 721759  9.98%
27 21.792 3209 3214 3218 rBV2 168840 374723 5.18%
28 21.839 3218 3222 3228 rVB 1197355 1650823 22.82%

o0 P,~POR
w
~N
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R

29 21.927 3233 3237 3242 rVB 140105 161308 2.23% 428%
30 22.410 3315 3319 3327 rBV2 123287 199353 2.76% 529%
31 23.092 3432 3435 3441 rVB 93496 140382 1.94% ©.372%
32 23.510 3502 3506 3512 rVB 123518 195608 2.70% ©.519%
33 24.168 3614 3618 3632 rVB 156716 332586 4.60% ©.882%
34 24.415 3652 3660 3668 rVvB2 768901 1651875 22.84%  4.381%
35 24.921 3743 3746 3754 rVB 80233 150898 2.09%  ©0.400%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc

ALS vial : 4 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-BP101920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 37708402
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003743.D\data.ms
6000000

5000000
4000000
3000000

20000001 3-087 6.010 7.663

9.675

- B

O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/\‘ L ‘ L ‘ L ‘ L ‘ T ‘ LB ‘ L ‘ L ‘ T T 1T ‘ L ‘ L ’ T T 17T ’\
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP003743.D\data.ms
6000000

20.p9¢

5000000

4000000

13.734
3000000

2000000 16.580

17.827
1000000 15.110

14522 A 17180 185 19.380
L It T R e e e e e

Time--> 12.00 12,50 13.00 13,50 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 TIC: BP003743.D\data.ms
6000000

5000000

4000000

3000000

2000000

1000000 24.415

24.168 24.921

O|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 20.50 21.00 21.50 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 1,4-Dioxaspiro[2.4]heptan-5... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.916 5.21 ng 168486 1,4-Dichlorobenzene-d4 8.510

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dioxaspiro[2.4]heptan-5-one,... 142 C7H1003 126091-79-0 59
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 59
3 2(3H)-Furanone, dihydro-3,3-dime... 114 C6H1002 003709-08-8 59
4 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 50
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 45
Abundance Scan 5 (2.916 min): BP003743.D\data.ms (-3) (-) m/z 56.00 100.00%
56.0

?
%

5000
R RRREANRARERAREEEEER
152.0 3.003.103.20 3.30
Ol 2220 2313 34104010 5032 n/z 69.00  61.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19515: 1,4-Dioxaspiro[2.4]heptan-5-one, 7,7-dimethyl-
56.0
5000 L R R N R
3.003.103.20 3.30
m/z 41.00 52.01%
0 L]} 114.0
‘\\\1[1!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1487: 1-Pentene, 2-methyl-
56.0
3.003.103.20 3.30
5000 m/z 55.00 31.01%
OJ“HJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7301: 2(3H)-Furanone, dihydro-3,3-dimethyl-  AAASRENRNRAZEEEsa
56.0 3.003.103.20 3.30
m/z 39.00 25.50%
5000
ol 1L 140
‘\\\‘\‘J\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—F
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\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 unknown3.08 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.087 73.78 ng 2384930 1,4-Dichlorobenzene-d4 8.510

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 45
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7
Abundance  Scan 34 (3.087 min): BP003743.D\data.ms (-29) (-) m/z 72.95 100.00%
73.0
5000 Jk
B e
3.00 3.20 3.40
ob il 149921612744 386944745088 ., 4300 46.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 LN L LA LA B B
3.00 3.20 3.40
m/z 89.00 31.73%
OJH‘“
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy-
73.0
e B
3.00 3.20 3.40
5000 m/z 41.05 8.10%
0W”M“Mm‘WH‘mWm‘mwmwm‘mwmwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8706: 2-Hydroxy-2-methylbutyric acid e e
73.0 3.00 3.20 3.40
m/z 45.00 6.93%
5000 /k
atll L S G
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\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.346 8.98 ng 290337 1,4-Dichlorobenzene-d4 8.510

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 56
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 17
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 78 (3.346 min): BP003743.D\data.ms (-73) (-) m/z 73.05 100.00%
3.0
5000
A

A e
’ 3.00 3.20 3.40 3.60
L 4| 14712060 2808 36214292 5418 ./, 43 00  32.04%

|

0y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LN LR R
3.00 3.20 3.40 3.60
J m/z 87.10 26.44%
OllJ’WJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
e
3.00 3.20 3.40 3.60
5000 m/z 55.00 21.75%
OM,J‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy R R NN
73.0 3.00 3.20 3.40 3.60

m/z 71.05 10.82%

5000 J
ol59) 1, 1470 1

m/z--> 0 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\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.475 8.46 ng 273318 1,4-Dichlorobenzene-d4 8.510

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 12

Abundance Scan 440 (5.475 min): BP003743.D\data.ms (-434) (-)

3

/z 43.00 100.00%

43.0
5000
101.0
T e e T
J 5.20 5.40 5.60 5.80
ol by 192.8254.1 3268  430249L7  m/z 58.95  68.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L BN LR
5.20 5.40 5.60 5.80
m/z 101.00 29.19%
101.0
O‘\JHIJ%[\\‘\‘I\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine
59.0
P T e
5.20 5.40 5.60 5.80
5000 m/z 57.95 16.84%
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8358: 2-Hexanol, 2-methyl- R e RN
59.0 5.20 5.40 5.60 5.80
m/z 41.00 10.45%
owu‘dh“H‘,mww_HWm_m_MHWMHH_ PRt Lo,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.180 2.04 ng 146009  Phenanthrene-die 17.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 188 C18H1203 1000297-95-5 90
2 9-Ethoxy-10-oxatricyclo[7.2.1.0(... 224 C13H2003 1000187-02-8 46
3 Benzenethiol, o-isopropyl-, 152 C9H12S 006262-87-9 42
4 Propenoic acid, 3-(2-thienyl)-, ... 464 C13H7Br302S 284665-05-0 35
5 4,6-Dimethyl-2-pyrimidone 124 C6H8N20 000108-79-2 35

Abundance Scan 2430 (17.180 min): BP003743.D\data.ms (-2425) (- m/z 137.00 100.00%
137.0

5000 77.0

—

‘l ‘ 082 . 17.00 17.50
0 bl 2850 355.3413.1 481.6543.2 /7 124,10 79.22%

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

Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxypheno
137.0

%

5000
17.00 17.50

m/z 180.10 67.65%

i M \n\ ‘\ i, |

\H\’\H\ L L I L B L L L B L I L R I AL IR R O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80892: 9-Ethoxy-10-oxatricyclo[7.2.1.0(1,6)]dodecan-11

O

—

137.0
17.00 17.50
5000 ITI/Z 77 .00 46.01%
79.0
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26106: Benzenethiol, o-isopropyl-, T —
137.0 17.00 17.50
m/z 91.00 42.81%
5000
77T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.904 3.09 ng 220760  Phenanthrene-die 17.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 93
2 2-Allyl-3-ethoxy-4-methoxyphenol 208 C12H1603 1000122-70-6 58
3 Acetic acid, (5-formyl-2-methoxy... 208 C11H1204 099865-67-5 55
4 Benzo[c]cinnoline, 4,7-dimethyl- 208 C14H12N2 020684-54-2 43
5 5-(4-Methoxy-phenyl)-[1,3,4]oxad... 208 C9H8N202S 023766-26-9 42

Abundance Scan 2723 (18.904 min): BP003743.D\data.ms (-2719) (- m/z 208.05 100.00%

208.1
5000 137.0
77.0
—r=
m h “ L H 282.8 356.2414.7475.1 549 19.00
obkbdtan gl ]~ 2828 356.2414.7475.1 5491 n/7 165.05 51.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 L
19.00
65.0 137.0 ‘ m/Z 137.00 44 ,24%
OJl”JJ}l\Ihl"“‘Imj““'J \u‘ rTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT \’\\\\‘\ \\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67485: 2-Allyl-3-ethoxy-4-methoxyphenol
208.0
—r
137.0 19.00
5000 ITI/Z 180.10 29.49%
43.0
SN 1T Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67324: Acetic acid, (5-formyl-2-methoxybenzyl) ester e
165.0 19.00
m/z 77.00 26.77%
5000/43.0 MWMMWAJkﬂMwﬂRRﬁ»NMNN¢MW
OJAL#”J\I, —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 Phenazine, 2-methoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.945 4.92 ng 351637 Phenanthrene-d10 17.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenazine, 2-methoxy- 210 C13H1eN20 002876-18-8 58
2 1-Butanone, 1-(2,4,6-trihydroxy-... 210 C11H1404 001509-06-4 50
3 9-Methyl-1-phenazinol 210 C13H10N20 013860-43-0 38
4 Benzene, 1,1'-ethylidenebis- 182 C14H14 000612-00-0 30
5 Ethanone, 1-(2,6-dihydroxy-4-met... 182 C9H1004 007507-89-3 30

Abundance Scan 2730 (18.945 min): BP003743.D\data.ms (-2726) (- m/z 210.10 100.00%

210.1
5000
77.0 1489
T
“L J 19.00
- ,'“e“w!H“MM Al 2848 4008 47525377 .., 167.05 88.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69297: Phenazine, 2-methoxy-
210.0
5000 T
19.00
m/z 154.05 35.29%
39.0 105.0
O‘\\\L’\l\l\\“\\\1\‘\\‘\\\“ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69047: 1-Butanone, 1-(2,4,6-trinydroxy-3-methylphenyl).
167.0
—T
19.00
5000 ITI/Z 148.95 30.26%
39.0
O Mt e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69298: 9-Methyl-1-phenazinol —==
210.0 19.00
m/z 182.10 29.96%
5000
o ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 Decane, 3,8-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.380 8.42 ng 601489  Phenanthrene-die 17.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 93
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2804 (19.380 min): BP003743.D\data.ms (-2793) (- m/z 57.10 100.00%

57.1
5000
\ ‘ 19.00 19.50
127.1 . .
207.0 281.1
o"uu!«‘M”‘hlmmmw‘m‘“?"5‘519“4‘2‘5:?”‘595-‘1”_ m/z 71.05 83.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38349: Decane, 3,8-dimethyl-
57.0
5000 = s
19.00 19.50
m/z 85.05 66.57%
‘ 141.0
O\\!“\‘!‘\H\J‘ﬂ\\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane
57.0
— —
19.00 19.50
5000 m/z 43.05 64.13%
ol bbb 220 2960
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane “ —
57.0 19.00 19.50
m/z 41.00 23.19%
- MJRMW
127.0
ol LLULLLELS o0 2670 3670 R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 Eicosane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.780 8.08 ng 666703 Chrysene-d12 21.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 91

Abundance Scan 3042 (20.780 min): BP003743.D\data.ms (-3035) (- m/z 57.05 100.00%
57.0

=

5000
2050  21.00
127.1 . .
197.1 281.1
- ’ «H“ Ll ritn 234l 429048925401 /7 71,05  76.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-
43.0
5000 = —
20.50 21.00
i 281.0 m/z 85.05 56.61%
O‘\\\ ‘\I\‘\‘}\J‘\HT‘.}\W\[E\L?EZ‘OW\\m[\\\l\‘\\3\1\5‘2\.9\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0
T —
20.50 21.00
5000 m/z 43.10 54.75%

)| 1270 1970 2810 394.0

=

O+ A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane T —
57.0 20.50 21.00
m/z 55.05 22.63%
0 \‘ J ‘ .ml J‘ll J7A0| J‘.970 296.0
B e o o e o e e SRR — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

R.T. EstConc Area Relative to ISTD R.T.
21.468 8.74 ng 721759 Chrysene-d12 21.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 98
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93

5 Heptafluorobutyric acid, pentade... 424 C19H31F702

Abundance Scan 3159 (21.468 min): BP003743.D\data.ms (-3155) (-
57.1

5000
{ 5.1

0 I M , 211.2 281. 1341 14010 488.9546.
. ‘ L e T T

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

Abundance #177132: 1-Heneicosyl formate
57.0
5000
5.0
O‘\H‘\1!\‘HH‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\

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

Abundance #104186: 5-Octadecene, (E)-
53.0
5000
5.0
N Y.
“H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘M‘H,H‘W‘H‘_‘H‘

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

959261-23-5 93

m/z 57.10 100.00%

21.50
m/z 43.05 84.24%

5

21.50
m/z 83.05 82.59%

=

21.50
m/z 55.10  81.84%

-

Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0 21.50
m/z 97.10 77.41%
B { i&/\
HH | 258.0
o‘J“M_‘Jn‘HL!\M‘wm‘H‘wH‘w‘wwww S

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

8270-BP101920.M Tue Oct 27 17:40:51 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 Docosane, 7-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.410 2.42 ng 199353 Chrysene-d12 21.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 2-methyloctacosane 408 C29H60 1000376-72-8 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3319 (22.410 min): BP003743.D\data.ms (-3315) (- m/z 57.05 100.00%

57.0 ' '
5000
\ 22:50
1 207.0 281.1 '
o LRI 270 211 sestasoamsosars oy o0 o 0.7
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-
57.0
5000 L
22.50
m/z 85.05 61.87%
. 309.0
O\\"\}\\>\\F.\E?W‘\\\\‘\2\3\9‘(\)\\\‘“\\\\‘?\’7\\9\‘0\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223852: Hentriacontane
57.0
—
22.50
5000 ITI/Z 43.10 56.89%
127
o I ’ n Il |\ |‘ “1w\gw\7\0\ F 3090 379 04370
A A T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane 7
57.0 22.50
m/z 55.05 26.16%
- W
1
o‘ilﬁ.w?ozﬁ?o%m .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 13 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.509 2.37 ng 195608 Perylene-di2 24.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 90
3 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 87
4 Docosane 310 C22H46 000629-97-0 86
5 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 86

Abundance Scan 3506 (23.510 min): BP003743.D\data.ms (-3502) (-  m/z 57.00 100.00%
57.0

-

5000
23.50 |
7.1 281.1 :
193.0
o"HJ‘u}‘“\u‘ﬁulwww,m"uHM_3‘4‘2"‘9‘““‘13‘1"‘2“”‘?‘35"9 m/z 71.1e  78.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000

-
23.50
m/z 85.10  66.57%
7.0
\‘ J ‘ | J\ iF‘JFI\ ‘ L 197'0 296.0

O‘\\\\‘\I\\\‘\\\\“\‘\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl-
57.0
U \
23.50
5000 m/z 43.10 61.03%

| 1770 1970 2810

-

O e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153231: 5-Ethyl-5-methylnonadecane —
57.0 23.50
m/z 55.10 27.92%
5000

3

I #7.0 211.0 281.0
O B B O e S ———
I l | I I | I I | | I 1

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 14 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.168 4.03 ng 332586 Perylene-di2 24.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 81
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
4 Triacontane 422 C30H62 000638-68-6 80
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 80

Abundance Scan 3618 (24.168 min): BP003743.D\data.ms (-3614) (- m/z 57.10 100.00%
57.1

%

5000
103.0252.0 | 24.00 24.50
o 7219902520 g0 a0 ssmagr B0 M0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185532: Pentacosane
57.0
5000 e ———
352.0 24.00 24.50

m/z 85.10 56.10%

WDz e

O‘\\l\\[\1!\‘!\\!‘\\\\‘1\\Y‘\\F\‘1\\\[\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-
57.0
— —
24.00 24.50
5000 ITI/Z 43.10 55.06%
183.0
o by Dm0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo- T 7
57.0 24.00 24.50
m/z 55.10 27.16%
5000
225.0
e, ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102620\
Data File : BP@@3743.D

Acqg On : 26 Oct 2020 16:33
Operator : CG/JU

Sample : L4501-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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|
1,4-Dioxaspiro[... 2.916 5.2 ng 168486 1 8.510 646470 20.0
unknown3.08 3.087 73.8 ng 2384930 1 8.510 646470 20.0
Butane, 2-metho... 3.346 9.0 ng 290337 1 8.510 646470 20.0
2-Pentanone, 4-... 5.475 8.5 ng 273318 1 8.510 646470 20.0
4-((1E)-3-Hydro... 17.180 2.0 ng 146009 4 17.828 1429230 20.0
3,5-Dimethoxy-4... 18.904 3.1 ng 220760 4 17.828 1429230 20.0
Phenazine, 2-me... 18.945 4.9 ng 351637 4 17.828 1429230 20.0
Decane, 3,8-dim... 19.380 8.4 ng 601489 4 17.828 1429230 20.0
Eicosane, 9-octyl- 20.780 8.1 ng 666703 5 21.839 1650820 20.0
1-Heneicosyl fo... 21.468 8.7 ng 721759 5 21.839 1650820 20.0
Docosane, 7-hexyl- 22.410 2.4 ng 199353 5 21.839 1650820 20.0
Heneicosane 23.509 2.4 ng 195608 6 24.415 1651880 20.0
Pentacosane 24.168 4.0 ng 332586 6 24.415 1651880 20.0
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