LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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@@3756.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  3.093 30 35 54 rVB 6627865 8512082 89.65% 13.322%
2 3.258 54 63 73 rBV3 77460 184572 1.94% 0.289%
3 3.346 73 78 84 rBV 301948 414321 4.36% 0.648%
4 5.481 434 441 449 rVB 153053 224143  2.36% 0.351%
5 6.011 522 531 542 rBV 2638361 3945918 41.56% 6.176%
6 7.663 801 812 824 rBV 2496890 4098522 43.17% 6.414%
7 8.510 948 956 963 rBV 661796 1050390 11.06% 1.644%
8 9.675 1146 1154 1164 rBV 1653488 2852714 30.05% 4.465%
9 11.352 1431 1439 1453 rBV 805196 1384965 14.59% 2.168%
10 13.740 1837 1845 1851 rBV 4615967 6701498 70.58% 10.488%

11 14.528 1968 1979 2007 rVB 385581 1134384 11.95%
12 15.110 2072 2078 2085 rVB 1215331 1799842 18.96%
13 16.198 2257 2263 2270 rVB 53410 109819 1.16%
14 16.587 2322 2329 2342 rBV 3331535 4897398 51.58%
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15 17.186 2426 2431 2442 rVB2 88803 167200 1.76% 262%
16 17.828 2534 2540 2546 rBV 1512734 2146282 22.61%  3.359%
17 18.422 2635 2641 2654 rVB9 57219 167766 1.77% ©.263%
18 18.645 2674 2679 2686 rBV 260037 400356  4.22% 0.627%
19 18.710 2686 2690 2695 rVB 125117 168208 1.77% 0.263%
20 18.910 2719 2724 2727 rBV 120899 175660 1.85% 0.275%
21 18.945 2727 2730 2740 rVB2 239358 365894 3.85% ©.573%
22 19.269 2777 2785 2793 rVB2 55102 163717 1.72% 0.256%
23 19.380 2794 2804 2810 rBV3 200650 484856 5.11% ©.759%
24 19.445 2810 2815 2824 rVB 266737 469825 4.95% 0.735%
25 20.180 2935 2940 2947 rVB 227152 383029 4.03% ©.599%

26 20.304 2955 2961 2966 rBV 7730121 9494413 100.00% 14.859%

27 20.551 2997 3003 3009 rVB4 44765 96298 1.01% 0.151%
28 20.880 3054 3059 3065 rBV 416424 648085 6.83% 1.014%
29 21.475 3156 3160 3163 rBV 707554 853576 8.99%  1.336%
30 21.510 3163 3166 3171 rVB 567120 773488 8.15% 1.211%

31 21.686 3192 3196 3203 rBV2 265383 409945  4.32%
32 21.845 3218 3223 3229 rVB 1630389 2122259 22.35%
33 22.174 3273 3279 3294 rVB 566954 1016272 10.70%
34 22.416 3316 3320 3323 rBV 57288 96685 1.02%
35 22.892 3395 3401 3406 rBV 552314 944985 9.95%
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36 23.098 3432 3436 3445 rVB 407196 600783  6.33%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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

37 23.516 3504 3507 3512 rVB 103023 147388 1.55% ©0.231%
38 23.704 3532 3539 3548 rVB 453207 949018 10.00%  1.485%
39 24.174 3614 3619 3629 rVB2 161248 321975 3.39% 0.504%
40 24.421 3654 3661 3670 rVB 851249 1779200 18.74%  2.785%
41 24.633 3690 3697 3707 rVB 272689 766038 8.07%  1.199%

42 25.698 3871 3878 3887 rVB2 173245 471198 4.96% 0.737%

Sum of corrected areas: 63894967
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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: BP003756.D\data.ms
70000001 3 993
6000000
5000000
4000000
3000000 6.011 7663

2000000 9.675

1000000 8.510 11.352

Eﬁ%ﬁﬁ 5.481

O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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: BP003756.D\data.ms

20.80-
7000000

6000000
5000000 13.740
4000000
16.587
3000000

2000000
15.110

1000000

14.528

16.198 1
o 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: BP003756.D\data.ms

e T T T e
7000000
6000000
5000000
4000000
3000000

2000000 21.845

24.421

1000000 22.

0‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 2050 21.00 21.50 22.00 2250 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\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 Propane, 2,2-dimethoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.093 162.07 ng 8512080 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 50
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
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 35 (3.093 min): BP003756.D\data.ms (-30) (-) m/z 73.05 100.00%

73.0

>

5000
R
3.00 3.20 3.40
oL 1] 1328192.02540312.4 3768 44615043 11/, 43.00  45.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 L L
3.00 3.20 3.40
m/z 88.95 32.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4436: Pentane, 3-methoxy-
73.0
T
3.00 3.20 3.40
5000 ITI/Z 41.05 7.92%
0‘Hmuhu‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8706: 2-Hydroxy-2-methylbutyric acid R
73.0 3.00 3.20 3.40
m/z 44.95 6.79%
5000
s,
O‘JMDWM\¥p\u‘\H\‘H\w\\H‘\H\M\\w\\u‘u\\w\\w\ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.346 7.89 ng 414321  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 86
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 25
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 78 (3.346 min): BP003756.D\data.ms (-73) (-) m/z 73.05 100.00%

3.0
5000
R T e
‘ ‘ 3.00 3.20 3.40 3.60
ol dill 1359 2079 280633713052 48335470 10 4305 32.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 DL BB B AL R
3.00 3.20 3.40 3.60
H ‘ m/z 87.10 27.63%
O\\J\‘\““*J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
R e e AR
3.00 3.20 3.40 3.60
5000 m/z 55.05 24.30%
o‘““ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy-
73.0 3.00 3.20 3.40 3.60
m/z 71.05 11.07%
5000
O\\H\“J“\m\‘\\u‘\\\\‘u\\‘\\\W\H‘\m‘\m‘\m‘uu‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.481 4.27 ng 224143  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 72
2 Tetraglyme 222 C10H2205 000143-24-8 25
3 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23
Abundance Scan 441 (5.481 min): BP003756.D\data.ms (-434) (-) m/z 43.00 100.00%
43.0
5000
R AR EEEE
J OL 0 5.20 5.40 5.60 5.80
Ol Ad 3020 1743 2411 3387 4218 5283 ./, 59,00 66.81%
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 N B L L R
5.20 5.40 5.60 5.80
m/z 100.95  29.44%
101.0
O‘\L“f‘%[ \\‘\‘1\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78615: Tetraglyme
59.0
R ARRREEEE L
5.20 5.40 5.60 5.80
5000 m/z 58.00 16.85%
)] s
Ol e T e e e

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

Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl- R T R T T
43.0 5.20 5.40 5.60 5.80

m/z 41.05 9.68%

5000
101.0

0 W IL ‘

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\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.645 3.73 ng 400356  Phenanthrene-d10 17.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2679 (18.645 min): BP003756.D\data.ms (-2674) (-  m/z 73.00 100.00%

73.0
5000
213.2
= —
H 13| \2843 18.50 19.00
ol M LLETLLLLL 843 354.94138475.65348 /7 59,95  73.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T U
18.50 19.00
213.0 m/z 43.05 73.36%
O\\\“‘ ”l’“\hll\\\f\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
—r— —
18.50 19.00
5000 m/z 41.10 68.61%
‘ 143.0 242.0
A i
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid —— —
73.0 18.50 19.00
m/z 55.05 68.11%
5000
H 1850 2840
oL, JW“Mﬂpﬁwﬂhﬂu‘Hﬂ‘_‘u“u‘_“w‘u“u‘w‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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-Ethoxy-2,5-dimethoxybenza... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.945 3.41 ng 365894  Phenanthrene-d10 17.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 58
2 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 50
3 Benzenemethanol, 2,5-dimethoxy-,... 210 C11H1404 067698-75-3 42
4 1-Hydroxy-6-methylphenazine 210 C13H1ON20 014031-08-4 30
5 Benzene, 1,1'-ethylidenebis- 182 C14H14 000612-00-0 30

Abundance Scan 2730 (18.945 min): BP003756.D\data.ms (-2727) (- m/z 167.10 100.00%

167.1
5000
77.0
—=
AL | I ‘ 2p4.1281.9 3550 4310 503.0 o
O bl bl AL o o m/z 210.85  99.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #69020: 4-Ethoxy-2,5-dimethoxybenzaldehyde
210.0
5000 136.0 1000
69.0 m/z 154.05  37.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #69035: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)
167.0
—
19.00
5000 ITI/Z 77 .00 35.19%
55.0
S A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #69040: Benzenemethanol, 2,5-dimethoxy-, acetate —=
210.0 19.00
m/z 149.00 32.42%
50001 43.0 121.0 MA\WJM
0 L“JJVkijw\\,, L
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.381 4.52 ng 484856  Phenanthrene-d10 17.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 64
2 Eicosane, 3-methyl- 296 C21H44 006418-46-8 60
3 Tetratetracontane 619 C44H99 007098-22-8 60
4 Heptadecane 240 C17H36 000629-78-7 58
5 Octadecane 254 C18H38 000593-45-3 53

Abundance Scan 2804 (19.380 min): BP003756.D\data.ms (-2794) (- m/z 104.95 100.00%

105.0
5000
19‘00‘ ‘19‘50‘
3 207.1 : :
o‘HH_m“«um,”Hﬁ?%‘l‘?ﬁzﬁw“??5”?”5““?”5‘“”‘ m/z 57.10  90.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 — —
19.00 19.50
m/z 71.05 73.76%
o \‘ || 1#7:0197.0267.0 3670
‘\H\‘\\H‘\\H‘H\\’H\\‘\\H‘W\H‘\H\‘\H\‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141428: Eicosane, 3-methyl-
57.0
— —r
19.00 19.50
5000 ITI/Z 163.10 64.79%
. I iL27019702670
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T =
57.0 19.00 19.50
m/z 85.05 55.16%
h Ai\]
0 \HH 27-0197.0267.0337.0407.0 491.0562.0
R e e e A REELER — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 Diethylene glycol dibenzoate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.445 4.38 ng 469825  Phenanthrene-d10 17.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 64
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 50
4 Cyclobutyl phenyl ketone 160 C11H120 005407-98-7 47
5 N-(Methoxymethyl)benzamide 165 C9H11NO2 013156-28-0 47

Abundance Scan 2815 (19.445 min): BP003756.D\data.ms (-2810) (-  m/z 105.00 100.00%
105.0
5000
—=
4311 19.50
Of it 78,9 258.0 3561 4609 5350 1 ; 149.00  72.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105.0
5000 T T T \/\LT‘
19.50
m/z 77.00 43.00%
27.0 179.0
O\\\\‘\l‘\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester

%.

149.0
P
77.0 19.50
5000 m/z 51.00 9.82%
obdih |y |1 211.0 287.0
e b b SR ST
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester —5
149.0 19.50
m/z 105.95 7.54%

5000 77.0

N

ow{mu‘m T T T T e,
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270-BP101920.M Wed Oct 28 11:45:24 2020

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.180 3.61 ng 383029 Chrysene-d12 21.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2940 (20.180 min): BP003756.D\data.ms (-2935) (- m/z 57.10 100.00%
57.1

-

5000
‘ 20,00 2050
127.1 : :
2252
o M‘ i 202 29933592 4290 5370 nyz 71.05  74.37%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57.0
5000 e ol

20.00 20.50
m/z 43.05 58.51%

7.0
‘ J\ 1| Allﬁ L1 1197'0 282.0

O‘\\‘\ ’\\\\‘\\\1‘\\\‘\“\‘\\1‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43.0
P e
20.00 20.50
5000 m/z 85.05 53.04%
J E.O 196.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane T —
57.0 20.00 20.50
m/z 55.05 25.06%
- MAAWJ\/\/W
7.0
o MM om0 a0 T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270-BP101920.M Wed Oct 28 11:45:24 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.880 6.11 ng 648085 Chrysene-d12 21.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 3059 (20.880 min): BP003756.D\data.ms (-3054) (-  m/z 57.05 100.00%
57.0

5000

3

4 | HHml‘gf‘zmz‘??”l"34?9““4?9“1‘499‘9‘5‘4% m/z 71.10  81.65%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

' P 20.50 21.00
L]

o

a1
~!
o

5000
20.50 21.00
m/z 85.05 61.70%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
— T
20.50 21.00
5000 m/z 43.10 61.33%
127
oL L EET0 1970 2670 3650
"H‘_‘H‘H‘w‘u‘_‘H‘H‘W‘H‘“‘H,H‘W‘H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane T —T
57.0 20.50 21.00
m/z 41.10 25.75%
h JM
17
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270-BP101920.M Wed Oct 28 11:45:25 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 11 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.474 8.04 ng 853576 Chrysene-d12 21.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Cetene 224 C16H32 000629-73-2 93
5 Cyclopentadecane 210 C15H30 000295-48-7 93

Abundance Scan 3160 (21.474 min): BP003756.D\data.ms (-3156) (-  m/z 83.10 100.00%

83.1
5000
=
‘fl o511 21.50
- uw‘!‘mh_m_H‘““3‘?‘?‘94‘1‘5‘97“7‘42“5‘43 m/z 57.05 98.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57.0
5000 LN
21.50
1p>.0 m/z 55.05 93.92%
ol il dli1i1, 1950 2640 3780
‘\\\\’\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57.0
—
21.50
5000 ITI/Z 69.05 90.97%
125.0
} ‘H 196.0 294.0
O‘H‘, “mw'fq‘u‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol T
55.0 21.50
m/z 97.05 89.39%
5000
125.0
ol UL gm0 2000 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

8270-BP101920.M Wed Oct 28 11:45:26 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.510 7.29 ng 773488 Chrysene-d12 21.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3166 (21.510 min): BP003756.D\data.ms (-3163) (- m/z 57.10 100.00%
57.1

o A_JukMﬂA&JxJk,
21.50 |
197.2 :
oum“,“ Jﬁt!\w,u“2“?91“53‘7‘1“4999“ﬁ‘??_lrr?f‘% m/z 71.10  81.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
57.0
5000 ==
21.50
m/z 85.10 62.97%
oL L | 12/-0 197.0 267.0 338.0
\\\\’\\\\‘!\\!‘\\\\’\\\1‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202263: Octadecane, 1-iodo-
57.0
T [
21.50
5000 ITI/Z 43.10 59.95%
253.0
i
o‘m\u,"H‘HLJ‘um,"H‘u‘H‘H‘“3‘?‘9;9““_”””_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane T
57.0 21.50
m/z 41.10 21.14%
1
oL LTI 1970 2670 3370 4220
H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50

8270-BP101920.M Wed Oct 28 11:45:26 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 Supraene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.686 3.86 ng 409945 Chrysene-d12 21.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 98
2 Squalene 410 C30H50 000111-02-4 92
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 47
4 Hexadeca-2,6,10,14-tetraen-1-0l,... 290 C20H340 007614-21-3 47
5 2,6-Octadiene, 2,7-dimethyl- 138 C10H18 016736-42-8 38
Abundance Scan 3196 (21.686 min): BP003756.D\data.ms (-3192) (-  m/z 69.10 100.00%
69.1
2150  22.00
ol dllalyiii 2070 2791 3674 47505349 ./, "4l 65 se.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
5000 e it
21.50 22.00
m/z 149.00 46.82%
137.0
b 1], 203.0 273.0 341.0 410.0
\WT‘\ \\‘\\\\‘!\WT‘\11\‘1\\\[\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69.0
—r— =
21.50 22.00
5000 m/z 41.05 27.39%
b Ll 2030 2130 sat0 a00
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — ——
69.0 21.50 22.00
m/z 95.05 15.42%
5000
l 137.0
ol n 2080 i —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

8270-BP101920.M Wed Oct 28 11:45:27 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.174 9.58 ng 1016270 Chrysene-d12 21.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3279 (22.174 min): BP003756.D\data.ms (-3273) (- m/z 57.05 100.00%
57.0

5000 MJLM
2200 2250
7.1 : :
197.2 324.2
0lrr "J‘euﬂ“lﬁmwwH‘mH_m“‘f“(?‘l‘nl““‘?‘?:‘l?f‘ﬁ-?"_H m/z 71.10 80.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 T ==
22.00 22.50
m/z 85.05 59.73%
7.0 239.0
O‘\H ‘\J\J\f‘\\J\%‘J\l\f‘\TW\\L[H:fg\(‘)TS\.\O\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—T= —
22.00 22.50
5000 ITI/Z 43.10 59.51%
ol [ 1 || }27:0197.0 267.0337.0407.0 491.0562.0
et e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane T —
57.0 22.00 22.50
m/z 55.10 25.01%
B /L/JL—/
o il 010T 02670 ss00 P b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00 22.50

8270-BP101920.M Wed Oct 28 11:45:28 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 15 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.892 8.91 ng 944985 Chrysene-d12 21.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3401 (22.892 min): BP003756.D\data.ms (-3395) (-  m/z 57.10 100.00%
57.1

5000 M“JL
= —=
‘ ‘ ‘ ”1 71 197, 22.50 23.00
bbb LUy £2005, 2601 337.4 416.9 489.3549.1  n 7 71.e5  82.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 T —=
22.50 23.00
m/z 85.10 63.97%
1 239.0
O\\\J‘\‘\\\l‘\E\\‘\\\\‘Y\\T‘\\z\g\e‘\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
= —=
22.50 23.00
5000 m/z 43.05 59.16%
oL ‘ | A27-0 197.0 267.0 380.0
H‘WH‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane o —
57.0 22.50 23.00
m/z 55.05 26.58%
oL ldu [ 1, 1970 2670 33704220
B e S e RRRERSRREE — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 16 1,5,9-Decatriene, 2,3,5,8-t... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.098 5.66 ng 600783 Chrysene-d12 21.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 64
4 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 58
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 53

Abundance Scan 3436 (23.098 min): BP003756.D\data.ms (-3432) (-  m/z 69.10 100.00%
69.1

5000

%

{ 203.2 341.1 2300 2359
H“‘mhﬂh‘iu‘w“u?f3ﬁ“u“H4}95‘ﬁ7??5§5& m/z 81.10 52.14%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69.0

5000 — ‘
23.00 23.50

m/z 41.10 23.57%

n ﬂ”“Jl 203.0 273.0 341.0 410.0
\\\‘\\\‘\\\\1\\1‘\\1\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0

23.00 23.50
5000 m/z 95.10  14.86%

137.0
bdliu], 203.0 273.0 341.0 410.0
riee e e S e S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- —— :
69.0 23.00 23.50

m/z 68.05 12.76%

5000
137.0
0 H\\ mAUM( —

| .
P P T A T T T T T T T T T T T T

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 17 Heneicosane, 11-decyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.704 10.67 ng 949018 Perylene-di2 24.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 95
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3539 (23.704 min): BP003756.D\data.ms (-3532) (-  m/z 57.05 100.00%
57.0

%

5000
1 23.50 24.00
197.3
0 _HHJ‘MW P20l 13373 429.78030  m/z 71.e5  82.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223853: Heneicosane, 11-decyl-
57.0
5000 ——_ e
23.50 24.00
295.0 m/z 85.10 62.28%
O ‘HJ‘\‘\“ PEZ%?}?ZT?T!“T435.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
= =
23.50 24.00
5000 ITI/Z 43.05 58.37%

1270197.0267.0337.0407.0 491.0562.0

%

O b o o e s o T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57.0 23.50 24.00
m/z 55.05 23.62%
5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.50 24.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 18 unknown24.17 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

24.174 3.62 ng 321975 Perylene-di2 24.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Isoindole-5-carboxamide, 2-(2... 394 C21H18N206 294892-21-0 38
2 Muscimol 114 C4H6N202 002763-96-4 9

3 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 9
4 Eicosanoic acid, 2,2,2- trifluor... 394 C22H41F302 1000376-60-8 6
5 Aluminum, tripropyl- 156 C9H21Al 000102-67-0 4

Abundance Scan 3619 (24.174 min): BP003756.D\data.ms (-3614) (-  m/z 57.10 100.00%

57.1
5000
‘ ‘ 143.0 394.4 e =
L 1 281.0 : 24.00 24.50
o‘H‘wJ-LWW\“‘M anmeH‘s‘uu‘\_mf‘zs“l‘??ﬂ?’ m/z 71.10  78.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209295: 2H-Isoindole-5-carboxamide, 2-(2-tetrahydrofur
71.0
5000 P —,
24.00 24.50
m/z 85.10 68.33%
159.0 324.0 394.0
O‘\\\Jf‘““\ |\f[|\VW‘\W‘\1\f\‘f2\i411-‘\0\\\‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7070: Muscimol
30.0
T =
24.00 24.50
5000 ITI/Z 43.10 65.59%
o“‘”'ﬂjy,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4114 2-Furanmethanamine, tetrahydro- — T
30.0 24.00 24.50
m/z 55.00 32.22%
B /\/L\//\A‘//\
oldilpozo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 19 Docosane, 7-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.633 8.61 ng 766038 Perylene-di2 24.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 3697 (24.633 min): BP003756.D\data.ms (-3690) (-  m/z 57.10 100.00%
57.1
T —
‘ } W 197.2 267.1327.2386.4 24:50 2599
oL AL L 2972 267,1327.2386.4 4589 536.0 1/, 71.95 80.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-
57.0
5000 — s
24.50 25.00
m/z 85.10 63.20%
09.0
O ‘\\\ ‘\J\J\d‘lgﬂ\p\l\\\’\\4\.\0‘\0\\\‘“\\\\‘3\7\\9\(‘)\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
= —
24.50 25.00
5000 m/z 43.10 58.93%
0 il } le ”l 1970 267.0 3650
e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl- T —
57.0 24.50 25.00
m/z 55.00 23.78%
5000
295.0
o, IR —— e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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 20 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.698 5.30 ng 471198 Perylene-di2 24.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Heptadecane, 2,3-dimethyl- 268 C19H40 061868-03-9 90

Abundance Scan 3878 (25.698 min): BP003756.D\data.ms (-3871) (- m/z 57.10 100.00%
57.1

—

5000
25.50 26.00
193.0
o‘w Jﬁ i 2R2S 3374 4201 8033  n/; 71,10 84.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
5000 e —
25.50 26.00
m/z 85.10 66.14%
oL LLLEETC 1970 2670 3650
‘\\11‘\!!\‘1\\1‘\1\\‘f\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane

%

25.50 26.00
5000 m/z 43.05 62.86%

1
J ‘H‘ ﬁmlg”’ 267.0 337.0 422.0

%

O R ma s AT R e e e  ARRRRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0 25.50 26.00
m/z 55.10 28.50%
- WMVWWWWWM/\)NWMWMMMV
127
0 “ \H‘ ‘\1\1970 296.0
_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3756.D

Acqg On : 27 Oct 2020 15:57
Operator : CG/JU

Sample : L4523-05

Misc :

ALS vial : 9 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|
Propane, 2,2-di... 3.093 162.1 ng 8512080 1 8.510 1050390 20.0
Butane, 2-metho... 3.346 7.9 ng 414321 1 8.510 1050390 20.0
2-Pentanone, 4-... 5.481 4.3 ng 224143 1  8.510 1050390 20.0
n-Hexadecanoic ... 18.645 3.7 ng 400356 4 17.828 2146280 20.0
4-Ethoxy-2,5-di... 18.945 3.4 ng 365894 4 17.828 2146280 20.0
Hexacosane 19.381 4.5 ng 484856 4 17.828 2146280 20.0
Diethylene glyc... 19.445 4.4 ng 469825 4 17.828 2146280 20.0
Eicosane 20.180 3.6 ng 383029 5 21.845 2122260 20.0
Heneicosane 20.880 6.1 ng 648085 5 21.845 2122260 20.0
1-Heptacosanol 21.474 8.0 ng 853576 5 21.845 2122260 20.0
Tetracosane 21.510 7.3 ng 773488 5 21.845 2122260 20.0
Supraene 21.686 3.9 ng 409945 5 21.845 2122260 20.0
Heptadecane, 9-... 22.174 9.6 ng 1016270 5 21.845 2122260 20.0
Heptacosane 22.892 8.9 ng 944985 5 21.845 2122260 20.0
1,5,9-Decatrien... 23.098 5.7 ng 600783 5 21.845 2122260 20.0
Heneicosane, 11... 23.704 10.7 ng 949018 6 24.421 1779200 20.0
unknown24.17 24.174 3.6 ng 321975 6 24.421 1779200 20.0
Docosane, 7-hexyl- 24.633 8.6 ng 766038 6 24.421 1779200 20.0
2-methyloctacosane 25.698 5.3 ng 471198 6 24.421 1779200 20.0
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