LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@41321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS Vvial : 16 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\8270E-BP040921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5293.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.816 292 294 302 rVB 112231 165249 6.90% 1.189%
2 5.281 368 373 389 rVB 1064991 1542743 64.40% 11.102%
3 6.828 632 636 637 rBv 43205 50055 2.09% 0.360%
4 6.869 637 643 656 rVB2 1049421 2395419 100.00% 17.238%
5 7.675 774 780 786 rVB 240818 358571 14.97% 2.580%
6 7.740 786 791 800 rVB 89882 136138 5.68% ©0.980%
7 8.840 970 978 997 rVB 626313 1039977 43.42% 7.484%
8 10.240 1210 1216 1228 rBV2 59304 150745 6.29% 1.085%
9 10.463 1247 1254 1260 rBV 255236 413646 17.27% 2.977%
10 11.487 1424 1428 1441 rBV8 10430 31314 1.31% 0.225%
11 11.981 1506 1512 1525 rBV 181511 318350 13.29%  2.291%
12 12.951 1667 1677 1687 rBV 1075989 1550358 64.72% 11.157%
13 13.745 1807 1812 1816 rVB4 19247 28151 1.18% 0.203%
14 13.816 1816 1824 1828 rVV3 21913 49226 2.06% ©0.354%
15 14.339 1907 1913 1921 rVB2 311154 464572 19.39%  3.343%
16 15.839 2162 2168 2175 rBV 263577 384359 16.05% 2.766%
17 16.086 2203 2210 2214 rBV4 30040 59898 2.50% 0.431%
18 16.869 2339 2343 2348 rBV7 32544 54950 2.29% 0.395%
19 16.916 2348 2351 2358 rVB4 21566 32414 1.35% 0.233%
20 17.104 2377 2383 2387 rBV 327294 470786 19.65% 3.388%
21 17.145 2387 2390 2394 rVB2 22777 29487 1.23% 0.212%
22 17.198 2395 2399 2402 rBV2 38861 46887 1.96% 0.337%
23 18.004 2532 2536 2545 rBV4 45170 85975 3.59% 0.619%
24 18.151 2557 2561 2574 rVB 104368 168918 7.05% 1.216%
25 18.986 2700 2703 2713 rBV2 80198 113636 4.74% 0.818%
26 19.127 2723 2727 2733 rBV 70687 90168 3.76% 0.649%

27 19.504 2784 2791 2797 rBV2 322422 466253 19.46%  3.355%
28 19.680 2816 2821 2826 rBV 1416897 1617623 67.53% 11.641%
29 20.916 3027 3031 3039 rBV3 148254 235385 9.83% 1.694%
30 20.986 3040 3043 3049 rVB 92262 116946 4.88% 0.842%

31 21.116 3062 3065 3070 rVB 103340 111331 4.65% ©.801%
32 21.204 3075 3080 3084 rBV 456041 578495 24.15% 4.163%
33 23.480 3462 3467 3476 rVB2 289344 538158 22.47%  3.873%

Sum of corrected areas: 13896183
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005293.D\data.ms
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Abundance TIC: BP005293.D\data.ms
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Abundance TIC: BP005293.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.816 9.22 ng 165249 1,4-Dichlorobenzene-d4 7.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

4 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 294 (4.816 min): BP005293.D\data.ms (-292) (-) m/z 43.10 100.00%

43.1
5000
1011 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ ‘ 4.40 4.60 4.80 5.00 5.20
Ol L 177,2235.0297.13555 421 7 5048 m/z 59.10  48.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T T T[T T T

4.40 4.60 4.80 5.00 5.20
m/z 101.10 24.49%

oL ” 102.0

‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30194: 2-Nonanone, 9-hydroxy-
43.0
e
4.40 4.60 4.80 5.00 5.20
5000 ITI/Z 39.20 17.67%
0 ‘u“‘H‘wH‘w,‘m‘HH_Hwwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4076: Morpholine, 4-methyl- e
43.0 4.40 4.60 4.80 5.00 5.20
m/z 58.10 17.30%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@41321\
Data File : BP©@5293.D

Acqg On : 13 Apr 2021 18:34

Operator : CG/JU

Sample : M1998-06

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
: 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 Oxalic acid, decyl 2-ethylh... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.740 7.59 ng 136138 1,4-Dichlorobenzene-d4 7.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 72
4 3-Trifluoroacetoxy-6-ethyldecane 282 C14H25F302 116436-59-0 72
5 2-Ethyl-1-hexanol, heptafluorobu... 326 C12H17F702 1000365-16-0 59

Abundance Scan 791 (7.740 min): BP005293.D\data.ms (-786) (-) m/z 57.10 100.00%
57.1

-

5000
” ‘ 7.40 7.60 7.80 8.00
O hidd ) 1469 23502986 3820 4652 548 ./, 41.05  46.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178439: Oxalic acid, decyl 2-ethylhexyl ester
57.0
5000 L L L B IR R

7.40 7.60 7.80 8.00
m/z 55.05 36.83%

lgeso.

L L L B L B L B L IR B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13669: 1-Hexanol, 2-ethyl-

o
o =
! E
o

7.40 7.60 7.80 8.00
5000 m/z 70.05 34.03%

i

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

o

-

Abundance #13662: 2-Propyl-1-pentano
57.0 7.40 7.60 7.80 8.00
m/z 83.05 27.40%
5000
0\\‘.‘]\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 2-Piperidinone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.240 7.29 ng 150745 Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Piperidinone 99 C5H9NO 000675-20-7 87
2 2-Pyrrolidinone, 1-methyl- 99 C5HO9NO 000872-50-4 64
3 2H-Pyran-2-one, 6-heptyltetrahydro- 198 C12H2202 000713-95-1 50
4 2H-Pyran-2-one, tetrahydro-6-pro... 142 C8H1402 000698-76-0 45
5 5-Amino-3-methyl-1,2,4-oxadiazole 99 C3H5N30 003663-39-6 40

Abundance Scan 1216 (10.240 min): BP005293.D\data.ms (-1210) (-  m/z 99.10 100.00%
99.1

5000

—

41.0
—— P
‘ ‘ \ 10.00 10.50
Ol 207.12694 3560 4302 5085 1/, 4300 43.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3481: 2-Piperidinone
99.0
5000 300 U T
10.00 10.50
} 1‘ m/z 41.05 39.36%
O‘\\‘\Jfrll\\lf\}\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3505: 2-Pyrrolidinone, 1-methyl-
99.0
T —
10.00 10.50
5000 m/z 43.05 39.09%
41.0
o‘HA‘}‘"\M‘“H}W_‘H,Hu,mWm_m_mwwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59574: 2H-Pyran-2-one, 6-heptyltetrahydro- —— —
99.0 10.00 10.50
41.0
m/z 55.00 30.36%
h AAJKA/\‘N\/\
OIJMJJ.M-O,,‘ ) W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 1Indole Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.981 15.39 ng 318350 Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 95
2 Indolizine 117 C8H7N 000274-40-8 91
3 Benzyl nitrile 117 C8H7N 000140-29-4 91
4 5H-1-Pyrindine 117 C8H7N 000270-91-7 91
5 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 91

Abundance Scan 1512 (11.981 min): BP005293.D\data.ms (-1506) (- m/z 117.10 100.00%

117.1
5000
=
58/5 ) 12.00
Olprrrbpllad L 1771 26683269 4160 48565450 4/ 9@.65  57.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8576: Indole
117.0
5000 R
12.00
m/z 89.05 45.28%
5%0
O‘\\\\’l‘\l\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8577: Indolizine
117.0
e
12.00
5000 ITI/Z 63.05 19.65%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8584: Benzyl nitrile ]
117.0 12.00

m/z 62.00 10.63%

o

L W
L ©
r o

5000

51.0

—

0\””“*A”W‘”\”‘W‘”‘W‘”\”‘W‘”W‘”‘W‘”\”‘W‘

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Tetratetracontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.816 2.12 ng 49226  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 64
2 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 64
3 Hexadecane 226 C16H34 000544-76-3 62
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 62
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 53

Abundance Scan 1824 (13.816 min): BP005293.D\data.ms (-1816) (- m/z 71.05 100.00%
71.0

e

5000
— —r
13.50 14.00
0l il 263.9 35514256 5358 m/z 57.05  83.45%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 T

— \
13.50 14.00
m/z 43.05 74.28%

| 1 || £77:0197.0267.0337.0407.0 491.0562.0

‘HH‘Hr\"\\H‘\\\‘r]wHWHH‘THW\H\‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester

o

-

43.0
“ 7
13.50 14.00
5000 ITI/Z 85.05 59.16%
3.0
ohed %20,3-0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane — —
57.0 13.50 14.00
m/z 41.00 52.98%
- MM
OI‘JJ";?IO%ZG'O I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.086 2.54 ng 59898  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 87
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Tetradecane, 4,11-dimethyl- 226 C16H34 055045-12-0 80
5 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 80

Abundance Scan 2210 (16.086 min): BP005293.D\data.ms (-2203) (- m/z 71.05 100.00%

71.0
5000
16.00 |
2303 .
oAb U“‘ ! “"““:“ ubonf77 203:3351.5408.5468.2 948 /7 57.10  86.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — :
16.00
m/z 43.10 66.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0
T T
16.00
5000 m/z 41.10 47.54%
127.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane T
57.0 16.00
m/z 85.10 44.03%
B WM/\MMW
ol \ | 227-0 1970 267.0 380.0
‘H‘_“w‘H“H‘w“u‘u“_‘u‘u“_‘u“H‘_“w‘ —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknownl6.869 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.869 2.33 ng 54950  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isotomatidine, N-acetyl- 457 C29H47NO3 108990-87-0 35
2 2-Butanone, 4-(2,6,6-trimethyl-2... 194 C13H220 039721-65-8 30
3 [5-(4-Chloro-phenyl)-[1,3,4]oxad... 262 C12H11C1N40 1000276-00-3 25
4 Cyclododeca-4,8-dien-1-one, (E,E)- 178 C12H180 1000163-28-2 18
5 2-Thiophenecarboxylic acid, 2-me... 184 C9H1202S 116529-98-7 15

Abundance Scan 2343 (16.869 min): BP005293.D\data.ms (-2339) (-~ m/z 111.10 100.00%

43.0 111.1
178.2
5000
P P
m H |, 12462 3552 43134883 16.50 1700
0l Mhlaga 2002 3952 43134883548( ., 43 00  88.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228662: Isotomatidine, N-acetyl-
43.0
5000 — —
109.0 457.0 16.50 17.00
m m/z 178.15 66.16%
222.0
ol .\H."ﬂ‘h!‘h 28303430
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56428: 2-Butanone, 4-(2,6,6-trimethyl-2-cyclohexen-1-yl
3.0
1 e
16.50 17.00
5000 109.0 m/z 95.10 51.21%
bbb 2220
EETVITY J‘H‘wﬂ_ww_ww‘w_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #111948: [5-(4-Chloro-phenyl)-[1,3,4]oxadiazol-2-yl]-(4,5- — ——
111.0 262.0 16.50 17.00
m/z 67.10 45.94%
5000
Ao |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.004 3.65 ng 85975  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 1-(+)-Ascorbic acid 2,6-dihexade... 652 C38H6808 028474-90-0 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 52
4 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 49
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 46

Abundance Scan 2536 (18.004 min): BP005293.D\data.ms (-2532) (-  m/z 73.10 100.00%

73.1
5000
213.3 T ‘
I n\\ H 4111, 283.0 355.1 4343 5410 e
0 iy ‘Mw" b 00 SRR RS 2 m/z 57.10  63.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T \
18.00
” 213.0 m/z 55.10 62.85%
O‘\\\\IH l‘"lh\“}\“‘l\\!\\“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #242221: |-(+)-Ascorbic acid 2,6-dihexadecanoate

%

57.0
T \
18.00
5000 1290 m/Z 69. 09 57 . 86%
256.0
396.0
bt HJNM?‘*HSSOO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid P ;
73.0 18.00
m/z 41.00 56.51%
5000
143.0 242.0
AR i -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 5,10-Diethoxy-2,3,7,8-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.151 7.18 ng 168918  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,10-Diethoxy-2,3,7,8-tetrahydro... 250 C14H22N202 1000190-75-5 72
2 L-Proline, N-(3-cyclopentylpropi... 365 C22H39NO3 1000346-41-4 40
3 6,6-Dimethyl-cyclohex-2-en-1-o0l 126 C8H140 038313-10-9 38
4 L-Proline, N-(3-cyclopentylpropi... 323 C19H33NO3 1000346-41-2 33
5 L-Proline, N-(3-cyclopentylpropi... 337 C20H35NO3 1000346-41-3 33
Abundance Scan 2561 (18.151 min): BP005293.D\data.ms (-2557) (- m/z 70.05 100.00%
70.0
5000
194.2
= =
} ‘ ‘ 1 . 18.00 18.50
ob ik L EBOL L 2751 35524181 489.3547 ., 104,15  31.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102245: 5,10-Diethoxy-2,3,7,8-tetrahydro-1H,6H-dipyrrc
70.0
5000 e oo
194.0 18.00 18.50
m/z 41.10 20.95%
‘ }1310
O \h\““\\l\l\l‘\l\l\h\l‘\‘\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193773: L-Proline, N-(3-cyclopentylpropionyl)-, nonyl es
70.0
— —
18.00 18.50
m/z 69.10 18.54%
5000 194.0 /
283.0
S U EN B - —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11446: 6,6-Dimethyl-cyclohex-2-en-1-ol — —
70.0 18.00 18.50
m/z 68.05 18.07%
B Wwwwwrwqu\MMWwwmwwV
ok dddo2p0 e M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Phytol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.986 4.83 ng 113636  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phytol 296 C20H400 000150-86-7 91
2 Butanoic acid, 3-methyl-, 3,7-di... 240 C15H2802 068922-10-1 38
3 Citronellyl isobutyrate 226 C14H2602 000097-89-2 38
4 4-Fluorobenzoic acid, 2-tetrahyd... 224 C12H13FO03 1000279-07-0 38
5 1-Ethynylcyclopentanol 110 C7H100 017356-19-3 30
Abundance Scan 2703 (18.986 min): BP005293.D\data.ms (-2700) (-  m/z 71.10 100.00%
71.1
5000
‘ 19.00
5.1 .
' 203.2 278 4
ol Al “‘RL" s Spfil S007 3411 4058 4704 9387 m/z 81.10  58.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141396: Phytol
71.0
5000 1
19.00
m/z 41.10 53.37%
\\f\‘\\\\\\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94176: Butanoic acid, 3-methyl-, 3,7-dimethyl-6-octenyl
69.0
——
19.00
5000 m/z 69.10 53.02%
138.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82773: Citronellyl isobutyrate T
69.0 19.00
m/z 95.10 47.79%
5000
188.0
RN S .
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\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 3
R.T. EstConc Area Relative to ISTD R.T.
20.916 8.14 ng 235385 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 87
2 Cyclotetradecane 196 C14H28 000295-17-0 76
3 1-Hexacosanol 382 C26H540 000506-52-5 70
4 1-Triacontanol 438 C30H620 000593-50-0 68
5 Octacosanol 410 C28H580 000557-61-9 68

Abundance Scan 3031 (20.916 min): BP005293.D\data.ms (-3027) (- m/z 57.10 100.00%
57.1

5000 V&ﬂMﬂxwvwvfﬂLwMJ\wmwﬂAw
105.1 —
ﬁ 2072 ) s 21.00

ol A bk 3738 355.2417.24766 5491/, 3,10 99.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol

[&)]

1

o
o

5000
21.00
{ 1250 m/z 55.16  92.96%
O‘\\“\M\‘\\\\I‘J\\\\1\\“1‘\‘}85‘-\9\\2‘6\4\.9‘\\\\‘:3\7\\8;‘0\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58277: Cyclotetradecane
55.0
——
21.00
5000 m/z 97.10 87.11%
| ‘ 5.0 196.0
o_‘\"WHw_WH_H‘,‘HWH_MW_W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #203699: 1-Hexacosanol T
57.0 21.00
m/z 69.10 86.63%
- W
364.0
o s e .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknown20.986 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.986 4.04 ng 116946 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole-4-carboxylic acid, 5... 275 C13H13N304 1000315-85-0 47
2 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 43
3 2,5-Pyrrolidinedione, 1-(benzoyl... 219 C11H9NO4 023405-15-4 43
4 N-[1-(3-Benzoyl-4-methyl-5-o0x0-0... 350 C20H18N204 1000296-93-4 43
5 4'-Nitrobenzanilide 242 C13H10N203 003393-96-2 43

Abundance Scan 3043 (20.986 min): BP005293.D\data.ms (-3040) (-  m/z 105.10 100.00%

105.1
5000
—r
4301 165.2 230.2 2100
. (
ol Bl L 1652 (777 3084360.34293489.0545. /5 149,05  63.11%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #123265: 1H-Pyrazole-4-carboxylic acid, 5-amino-1-benz
105.0
5000 T
21.00
m/z 77.05 56.02%
275.0
O\?%l:ﬁlf‘\\‘\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #23261: 1,2-Propanedione, 1-phenyl-
105.0
—r
21.00
5000 ITI/Z 51.00 10.90%
43/0
0‘MWH‘H‘_"q“H“H“H“_“w“u“u“u“_“w‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #76357: 2,5-Pyrrolidinedione, 1-(benzoyloxy)- e
105.0 21.00
m/z 106.10 7.57%
0 42@% | 219.0
e T e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5293.D

Acqg On : 13 Apr 2021 18:34
Operator : CG/JU

Sample : M1998-06

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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|
2-Pentanone, 4-... 4.816 9.2 ng 165249 1 7.675 358571 20.0
Oxalic acid, de... 7.740 7.6 ng 136138 1 7.675 358571 20.0
2-Piperidinone 10.240 7.3 ng 150745 2 10.463 413646 20.0
Indole 11.981 15.4 ng 318350 2 10.463 413646 20.0
Tetratetracontane 13.816 2.1 ng 49226 3 14.339 464572 20.0
Pentadecane, 2,... 16.086 2.5 ng 59898 4 17.104 470786 20.0
unknown16.869 16.869 2.3 ng 54950 4 17.104 470786 20.0
n-Hexadecanoic ... 18.004 3.6 ng 85975 4 17.104 470786 20.0
5,10-Diethoxy-2... 18.151 7.2 ng 168918 4 17.104 470786 20.0
Phytol 18.986 4.8 ng 113636 4 17.104 470786 20.0
1-Heptacosanol 20.916 8.1 ng 235385 5 21.204 578495 20.0
unknown20.986 20.986 4.0 ng 116946 5 21.204 578495 20.0

8270E-BP040921.M Wed Apr 14 15:28:03 2021

Pa 15



