LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@62521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

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_G\METHODS\8270-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO49092.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.157 15 20 29 rvB2 53071 120192 1.07% 0.301%
2 4.585 256 263 276 rVB 2152690 3500890 31.27% 8.775%
3 5.208 359 369 386 rVB 2277709 4308331 38.49% 10.799%
4 7.258 713 718 727 rVB 122323 218139 1.95% 0.547%
5 8.110 856 863 870 rVvB2 146888 247049  2.21% 0.619%
6 9.279 1052 1062 1070 rBV 409550 755078 6.75%  1.893%
7 10.695 1296 1303 1313 rBV 66886 133437 1.19% 0.334%
8 10.930 1336 1343 1352 rVB 172030 315900 2.82% 0.792%
9 13.374 1752 1759 1766 rBV 953048 1475749 13.18% 3.699%
10 14.749 1986 1993 2003 rVB 258511 417692 3.73% 1.047%

11 17.499 2455 2461 2467 rBV 332089 520413 4.65% 1.304%
12 18.404 2593 2615 2629 rBV 853323 3754556 33.54% 9.411%
13 18.580 2629 2645 2655 rVV 1154367 4558645 40.72% 11.427%
14 18.739 2655 2672 2681 rVB 3444391 11194590 100.00% 28.060%
15 18.886 2688 2697 2710 rVB 272902 765978  6.84%  1.920%

16 19.644 2817 2826 2833 rVV3 95284 217215 1.94%
17 19.732 2834 2841 2848 rVB2 188384 400623 3.58%
18 20.108 2898 2905 2911 rVB 1774591 2392179 21.37%

PRURO
0
O
o0
R

19 20.595 2981 2988 2995 rBV 313385 536944  4.80% 346%
20 21.412 3115 3127 3135 rBV 321756 694409  6.20% 741%
21 21.788 3184 3191 3196 rBv2 3586051 610223 5.45%  1.530%
22 22.311 3273 3280 3291 rVB3 198847 520124 4.65% 1.304%
23 23.380 3450 3462 3471 rBV2 166637 462356 4.13% 1.159%
24 24.614 3663 3672 3681 rVB2 127874 381894  3.41% ©.957%
25 25.114 3745 3757 3767 rBV 202753 653316 5.84% 1.638%
26 26.077 3911 3921 3936 rVB4 76290 327673 2.93% 0.821%
27 27.822 4206 4218 4231 rVB3 55075 257358 2.30% ©0.645%

28 28.950 4397 4410 4415 rBV3 35447 154048 1.38% ©.386%

Sum of corrected areas: 39895001
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG049092.D\data.ms
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Abundance TIC: BG049092.D\data.ms
18.739
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Abundance TIC: BG049092.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.585 283.42 ng 3500890 1,4-Dichlorobenzene-d4 8.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80

Abundance Scan 263 (4.585 min): BG049092.D\data.ms (-256) (-) m/z 55.20 100.00%

55.2 83.1
5000
39. 98.2

4.20 4.40 4.60 4.80 5.00

Olerprrrrprereprrtiee b o sl m/z 83.18 96.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 [T T T[T T T T T T T T T
98.0 4.20 4.40 4.60 4.80 5.00

m/z 43.10 42.71%

M H‘\ | L
H‘HH‘HH‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H\’HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #3157: 3-Hexen-2-one

83.0
55.0

4.20 4.40 4.60 4.80 5.00

5000 m/z 39.10  32.98%
29.0
98.0
HWH‘Hl‘wm‘i‘l‘H;‘MWm“uH"1‘WmWHWH,HH,WW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #3399: 2-Pentene, 4,4-dimethyl-, (E)- R A REaaE R R
55.0 83.0 4.20 4.40 4.60 4.80 5.00
m/z 98.20 31.29%
5000
39.0
98.0
15.0 ‘
oottt e e SRS b SRR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.208 348.78 ng 4308330 1,4-Dichlorobenzene-d4 8.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 Butane 58 C4H10 000106-97-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 369 (5.208 min): BG049092.D\data.ms (-359) (-) m/z 43.10 100.00%

43.1
5000
101.1 e
‘ ‘ 4.80 5.00 5.20 5.40 5.60
o 3L sz 59010 59.87%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B LN B N

4.80 5.00 5.20 5.40 5.60
m/z 101.10 20.69%

101.0
TN

[T \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

Abundance #4324 3-Hydroxy-3-methyl-2-butanone
59.0
RERR R e RN RN
4.80 5.00 5.20 5.40 5.60
5000 ITI/Z 58.10 16.97%
J
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4030: 2,3-Butanedione, monooxime R R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.20 10.59%
5000
101.0
o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.695 8.45 ng 133437 Naphthalene-d8 10.930
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 72
4 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 50
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 45

Abundance Scan 1303 (10.695 min): BG049092.D\data.ms (-1296) (-  m/z 45.10 100.00%

458.1
5000
7
| T 001 g, 1050 11.00
e el RS e m/z 57.20 95.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10 50 11 00
m/z 41.10 42.49%
87.0
\\‘\M‘ \H‘f T ‘H‘\ \MM\ \m\ ‘ \“f‘\ \:‘ho\?\\o\ ‘\]-\3‘}2\?\\\\ ‘\\ \\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
10.50 11.00
5000 ITI/Z 56.20 16.47%
29.0
‘ ‘810
el L 070 1320 ses0
miz-> 20 40 60 80 100 120 140 160 180
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- T
45.0 10.50 11.00
m/z 75.10 15.53%
5000
89.0
om0 | Lo | w0 amowso L
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzamide, N-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.404 144.29 ng 3754560 Phenanthrene-d10 17.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 72
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
3 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 56
4 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 42
5 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 38

Abundance Scan 2615 (18.404 min): BG049092.D\data.ms (-2593) (-  m/z 105.10 100.00%
1

05.1
5000 163.2
——
51.1 103.2 18.50
Olrrprrrprobeprryrrre b i34 L 1 193222522563 p/7 163.20  43.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #32814: Benzamide, N-propyl-
105.0
5000 T ‘ T \/‘\
18.50
163.0 m/z 77.1@ 37.78%
570 | 1340
\H‘HH‘H‘H’HH“HH‘\H‘H\\‘\H\“iH\’HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0 1850
5000 ITI/Z 51.10 8.67%
51.0
150 | ., | 1340
T e A e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33139: Benzamide, N-acetyl- ——
105.0 18.50
m/z 106.10 8.19%
5000
163.0
43.0
H 7\'0 | 3‘\1'0 ‘
T e e e e b —f—
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Morpholine, 4-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.580 175.19 ng 4558650 Phenanthrene-d10 17.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 53
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 53
3 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47
4 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 47
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 47

Abundance Scan 2645 (18.580 min): BG049092.D\data.ms (-2629) (-  m/z 105.10 100.00%

105.1
163.2
5000 77.1
511 2072 18.50
Ol et e 232 L TS m/z 163.20 60.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0 N
5000 — =
18.50
77.0 m/z 77.10 40.21%
20 %0 | | weo
\\\‘\\\\“‘\\‘\\‘\\\\"\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33146: Glyoxylamide, N-phenyl-
120.0 163.0
18.50
5000 43.0 77.0 m/Z 51.10 9.33%
H‘_‘Hh‘ﬂ‘ﬂhHu‘wu_‘HM‘H‘_‘H‘EH‘_‘H“H‘_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59702: Benzoic acid, phenyl ester
105.0 18.50
m/z 106.10 8.31%
5000
77.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50

8270-BGP61121.M Wed Jul 07 ©3:04:33 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.739 430.22 ng 11194600 Phenanthrene-d10 17.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C28H2206 1000366-99-4 74
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 72
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 38
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 38
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 38
Abundance Scan 2672 (18.739 min): BG049092.D\data.ms (-2655) (-  m/z 105.10 100.00%
105.1
149.2
5000
P P
51"1 18.50 19.00
Olrrrrrrerprbpriebe e e 0:2209:2 2810 /7 149.15  74.51%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0
5000 — —
18.50 19.00
m/z 77.10 57.66%
o S0 ] 1790 2360
\H‘HH‘\H\’\\H‘\\H‘H\\‘H\\‘HH’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
e P
18.50 19.00
5000 m/z 51.10 15.93%
51.0
180 | || 179.0
P e e e T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43584: Benzenebutanoic acid, .gamma.-oxo- ——— ——
105.0 18.50 19.00
m/z 106.10 9.66%
5000
51.0
178.0
l |l il : |
P e e e e e e P P
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Glyoxylamide, N-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.886 29.44 ng 765978  Phenanthrene-die 17.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glyoxylamide, N-phenyl- 163 C9HIONO2 032331-52-5 64
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 59
3 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 47
4 Benzoyl isothiocyanate 163 C8HS5NOS 000532-55-8 35
5 1,2-Bis(benzoyloxy)benzene 318 C20H1404 000643-94-7 35

Abundance Scan 2697 (18.886 min): BG049092.D\data.ms (-2688) (-  m/z 105.10 100.00%

105.1
163.2
5000 771
51.1 18‘50‘ iQ‘Od
' 207.2 - ' :
oot 020 RS 2ALE g 163.20 73.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33146: Glyoxylamide, N-phenyl-
120.0 168.0
5000 43-0 77.0 ‘ T \/\\ ‘ T
18.50 19.00
m/z 77.10 42.80%
’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32818: Morpholine, 4-phenyl-
105.0
— —
163.0 18.50 19.00
5000 ITI/Z 51.10 9.72%
77.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33057: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)- — P
163.0 18.50 19.00
m/z 164.20 8.78%
5000
78.0
51.0 ‘ 119.0 /\
“%qumw‘HHHHM‘NHM‘HM‘HJ‘HMH‘MH‘MHW“ — L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

19.644 7.12 ng 217215 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 62
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 Pentadecanoic acid 242 C15H3002 001002-84-2 52
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
5 Dodecanoic acid 200 C12H2402 000143-07-7 49

Abundance Scan 2826 (19.644 min): BG049092.D\data.ms (-2817) (- m/z 43.15 100.00%
31

73.1
5000
1292 153 2413 st e
‘ ‘ H ‘ ‘ 284.4 19.50 20.00
e u‘\‘ \Lw‘\;w\mw‘\““MUU“M}HM‘ - L “\ 1y \‘ bt ‘\‘\‘ m/z 41.10 86.58%
miz--> 50 100 150 200 250
Abundance #131260: Octadecanoic acid
430 730
5000 —r— s
129.0 284.C 19.50 20.00
' m/z 55.15 81.04%
‘ 185.0 241.0
— h‘ “‘\\ ‘\\‘u ‘uh‘\‘ M‘ il — | “‘ \‘ S ““ : ‘\‘
miz--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid
73.0
—— —
43.0 19.50 20.00
5000 m/z 60.10 77 .60%
129.0
185.0 228.0
- “‘ HJ ‘u‘u‘ L‘“ ‘Hhh‘ u‘““ ‘M‘\‘ al “ ‘ L m‘\ “\‘ \‘ — ‘\‘ C
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid —— T
43.0 73.0 19.50 20.00
m/z 57.15 75.42%
5000 129.0
‘ 199.0 92420
; “\‘ m‘ L Hh“‘w M\‘H} “‘ ‘1‘67“(?“ ‘i S — “\‘ —— = ==
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.732 13.13 ng 400623 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2841 (19.732 min): BG049092.D\data.ms (-2834) (- m/z 57.20 100.00%
57.2

5000

%

19.50 20.00
13.2169.3225.3281.1
_Hu_w‘“m‘xum‘H"_H‘_M??“‘%WWW m/z 43.20 72.84%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57.0
5000 T —
19.50 20.00
m/z 71.15 54.25%

| \ 1130169.0225.0281.0  380.0

‘\\\\‘\\\\‘r\\r‘\\r\‘r\\\‘\\r\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

%

Abundance #235973: Hexatriacontane
57.0
19.50 20.00
5000 m/z 85.15 38.80%
13.0
J ‘ ” 1311 | 169.0225.0281.0337.0393.0449.0 506.(
A A e e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425: Heneicosane e =
57.0 19.50 20.00
m/z 41.20 27.58%
5000

\‘ 1) J L .169 0225.0 296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.595 17.60 ng 536944 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 96
3 Hexacosane 366 C26H54 000630-01-3 94
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2988 (20.595 min): BG049092.D\data.ms (-2981) (-  m/z 57.20 100.00%

57.2
5000
U
9 2 20.50
1413 :
| L | 1 1413183222532674 3233 ., 4315  75.58%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 et :
20.50
m/z 71.20 58.03%
9.0 /
15-CJ i H || 141018302250  296.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
mfz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
U
20.50
5000 ITI/Z 85.20 41.12%
L\ H\ I \‘ u‘ 141 0 183.0 239.0 296.0
i T T T
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane =
57.0 20.50
m/z 41.10 27.65%
5000
| L L M | 141018302250 267.0309.0 3674
A e R L e P
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Sulfurous acid, butyl tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.412 22.76 ng 694409 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 91
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 87

Abundance Scan 3127 (21.412 min): BG049092.D\data.ms (-3115) (- m/z 57.15 100.00%

57.1
5000
e
l 1272 207.2 281.1351.3 429.1 =0
e Lo L A e m/z 43,15 68.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
5000 1
21.50
m/z 71.20 50.02%
zessro
| I
\\IT‘\WF\‘T\\\‘\\\\‘\\f\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
e
21.50
5000 ITI/Z 85.20 36.61%
H 127.0197.0267.0337.0  463.0533.0 604.0
e e e e P e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane —
57.0 21.50
m/z 55.20 33.70%
‘ H 2/0197.0267.0337.0  463.0 5610
P T o S S ey e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.311 17.05 ng 520124 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 3280 (22.311 min): BG049092.D\data.ms (-3273) (- m/z 57.15 100.00%
57.1

5000 M#«uuw*/\\WAJ\UWf
= s
‘ | 1132 166 3 2203 2611 22.00 22.50
A ‘w‘ " op5.2243 2811 3573 4BLU nyz 43.15  70.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117637: Nonadecane
57.0
5000 = =L
22.00 22.50
m/z 71.20 58.22%
13.0
\“\‘1“‘\“\“%‘\“\‘\\‘\6\9\0\’\\\\2‘§§\q’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223852: Hentriacontane
57.0
== e
22.00 22.50
5000 m/Z 85.15 39.39%
h ]1 L ‘1‘6?‘0‘2‘250 309.0 365.0 437.0
i ““H A e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane =% e
57.0 22.00 22.50
m/z 55.10 25.96%
h NA/\/L
1) 1180 169.0 225.0 281.0 380.0
e A S i e e e e e — ——
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.380 15.15 ng 462356 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 3462 (23.380 min): BG049092.D\data.ms (-3450) (-  m/z 57.20 100.00%

57.2
5000
‘ 23.00 23.50
13.2 . .
169.3
mw“l ALl 70,2258 | 309.3386.0 4291 ., 43,20  73.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
5000 o T
23.00 23.50
m/z 71.15 59.52%
L2 580 2200 o a0
\\\‘\\\\‘\\\\‘\\\\‘\\\Y‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
= s
23.00 23.50
5000 m/z 85.15 43.77%
13.
| ‘L | 1130 160.0 2250 281.0 337.0 394.0
““‘“‘H‘“‘H““H““‘“““H“,‘H‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane ™ =
57.0 23.00 23.50
m/z 41.10  23.19%
5000
13.0
A } ‘ ]N | 1690 2250 2810 3650
s e R — ——
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24.614 11.69 ng 381894 Perylene-di2 25.114
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octacosane 394 (C28H58 000630-02-4 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3672 (24.614 min): BG049092.D\data.ms (-3663) (- m/z 57.20 100.00%
57.2
5000
2450 2500
14121833 | : ’
i “ L “ LIEA800225.3 2811 3412 A0l . 43.10  72.59%
miz--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 Len o
24.50 25.00
9.0 m/z 71.15 58.55%
]-\S\d\ “‘ \h‘\ h“ \“‘ \JT\ ; “0\1\8\3\ (’)2\2\5\\0‘ T \2\9\6‘\0\ L
miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
P ]
24.50 25.00
5000 m/z 85.15 44 ,33%
Ll ‘h‘ | H J 141 0183.0225.0 281.0 337.0 394.0
T e e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane PO el
57.0 24.50 25.00
m/z 55.10 26.52%
5000
9.0
L om0 06703000 se80 ) 1w
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

26.077 10.03 ng 327673 Perylene-di2 25.114
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Octadecane 254 C18H38 000593-45-3 83
3 Docosane 310 C22H46 000629-97-0 83
4 Eicosane 282 (C20H42 000112-95-8 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 74

Abundance Scan 3921 (26.077 min): BG049092.D\data.ms (-3911) (-  m/z 57.10 100.00%

57.1
5000
hu

26.00
BZ 1169.2 2211 2811 3551 415,

T ’\\ \\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ m/Z 43.15 62.31%

m/z--> 50 100 150 200 250 300 350 400
Abundance #175556: Tetracosane
57.0

5000 L ‘
26.00

m/z 71.15 58.77%

LI 1600 2250 2810 3380
\\\‘ \\]\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57.0

26.00
m/z 85.15 45.79%

5000
13.0
prdt LI N
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane g ‘
57.0 26.00
m/z 55.20 27.41%
5000
\‘ \\%690 225.0 310.0
““"‘,"",‘H““““‘H““““‘w“ —
m/z--> 50 100 150 200 250 300 350 400 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Heptadecane, 2,6,10,15-tetr... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
27.822 7.88 ng 257358 Perylene-di2 25.114
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 93
3 Heneicosane 296 C21H44 000629-94-7 93
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 4218 (27.822 min): BG049092.D\data.ms (-4206) (-  m/z 57.15 100.00%
57.1
‘ 2750  28.00
13.2 . .
169.3 237.3 296.1 429.
“““]H L1205 2373 2961 3851 4201 0 b0 78.00%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 s e
27.50 28.00
m/z 43.15 68.68%
‘\ ‘ ] J ﬂ‘ I 183.0 239.0 296.0
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141430: Eicosane, 2-methyl-
57.0
— ——
27.50 28.00
5000 m/z 85.20 44 .83%
253.0
13 0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane W““?NM ‘ o
57.0 27.50 28.00
m/z 69.10 25.79%
B W\/W/\M/JM
13.0
\‘ 1l u‘\ ‘“\1' ' \]769 0 225.0 296.0
e — ——
m/z--> 0 50 100 150 200 250 300 350 400 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknown28.950 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
28.950 4.72 ng 154048 Perylene-di2 25.114
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 22
3 .beta.-Sitosterol 414 C29H500 000083-46-5 14
4 1-Oxaspiro[4.4]nonane-4-carboxam... 273 C16H19NO3 1000319-97-0 11
5 Ethinyl Estradiol 296 C20H2402 000057-63-6 10

Abundance Scan 4410 (28.950 min): BG049092.D\data.ms (-4397) (- m/z 43.10 100.00%
43.1

107.2

5000

?

—
29.00
m/z 107.20 61.05%

mlz--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000

368.0 29.00
m/z 55.10 54.66%

145.0
414(
213.0 ‘

- ‘H H\‘\ \‘\\\ H\ d\ M\ oo 2‘7‘5“0 3:2‘5% : ’u‘ - ‘ :
miz--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

43.0

\

29.00
m/z 213.30  53.70%

5000

m/z--> 50 100 150 200 250 300 350 400 n n
Abundance #217432: .beta.-Sitosterol ‘M‘ — ‘AK ‘nﬁ

5000
107.0 414.(
“ 161.0 5139 303.0
|
T

257. 354.0
m/z--> 50 100 150 200 250 300 350 400 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49092.D

Acqg On : 25 Jun 2021 15:57
Operator : CG/JU

Sample : M2824-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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|
3-Penten-2-one,... 4.585 283.4 ng 3500890 1 8.110 247049 20.0
2-Pentanone, 4-... 5.208 348.8 ng 4308330 1 8.110 247049 20.0
Ethanol, 2-(2-b... 10.695 8.4 ng 133437 2 10.930 315900 20.0
Benzamide, N-pr... 18.404 144.3 ng 3754560 4 17.499 520413 20.0
Morpholine, 4-p... 18.580 175.2 ng 4558650 4 17.499 520413 20.0
2,2'-(Ethane-1,... 18.739 430.2 ng 11194600 4 17.499 520413 20.0
Glyoxylamide, N... 18.886 29.4 ng 765978 4 17.499 520413 20.0
Octadecanoic acid 19.644 7.1 ng 217215 5 21.788 610223 20.0
Heptacosane 19.732 13.1 ng 400623 5 21.788 610223 20.0
Heneicosane 20.595 17.6 ng 536944 5 21.788 610223 20.0
Sulfurous acid,... 21.412 22.8 ng 694409 5 21.788 610223 20.0
Nonadecane 22.311 17.1 ng 520124 5 21.788 610223 20.0
Tetracosane 23.380 15.2 ng 462356 5 21.788 610223 20.0
Octacosane 24.614 11.7 ng 381894 6 25.114 653316 20.0
Octadecane 26.077 10.0 ng 327673 6 25.114 653316 20.0
Heptadecane, 2,... 27.822 7.9 ng 257358 6 25.114 653316 20.0
unknown28.950 28.950 4.7 ng 154048 6 25.114 653316 20.0
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