LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acqg On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : Mi1470-01

Misc :

ALS vial : 5 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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28880.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.363 397 404 413 rBV 165855 237925 27.82%  4.989%
2 6.993 674 681 691 rVB 97075 152842 17.87% 3.205%
3 7.804 813 819 826 rVB 73385 108248 12.66%  2.270%
4 8.981 1012 1019 1028 rBV 196707 316658 37.02% 6.640%
5 10.386 1251 1258 1265 rBV 11749 17682 2.07% 0.371%
6 10.604 1288 1295 1302 rBV 89593 148201 17.33% 3.107%
7 12.280 1574 1580 1596 rBV 13665 36813 4.30% 0.772%
8 13.080 1710 1716 1722 rVB 451710 665076 77.76% 13.945%
9 13.927 1854 1860 1865 rVB 18233 23206 2.71% 0.487%
10 14.357 1928 1933 1941 rVB3 6248 12017 1.40% 0.252%
11 14.463 1945 1951 1957 rVB 121672 177696 20.78%  3.726%
12 15.292 2085 2092 2099 rVB3 3761 8697 1.02% 0.182%
13 15.751 2161 2170 2179 rVB2 8693 23798 2.78% 0.499%
14 15.963 2200 2206 2211 rBV 383595 525746 61.47% 11.024%
15 16.715 2330 2334 2343 rBV 11426 20178 2.36% 0.423%

16 17.210 2412 2418 2423 rBV 134485 183546 21.46%
17 18.098 2564 2569 2578 rBV 133142 187613 21.93%
18 19.374 2777 2786 2795 rBV 74596 118418 13.84%
19 19.645 2828 2832 2837 rBV 17545 20430 2.39%
20 19.821 2857 2862 2867 rBV 693725 855316 100.00% 17.934%

ON Ww
i
(o]
w
R

21 20.133 2911 2915 2922 rVB3 11471 18103 2.12%
22 20.568 2974 2989 3005 rVB3 38371 182615 21.35%
23 21.068 3070 3074 3083 rVB 113362 133557 15.61%
24 21.368 3120 3125 3129 rBV 149055 183447 21.45%
25 21.597 3156 3164 3177 rVB4 81048 240382 28.10%

UTWN WO
o]
(]
[
R

26 23.580 3496 3501 3508 rVB2 96208 171011 19.99%  3.586%

Sum of corrected areas: 4769221
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Feb 2021 15:41
: CG/IU
: M1470-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@022421\
BM028880.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
700000

600000

500000

400000

300000

200000

100000

0

TIC: BM028880.D\data.ms

8.981
5.363

6.993 7804 10.604

10.38

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: BM028880.D\data.ms
19.821

13.080
15.963

18.098

14.463 17.210

12.280 13.?27 14.3%7 15.292 15.7# 16.715

0
Time-->
Abundance
700000

600000

500000

400000

300000

200000

100000

12.00 12,50 13.00 13.50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BM028880.D\data.ms

21.368
21.068 151597

23.580

Time-->

8270-BM022321

21.00 2150 22.00 2250 23.00 2350 24.00 2450 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_M\Data\BM@22421\
Data File : BM028880.D

Acq On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : M1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.386 2.39 ng 17682 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 56
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
4 Di-sec-butyl ether 130 C8H180 006863-58-7 42
5 Oxirane, (ethoxymethyl)- 102 C5H1002 004016-11-9 39
Abundance Scan 1258 (10.386 min): BM028880.D\data.ms (-1251) (- m/z 45.00 100.00%
45.0
5000
]
75.0 — A
‘ 101.0 10.00 10.50
0 e Wz 57.18 95.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — . ‘M kb
29.0 10.00 10.50
m/z 41.00 45.37%
87.0
Ot T \‘H“\‘\“‘H‘\ o b \‘1‘ 7 \“r‘\ \:}’0\7\.\0\ ‘?—\3\2\0‘ LI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
T ETTAV NN
10.00 10.50
5000 m/z 75.00 16.88%
89.0
0 2@\:‘9 ‘H‘ 690 || | 1190 14401630
I e LA e St
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8872: Ethylene glycol monoisobutyl ether — ——
57.0 10.00 10.50
m/z 56.00 14.52%
5000
29.0
‘ ‘ 87.0
VR A A S — — oL
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50

8270-BM022321.M Thu Feb 25 16:13:15 2021 Page:




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acq On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : M1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknownl2.28 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.280 4.97 ng 36813 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 39
2 Oxazole 69 C3H3NO 000288-42-6 9

3 Isoxazole 69 C3H3NO 000288-14-2 9
4 Cyclopropanecarboxylic acid,isob... 142 C8H1402 064969-79-5 9

5 meso-5,6-Decanediol 174 C10H2202 003266-25-9 9

Abundance Scan 1580 (12.280 min): BM028880.D\data.ms (-1574) (- m/z 69.00 100.00%

69.0
5000
41.0
87.0 103.0
H ‘ ‘ 1200 1250
bl 890 L w/z 4l.e5  34.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7242: Ethyl cyclopropanecarboxylate
69.0
5000 WM
41.0 12.00 12.50
86.0 m/z 38.95 27 .45%
270
. [ .55 || 990 1140
H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #474: Oxazole
69.0
T mrm
1200 12.50
40.0
0u\‘\u\‘uu‘\u1“‘!\\\‘uu‘\\\1‘,\uWm‘\m,\m‘\m‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #475: Isoxazole
69.0 1200 1250
m/z 103.00 17.01%
40.0
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acq On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : M1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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-Amino-oxazole Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.751 2.68 ng 23798  Acenaphthene-die 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-oxazole 84 C3H4N20 004570-45-0 50
2 2-Piperidinecarboxylic acid 129 C6H11NO2 000535-75-1 40
3 Ethyl pipecolinate 157 C8H15N02 015862-72-3 39
4 Propane, 2-isocyanato-2-methyl- 99 C5HINO 001609-86-5 38
5 1,5-Pentanediamine 102 C5H14N2 000462-94-2 10

Abundance Scan 2170 (15.751 min): BM028880.D\data.ms (-2161) (- m/z 84.00 100.00%

84.0 ' '
5000
41.0
— —
‘ ‘ 15.50 16.00
0+ e e m/z 41.80  29.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1333: 2-Amino-oxazole
84.0
56.0
5000 e —
15.50 16.00
m/z 56.00  25.48%
38 ‘
O\\\‘\\‘W\ L I B B
m/z--> 20 40 60 80 100 120 140 160
Abundance #12859: 2-Piperidinecarboxylic acid
84.0 W
—— I
15.50 16.00
5000 ITI/Z 44.00 16.01%
56.0
28 0
ol Lol J 111.0129.0
H“‘ “\***w**“\ LA B o
m/z--> 20 80 100 120 140 160
Abundance #29413: Ethvlmpecohna&z T T
84.0 15.50 16.00
m/z 45.00 7.28%
5000
8.0 56.0
ol ‘M e | e HODIZ0. TS i [} iy
m/z--> 20 40 80 100 120 140 160 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acq On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : M1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownl6.71 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.715 2.20 ng 20178 Phenanthrene-die 17.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 42
2 Oxazolidin-2-one, N-[(Z)-butenoyl]- 155 C7H9INO3 1000156-45-4 9
3 Oxazolidin-2-one, N-[(E)-butenoyl]- 155 C7H9NO3 1000156-45-5 9
4 Oxazole 69 C3H3NO 000288-42-6 9
5 2-Decene, 2-methyl- 154 C11H22 023381-92-2 9
Abundance Scan 2334 (16.715 min): BM028880.D\data.ms (-2330) - m/z 69.00 100.00%
69.0
5000
41.0 — —
87‘-0 1565.0 16.50 17.00
Obrrreree bl e T myz al.0e 19.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7239: Ethyl cyclopropanecarboxylate
69.0
5000 —r— ——
41.0 16.50 17.00
870 m/z 43.00 14.31%
150 |l ] | 114.0
O\\\‘\‘\w\\\\\‘\‘\\H\‘\’\\\\“\\\‘\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #28007: Oxazolidin-2-one, N-[(Z)-butenoyl]-
69.0
—— —
16.50 17.00
41.0 o
5000 m/z 87.00 13.86%
88.0 127.0 155.0
0 et el b e e
miz--> 20 40 60 80 100 120 140 160
Abundance #28006: Oxazolidin-2-one, N-[(E)-butenoyl]- —— —
69.0 16.50 17.00
m/z 39.00 13.59%
5000 41.0
| 880 127.0 1550
L L N S : :
m/z--> 20 40 60 80 100 120 140 160 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acq On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : M1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.098 20.44 ng 187613  Phenanthrene-die 17.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2569 (18.098 min): BM028880.D\data.ms (-2564) (- m/z 43.05 100.00%

43.0 73.0
5000 129.1

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 RN T
18.00 18.50

m/z 60.00 90.15%

o

157.0185.0 213.0 256.0

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
e =
430 18.00 18.50
5000 129.0 m/Z 41.05 87.28%
171.0
‘ 214.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid T T
43.0 ,73.0 18.00 18.50

m/z 55.05 80.71%

5000 129.0
199.0
L e T
15.00 [} (bl il ] \m ul L

om_m:mw‘m‘HH‘H‘w‘H‘_m_m‘wwww e —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acq On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : M1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.374 12.91 ng 118418 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74

Abundance Scan 2786 (19.374 min): BM028880.D\data.ms (-2777) (- m/z 43.05 100.00%
30 730

5000 129.1
I
-

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid

43.0,,73.0
5000 129.0 = ——
19.00 19.50
185.0 241.0 284 m/z 59.95 75.64%
O ’ TTTT ‘ U\ T

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid

= e
19.00 19.50
5000 129.0 m/z 57.05  75.33%
: 1710 2130 256.0
o

m/z--> 20 40 60 80 100120140160180200220240260280

%

19.00 19.50
m/z 73.00 82.39%

o

-

=

i

Abundance #95855: Pentadecanoic acid
43.0 73.0 19.00 19.50
m/z 55.05 73.83%
5000 129.0
1990 242.0
o ba | | i)
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acq On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : M1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.645 2.23 ng 20430 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 91
2 2-Trimethylsilyl-3-trimethylsily... 228 C8H20ON4Si2 1000373-05-5 64
3 2H,8H-Benzo[1,2-b:3,4-b"']Jdipyran... 228 C14H1203 000523-59-1 58
4 2H,8H-Benzo[1,2-b:5,4-b"']dipyran... 228 C14H1203 000553-19-5 53
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 52
Abundance Scan 2832 (19.645 min): BM028880.D\data.ms (-2828) (- m/z 213.10 100.00%
213.1
5000
119.0 P _—
65‘.0 ‘ 152.1 ‘ ‘ o8¢ 19.50 20.00
B T I ML S m/z 119.00  23.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84555: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 R EATITT
19.50 20.00
119.0 m/z 228.10  18.22%
0 27'0\\ \\6?.0\ “\ Ll 1650 |
\H‘H\\‘\H\’\\H‘HH‘H\\‘HH‘HH’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84782: 2-Trimethylsilyl-3-trimethylsilylamino-1,2,4-triazo
213.0 n
—— e
19.50 20.00
5000 m/z 214.10 15.72%
73.0
171.0
ol 430 | 11101410 | |
T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-din —— ——
218.0 19.50 20.00
m/z 91.00 11.91%
5000
. 630 920 139 1m40 | |
N Aaas R L RAASaRAmEsssceas P ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acq On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : M1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.568 19.91 ng 182615 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2989 (20.568 min): BM028880.D\data.ms (-2974) (- m/z 57.10 100.00%
57.1

.

5000
27.1 207.0 355.0 20.50
o_m‘_i‘“_“wuw,huH‘23‘3%‘0‘”wHH‘HHw‘_m_wm m/z 71.10  62.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
5000 —— |
20.50
m/z 43.10 61.84%
ol ml '197.0067.0 365.0
‘\HY‘\!F!WHT‘HH’HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
T 1 \
20.50
5000 ITI/Z 85.10 45.88%

1 J (}27-0197.0 267.0337.0407.0 491.0562.0

|

%

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0 20.50
m/z 55.00 21.95%
5000

ol JiliziA,;97oze7o 367.0
prr e e e e e P e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20.50

L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acq On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : M1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.068 14.56 ng 133557 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93

Abundance Scan 3074 (21.068 min): BM028880.D\data.ms (-3070) (- m/z 43.10 100.00%

43.1
83.1
5000
TZSl T 1
21.00
168. 1207 0
- M w“‘ Ly e 2B 895 s 57.10 95.53%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosano
58.0
97.0
5000 — ‘
21.00
m/z 55.05 93.91%
NELE \ H\ | * } 21820 224.0 265.0
\\\‘\\ \\\ \\\\\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0 T \
21.00
5000 m/z 83.10 81.32%
e
182.0
ol AL L), 820
m/z--> 50 100 150 200 250 300 350
Abundance  #190374: Pentafluoropropionic acid, tetradecyl ester T ‘
57.0 21.00
7.0 m/z 97.05  70.96%
h JL
196.0
olsa || Ll ‘ ‘ ‘48? 241.0 342.0
29 L A, - T B B e T
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acq On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : M1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 .beta.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.598 26.21 ng 240382 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 98
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 98
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 46
4 Pregn-5-en-20-one, 16,17-epoxy-3... 330 C21H3003 000974-23-2 27
5 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 25
Abundance Scan 3164 (21.597 min): BM028880.D\data.ms (-3156) (- m/z 43.10 100.00%
43.1
5000 105.0
213.2
61.0 303.3 — —
21.50 22.00
Ot m/z 55.05 58.51%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
5000 —— :
: 21.50 22.00
m/z 57.05 47.34%
0
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
—— —
21.50 22.00
5000 5.0 m/z 41.10  40.75%
145.0 414.
213.0 303.0
0= ‘\“ | ‘h“ \
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- —— —
43.0 21.50 22.00
m/z 105.00 40.69%
5000
368.0
| Hm Ly, 230 gm0 || e
O i \HLH hMu\‘m‘.‘MH‘\‘\H\H‘\"HH‘M H“H —— —
m/z--> 0 5 100 150 200 250 300 350 400 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028880.D

Acqg On : 24 Feb 2021 15:41
Operator : CG/JU

Sample : Mi1470-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.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|
Ethanol, 2-(2-b... 10.386 2.4 ng 17682 2 10.604 148201 20.0
unknownl12.28 12.280 5.0 ng 36813 2 10.604 148201 20.0
2-Amino-oxazole 15.751 2.7 ng 23798 3 14.463 177696 20.0
unknownl6.71 16.715 2.2 ng 20178 4 17.209 183546 20.0
n-Hexadecanoic ... 18.098 20.4 ng 187613 4 17.209 183546 20.0
Octadecanoic acid 19.374 12.9 ng 118418 5 21.368 183447 20.0
Phenol, 4,4'-(1... 19.645 2.2 ng 20430 5 21.368 183447 20.0
2-methyloctacosane 20.568 19.9 ng 182615 5 21.368 183447 20.0
1-Heneicosanol 21.068 14.6 ng 133557 5 21.368 183447 20.0
.beta.-Sitosterol 21.598 26.2 ng 240382 5 21.368 183447 20.0
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