LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101221\
Data File : BF125812.D

Acqg On : 12 Oct 2021 20:39
Operator : JU/CG

Sample : M4158-20

Misc :

ALS Vvial : 19 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_F\METHODS\8270-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125812.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.457 569 573 576 rBV 3264805 2938947 92.74% 13.585%
2 6.463 740 744 748 rBV 2707085 2734980 86.30% 12.642%
3 6.845 805 809 812 rBV 1227761 1041101 32.85% 4.812%
4 7.398 899 903 906 rBV 2019999 1742454 54.98%  8.054%
5 8.022 1006 1009 1014 rBV 486227 378709 11.95% 1.751%
6 8.122 1023 1026 1030 rVB 1641894 1256281 39.64% 5.807%
7 9.198 1205 1209 1212 rBV 4065781 3169120 100.00% 14.649%
8 9.539 1263 1267 1270 rBV3 64867 88063 2.78% 0.407%
9 9.622 1276 1281 1284 rBv2 48683 89453 2.82% 0.413%
10 9.675 1288 1290 1292 rBv2 73185 85138 2.69% 0.394%
11  9.751 1298 1303 1304 rBV3 172560 198919 6.28% 0.919%
12 9.769 1304 1306 1308 rvVv 195037 162128 5.12% 0.749%
13 9.816 1312 1314 1318 rBvV3 78223 103522 3.27% 0.479%
14  9.875 1318 1324 1328 rBV 1614778 1572742 49.63% 7.270%
15 9.916 1329 1331 1333 rBV3 106778 103888 3.28% 0.480%
16 9.992 1342 1344 1346 rBV2 102419 90427 2.85% 418%

17 10.345 1401 1404 1407 rBv4 281105 382488 12.07%
18 10.663 1455 1458 1461 rBV 1753366 1684815 53.16%
19 12.957 1845 1848 1852 rVB 2259507 1949146 61.50%
20 14.004 2023 2026 2029 rVB 1242812 1014914 32.03%

P ONERO
~N
0
(o]
R

21 15.451 2268 2272 2277 rBV 740829 846701 26.72%  3.914%

Sum of corrected areas: 21633936
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 12 Oct 2021 20:39
: M4158-20

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101221\
BF125812.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101221\
Data File : BF125812.D

Acqg On : 12 Oct 2021 20:39

Operator : JU/CG

Sample : M4158-20

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1

R.T. EstConc Area Relative to ISTD R.T.
8.022 6.03 ng 378709 Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-butoxyethoxy)-
2 Ethanol, 1-(2-butoxyethoxy)-

162 C8H1803
162 C8H1803

3 Ethylene glycol monoisobutyl ether 118 C6H1402

4 3,3-Dimethylbutane-2-o0l
5 Methoxyacetic acid, 2-butyl ester

102 C6H140
146 C7H1403

Abundance Scan 1009 (8.022 min): BF125812.D\data.ms (-1006) (-)

000112-34-5 90
054446-78-5 83
004439-24-1 64
000464-07-3 58
070159-90-9 53

m/z 57.05 100.00%

57.0
5000
780 7.60 7.80 8.00 8.20 8.40
39 101.0 132.1 :
0 ‘H"Hmﬁu‘MHH‘J“WJ‘MJMm,m‘_m,m m/z 45.05 89.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 [TT T o rrrrfrii
29.0 7.60 7.80 8.00 8.20 8.40
75.0 m/z 41.05  32.10%
O L ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \]-10}0‘\0\ T ’ \]_\3\2\0‘ T T ’ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T T
7.60 7.80 8.00 8.20 8.40
5000 ITI/Z 75.00 18.26%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ - 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether e e
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.05 15.55%
5000
29.0 75.0
N "
R R B o PR T T
m/z--> 20 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101221\
Data File : BF125812.D

Acqg On : 12 Oct 2021 20:39
Operator : JU/CG

Sample : M4158-20

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown9.751 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.751 2.53 ng 198919  Acenaphthene-die 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[4-Chlorophenyl]-5-pyrimidinamine 205 C1OH8CIN3 1010213-57-9 35
2 1-Ethyl-3,5-di-n-propyladamantane 248 C18H32 1000215-00-4 27
3 4-Chloro-3-cyanobenzotrifluoride 205 C8H3C1F3N 000328-87-0 25
4 Phosphine, dimenthoxy-menthyl- 480 C30H5702P 123973-40-0 25
5 Thiazolo[5,4-d]pyrimidine, 5,7-d... 205 C5HC12N3S 013479-88-4 25

Abundance Scan 1303 (9.751 min): BF125812.D\data.ms (-1298) (-) m/z 205.20 100.00%

206.2
5000 55.1 109.1
137.1
e —
8u1 63.1 322 9.50 10.00
0! : : m/z 109.10 42.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81184: 2-[4-Chlorophenyl]-5-pyrimidinamine
205.0
41.0
5000 137.0 —T— —
9.50 10.00
102.0 m/z 55.10 41.87%
75.0
O\\\\‘\\\\"\\h\\“\‘\\Hh‘\”\\\‘\\‘\\"\\\M‘\\\\‘\]\-\73\0\\\‘\}\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #133595: 1-Ethyl-3,5-di-n-propyladamantane
205.0
—r —
9.50 10.00
5000 m/z 69.10  40.54%
121.0
93.0 163.0
L ‘ |y \ 248.C
Ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81782: 4-Chloro-3-cyanobenzotrifluoride — —
205.0 9.50 10.00
m/z 95.10 38.33%
5000 170.0
75.0
o s
o"""m“,‘Mum:;“"wum‘H",H‘:‘u“u:"MJHW:WWW e —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101221\
Data File : BF125812.D

Acqg On : 12 Oct 2021 20:39
Operator : JU/CG

Sample : M4158-20

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.769 2.06 ng 162128 Acenaphthene-die 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 98
2 Ginsenol 222 C15H260 117591-80-7 76
3 photocitral B 152 C10H160 006040-45-5 30
4 Butanamide, N-(2-methoxyphenyl)-... 207 C11H13NO3 000092-15-9 25
5 1-(4-Fluorophenyl)-2-(methoxymet... 222 C12H11FO3 1000388-14-4 22

Abundance Scan 1306 (9.769 min): BF125812.D\data.ms (-1304) (-) m/z 123.10 100.00%

128.1
69.0 95.1
207.2
5000 41.1
‘ 151.1 1774 30.1 950 10,00
0! _u‘m” “ ‘“MJ"M‘“JW‘H‘_AW m/z 137.85 71.80%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphtt
1238.0
69.0 95.0 207.0
5000 T ——
9.50 10.00
‘ 151.0 ‘ m/z 95.10 71.25%
O\\‘\\\\’\\\\‘\\‘\‘!‘\M\\’\\\“‘\\‘1\‘\‘\\\‘\\\\‘\!\\“\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #101920: Ginsenol
207.0
—— ——
9.50 10.00
5000 m/z 69.00 70.38%
123.0
43.0 69.0 95.0 ‘ 166 0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #29080: photocitral B T —
81.0 123.0 9.50 10.00
41.0 m/z 55.10 69.63%
5000
152.0
0 b e e e e e e e —— ——
m/z--> 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF100721.M Wed Oct 13 16:33:35 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101221\
Data File : BF125812.D

Acqg On : 12 Oct 2021 20:39
Operator : JU/CG

Sample : M4158-20

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.345 4.86 ng 382488  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 56
2 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 42
3 photocitral B 152 C10H160 006040-45-5 38
4 Bicyclo[2.2.1]heptan-2-one, 5-br... 230 C1OH15BroO 010293-00-2 18
5 1H-Pyrrole-2,5-dione, dihydro-1-... 193 C10H11NO3 1010351-31-4 11

Abundance Scan 1404 (10.345 min): BF125812.D\data.ms (-1401) (-  m/z 137.05 100.00%

109.1 137.1
55.1 81.1
203.2
5000
231.2

— —

163.1 10.00 10.50
0 m/z 109.10  89.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0

45.0

5

137.0

5000 — —
10.00 10.50
m/z 55.10  60.27%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96806: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hep
41.0 95.0

5

— —
67.0 123.0 10.00 10.50

5000 m/z 81.10 60.17%

o

\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #29080: photocitral B “ —
81.0 123.0 10.00 10.50
41.0 m/z 69.10 55.02%
5000 M
152.0
O e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101221\
Data File : BF125812.D

Acqg On : 12 Oct 2021 20:39
Operator : JU/CG

Sample : M4158-20

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 8.022 6.0 ng 378709 2 8.122 1256280 20.0
unknown9.751 9.751 2.5 ng 198919 3 9.875 1572740 20.0
Decahydro-8a-et... 9.769 2.1 ng 162128 3 9.875 1572740 20.0
5-Bromo-4-oxo-4... 10.345 4.9 ng 382488 3 9.875 1572740 20.0
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