LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128047.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.475 197 202 209 rBV 59491 95291 3.28% 0.288%
2 4.034 292 297 303 rVB 44601 54548 1.88% 0.165%
3 5.540 549 553 556 rVB 2632989 2446252 84.26% 7.393%
4 6.546 718 724 727 rBV 2453970 2704249 93.15% 8.173%
5 6.916 783 787 790 rBV 1554550 1307438 45.04% 3.951%
6 7.481 877 883 886 rBV 1931271 1847086 63.62% 5.582%
7 7.698 914 920 922 rBV2 52150 61489 2.12% 0.186%
8 8.092 984 987 992 rBV 91261 124762 4.30% 0.377%
9 8.198 1001 1005 1009 rVB 1942820 1746812 60.17% 5.279%
10  8.245 1010 1013 1016 rVB3 72786 63937 2.20% ©.193%
11  8.275 1016 1018 1021 rBV3 45282 47516 1.64% 0.144%
12 8.434 1041 1045 1047 rBV2 83875 92878 3.20% 0.281%
13  8.492 1051 1055 1058 rVB3 87935 113915 3.92% 0.344%
14 8.581 1066 1070 1072 rBV2 71208 87342 3.01% 0.264%
15 8.634 1077 1079 1081 rBV2 73696 80058 2.76%  0.242%
16 8.657 1081 1083 1086 rVB 148015 135202 4.66%  0.409%
17 8.698 1087 1090 1092 rBV2 86527 74153  2.55% 0.224%
18 8.728 1092 1095 1096 rBV2 66744 64597  2.23% 0.195%
19 8.781 1102 1104 1107 rVB3 76922 66730 2.30% 0.202%
20 8.816 1107 1110 1111 rBV2 112524 114983 3.96% 0.348%
21 8.839 1111 1114 1118 rVV3 115474 143045 4.93% 0.432%
22 8.887 1119 1122 1126 rVB4 144984 162709 5.60% 0.492%
23 8.939 1129 1131 1133 rVB2 134716 98234 3.38% 0.297%
24  8.969 1133 1136 1139 rBv4 87711 120830 4.16% 0.365%
25 9.022 1143 1145 1147 rBV2 150706 139772 4.81% 0.422%
26 9.075 1152 1154 1158 rBV5 118609 124454 4.29% 0.376%
27 9.163 1161 1169 1171 rBV7 272637 597915 20.60% 1.807%
28 9.192 1171 1174 1175 rBV2 259217 207150 7.14% 0.626%
29 9.275 1183 1188 1192 rBV 2989721 2903158 100.00% 8.774%
30 9.351 1197 1201 1204 rBV2 760744 855165 29.46% 2.585%
31 9.592 1239 1242 1243 rBV2 258699 286168 9.86% 0.865%
32 9.663 1251 1254 1258 rBV2 1209904 1175987 40.51% 3.554%
33 9.722 1262 1264 1268 rVB3 380676 409356 14.10% 1.237%
34 9.822 1278 1281 1283 rBV2 871015 873012 30.07% 2.638%
35 9.869 1286 1289 1292 rVB 1406798 1371958 47.26% 4.146%

36 9.910 1293 1296 1298 rBV3 382619 504463 17.38%  1.525%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.945 1299 1302 1303 rVV2 650170 652405 22.47% 1.972%
38 9.963 1303 1305 1308 rVB 1695441 1557165 53.64% 4.706%
39 9.992 1308 1310 1312 rBV3 298900 308673 10.63% 0.933%
40 10.281 1356 1359 1360 rBV2 380752 405493 13.97% 1.226%
41 10.369 1372 1374 1377 rVB 862278 705973 24.32%  2.134%
42 10.763 1437 1441 1444 rBV 1635576 1852272 63.80% 5.598%
43 10.875 1458 1460 1462 rVB 701499 538127 18.54% 1.626%
44 11.463 1557 1560 1563 rBV 1659150 1505997 51.87%  4.552%
45 13.045 1825 1829 1832 rVB 2081507 1805403 62.19% 5.456%
46 14.104 2005 2009 2012 rVB 1098071 1012973 34.89% 3.061%

47 14.574 2086 2089 2092 rVB 352604 305903 10.54% ©0.925%
48 15.610 2260 2265 2272 rVB 887341 1134698 39.08%  3.429%

Sum of corrected areas: 33087696
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

4000000

3000000

2000000

1000000

o

Time-->

Abundance

4000000

3000000

2000000

1000000

0

Time-->

Abundance

4000000

3000000

2000000

1000000

0
Time-->
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\

BF128047.D
: 03 May 2022 15:52
: CG\JU
: N2650-03
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC: BF128047.D\data.ms

5.540

6.546

7.481
6.916

3.475 4.034 7.698

2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF128047.D\data.ms
11.463

10. 763

9.275

9. 963 | 0.875

10. 369 l
9. 663 9.

92 f
il

13.045
9. 86

8.198

3519 .,

— — — — — —
10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF128047.D\data.ms

—
10.00

14.104
15.610

14.574

‘ T
13.50

T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
o163 7.68ng 507915 Acenaphthene-di0 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 166 Cl2H16 004175-54-6 64

2 Benzene, (3-methyl-1-methylenebu... 160 C12H16
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16
4 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16
5 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120

Abundance Scan 1169 (9.163 min): BF128047.D\data.ms (-1161) (-)
118.1 1451

5000

0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000
91.0
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36238: Benzene, (3-methyl-1-methylenebutyl)-
118.0
5000
430 78.0 145.0
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0

5000
117.0
91.0

41.0
w0, | )

038212-14-5 53
001129-29-9 46
050704-01-3 46
026465-81-6 38

m/z 118.05 100.00%

-

8.80 9.00 9.20 9.40
m/z 145.05 85.46%

=

8.80 9.00 9.20 9.40
m/z 160.15 74.88%

2

8.80 9.00 9.20 9.40
m/z 55.10 73.41%

%

8.80 9.00 9.20 9.40
m/z 81.10 70.73%

%

15.0 :
P EE T ot 1 —

m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown9.192

R.T. EstConc Area Relative to ISTD R.T.
9.192 2.66 ng 207150  Acenaphthene-die 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 42
2 Thujone 152 C10H160 000546-80-5 38
3 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 27
4 2-Propenyl-3-vinyloxirane 110 C7H100 070597-49-8 27
5 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 25

Abundance Scan 1174 (9.192 min): BF128047.D\data.ms (-1171) (-)

Concentration Rank 13

m/z 81.10 100.00%

81.1
55.1 179.2
109.1
5000 1491
R e
206.2 8.80 9.00 9.20 9.40 9.60
ol e LTS mz 179,20 62.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 I L LU B I
110.0 8.80 9.00 9.20 9.40 9.60
39.0 m/z 55.10 61.06%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29046: Thujone
81.0
410 RN RN R
1100 8.80 9.00 9.20 9.40 9.60
5000 m/z 109.10 50.23%
‘ 152.0
01 At
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6762: 1-Ethyl-5-methylcyclopentene R e RRER
81.0 8.80 9.00 9.20 9.40 9.60
m/z 95.10 49.29%
5000
39.0 110.0
oy L bl )
0‘Jm‘h‘wwh‘MuwhﬂHw‘u‘u‘w‘H‘_“W‘H‘_‘H‘ R R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown9.351

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
o351 10.98ng 855165 Acenaphthene-dio 5.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 1-(p-Fluorophenyl)-d-piperidone 193 CLIHI2FNO  1000238-56-7 43

2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28
3 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C1OH11NO3
4 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70

5 9-Phenanthrenamine 193 C14H11N
Abundance Scan 1201 (9.351 min): BF128047.D\data.ms (-1197) (-)
193.2
55.1
9.1 1231
5000
151.2
0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
1938.0
123.0
5000
150.0
. 95.0 ‘
42.
O \J\-7\.‘0\‘\\\“\\\‘\‘6\9.\9’}\\‘{‘\\‘\\‘1\\\‘\\‘\\‘\\\\‘\\ ‘\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 950
‘ ‘ 151.0
9 1 W 1 O O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am
105.0 193.0
5000
0' LTY_Y_Y_Y—‘
m/z--> 20 40 60 80 100 120 140 160 180 200
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080655-44-3 43
1000387-33-4 35
1000443-50-2 27
000947-73-9 25

m/z 193.20 100.00%

=

9.00 9.20 9.40 9.60
m/z 55.10 70.62%

%

9.00 9.20 9.40 9.60
m/z 95.10 66.04%

%

9.00 9.20 9.40 9.60
m/z 41.10 63.97%

e

9.00 9.20 9.40 9.60
m/z 123.10 61.31%

£

9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown9.592

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.592 3.68 ng 286168  Acenaphthene-di10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 25
2 1,3-Hexadiene, 2,5-dimethyl- 110 C8H14 029253-64-3 11
3 1,2-Oxaborole, 2,3,4-triethyl-2,... 180 C11H21BO 061142-64-1 11
4 1,4-Dichloro-2-nitrosobenzene 175 C6H3C12NO 067083-41-4 11
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 1000150-99-3 11

Abundance Scan 1242 (9.592 min): BF128047.D\data.ms (-1239) (-)

m/z 41.10 100.00%

41.1
95.1 163.2
5000
T \
9.50
0 bl m/z 95.10  78.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6790: 1,4-Pentadiene, 2,3,3-trimethyl-
93.0
41.0 67,0
5000 — :
9.50
m/z 163.20 71.97%
O\‘\‘}‘\\‘ "‘\“H‘\\H“H\\‘\H‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6764: 1,3-Hexadiene, 2,5-dimethyl-
95.0
67.0 T 1
410 9.50
5000 ' ITI/Z 91.10 67.47%
0 : M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54851: 1,2-Oxaborole, 2,3,4-triethyl-2,5-dihydro-5,5-dim —— ‘
67.0 93.0 151.0 9.50
m/z 145.05 63.96%
41.0
5000 123.0
180.0
01 ‘WM‘i‘mM‘ﬂ‘HM‘w“H‘H“_‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF042222 .M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknown9.663

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.663 15.10 ng 1175990  Acenaphthene-d10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28

2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3
4 9-Phenanthrenamine 193 C14H11N

5 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3

Abundance Scan 1254 (9.663 min): BF128047.D\data.ms (-1251) (-)
193.2

054832-83-6 40
1000238-56-7 35
1000511-73-1 35
000947-73-9 22
1000387-33-4 18

m/z 193.20 100.00%

69.1
41.1
5000 951 123.1
— —
‘ ‘ 1512 9.50 10.00
AN il ‘m“‘mw_Ww_nw@??‘-% m/z 69.10 66.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
’ 123.0
41.0
5000 — —
98.0 9.50 10.00
m/z 41.10 56.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
—r —
123.0 9.50 10.00
5000 m/z 55.10 53.00%
150.0
95.0
olizo B2 o0 | b b L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, P ——
193.0 9.50 10.00
42.0 m/z 83.10 49.12%
5000
108.0
158.0
o}??H"M‘M‘mh‘_‘whﬂ“&ga?u‘w“h‘uﬂw‘u“u‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Silane, chlorodiethylhexyloxy- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.722 5.26 ng 409356  Acenaphthene-d10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethylhexyloxy- 222 C1leH23Closi 1000363-74-4 52
2 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N70 016111-78-7 35
3 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 35
4 Cyclopentene, 1-isopropyl-2,3-di... 138 C10H18 007712-73-4 35
5 3-Phenylindole 193 C14H11N 001504-16-1 22

Abundance Scan 1264 (9.722 min): BF128047.D\data.ms (-1262) (-) m/z 193.20 100.00%
198.2

95.1
411
5000 69.1 123.1
oot -
165.2 9.50 10.00
0 2223 a5 10 65.01%
m/z-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100843: Silane, chlorodiethylhexyloxy-
198.0
83.0 109.0
5000 —— —
9.50 10.00
55.0 m/z 109.10  53.35%
20.0 ‘ ‘ ‘ 135.0
0 M\ [ M il L, 1630 | ‘\ 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68154: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a

%

193.0
9.0 9.50 10.00
m/z 41.10 47.86%
5000 162.0 /
67‘-0 135.0
] RSN MBS MBS SSMSNES N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67558: 6-Acetamido-1,4-benzodioxane T ——
95.0 1510 193.0 9.50 10.00
: m/z 69.10 46.33%
5000 430
67.0
D N PG USRI SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.822 11.21 ng 873012  Acenaphthene-di10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 70
2 Cetene 224 C16H32 000629-73-2 40
3 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 38
4 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 38
5 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 30

Abundance Scan 1281 (9.822 m|n) BF128047.D\data.ms (-1278) (-) m/z 69.10 100.00%

5000
P P
294.2 9.50 10.00
0 . m/z 55.10 91.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 90 — ——
9.50 10.00
m/z 41.10 85.07%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104591: Cetene
41.0
P P
83.0 9 50 10.00

o

111.0
ESRE N i L
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85381: Cyclohexane, 1-(cyclohexylmethyl)-2-ethyl-, tran — ——
55.0 111.0 9.50 10.00
m/z 109.10 57.95%

83.0
5000
179.0

0 HH‘HH‘}HH‘M \\h “ | 137.0 2080

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF042222.M Wed May 04 17:00:09 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknown9.869 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.869 17.62 ng 1371960  Acenaphthene-d10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene, 10-bromo- 218 C10H19Br 062871-09-4 27
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 25
3 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 22
4 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 22
5 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 22

Abundance Scan 1289 (9.869 min): BF128047.D\data.ms (-1286) (-) m/z 193.20 100.00%
198.2

69.1
41.1 97.1
5000
123.1
- e
“ ‘ ‘ 152.2 | 9.50 10.00
- AL L2182 o1 75.06%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95850: 1-Decene, 10-bromo-
55.0
5000 — e
97.0 9.50 10.00
29.0 m/z 97.10 67.36%
148.0
o 2220, 7 1760 2180
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19561: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.alf
41.0
— e
670 o 9.50 10.00
5000 m/z 41.10 66.98%
‘ ‘ 123.0
P [ O O O

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

Abundance  #13295: Cyclopentane, 1,1,3,4-tetramethyl-, trans- — —
69.0 9.50 10.00
41.0 /z 55.16  63.00%
111.0 m/z . . q
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF042222.M Wed May 04 17:00:10 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BF042222 .M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknown9.910

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.910 6.48 ng 504463  Acenaphthene-d10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,5,5,6,1a-Pentamethyl-cis-1a,4a... 208 C14H240 1010215-77-9 49
2 Ethanone, 1-(4-fluorophenyl)- 138 C8H7FO 000403-42-9 43
3 3-Fluoropropiophenone 152 C9H9FO 000455-67-4 27
4 1-(2,2,6-Trimethylcyclohexyl)hex... 268 C17H3202 1000498-96-1 27
5 o-Isobutyranisidide 193 C11H15N02 071182-38-2 25

Abundance Scan 1296 (9.910 min): BF128047.D\data.ms (-1293) (-)

m/z 123.10 100.00%

128.1
95.1
5000 55.1
193.2
159.1 —r
10.00
0 2241 m/z 95.10  61.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85282: 2,5,5,6,1a-Pentamethyl-cis-1a,4a,5,6,7,8-hexahy
123.0
5000 43.0 ——
96.0 10.00
710 208.0 m/z 55.10 51.48%
TR Yy
O\H\‘HH‘H\“\“\HU‘\\““H\\U“\"\w‘\\h’!‘\\‘\‘\\HH‘HH‘H\\‘H\\‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20142: Ethanone, 1-(4-fluorophenyl)-
123.0
——
95.0 10.00
5000 ITI/Z 41.10 50.65%
15.0 ‘ # ‘
o‘m‘w“m‘hmhwml,‘m,‘mwH_ww_m‘w_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30370: 3-Fluoropropiophenone T
128.0 10.00
m/z 109.10 50.20%
95.0
5000
27.0 %D 152.0
0‘H‘_MH‘HhMAHu‘H‘W‘H,MH‘H‘W‘H‘_‘HM‘H‘H‘W‘ —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF042222.M Wed May 04 17:00:11 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknownl@.281 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.281 5.21 ng 405493  Acenaphthene-d10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 3-butyl-1-methyl- 186 C14H18 111400-84-1 25
2 1(2H)-Naphthalenone, 3,4-dihydro... 188 C13H160 030316-31-5 25
3 4-Quinolinol, 2,8-dimethyl- 173 C11H11NO 1010351-37-0 20
4 1,1,4,5,6-Pentamethyl-2,3-dihydr... 188 C14H20 016204-67-4 18
5 (1-Methylenepent-2-enyl)benzene 158 C12H14 084313-24-6 15

Abundance Scan 1359 (10.281 min): BF128047.D\data.ms (-1356) (-  m/z 143.05 100.00%

148.1 193.2
41.1
69.1 95.1
5000
I — I —
|54l 2929 10.00 10.50
0! T m/z 193.20 87.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61122: 1H-Indene, 3-butyl-1-methyl-
143.0
5000 1000 1050
186.0 : ' .
115.0 m/z 173.10 86.54%
410 770 ‘ |
OHH‘\H\“‘H‘H“\‘\\i“H‘H“H\}‘\‘\‘H“\h‘l\‘\”\‘\H\’\‘H\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62936: 1(2H)-Naphthalenone, 3,4-dihydro-4,5,6-trimethy
178.0
I — I —
10.00 10.50
5000 m/z 41.18  76.58%
- 117.0 145.0
: 91.0
63.0 ‘ ‘ ‘
0’ “Muuw‘u‘wﬂ‘w‘u“u‘w‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48329: 4-Quinolinol, 2,8-dimethyl- —— ——
173.0 10.00 10.50
144.0 m/z 69.10  65.50%
5000
39.0 77.0
115.0
o SO S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF042222.M Wed May 04 17:00:12 2022 Page: 13



Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 11 unknownl@.369 Conce
R.T. EstConc Area Relative to IS

10.39  9.07ng 765973  Acenaphthene-d10

Hit# of 5 Tentative ID MW MolForm

1 Magnesium, bis(2,4-pentanedionat... 222 C1@H14MgO4
2 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30

3 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si

4 1,3-Benzenediamine, 4-methoxy- 138 C7H10ON20

5 Benzamide, 4-fluoro-N-(2,6-dimet... 243 C15H14FNO

Abundance Scan 1374 (10.369 min): BF128047.D\data.ms (-1372) (-]

arch Compound Report

BF042222 .M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 5

D R.T.

"""""" 9.969
CASH# Qual

014024-56-7 47
1000100-23-6 46
079516-25-9 43
000615-05-4 43
117805-18-2 38

m/z 123.10 100.00%

128.1
5000 55.1
207.2 — —
10.00 10.50
151.1
P n:‘m“MH‘_Hw“1‘7‘?“2“‘um‘m?ﬂ‘?“l‘ m/z 109.10  44.03%
m/z--> 20 40 60 80 100120140160180200220240
Abundance #100764: Magnesium, bis(2,4-pentanedionato-0,0")-, (T-
128.0 207.0
5000 “ ——
10.00 10.50
43.0 180.0 m/z 55.10 43.16%
O]\.ﬁﬂ\H“‘HH‘\H\S’?\(\)‘\‘N\\‘ \\\%ﬁ:\“\.‘o\\\\lh\\\‘\‘\ ‘H“HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphtt
95.0 123.0 207.0
— —
10.00 10.50
5000 ITI/Z 81.10 42.26%
151.0
0 H‘_‘H‘H‘W‘H‘V‘WLJH“‘Htuhwﬂu‘_“w‘u‘_‘u‘u‘w
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #20108: 1- Trlmethylsnylpent 1-en-4-yne “ —
123. 10.00 10.50
m/z 69.10 41.58%
5000
43.0 95.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF042222.M Wed May 04 17:00:13 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Decane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.875 7.15 ng 538127 Phenanthrene-d10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 87
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 80
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 74
Abundance Scan 1460 (10.875 min): BF128047.D\data.ms (-1458) (1 m/z 57.10 100.00%
57.1
5000
113.1 ‘50 1100
183.2 10.50 11.00
2442 ‘
ol ‘ ,H ‘1‘ | lapaed [ 2442 331 05190 76.20%
miz-> 50 100 150 200 250 300
Abundance #33088: Decane, 2-methyl-
43.0
5000 — e
10.50 11.00
85.0 m/z 43.10 53.70%
0 \“\ ‘ "“\ ‘1‘ \“‘\ “ \H \174\‘1“‘0\ T T ‘ T T T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #74016: Tridecane, 4-methyl-
43.0
— ——
10.50 11.00
5000 m/z 85.10 27.21%
85.0
ol L 1500
miz--> 50 100 150 200 250 300
Abundance #90204: Dodecane, 2,7,10-trimethyl- — —
57.0 10.50 11.00
m/z 55.10 20.17%
5000
113.0
ol by 1830 — —
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF042222.M Wed May 04 17:00:14 2022 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50322\
BF128047.D

: 03 May 2022 15:52

: CG\JU

: N2650-03

: 9 Sample Multiplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
ry : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

k% ok ok % 5k ok % K
Peak Numb

14.574

erroc
' -Hyd
-Acet
,9-Me
Chlo

uih wNnPE
O o wNT

Abundance

sk ok ok K ok K ok 3 oK oK K oK 3K ok K ok 3K oK ok K ok 3 ok K ok 3 oK ok K ok 3 oK K ok K ok ok K ok 3 oK 3 ok K ok ok K ok oK ok K oK ok Kk Kk

er 13 Ferrocene, 1,1',3,3"'-tetrak... Concentration Rank 9

EstConc Area Relative to ISTD R.T.

6.04 ng 305903  Chrysene-d12 14.104

ene, 1,1',3,3"-tetrakis(1,... 410 C26H42Fe 001317-17-5 60
roxy-3,3',4"'-trimethoxycha... 410 C20H17F306 1010453-84-8 46
yl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 40
thanobenzo[h]pentaphene-5,... 410 C27H2204 057427-50-6 38
ro-4,5-dihydro-4-[3,4,5-tr... 410 C22H19CIN204 1000212-48-1 33

Scan 2089 (14.574 min): BF128047.D\data.ms (-2086) (-~ m/z 57.10 100.00%
57.1

410.4

5000
190.2 I
14.50
138 247.1 307.2 :
0 HH‘_HwHH‘Hwh!ymmHH_‘??E??W 460 m/z 410.35 98.31%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)-

5000

0

410.0

T
14.50

m/z 411.40  30.85%
560 1340 1980 2660 3380

L L

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\!\\‘\\\\‘\\\‘\\
50 100 150 200 250 300 350 400 450
#307654: 2'-Hydroxy-3,3',4'-trimethoxychalcone, trifluoroe
410.0

T
14.50

69.0 3030 m/z 395.30  28.97%

118.0

rSl 0 2540
m\‘h \\‘H \“I i “ b, “ HAU ‘“l\ “U \ | 352 O‘ L}

sl B L L P e
50 100 150 200 250 300 350 400 450
#307837: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-di 7 ‘
410.0 14.50
m/z 41.10 19.13%

15.0

326.0

m/z-->

8270-BF0422

7
50 100 150 200 250 300 350 400 450 14.50

22.M Wed May 04 17:00:15 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050322\
Data File : BF128047.D

Acqg On : 03 May 2022 15:52
Operator : CG\JU

Sample : N2650-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
Naphthalene, 1,... 9.163 7.7 ng 597915 3 9.969 1557170 20.0
unknown9.192 9.192 2.7 ng 207150 3 9.969 1557170 20.0
unknown9.351 9.351 11.0 ng 855165 3 9.969 1557170 20.0
unknown9.592 9.592 3.7 ng 286168 3 9.969 1557170 20.0
unknown9.663 9.663 15.1 ng 1175990 3 9.969 1557170 20.0
Silane, chlorod... 9.722 5.3 ng 409356 3 9.969 1557170 20.0
Decahydro-1,1,4... 9.822 11.2 ng 873012 3  9.969 1557170 20.0
unknown9.869 9.869 17.6 ng 1371960 3 9.969 1557170 20.0
unknown9.910 9.910 6.5 ng 504463 3 9.969 1557170 20.0
unknown10.281 10.281 5.2 ng 405493 3 9.969 1557170 20.0
unknown10.369 10.369 9.1 ng 705973 3 9.969 1557170 20.0
Decane, 2-methyl- 10.875 7.2 ng 538127 4 11.463 1506000 20.0
Ferrocene, 1,1'... 14.574 6.0 ng 305903 5 14.104 1012970 20.0
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