LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@091323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135230.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.387 557 561 569 rBV 1825747 1670463 95.86% 15.219%
2 6.404 730 734 746 rBV 1874456 1742693 100.00% 15.877%
3 6.763 791 795 799 rBV 861649 671664 38.54% 6.119%
4 7.328 887 891 894 rBV 1224655 1056645 60.63% 9.627%
5 7.863 978 982 986 rBv4 73479 121912 7.00% 1.111%
6 7.945 994 996 1000 rVB 111677 97344 5.59% 0.887%
7 7.992 1000 1004 1007 rBV3 99556 158200 9.08% 1.441%
8 8.039 1007 1012 1016 rBV 907196 905353 51.95%  8.248%
9 8.216 1039 1042 1045 rBV3 136171 190040 10.90% 1.731%
10 8.245 1045 1047 1049 rVB 255088 171868 9.86% 1.566%
11  8.275 1049 1052 1055 rBV3 85100 112971 6.48% 1.029%
12 8.334 1058 1062 1064 rVvVv4 185549 269030 15.44% 2.451%
13 8.392 1069 1072 1075 rBV4 131239 208173 11.95% 1.897%
14  8.487 1083 1088 1089 rBV3 354818 484287 27.79%  4.412%
15 8.504 1089 1091 1095 rVB3 305434 305637 17.54%  2.785%

16 8.545 1096 1098 11600 rVB 184942 134684 7.73%
17 8.586 1101 1105 1107 rBV3 291224 391922 22.49%
18 15.451 2269 2272 2280 rVB 559764 782797 44.92%
19 16.133 2385 2388 2405 rVB3 346517 870499 49.95%
20 16.562 2457 2461 2475 rVB3 298219 629801 36.14%
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Sum of corrected areas: 10975983
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 13 Sep 2023 19:15
¢ CG\JU
. 04363-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091323\
BF135230.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000
6000000
4000000

2000000

TIC: BF135230.D\data.ms

5.387 6.404

7.328
6.763

0
Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance
1e+07

8000000

6000000

4000000

2000000

TIC: BF135230.D\data.ms

0
Time-->

— T 7 — — T 7
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1e+07

8000000
6000000
4000000

2000000

TIC: BF135230.D\data.ms

15.451
16.133 16.562
—_A_

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T ‘
13.50 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\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15

Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Cyclohexane, 1,2,3-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.863 2.69 ng 121912  Naphthalene-d8 8.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 76
2 Cyclobutanone, 2-(1,1-dimethylet... 126 C8H140 004579-31-1 60
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 49
4 5-Undecene, 7-methyl-, (Z)- 168 C12H24 074630-62-9 46
5 5-Undecene, 7-methyl-, (E)- 168 C12H24 074630-66-3 46
Abundance Scan 982 (7.863 min): BF135230.D\data.ms (-978) (-) m/z 55.00 100.00%
55.0
5000
83.1
125.1 R RE  RERRaEEE T
05.
153.1 7.60 7.80 8.00 8.20
0! oo Ll m/z 69.00  87.94%
miz—-> 20 40 60 80 100 120 140 160
Abundance #13249: Cyclohexane, 1,2,3-trimethyl-
55.0
5000 97.0 T T T T
27.0 126.0 7.60 7.80 8.00 8.20
m/z 57.05 59.69%
0 7.\\“‘H“M‘\‘\H‘\\H‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #13144: Cyclobutanone, 2-(1,1-dimethylethyl)-
69.0
AN e
410 7.60 7.80 8.00 8.20
5000 98.0 m/z 41.18 57.60%
126.0
L
m/z--> 20 40 60 80 100 120 140 160
Abundance #7604: 1-Hexene, 3,3-dimethyl- A mmm
69.0 7.60 7.80 8.00 8.20
m/z 43.05 42.63%
41.0
5000
97.0
0l 1890 11, ‘Wh‘_uﬂw‘!u”“”lwm‘mwm .
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.945 2.15 ng 97344  Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 162 C12H18 001483-60-9 59
2 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 58
3 2,4,6-Trimethylbenzyl mercaptan 166 C1OH14S 021411-42-7 50
4 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 Cl1H1l6 004920-99-4 49
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 47
Abundance Scan 996 (7.945 min): BF135230.D\data.ms (-994) (-) m/z 133.05 100.00%
138.1
5000 105.0
81.1 162.1 G UAPAYA L LA
‘ ‘ ‘ ‘ ‘ 7.60 7.80 8.00 8.20
S “\““ Y " wh W bl L myz 105,00 43.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #37999: Benzene, 2,4-dimethyl-1-(1-methylpropyl)-
138.0
5000 L LA B e
7.60 7.80 8.00 8.20
m/z 81.10  22.25%
27.0 510 91.0 162.0
0 \\\‘\‘\‘\\“‘\\‘\\‘\7\1\9’\\‘\\’\\\4\."“\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37978: Benzene, 1,3,5-trimethyl-2-propyl-
138.0
T RARmmmaE
7.60 7.80 8.00 8.20
5000 m/z 91.10  19.15%
162.0
0 41\ 0 65.0 91\ 0 | "
1 Ll L
I I R L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41329: 2,4,6-Trimethylbenzyl mercaptan AR EamasE
133.0 7.60 7.80 8.00 8.20
m/z 162.10  19.04%
5000
166.0
91.0
o120 3%0 ?50 ) | AR ”\ \
L L B s ARAESERER Y o
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.216 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.216 4.20 ng 190040 Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxime-, methoxy-phenyl-_ 151 C8H9NO2 1000222-86-6 43
2 2-Amino-5-methylbenzoic acid 151 C8H9NO2 002941-78-8 43
3 Benzoic acid, 2-amino-4-methyl- 151 C8HINO2 002305-36-4 43
4 1,4 Benzodioxan-6-amine 151 C8HONO2 022013-33-8 30
5 2-Decyne 138 C10H18 002384-70-5 30

Abundance Scan 1042 (8.216 min): BF135230.D\data.ms (-1039) (-) m/z 133.05 100.00%

1338.1
95.1
5000 55.0
162.2 ALANAINY
7. . .20 8.40 8.
182.2 80 8.00 8.20 8 08600
0f m/z 151.15 74.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28789: Oxime-, methoxy-phenyl-_
133.0
5000 I R ELBLALL B I
7.80 8.00 8.20 8.40 8.60
420 73.0 m/z 95.10 64.98%
105.0
0“““"““‘\\“\“‘HH‘\1“““\“‘“‘“““““““ﬁ‘o““““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28817: 2-Amino-5-methylbenzoic acid
133.0
R REEmammEEE SR
7.80 8.00 8.20 8.40 8.60
m/z 55.00  48.32%
5000 104.0
T I U GO B I YR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28851: Benzoic acid, 2-amino-4-methyl- R A RRARS BREE
133.0 7.80 8.00 8.20 8.40 8.60
m/z 81.10 47.59%
5000 106.0
78.0
45.0
o0 B0 L L wsso et
miz--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.245 3.80 ng 171868 Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 94
2 6-Tridecene, (E)- 182 C13H26 006434-76-0 91
3 4-Nonene, 5-butyl- 182 C13H26 007367-38-6 87
4 6-Dodecene, (Z)- 168 C12H24 007206-29-3 80
5 Cyclopentane, butyl- 126 CSH18 002040-95-1 70
Abundance Scan 1047 (8.245 min): BF135230.D\data.ms (-1045) (-) m/z 69.10 100.00%
69.1
41.1
5000
971 R RREE
‘ H 12“3 1 sup, 1822 8.00 8.20 8.40 8.60
o el 18420 L nyz s5.1e 84.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
41.0
5000 T T T T T T T
7.0 8.00 8.20 8.40 8.60
‘ 126.0 182.0 m/z 57.10 80.25%
0' \\w“\\\\‘\“\\\‘\\\\‘\‘\\\“\\\
m/z--> 20 40 60 100 120 140 160 180
Abundance #56960.6—Tndecene,(E}
55.0
o AAREmmamsEEEEEEEE
26.0 8.00 8.20 8.40 8.60
5000 ' 83.0 m/z 56.05 73.78%
111.0 182.0
I 1 O O e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56966: 4-Nonene, 5-butyl- T T
55.0 8.00 8.20 8.40 8.60
m/z 41.10 69.04%
5000 83.0
182.0
| H 1110 1400
0! ‘M‘“‘_““H““H““H““ A AR RammEta
miz--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzene, 2-methoxy-4-methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.275 2.50 ng 112971 Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-methoxy-4-methyl-1-(1... 164 C11H160 001076-56-8 50
2 Benzene, 1l-isocyanato-3-methoxy- 149 C8H7NO2 018908-07-1 50
3 Benzaldehyde, 3-pentafluoropheno... 332 C15H9F503 329222-68-6 50
4 Pyridine, pentamethyl- 149 C1@H15N 003748-83-2 50
5 3-Methyl-1-adamantanecarboxylic ... 194 C12H1802 1000504-38-9 45
Abundance Scan 1052 (8.275 min): BF135230.D\data.ms (-1049) (-) m/z 149.05 100.00%
149.1
5000 JU\MW
57.0 93.0 T R T
H ‘ ‘ ‘ ‘ 8.00 8.20 8.40 8.60

ob— w‘w ‘H“““”““M“M‘““‘“w”““ e m/z 93.00  22.18%

m/z--> 50 100 150 200 250 300

Abundance #39701: Benzene, 2-methoxy-4-methyl-1-(1-methylethyl)-

149.0
5000 B i e e
8.00 8.20 8.40 8.60
m/z 57.05 21.85%
0 ‘\‘.‘h\“\““\ \‘ “‘\M‘\ \“\ e L B e
m/z--> 50 100 150 200 250 300
Abundance #27258: Benzene, 1-isocyanato-3-methoxy-
149.0
 EARAREEEEEEE
8.00 8.20 8.40 8.60
5000 m/z 41.10 18.78%
106.
51.0 | ‘ ‘
oty LV
m/z--> 50 100 150 200 250 300
Abundance #238718: Benzaldehyde, 3-pentafluorophenoxymethyl-4- A RAR e AR RS
149.0 8.00 8.20 8.40 8.60
m/z 79.10 17.36%
5000
91.0 WW
51.0
0 “‘i“ \“ bl n \‘\ | 184‘0‘ 224.0 ’ 3‘13-0
e T e R ARAREEE S e
mlz--> 50 100 150 200 250 300 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.334 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.334 5.94 ng 269030 Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 22
2 Luminol 177 C8H7N302 000521-31-3 18
3 3-(3-Fluorophenyl)-1H-pyrazol-5-... 177 C9H8FN3 766519-89-5 14
4 Cyclopentanone, 3-methyl-2-(2-pe... 166 C11H180 007051-39-0 14
5 4-Phenylurazole 177 C8H7N302 015988-11-1 14
Abundance Scan 1062 (8.334 min): BF135230.D\data.ms (-1058) (-) m/z 55.10 100.00%
55.1 177.2
83.1
1371
5000 107.1
AR EEERREE
8.00 8.20 8.40 8.60
01 m/z 177.20 87.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12175: Cyclohexane, 2-propenyl-
53.0
83.0
5000 T T T T T
8.00 8.20 8.40 8.60
m/z 83.10 85.65%
27‘-0 H | 124.0
0 \\\‘\\‘\\}h\\H1‘\M‘\\‘Hl\\‘1‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52124: Lumino
177.0
AR EEERREE
8.00 8.20 8.40 8.60
5000 m/z 81.10 71.38%
119.0
91.0
300 630 149.0
A B e o T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #52241: 3-(3-Fluorophenyl)-1H-pyrazol-5-ylamine AR EEERREE
177.0 8.00 8.20 8.40 8.60
m/z 137.05 62.06%
5000
148.0
120.0
miz--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF091123.M Thu Sep 14 13:28:55 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.392 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.392 4.60 ng 208173  Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
2 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 38
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 38
4 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 38
5 Trans, trans-2-ethylbicyclo[4.4.... 166 C12H22 066660-37-5 30

Abundance Scan 1072 (8.392 min): BF135230.D\data.ms (-1069) (-) m/z 55.10 100.00%

55.1
97.1
5000
R A RRARS BREE
8.00 8.20 8.40 8.60 8.80
01 m/z 97.10 74.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
53.0 97.0
5000 EERRR RS R
8.00 8.20 8.40 8.60 8.80
27.0 m/z 81.10 70.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41574: cis,trans-3-Ethylbicyclo[4.4.0]decane
137.0
81'0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
8.00 8.20 8.40 8.60 8.80
5000 166.0 m/z 41.10 63.05%
55.0
‘ 1090 |
1) V| A N Ot N MR SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7686: Cyclohexane, 1,4-dimethyl-, trans- R A RRARS BREE
55.0 97.0 8.00 8.20 8.40 8.60 8.80
m/z 137.05 60.70%
5000
27.0
0 %'q,, Y
miz--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80

8270-BF091123.M Thu Sep 14 13:28:56 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.486 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.486 10.70 ng 484287  Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 38
2 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 35
3 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 35
4 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 35
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 18
Abundance Scan 1088 (8.486 min): BF135230.D\data.ms (-1083) (-) m/z 57.10 100.00%
57.1
125.1
5000
1 LI L L L L LI L L B
i Hﬂ ‘ 176.1 8.20 8.40 8.60 8.80
0 ‘MWMNMWLMW‘”M$‘wHNNW‘ e m/z 69.10 88.77%
m/z--> 50 100 150 200 250 300
Abundance #20750: Cyclohexane, 1,1,4,4-tetramethyl-
69.0
125.0
5000 T T T T T
8.20 8.40 8.60 8.80
27.0 m/z 43.10 66.13%
0 \H\ T \“\ L s B B B B B B
m/z--> 50 100 150 200 250 300
Abundance #217314: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcycl
g
690 4250
Ammma e R
8.20 8.40 8.60 8.80
5000 m/z 41.10 64.25%
29.0
ot L 1 1610 205026702730 3140
m/z--> 50 100 150 200 250 300
Abundance #43584: Cyclooctane, 1-methyl-3-propyl- Ammma e R
69.0 8.20 8.40 8.60 8.80
m/z 55.05 62.70%
5000 125.0
29.0 ‘
oL U“”“‘“ e — S
miz--> 50 100 150 200 250 300 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15

Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 unknown8.504 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.504 6.75 ng 305637 Naphthalene-d8 8.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3,6-Trimethyladamantane

178

C13H22

024139-37-5 38
129967-65-3 22

2 Bicyclo[3.3.1]nonan-9-one, 1,2,4... 225 C12H19NO3

3 2-Butanone, 4-(4-hydroxyphenyl)-
4 Santolina epoxide

164 C1eH1202

152

C10H160

5 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180

005471-51-2 18
060485-45-2 15
004951-40-0 14

Abundance Scan 1091 (8.504 min): BF135230.D\data.ms (-1089) (-) m/z 163.15 100.00%
163.2
95.1
5000
41-1 67.1 121.1 \\‘\\\\‘\\\\‘\\\\‘\\\\’
M ‘LU M | {301 1822 820840860880
Oyl m/z 95.10  80.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52973: 1,3,6-Trimethyladamantane
163.0
5000 1070 L B L R IR R |
8.20 8.40 8.60 8.80
550 810 m/z 107.10 57.68%
‘ ‘ 135.0
0 ‘HH‘HWM‘ M‘\ \“MH\ \‘} “ \“U\ T ““\ T \‘\ T \‘\ T \“ T
m/z--> 20 60 80 100 120 140 160 180
Abundance #105346: Bicyclo[3.3.1]Jnonan-9-one, 1,2,4-trimethyl-3-nit
69.0 95.0
41.0
o RAARmmas
8.20 8.40 8.60 8.80
5000 m/z 81.10  40.69%
|| e 1310 1760
0 1 Y W S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39332: 2-Butanone, 4-(4-hydroxyphenyl)- G
107.0 8.20 8.40 8.60 8.80
43.0 164.0 m/z 93.85  38.63%
5000
77.0
‘m M \\\‘w 1 ‘\ ‘ \“\131.0
L0 e L N R  RAEEE s ]
m/z--> 20 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF091123.M Thu Sep 14 13:28:58 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2-Benzofuranmethanol, 2,4,5... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.545 2.98 ng 134684  Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Benzofuranmethanol, 2,4,5,6,7,... 196 C12H2002 077384-15-7 53
2 3-Methoxy-6-methyl-6H-pyrazolo[4... 165 C6H7N50 037526-57-1 52
3 1-Ethynylcyclopentanol 110 C7H100 017356-19-3 45
4 1,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 43
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 42

Abundance Scan 1098 (8.545 min): BF135230.D\data.ms (-1096) (-) m/z 165.20 100.00%

165.2
95.1
5000 411 671
T
‘ H 17 137.1 ‘ 191.2 8.20 8.40 8.60 8.80
0 bl il T0 L1912 s 9500 81.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #71521: 2-Benzofuranmethanol, 2,4,5,6,7,7a-hexahydro-
165.0
95.0
5000 R B RmEEE e

8.20 8.40 8.60 8.80
m/z 109.10  63.85%

43.0 0 o
| X N | |
0\\\‘\\\\‘H\\\\‘\\‘\\“‘\\‘\\‘\H\\‘\\\1\‘3\\9\‘\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40657: 3-Methoxy-6-methyl-6H-pyrazolo[4,3-E][1,2,4]trie
165.0
95.0 R R EEEER S
8.20 8.40 8.60 8.80
5000 137.0 m/z 81.10 54.54%
42.0
H‘\ 130 [ T
o+ttt e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6574 1-Ethynylcyclopentanol T
81.0 8.20 8.40 8.60 8.80
m/z 41.10 39.04%
55.0
5000
109.0
27.0 ‘
01 HH‘H‘MMHMHWm_m_m e RAREERaEEEaE
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 11 Tridecane, 7-methylene- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

8586 8.66ng 301922 Naphthalene-ds 8.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual

ridecane, 7-methylene- 196 C14H28 019780-80-4 62
-Tridecene, 7-methyl- 196 C14H28 024949-42-6 55
2,4-Trimethyl-3-hexene 126 C9H18 059643-72-0 43
Methyl-2-octene 126 C9H18 016993-86-5 43
.alpha.,2.beta.,3.alpha.,4.beta... 126 C9H18 002532-67-4 43

uih wNnPE
R NONOH
1.

Abundance Scan 1105 (8.586 min): BF135230.D\data.ms (-1101) (-) m/z 69.10 100.00%
69.1
411
5000
R R
164.2 196.2 8.20 8.40 8.60 8.80 9.00
0! m/z 55.10 71.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71764: Tridecane, 7-methylene-
56.0
5000 8.20 8.40 8.60 8.80 9.00
111.0 : : . . :
29.0
83.0 m/z 41.10  69.51%
‘ 196.0
0' \\‘\“\\H\‘\‘\\\‘\\\\‘\\\\‘\\\1‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71763: 6-Tridecene, 7-methyl-
55.0
R R
111.0 8.20 8.40 8.60 8.80 9.00
5000 83.0 m/z 135.05 59.38%
196.0
ob et b M L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13217: 2,2,4-Trimethyl-3-hexene R Emaasm e e
69.0 8.20 8.40 8.60 8.80 9.00
m/z 57.05 53.10%
97.0
5000 41.0
126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 28-Nor-17.alpha.(H)-hopane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.133  22.24 ng 870499  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 95
2 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 58
3 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 55
4 (7S,7aR,13aS)-9-Methoxy-4,4,7,7a... 344 C22H3203 1000482-45-3 43
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38

Abundance Scan 2388 (16.133 min): BF135230.D\data.ms (-2385) (- m/z 191.20 100.00%

191.2
5000
95.1

a1 — —

383.4 16.00 16.50
245.2 .

0. 1 319.1 4402 /7 177.15  40.22%

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

Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0

5000 — ——
16.00 16.50

m/z 95.10  35.30%

398.0
it ol ‘\“h M “‘““1}\ “ ‘h‘“‘ ‘\ J“lh‘ dhs ;‘2??‘0, ‘3‘1‘3‘9‘ - 1. ‘\‘ S w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82741: .beta.-iso-Methyl ionone

0
191.0
— —
16.00 16.50
500028.0 m/z 81.10 34.20%
135.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #301378: 28-Nor-17.beta.(H)-hopane T T
191.0 16.00 16.50
m/z 123.10 30.54%
5000
109.0
H 398.0
260.0
o bl 200 o
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 13 17.alpha.(H),21.beta.(H)-Ho... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.563 16.09 ng 629801 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 60
2 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 43
3 5-(p-Aminophenyl)-2-thiazolamine 191 C9HIN3S 090349-87-4 38
4 3-Fluoro-4-trifluoromethylbenzoi... 420 C14HACl4F402 1000360-60-1 38
5 5-Fluoro-2-trifluoromethylbenzoi... 418 C23H34F402 1000338-56-0 35
Abundance Scan 2461 (16.562 min): BF135230.D\data.ms (-2457) (- | m/z 191.20 100.00%
191.2
o o m
I\ 56%6 |
0 “ nh J‘Jh\‘”‘ ““‘m‘ ! In 1, 24918014 997D 4563, o5 10 41.74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane
191.0
69.0
5000 — :
123.0 16.50
m/z 81.10 36.49%
\ ‘ 412.0
0 TT \ T ‘ \‘1 \ \‘}l“lu J\ \“\“ \ \‘\\ ‘m\J 1‘2\‘5\9\(\)\3[1\3\ \O\ ‘ T \ T \“ \“\ T ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
T T
16.50
5000 m/z 69.10  30.87%
el
Jme 1], moso 2
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66109: 5-(p-Aminophenyl)-2-thiazolamine T ‘
191.0 16.50
m/z 123.10 25.34%
5000
136.0
L S —_—
m/z--> 50 100 150 200 250 300 350 400 450 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@091323\
Data File : BF135230.D

Acqg On : 13 Sep 2023 19:15
Operator : CG\JU

Sample : 04363-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Cyclohexane, 1,... 7.863 2.7 ng 121912 2 8.039 905353 20.0
Benzene, 2,4-di... 7.945 2.1 ng 97344 2 8.039 905353 20.0
unknown8.216 8.216 4.2 ng 190040 2 8.039 905353 20.0
Cyclohexane, 2-... 8.245 3.8 ng 171868 2 8.039 905353 20.0
Benzene, 2-meth... 8.275 2.5 ng 112971 2 8.039 905353 20.0
unknown8.334 8.334 5.9 ng 269030 2 8.039 905353 20.0
unknown8.392 8.392 4.6 ng 208173 2 8.039 905353 20.0
unknown8.486 8.486 10.7 ng 484287 2 8.039 905353 20.0
unknown8.504 8.504 6.8 ng 305637 2 8.039 905353 20.0
2-Benzofuranmet... 8.545 3.0 ng 134684 2 8.039 905353 20.0
Tridecane, 7-me... 8.586 8.7 ng 391922 2 8.039 905353 20.0
28-Nor-17.alpha... 16.133 22.2 ng 870499 6 15.451 782797 20.0
17.alpha.(H),21... 16.563 16.1 ng 629801 6 15.451 782797 20.0
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