LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131927.D

Acqg On : 05 Jan 2023 21:40

Operator : CG\JU

Sample : 01027-01

Misc . COMP-1-1-4-2023

ALS Vvial : 15 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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131927.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  2.140 5 9 16 rVB 46861 54964 2.81% 0.342%
2 5.004 491 496 508 rVB 593034 774189 39.55% 4.812%
3 5.416 561 566 569 rBV 2017070 1832469 93.61% 11.390%
4 6.440 735 740 743 rBV 1918732 1886038 96.35% 11.723%
5 6.798 798 801 805 rBV 556375 445346 22.75% 2.768%

6 7.369 893 898 901 rBV 1189731 1230609 62.87% 7.649%
7 8.087 1016 1020 1024 rBV 583331 561490 28.68%  3.490%
8 9.169 1199 1204 1208 rBV 1952680 1957531 100.00% 12.168%
9 9.851 1316 1320 1324 rVB 814509 661767 33.81% 4.113%
10 10.575 1438 1443 1446 rBV 657146 566871 28.96% 3.524%
11 10.645 1451 1455 1459 rBV 1513683 1477871 75.50%  9.186%
12 10.880 1492 1495 1499 rVB 37233 33732 1.72% ©0.210%
13 11.345 1570 1574 1577 rBV 848384 707153 36.12%  4.396%
14 11.369 1577 1578 1582 rVB 44115 26818 1.37% ©0.167%
15 11.880 1662 1665 1668 rBv2 70383 66680 3.41% 0.414%
16 12.127 1703 1707 1709 rBV 152788 124328 6.35% ©.773%
17 12.563 1778 1781 1785 rVB 90194 75612 3.86% ©0.470%
18 12.792 1815 1820 1825 rVB 73194 76815 3.92% 0.477%
19 12.939 1841 1845 1849 rBV 1895443 1760288 89.92% 10.942%
20 13.169 1879 1884 1886 rBvV2 25225 28960 1.48% 0.180%
21 13.510 1937 1942 1946 rBv4 19767 24385 1.25% 152%

22 13.839 1995 1998 2014 rVB 192736 271673 13.88%
23 13.998 2019 2025 2028 rVV 476852 445544 22.76%

OO NRO
N
o))
o
X

24 14.021 2028 2029 2034 rVB 24006 21670  1.11% 135%
25 14.098 2038 2042 2046 rVB2 20314 25057 1.28% 156%
26 14.757 2150 2154 2161 rBV 174891 198349 10.13% 1.233%
27 14.845 2167 2169 2174 rVB 27511 29359 1.50% ©0.182%
28 15.110 2211 2214 2219 rVB 23984 25919 1.32% 0.161%
29 15.474 2271 2276 2284 rBV 303204 379106 19.37%  2.356%
30 15.933 2349 2354 2359 rBv4 15783 23703 1.21% 0.147%
31 15.998 2361 2365 2369 rBV6 13908 29332 1.50% ©.182%
32 18.068 2708 2717 2726 rVB8 40174 105073 5.37% ©.653%

33 18.321 2752 2760 2772 rBV1O 42494 159016 8.12% 0.988%

Sum of corrected areas: 16087717
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 05 Jan 2023 21:40
: CG\JU
: 01027-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
BF131927.D

COMP-1-1-4-2023

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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\BF010523\
Data File : BF131927.D

Acq On : 05 Jan 2023 21:40

Operator : CG\JU

Sample : 01027-01

Misc . COMP-1-1-4-2023

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Propane, 1,1-dimethoxy- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.140 2.47 ng 54964  1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 9
3 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 Glycine 75 C2H5NO2 000056-40-6 5

Abundance Scan 9 (2.140 min): BF131927.D\data.ms (-5) (-) m/z 75.00 100.00%

75.0
A Raas R
‘ 570 2.202.302.402.50
Obrrerer e el e m/z 730100 72.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 450 LA R B BN BB B
2.202.302.402.50
m/z 45.00 40.42%
O ff57f.087.01‘03.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5623: Glycolaldehyde dimethyl acetal
75.0
s
2.202.302.402.50
5000 m/z 41.10 27.93%
31.0 450
15.0
0 L, H\ 590 | 105.0
R R A RAAANEEEEEEEE S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5552 Aminoacetaldehyde dimethyl acetal A A e
75.0 2.202.302.402.50
m/z 47.10  19.62%
5000
300 470
ol 120 u‘\ H\\ 59.0 ‘ 88.0 _ 106.0
e e e e e e A Raas R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131927.D

Acq On : 05 Jan 2023 21:40

Operator : CG\JU

Sample : 01027-01

Misc . COMP-1-1-4-2023

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.004 34.77 ng 774189  1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 496 (5.004 min): BF131927.D\data.ms (-491) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 T
4.60 4.80 5.00 5.20 5.40
Ul 880 ]
"t m/z 59.00 63.28%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 | LN R B R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 22.72%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R ERREE TS
4.60 4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 14.567%
126.0
ol L 128010
m/z--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime e e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 40.95 9.43%
5000
101.0
15.0
ol 800 Ba0 LM
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131927.D

Acq On : 05 Jan 2023 21:40

Operator : CG\JU

Sample : 01027-01

Misc . COMP-1-1-4-2023

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.575 17.13 ng 566871  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H16N2 000103-33-3 72
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 Acetophenone, 2-chloro- 154 C8H7Cl0 000532-27-4 49
5 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
Abundance Scan 1443 (10.575 min): BF131927.D\data.ms (-1438) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 —t :
10.50
152.0
Ot b A2 TR 2051 2320y yy 77,00 71.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —b :
10.50
510 m/z 182.00  56.23%
27.0 152.0
O‘\‘\\\“\\‘\\‘\\\H}“\\\\’\\\\‘\\\\‘\\}‘\‘\\\\‘H\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene
71.0
T \
182.0 10.50
5000 m/z 51.00 25.69%
51.0 105.0
270 ‘ ‘ 128.015f'O \
0Nt e e o b e e ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30107: Benzenecarbothioic acid, S-methyl ester ;

105.0 10.50
m/z 181.00 8.98%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131927.D

Acq On : 05 Jan 2023 21:40

Operator : CG\JU

Sample : 01027-01

Misc COMP-1-1-4-2023

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 TIsopropyl palmitate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.127 3.52 ng 124328 Phenanthrene-di0 11.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
3 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 38
4 4-Methylcyclohexylamine, N,N-bis... 197 C11H19NO2 1000454-13-3 27
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 27
Abundance Scan 1707 (12.127 min): BF131927.D\data.ms (-1703) (-} ' m/z 43.05 100.00%
43.0
5000 102.0
256.1
—— —
158 1171 1 2131 ‘ 12.00 12.50
oL—— ) w‘ﬁw‘wuh“‘h — m/z 60.00 58.66%
miz--> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0 ﬂwm
5000 ot
256.0 12.00 12.50
m/z 102.00 46.59%
1510 2130
O T T h‘\ ‘\““‘ ‘\H‘\ \ \ ‘\ \‘ T T \ T \ \ \ T \2\98‘(
miz—-> 50 100 150 200 25 300
Abundance #143509: n-Hexadecanoic acid
43.0
1200 1250
5000 256.0 m/z 55.00  42.74%
129.0
B3.0 213.0
L, 218
miz--> 50 100 150 200 250 300
Abundance #126248: Dodecanoic acid, 1-methylethyl ester
43.0 1200 1250
m/z 41.00 41.52%
5000 102.0
200.0
Ll 121 |
IS U el Y
m/z--> 50 100 150 200 250 300 1200 1250

8270-BF122422.M Fri Jan 06 11:15:38 2023

Page:

6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131927.D

Acq On : 05 Jan 2023 21:40

Operator : CG\JU

Sample : 01027-01

Misc COMP-1-1-4-2023

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.839 12.20ng 271673 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
5 1-Tetracosene 336 C24H48 010192-32-2 91
Abundance Scan 1998 (13.839 min): BF131927.D\data.ms (-1995) (- m/z 57.05 100.00%
57.0
- JJ\WL
— 5
ih&o 195.2 280.9 1350 14.00
oAb, 1922 2809 o m/z 43.10  94.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 - R
13.50 14.00
m/z 55.05 88.08%
FS'O 252.0
OHJ‘\ ‘H\J‘WI‘W‘WJ\\MH“H\‘H‘H“\.\\\‘\\\:\3‘6\19\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\6\4\‘8\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #336402: 17-Pentatriacontene
43.0
— —
13.50 14.00
5000 ITI/Z 82.95 79.39%
111.0
0 | l |, 182.0 267.0 490.0
A H A A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #299848: 1-Heptacosanol o .
57.0 13.50 14.00
m/z 69.10 75.65%
5000
125.0
ol il ]11,19502640 3780
e e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131927.D

Acq On : 05 Jan 2023 21:40

Operator : CG\JU

Sample : 01027-01

Misc COMP-1-1-4-2023

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.757 10.46 ng 198349  Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 98
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 47
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 47
5 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 43
Abundance Scan 2154 (14.757 min): BF131927.D\data.ms (-2150) (-} m/z 59.00 100.00%
59.0
5000 N
—— —
R , 14.50 15.00
b w“h‘}‘ (ARl 1931 24012771 3371 .75 66 74.25%
miz--> 50 100 150 200 250 300
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 e ——
14.50 15.00
m/z 55.05 51.01%
126.0
0 ‘\h‘h‘\hh‘}‘ W‘ \‘“M\ uf “1\79\0\ T \2\49’0 \2\77\\0 T ‘\3\33(
miz—-> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
—— ]
14.50 15.00
5000 m/z 41.00 34.22%
8 89 1400 1840 2380 2810
- \‘\\\‘\\\\‘\\\\’\\\\\\\\
m/z--> 50 100 150 200 250 300
Abundance #110061: Benzeneethanamine, 2-fluoro-.beta.,3,4-trinydr —— —
59.0 14.50 15.00
m/z 68.95 31.06%
5000
0 1.}, 106.01410 196.0231.,0
e R B B e e P —
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131927.D

Acq On : 05 Jan 2023 21:40

Operator : CG\JU

Sample : 01027-01

Misc . COMP-1-1-4-2023

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 1,1,6-trimethyl-3-methylene... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.068 5.54 ng 105073 Perylene-d12 15.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 52
2 8-Isopropenyl-1,5-dimethyl-cyclo... 204 C15H24 1000193-62-7 41
3 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 35
4 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 25
5 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 25
Abundance Scan 2717 (18.068 min): BF131927.D\data.ms (-2708) (- 80.95 100.00%
81.0 205.1
5.0
5000
313.0
“ 66. 18.00
oL LN 93.00  88.44%

L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326497: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrame
95.0
5000

18.00
177.0 m/z 205.10  88.15%

0 \ l ‘ \“ ‘ “H ”\ bdd \ \ l 336.0 437.0

\\\“\‘ \‘\\\\ \\!‘\\\\\\\\‘\\\\’\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80262: 8-Isopropenyl-1,5-dimethyl-cyclodeca-1,5-diene

68.0 WM
l AL W
18.00
5000 147.0 m/z 109.00 85.14%
04.0
ol \H } M I
m/z--> 100 150 200 250 300 350 400 450 (WWMM\{W M
Abundance #82843: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3- ‘
123.0 18.00
m/z 67.00 81.66%
41.0 191.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131927.D

Acq On : 05 Jan 2023 21:40

Operator : CG\JU

Sample : 01027-01

Misc COMP-1-1-4-2023

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1,5-Cyclodecadiene, 1,5-dim... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.321 8.39 ng 159016  Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 015423-57-1 53
2 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 46
3 Guaia-9,11-diene 204 C15H24 1000374-19-8 43
4 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26 069239-71-0 38
5 15.alpha.-Hydroxyculmorin 254 C15H2603 144447-99-4 38
Abundance Scan 2760 (18.321 min): BF131927.D\data.ms (-2752) (- m/z 95.00 100.00%
95.0
55.0
350 189.1
5000 280.8
— ——
%F&O 35?- 18.00 18.50
0 AL m/z ss.ee  83.65%
m/z--> 50 100 150 200 250 300 350
Abundance #80327: 1,5-Cyclodecadiene, 1,5-dimethyl-8-(1-methylett
121.0
5000 67.0 — e
18.00 18.50
161.0 204.0 m/z 106.95 82.81%
29.
O' \‘H‘\“h‘\‘\‘\L“‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #38998: 1-(2-Pyridyl)piperazine
95.0
18.00 18.50
5000 m/z 121.00 80.38%
163.0
51.0
m/z--> 50 100 150 200 250 300 350
Abundance #80159: Guaia-9,11-diene
93.0 18.00 18.50
189.0 m/z 81.00 80.01%
50001 4 4 33.0 MJ/\WM
RITRY AT VTY U N
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131927.D

Acqg On : 05 Jan 2023 21:40

Operator : CG\JU

Sample : 01027-01

Misc . COMP-1-1-4-2023

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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|
Propane, 1,1-di... 2.140 2.5 ng 54964 1 6.798 445346 20.0
2-Pentanone, 4-... 5.004 34.8 ng 774189 1 6.798 445346 20.0
Benzophenone 10.575 17.1 ng 566871 3 9.851 661767 20.0
Isopropyl palmi... 12.127 3.5 ng 124328 4 11.345 707153 20.0
Pentadecafluoro... 13.839 12.2 ng 271673 5 13.998 445544 20.0
13-Docosenamide... 14.757 10.5 ng 198349 6 15.474 379106 20.0
1,1,6-trimethyl... 18.068 5.5 ng 105073 6 15.474 379106 20.0
1,5-Cyclodecadi... 18.321 8.4 ng 159016 6 15.474 379106 20.0
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