LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131917.D

Acqg On : 05 Jan 2023 16:17
Operator : CG\JU

Sample : 01029-01

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_ F\Methods\8270-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131917.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.134 4 8 14 rVB 48648 58632 2.22% 0.301%
2 5.010 491 497 508 rVB 634067 893490 33.86% 4.587%
3 5.416 561 566 569 rBV 2172874 2092043 79.29% 10.740%
4 6.439 735 740 743 rBV 2025180 2160432 81.88% 11.091%
5 6.798 798 801 805 rBV 476937 413387 15.67%  2.122%
6 7.375 893 899 902 rBV 1459142 1435564 54.41% 7.369%
7 8.092 1016 1021 1024 rBV 569086 518854 19.66% 2.664%
8 9.175 1199 1205 1208 rBV 2924892 2638511 100.00% 13.545%
9 9.480 1253 1257 1260 rBV 84154 70305 2.66% 0.361%
10 9.851 1315 1320 1324 rVB 749510 634732 24.06% 3.258%

11 9.992 1339 1344 1347 rBV 1433032 1326109 50.26%
12 10.298 1394 1396 1404 rVB 46616 43824 1.66%
13 10.363 1404 1407 1411 rVB 144955 112516  4.26%
14 10.575 1438 1443 1446 rBV 708880 567288 21.50%
15 10.651 1450 1456 1459 rBV 1999115 1811948 68.67%
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16 10.727 1466 1469 1478 rVB 43609 50682 1.92%
17 11.345 1570 1574 1577 rBV ~ 855237 670182 25.40%
18 11.880 1658 1665 1675 rBV 157477 194321  7.36%
19 12.063 1693 1696 1703 rVB4 19746 30723 1.16%
20 12.127 1703 1707 1710 rBV 61740 52923 2.01%
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21 12.945 1841 1846 1849 rBV 2847276 2450700 92.88% 12.
22 13.839 1993 1998 2012 rBV = 209237 298585 11.32%
23 13.998 2016 2025 2029 rBV 441869 406835 15.42%
24 14.163 2046 2053 2058 rBv4 18050 31326 1.19%
25 14.851 2166 2170 2176 rVB 37083 42258 1.60%
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26 15.474 2271 2276 2284 rBV 298642 384206 14.56% 1.972%

27 16.004 2360 2366 2378 rBVle 18182 61089 2.32% 0.314%
28 17.533 2618 2626 2628 rBvV8 11233 28366 1.08% 0.146%
Sum of corrected areas: 19479831
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 05 Jan 2023 16:17
: CG\JU
: 01029-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
BF131917.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BF131917.D\data.ms

5.416
6.439

7.375

5.010

6.798

134

L
L L L L B L L L L I L L L L L L L L L L L I L L B LA I B IR

2.20 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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF131917.D\data.ms
9.175 12.945

10.651

9.992

11.345
9.851 10.575

8.092

0
Time-->

363 11.880
9.480 § ]J

oy ‘_1‘°1'2?6_H27‘_ Y . A |
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF131917.D\data.ms

13.998

13.839 15.474

14.851 16.004 17.533

14.163
T ‘ T T T ‘ T T T T ‘ T T T ‘ T T ‘ T 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\BF010523\
Data File : BF131917.D

Acq On : 05 Jan 2023 16:17
Operator : CG\JU

Sample : 01029-01

Misc

ALS Vial : 5 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.
2.134 2.84 ng 58632 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 9

3 3-Hexene, 1-(1l-ethoxyethoxy)-, (Z)- 172 C10H2002 028069-74-1 9

4 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 9

5 Propanoic acid, 2,3-dihydroxy- 106 C3H604 000473-81-4 9
Abundance Scan 8 (2.134 min): BF131917.D\data.ms (-4) (-) m/z 75.00 100.00%

75.0
5000 45.1

T T T T T T T
2.202.302.402.50
| Ll

103.0
Obrrprrrrprrrrprretbd bt e e m/z 73,00 72.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5400: Propane, 1,1-dimethoxy-
78.0
29.0
5000 450 L B L L B L R B
2.202.302.402.50
m/z 45.10 46.87%
Offao.o”]-OS.O’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17234: Acetic acid, dimethoxy-, methyl ester
75.0

2.202.302.402.50

5000 m/z 41.10 28.55%
47.0
15.0 31.0
103.0
]l ‘ . | 133.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

0
Abundance #47101: 3-Hexene, 1-(1-ethoxyethoxy)-, (2)- A R
73.0 2.202.302.402.50
45.0 m/z 47.00 24.12%
5000
29.0
0 RN 1 1 N M \‘ 1030 127.0
e e e e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131917.D

Acq On : 05 Jan 2023 16:17

Operator : CG\JU

Sample : 01029-01

Misc

ALS Vial : 5 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.
s.ole 43.23ng 893490  1,4-Dichlorobenzene-dd 6.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72

Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

1-Propen-2-o0l, acetate

1
2
3 2,3-Butanedione, monooxime
4
5 5-Hexen-2-one

101 C4H7NO2
100 C5H802
98 C6H100

001116-98-9 25
000057-71-6 17
000108-22-5 10
000109-49-9 9

Abundance Scan 497 (5.010 min): BF131917.D\data.ms (-491) (-)

m/z 43.00 100.00%

43.0
59.0
5000
101.0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
4.60 4.80 5.00 5.20 5.40
oyl 830 3
ottt e m/z 59.60 64.21%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L B L R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 23.67%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Do e
4.60 4.80 5.00 5.20 5.40
5000 41.0 ITI/Z 58.00 15.32%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime R ARE R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.64%
5000
101.0
15.0
o 800880 LA
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 : BF131917.D

Acq On : 05 Jan 2023 16:17
Operator : CG\JU

Sample : 01029-01

Misc

ALS Vial : 5 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 1,4-Naphthalenedione Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.480 2.22 ng 70305  Acenaphthene-d1e 9.851

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Naphthalenedione 158 C10H602 000130-15-4 97
2 Phenylethyne 102 C8H6 000536-74-3 46
3 1H-Imidazole, 1-(4-methylphenyl)- 158 C10H10N2 1000351-29-5 30
4 2,3-Naphthalenediamine 158 C10H10N2 000771-97-1 25
5 1,4-Naphthalenediamine 158 C10H16N2 002243-61-0 22

Abundance Scan 1257 (9.480 min): BF131917.D\data.ms (-1253) (-) m/z 158.00 100.00%

58.0
102.0
76.0
5000 130.0
50.0
S N | O |
204.1 9.20 9.40 9.60 9.80
0 el e ST m/z 102,00 80.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34670: 1,4-Naphthalenedione
158.0
102.0
5000 76.0 130.0 R ARRRENRER SR
9.20 9.40 9.60 9.80
50.0 m/z 104.00 70.00%
26\0\ “m ul \H\ 1l |
O\\\‘HH“H‘H“HH‘HH‘ L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5066: Phenylethyne
102.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\}
9.20 9.40 9.60 9.80
5000 m/z 76.00 69.95%
76.0
50.0
o280 b M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34574: 1H-Imidazole, 1-(4-methylphenyl)- EBEEmEEEEEE
158.0 9.20 9.40 9.60 9.80
m/z 130.00 44.57%
5000 131.0
65.0 104.0
ot
bl b e e S | NP
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131917.D

Acq On : 05 Jan 2023 16:17
Operator : CG\JU

Sample : 01029-01

Misc

ALS Vial : 5 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 Juglone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.992 41.78 ng 1326110  Acenaphthene-d10 9.851

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Juglone 174 C10H603 000481-39-0 97
2 1-Methyl-5-(4-methylphenyl)tetra... 174 C9H1ON4 068826-33-5 52
3 2,3-Dihydro-4-methyl-1H-1,5-benz... 174 C10H10ON20 006276-48-8 46
4 3-(3-Methoxyphenyl)-1H-pyrazole 174 C10H1ON20 1000410-63-5 46
5 Benzene, 2,4-diisocyanato-1-methyl- 174 C9H6N202 000584-84-9 35

Abundance Scan 1344 (9.992 min): BF131917.D\data.ms (-1339) (1) | [ m/z 174.00 100.00%

174.0
118.0
5000
63.0 92.0
——
39.0 \JL H 14‘6 0 ‘ 10.00
0 bl el L m/z 118.00  54.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48895: Juglone
174.0
5000 118.0 10.00
630 920 m/z 92.00  36.63%
28.0 ‘ ‘ ‘ 146.0
O\\\\‘\\\\‘\\\‘\“H\\\‘\\H‘\\‘\\\\“‘\\\\‘\“\\\‘\\\‘}‘\
miz--> 100 120 140 160 180
Abundance #49681. 1—Methyl—5—(4—methy|phenyl)tetrazoIe
174.0
104.0
132.0 10.00
m/z 63.00 34.31%
50001 15 770 /
43.0
0!
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48806: 2,3-Dihydro-4-methyl-1H-1,5-benzodiazepin-2-o b -
134.0 174.0 10.00
106.0
m/z 120.00 31.13%
5000 79.0
0 —— ‘A
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131917.D

Acq On : 05 Jan 2023 16:17
Operator : CG\JU

Sample : 01029-01

Misc

ALS Vial : 5 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 5 2,3-Dihydrojuglone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.363 3.55 ng 112516  Acenaphthene-di0 9.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,3-Dihydrojuglone 176 C10H803 006312-53-4 96
2 3H-1,4-Benzodiazepin-2,5(1H,4H)-... 176 C9H8N202 005118-94-5 80
3 2-(3-Methyl-1,2,4-oxadiazol-5-yl... 176 C9H8N202 1000411-33-9 64
4 7-Methoxy-1-tetralone 176 C11H1202 006836-19-7 43
5 2-Hydroxy-3-cyanopyridine 120 C6H4N20 020577-27-9 38
Abundance Scan 1407 (10.363 min): BF131917[ndMarns(1404)( m/z 176.00 100.00%
120.0 17
92.0
5000
63.0 A
— ——
39.0 m ‘ l‘T'O 10.00 10.50
R N P N A Al m/z 119.95  83.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50566: 2,3- DlhydrOJugIone
120. 176.0
5000 92.0
63.0 10 00 10 50
148.0 m/z 91.95 58.05%
39.0
O\ ‘ \\ \\“ T \H\“\i \\“\“ T \‘\‘\ “‘\“\ T \“\ \H\ T ‘ \H‘\ T ‘ T \H‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #51567: 3H-1,4-Benzodiazepin-2,5(1H,4H)-dione
119.0 176.0
92.0
10.00 10.50
5000 147.0 m/z 63.05 29.98%
64.0
39.0
bt b b L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51580: 2-(3-Methyl-1,2,4-oxadiazol-5-yl)phenol
120.0 176.0 10 00 10 50
m/z 121.00 24.86%
92.0
5000
39.0 64.0
0 | Ll \M 145.0 ‘
M+J¢LM P —
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131917.D

Acq On : 05 Jan 2023 16:17
Operator : CG\JU

Sample : 01029-01

Misc

ALS Vial : 5 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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.575 17.87 ng 567288  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
4 Benzoic acid, 2-propenyl ester 162 C10H1002 000583-04-0 47
5 Benzene, (trimethoxymethyl)- 182 C10H1403 000707-07-3 47
Abundance Scan 1443 (10.575 min): BF131917.D\data.ms (-1438) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
R \
10.50
152.0
bl ke 2280 RS myz 77.00 71.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — :
10.50
510 m/z 182.00  52.67%
Jozo | 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
T \
77.0 10.50
5000 m/z 51.00 27.23%
51.0
0L 20 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide — I
105.0 10.50
m/z 181.10 8.49%
77.0
5000
51.0
ol 280 | ) 1340 165.0
A e o R S M S e
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131917.D

Acq On : 05 Jan 2023 16:17
Operator : CG\JU

Sample : 01029-01

Misc

ALS Vial : 5 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.880 5.80 ng 194321  Phenanthrene-di10 11.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 1665 (11.880 min): BF131917.D\data.ms (-1658) (- m/z 73.00 100.00%
5000
129.0
213.2 — e
‘ H(? 157.1185.1 ‘ 256.1 11.50 12.00
0me‘i‘l‘u“!”u”‘”m”w‘l‘l \“mum“u‘m‘\‘w‘l‘\“m‘\‘\‘m‘\m“\ m/z 60.00 87.43%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 43.05 85.38%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
B —T
43.0 11.50 12.00
5000 129.0 m/z 57.00 66.09%
171.0
‘ 214.0
AR IH S N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid Sond e —
43.0 ,73.0 11.50 12.00
m/z 55.05 65.82%
5000 129.0
199.0
s ) e T
0%§RkwwwwJMNMMNHW‘WH_‘JMA‘JHW‘HWH‘WHH“ = et
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131917.D

Acq On : 05 Jan 2023 16:17
Operator : CG\JU

Sample : 01029-01

Misc

ALS Vial : 5 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-Hexacosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.839 14.68 ng 298585  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
5 1-Tetracosene 336 C24H48 010192-32-2 91
Abundance Scan 1998 (13.839 min): BF131917.D\data.ms (-1993) (- m/z 57.00 100.00%
57.0
= -
‘ 90 13.50 14.00
| M ‘H‘ B LA8L0 3001wz s5.08  87.96%
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
5000 o =
13.50 14.00
m/z 43.05 84.63%
O T \“\ ‘ “‘ T H\‘ ‘H‘ M‘ 1‘\ “‘ ‘h\]“-\8\]-\0 2\380\ \2\9\2‘0\ L \3‘6\4.\-(
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
= 5
13.50 14.00
5000 m/z 83.10 81.36%
25.0
o LU om0 00
m/z--> 50 100 150 200 250 300 350
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester o P
57.0 13.50 14.00
97.0 .
m/z 69.00 74.08%
39. 0 250.0
ok ““H‘h‘ : uh‘\‘\““ H‘\ \ \\“\ ‘uh‘n‘ ‘ ‘ ‘ — l\‘ : ‘2‘97“0‘ : ‘3‘69"(: = e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131917.D

Acq On : 05 Jan 2023 16:17
Operator : CG\JU

Sample : 01029-01

Misc

ALS Vial : 5 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 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.851 2.20 ng 42258  Perylene-d12 15.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 64
3 (2E,6E)-3,7,11-Trimethyldodeca-2... 376 C25H4402 078368-57-7 64
4 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 59
5 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 59
Abundance Scan 2170 (14.851 min): BF131917.D\data.ms (-2166) (- m/z 69.00 100.00%
69.0
- MrﬂmeWWWJK~MAWNNMMW
- —
‘ | 187.1 611 14.50 15.00
O, Ww“‘ b ‘2‘8‘3;?‘ R m/z 81.00 53.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 e kb
14.50 15.00
m/z 41.00 22.10%
137.0
oPTQ iyl 1910 2730 3410 4104
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0
— ——
14.50 15.00
5000 m/z 95.00 17.29%
11.0
0% LU 36102050 21303150 3640
m/z--> 50 100 150 200 250 300 350 400
Abundance #285015: (2E,6E)-3,7,11-Trimethyldodeca-2,6,10-trien-1- — ——
69.0 14.50 15.00
m/z 68.05 16.46%
5000
J 136.0
189.0
o2: \ “H‘ A ‘\lM L Jw ! ‘H\L‘ [/~ 2380 3070 3760 Qm
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131917.D

Acq On : 05 Jan 2023 16:17

Operator : CG\JU

Sample : 01029-01

Misc

ALS vial : 5

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Carbonic acid, tridecyl 2,2... Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
16.004 3.18 ng 61089  Perylene-d12 15.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Carbonic acid, tridecyl 2,2,2-tr... 374 C16H29C1303 1000314-55-9 86

2 Triacontan-15-o0l 438 C30H620 031849-26-0 80
3 Carbonic acid, dodecyl 2,2,2-tri... 360 C15H27C1303 1000314-55-8 78
4 1-Hexacosanol 382 C26H540 000506-52-5 78
5 1-Heptacosanol 396 C27H560 002004-39-9 78
Abundance Scan 2366 (16.004 min): BF131917.D\data.ms (-2360) (- m/z 97.10 100.00%
97.1
43.Q
5000
148.9 220.8 ‘ 6‘06 |
LLALLL S 2292 2o o
ol LML LD L e+ m/z 57.18  83.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #282542: Carbonic acid, tridecyl 2,2,2-trichloroethyl ester
33.0
5000 — :
16.00
29, m/z 83.05 82.30%
WL e
O “““J “\‘HH“‘“‘\\\‘\H‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-ol
57.0
T
111.0 16.00
5000 ITI/Z 69.00 79.22%
‘ ‘ 241.0
oLt hlliig3ero || a0e0 3620 418
m/z--> 50 100 150 200 250 300 350 400
Abundance #269241: Carbonic acid, dodecyl 2,2,2-trichloroethyl este e ‘
83.0 16.00
m/z 43.05 79.11%
5000
140.0
29. ‘ H‘ 193 0
0 wwhhdh“ M“ "‘““““““““‘,““““ —r
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010523\
Data File : BF131917.D

Acqg On : 05 Jan 2023 16:17
Operator : CG\JU

Sample : 01029-01

Misc

ALS vial : 5 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... 2.134 2.8 ng 58632 1 6.804 413387 20.0
2-Pentanone, 4-... 5.010 43.2 ng 893490 1 6.804 413387 20.0
1,4-Naphthalene... 9.480 2.2 ng 70305 3 9.851 634732 20.0
Juglone 9.992 41.8 ng 1326116 3  9.851 634732 20.0
2,3-Dihydrojuglone 10.363 3.5 ng 112516 3  9.851 634732 20.0
Benzophenone 10.575 17.9 ng 567288 3 9.851 634732 20.0
n-Hexadecanoic ... 11.880 5.8 ng 194321 4 11.345 670182 20.0
1-Hexacosene 13.839 14.7 ng 298585 5 13.998 406835 20.0
Supraene 14.851 2.2 ng 42258 6 15.474 384206 20.0
Carbonic acid, ... 16.004 3.2 ng 61089 6 15.474 384206 20.0
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