LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc :

ALS vial : 8 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_ G\Methods\8270-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58527.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.388 384 391 404 rBV 728810 1155262 15.80% 4.484%
2 6.986 655 663 677 rBvV 695926 1204863 16.48% 4.676%
3 7.815 797 804 813 rVB 212617 346199 4.73% 1.344%
4 8.978 994 1002 1013 rBV 411758 751930 10.28% 2.918%
5 10.024 1173 1180 1191 rVB 184463 315866  4.32%  1.226%

6 10.617 1273 1281 1293 rBV 276885 509376 6.97% 1
7 13.079 1693 1700 1714 rBV 1088812 1745726 23.87% 6
8 13.778 1813 1819 1826 rBV2 87659 128958 1.76% ©.500%
9 13.913 1833 1842 1851 rBV 149305 243630 3.33% ©
10 14.460 1930 1935 1944 rVB 474438 756013 10.34% 2

11 15.952 2181 2189 2206 rBV 896614 1419906 19.42%
12 17.204 2396 2402 2412 rBV 549693 855509 11.70%
13 18.097 2549 2554 2571 rVB 263488 440706  6.03%
14 19.372 2767 2771 2784 rVB2 61205 95136 1.30%
15 19.824 2842 2848 2855 rBV 1832485 2409242 32.94%
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16 21.446 3117 3124 3138 rVB2 575292 968823 13.25%
17 22.198 3247 3252 3261 rVB 113163 185265 2.53%
18 23.185 3415 3420 3426 rVB2 78461 148382 2.03%
19 23.614 3485 3493 3506 rVB 1188828 2479535 33.91%
20 24.513 3635 3646 3658 rBV2 432554 1254649 17.16%
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21 24.994 3721 3728 3737 rVB2 87528 218654
22 25.582 3814 3828 3843 rBV 2307741 7313115 100.00% 28.383%
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23 26.834 4033 4041 4053 rVB3 45159 147365 2.02% ©0.572%
24 27.591 4159 4170 4183 rVB3 87172 332059 4.54%  1.289%
25 28.367 4291 4302 4308 rBV3 86388 339829 4.65% 1.319%

Sum of corrected areas: 25765998
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058527.D\data.ms

2000000

1500000

1000000

5.388 6.986

500000 8.978

10.617
7.815 10.024 K

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058527.D\data.ms

2000000 19.824

1500000

3.079
1000000 15.952

17.204 21.446

500000 14.460
18.097

1&?7/%13 WL 10.372 22.198

ol A e e e e e e e e e
Time--> 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG058527.D\data.ms
25.582

2000000

1500000

23.614

1000000

500000

26.834 27.591 28.367

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 (+)-2-Bornanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.024 12.40 ng 315866  Naphthalene-d8 10.617
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 97
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 97
3 Camphor 152 C10eH160 000076-22-2 96
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 49
5 Bicyclo[3.1.0]hexane, 1,5- d1methy1 110 C8H14 1010142-17-5 46
Abundance Scan 1180 (10.024 min): BG058527.D\data.ms (-1173) (- m/z 95.00 100.00%
95.0
41.0
5000 69.0
152.1 T
‘ L | 1230 10.00
bl tll alle L 2230 L myz 81.00  70.40%
m/z--> 20 40 60 80 100 120 140
Abundance #29113: (+)-2-Bornanone
95.0
5000 41.0 - :
69.0 152.0 10.00
m/z 41.00  49.30%
0 \1\5\.(‘)\‘1‘\\ LIl ‘M‘ ‘\?“2:\3\0\ \“\\ ‘\‘
miz-> 20 40 60 8 100 120 140
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
R \
10.00
5000 41.0 69.0 m/z 55.00 42.62%
152.0
0 15.0 | \‘ ‘\ 123.0 | ‘\
- \\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140
Abundance #29051: Camphor A ‘
95.0 10.00
m/z 108.00  39.66%
5000 41.0
69.0 152.0
o i Lo i
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Bicyclo[7.2.0]undec-4-ene, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.778 3.41 ng 128958  Acenaphthene-di10 14.460
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 91
2 Caryophyllene 204 C15H24 000087-44-5 91
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 013877-93-5 86
4 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 49
5 .beta.-Longipinene 204 C15H24 041432-70-6 43

Abundance Scan 1819 (13.778 mln) BGO058527.D\data.ms (-1813) - m/z 93.00 100.00%

5000 /\ /A
AL M
13.50 14.00
01 m/z 41.00 96.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80394: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-i
41.0
69.0 93
133.0
5000
13.50 14.00
_ m/z 69.00 85.30%
“ ‘ 189.0
O' \\\h}‘\\\\‘\\\\‘\\\\‘l\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80124: Caryophyllene
41.0 69.0 93.0
EUDNIE I
133.0 13.50 14.00
5000 m/z 91.00 83.97%
161.0
O A
0 _Hw“u‘!l‘ : "“MHw‘mwuw!u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80289: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-v P /‘\“‘ Ay ]
69.0 93.0 13.50 14.00
41.0 133.0 m/z 79.00 73.16%
5000
161.0
‘ 189.0
0! “‘W‘HH“HM‘HL“M‘ - ‘/ﬂm pay |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.097 10.30 ng 440706  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49

Abundance Scan 2554 (18.097 min): BG058527.D\data.ms (-2549) (- m/z 73.00 100.00%

73.0
43.0
5000
129.0
213.1 — :
‘ Hl 1.0 157.0185.1 ‘ 256.1 18.00
om,w“‘:m Al uh‘w\‘w‘m mH‘W‘H‘M_Hu_mwh” m/z 60.00  97.02%
m/z--> 20 40 60 80 100120 140 160180 200 220 240 260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T T
129.0 18.00
213.0 m/z 57.00 82.38%
L) HH 157.0185.0
0 \H’\l\\‘}‘\\”\”\H‘}‘\‘H!\H“‘\\‘”‘M\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘\H\‘HH“H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
T \
18.00
5000 129.0 m/z 43.00 80.69%
199.0
e ) e T
SEEIN P o i R
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109281: Tetradecanoic acid T ‘
73.0 18.00
43.0 m/z 55.00 75.06%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100120140160 180200220 240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Tricosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.198 3.82 ng 185265  Chrysene-di2 21.446
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Docosane 310 C22H46 000629-97-0 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91

Abundance Scan 3252 (22.198 min): BG058527.D\data.ms (-3247) (-

m/z 57.00 100.00%

57.0
5000
— —
‘ ‘ 91 1410 22.00 22.50
oL ALl Tr0es1 25222081 3572 750 0 6e.27%
m/z--> 50 100 150 200 250 300 350
Abundance #229644: Tricosane
57.0
5000 T —
22.00 22.50
324.0 m/z 43.00 55.07%
| \ \}410183022502670
0\\\“‘ “\h‘\h‘\“\‘\\“‘\‘\\‘\“\‘\‘\‘\“\‘\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
—— —
22.00 22.50
5000 ITI/Z 85.00 43.95%
9.0
L ‘“ MJ ‘141?18§0 239.0 3100
oL—Ak ‘u“M“ R B R T T
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 22.00 22.50
m/z 55.00 21.03%
- MWj&WMwV%J\WMWWWWMWW
0 ‘\L\ I F ‘%410183022502670 3230 380.(
bl R e e e A —— —
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Octadecanal

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
23.185 2.37 ng 148382  Perylene-di2 24.513
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 1,19-Eicosadiene 278 C20H38 014811-95-1 90
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
4 Hexadecanal 240 C16H320 000629-80-1 87
5 17-Octadecenal 266 C18H340 056554-86-0 87

Abundance Scan 3420 (23.185 min): BG058527.D\data.ms (-3415) (-

57.0
5000 96.0
9208.9 253.1 302.0
oLl i,
m/z--> 50 100 150 200 250 300
Abundance #158569: Octadecanal
43.0, 82.0
5000
WZSO 222.0
O T \“\ “\‘h T \H“\““\ - \99 \“ T \H.\ T "2\68\.\0\ ‘ LI
m/z--> 50 100 150 200 250 300
Abundance #171302: 1,19-Eicosadiene
55.0
96.0
5000
0150 | H B0 00 a0
m/z--> 50 100 150 200 250 300
Abundance #158580: Oxirane, hexadecyl-
82.0
5000
0,
m/z--> 50 100 150 200 250 300
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m/z 57.00 100.00%

— —
23.00 23.50
m/z 43.00 74.59%

— —
23.00 23.50
m/z 82.00 72.64%
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2300 2350
m/z 55.00 66.99%

.

2300 2350
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n
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.614 39.53 ng 2479540  Perylene-d12 24.513
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 96
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
4 Nonadecane 268 C19H40 000629-92-5 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3493 (23.614 min): BG058527.D\data.ms (-3485) (- m/z 57.00 100.00%
57.0
5000 /\
\ | 9\0141118312252 2350 2400
ol Ly a7 1830 225.2267.1300.3351.4 ;71,00 58.22%
mlz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000
2350 2400
9.0 m/z 43.00 52.05%
\\\‘\\\‘\\\‘\f!\\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl-
43.0
2350 2400
5000 5.0 m/z 85.05 44.85%
127.0 96.0
ol LLLi B0 | aeozmon
miz--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0 2350 2400
55.00 21.92%
5000
9.0 154.0
ob by i or02300280
m/z--> 50 100 150 200 250 300 350 2350 2400

8270-BGO72823.M Sat Jul 29 ©4:59:33 2023
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
BGO58527.D

: 28 Jul 2023 21:04

: MA/JU

. 03719-01

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Libra
TIC Integ

ry : C:\Database\NIST20.L
ration 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 Hexadecanal

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
24.994 3.49 ng 218654  Perylene-di2 24.513
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Hexadecanal 240 C16H320 000629-80-1 90
3 Tetradecanal 212 C14H280 000124-25-4 80
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 74
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 70

Abundance Scan 3728 (24.994 min): BG058527.D\data.ms (-3721) (- m/z 57.00 100.00%
57.0
25.00
37.1174.9 222.0 263.0 334.3 ’
0yl m/z 43.00 84.34%
mlz--> 50 100 150 200 250 300 350
Abundance #158567: Octadecanal
43.0 82.0
5000 R
25.00
m/z 82.00 75.48%
24.0 250.0
194.0
0
miz--> 50 100 150 200 250 300 350
Abundance #123919: Hexadecanal
43.0 82.0
T
25.00
5000 m/z 55.00 65.57%
24.0
W ‘ 196.0
0 F B O i
miz--> 50 100 150 200 250 300 350
Abundance #90088: Tetradecanal T
57.0 25.00
m/z 96.00 52.26%
5000 96.0
168.0
0 W Toee -
m/z--> 50 100 150 200 250 300 350 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.582 116.58 ng 7313120  Perylene-d12 24.513
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3828 (25.582 min): BG058527.D\data.ms (-3814) (- m/z 57.00 100.00%
57.0

f>‘

5000
‘ T
‘ I 1&3 169.1 295 2 25.50
Ob b bk L[4 16912252 2053 3653 4/ 71.05 57.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 — :
25.50
m/z 43.00 52.52%
ob, | 1413-0160.0225.0281.0337.0 394.0
\\1\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
L
25.50
5000 ITI/Z 85.05 44 .,96%
0 | } | ‘]111”3 \0\1\69 :0225.0281.0337.0393.0449.0 506.(
A e e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #345481: Dotriacontane, 1-iodo- ——
57.0 25.50
m/z 55.00 22.50%
5000

} ” | [ 18902250 29503510  449.0

0 m\wm"mwmwm"m‘mWm‘mwmw ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.50

i>
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosane, 1-iodo-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
26.834 2.35 ng 147365  Perylene-di2 24.513
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
4 Eicosane, 1-iodo- 408 (C20H411I 1000406-31-8 87
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87

Abundance Scan 4041 (26.834 min): BG058527.D\data.ms (-4033) (-
57.0

5000

141.0
0 “\ luu\‘H H\H H L ‘ mm o \\21\9‘ 1259 1“ m 317 0 381

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

Abundance #320326: Docosane, 1-iodo-
57.0
5000
9.0
155.0 309.0
O \“\‘\L‘ h\“\“‘ \‘\‘\ \"‘\‘\\]‘.\97‘(\)\2\3\9’0\\\\“\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000
oL ‘L‘ 1 F?‘? 141.0183.0 226.0
i e e A s e

miz-> 50 100 150 200 250 300 350

m/z 57.00 100.00%

:

26.50 27.00
m/z 71.00 64.74%

:

26.50 27.00
m/z 85.00 50.88%

:

26.50 27.00
m/z 43.00 49.28%

%

Abundance #287350: Octadecane, 1-iodo- — —
57.0 26.50 27.00
m/z 55.00  22.56%
h MMM
155.0 253.0
L oo 2 S
m/z--> 50 100 150 200 250 300 350 26.50 27.00

8270-BGO72823.M Sat Jul 29 04:59:34 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On
Operator
Sample

Misc

ALS vial

: 28 Jul 2023 21:04
: MA/JU
. 03719-01

: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Oxirane, heptadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
27.591 5.29 ng 332059  Perylene-d12 24.513
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
3 Octadecanal 268 C18H360 000638-66-4 68
4 Docosanal 324 C22H440 057402-36-5 62
5 1,21-Docosadiene 306 C22H42 053057-53-7 58

Abundance Scan 4170 (27.591 min): BG058527.D\data.ms (-4159) (- m/z 57.00 100.00%
57.0

2000 i ﬁ%$mﬂmeJp\NMNMMWxW
T T \
Ll m 39.0 20402451 3001 355, 27.50
0 “‘J“Un Mmembm‘uu‘MH IRV NPT S M o m/z 43.00 77.90%
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
5000 —— ‘
27.50
m/z 82.00 75.60%
24.0
0 L 166.0 222.0 264.0
LI ‘
m/z--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0
T 1 \
43.0 27.50
5000 ITI/Z 55.00 55.90%
m240
oL Ll se0 20200
m/z--> 50 lOO 150 200 250 300 350
Abundance #158569: Octadecanal T ‘
43.0 82.0 27.50
m/z 83.00 52.66%
5000
ol LbALLL L1380, 20 000 -
m/z--> 50 100 150 200 250 300 350 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
28.367 5.42 ng 339829  Perylene-d12 24.513
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 (C28H58 000630-02-4 87
3 Docosane, 1l-iodo- 436 C22HA5I 1000406-31-9 87
4 Eicosane 282 (C20H42 000112-95-8 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 4302 (28.367 min): BG058527.D\data.ms (-4291) (- m/z 57.00 100.00%
57.0
5000 J\V
90 28‘06 ‘28‘50‘
155.1197.1 : :
ol “‘ J w‘m“L L a0l 29312990 8570 /s 71,00 65.28%
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 = —
28.00 28.50
9.0 m/z 43.00 53.55%
ol LU L)1 141:0183.0225 0267.03000 3670
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
28.00 28.50
5000 m/z 85.05 50.23%
9.0
oLl 11| ;141.0183.0225.0 281.0 337.0 394.
B o o T R L S
miz--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo- e —T
57.0 28.00 28.50
m/z 55.00 19.89%
5000
9.0
155.0 309.0
ol 0m0gsge 90 T T
m/z--> 50 100 150 200 250 300 350 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58527.D

Acqg On : 28 Jul 2023 21:04
Operator : MA/JU

Sample : 03719-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
(+)-2-Bornanone 10.024 12.4 ng 315866 2 10.617 509376 20.0
Bicyclo[7.2.0]u... 13.778 3.4 ng 128958 3 14.460 756013 20.0
n-Hexadecanoic ... 18.097 10.3 ng 440706 4 17.204 855509 20.0
Tricosane 22.198 3.8 ng 185265 5 21.446 968823 20.0
Octadecanal 23.185 2.4 ng 148382 6 24.513 1254650 20.0
Pentacosane 23.614 39.5 ng 2479540 6 24.513 1254650 20.0
Hexadecanal 24.994 3.5 ng 218654 6 24.513 1254650 20.0
Octacosane 25.582 116.6 ng 7313120 6 24.513 1254650 20.0
Docosane, 1-iodo-  26.834 2.4 ng 147365 6 24.513 1254650 20.0
Oxirane, heptad... 27.591 5.3 ng 332059 6 24.513 1254650 20.0
Hexacosane 28.367 5.4 ng 339829 6 24.513 1254650 20.0
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