LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BGO61169.D

Acqg On : 10 May 2024 19:02
Operator : MA/JU

Sample : P2437-01

Misc :

ALS Vvial : 11 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-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO61169.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.078 9 15 21 rBv4 10411 24310 1.70% 0.274%
2 3.155 21 28 45 rVB 246179 450837 31.45% 5.079%
3 3.677 113 117 125 rVB 10367 16804 1.17% 0.189%
4 5.528 425 432 445 rVB 400663 640837 44.70%  7.219%
5 7.109 692 701 713 rBV 422381 705272 49.19%  7.945%

6 7.931 834 841 847 rBV2 117545 197169 13.75%  2.221%
7 9.089 1030 1038 1045 rBV 261127 463562 32.33% 5.222%
8 9.635 1122 1131 1136 rBV6 11233 20839 1.45% ©.235%
9 10.722 1309 1316 1323 rBV 151448 272145 18.98%  3.066%
10 13.178 1727 1734 1744 rBV 637660 989369 69.01% 11.145%
11 13.901 1850 1857 1862 rBV3 16925 27899 1.95% ©.314%
12 13.971 1864 1869 1873 rVB3 18549 25082 1.75% 0.283%
13 14.559 1960 1969 1976 rBV 238319 376308 26.25% 4.239%
14 14.759 1998 2003 2005 rBV3 10431 15088 1.05% ©.170%
15 16.051 2212 2223 2235 rBV 557027 895037 62.43% 10.082%
16 16.274 2258 2261 2265 rVB2 23009 26335 1.84% 0.297%
17 16.627 2315 2321 2328 rBv4 12991 29608 2.07% ©.334%
18 17.309 2429 2437 2442 rBV 297045 457182 31.89% 5.150%
19 17.344 2442 2443 2450 rVB2 31956 39183 2.73% 0.441%
20 18.096 2565 2571 2580 rBv4 38915 71216  4.97% 0.802%
21 18.213 2586 2591 2603 rVB 80933 129409 9.03%  1.458%
22 18.525 2640 2644 2652 rBV3 30911 53855 3.76% 0.607%
23 19.359 2779 2786 2793 rBV 70543 136705 9.54%  1.540%
24 19.482 2804 2807 2813 rBV7 20258 28966 2.02% ©.326%
25 19.723 2844 2848 2855 rVB 50520 83204 5.80% 0.937%

26 19.929 2877 2883 2888 rBV 1106806 1433693 100.00% 16.
27 21.233 3101 3105 3112 rBV3 55904 99647  6.95%
28 21.568 3155 3162 3167 rBv2 290512 511451 35.67%
29 23.813 3540 3544 3554 rVB 85399 187095 13.05%
30 24.694 3687 3694 3711 rVB 140220 469203 32.73%
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Sum of corrected areas: 8877310
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BGO61169.D

Acqg On : 10 May 2024 19:02
Operator : MA/JU

Sample : P2437-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG061169.D\data.ms

1000000

800000

600000

7.109
400000 5.528

3.155 9.089

200000
7.931 10.722

.off8  3.677 9.635

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG061169.D\data.ms

19.929
1000000

800000

13.178
600000 16.051

400000 21.568
17.309

14.559

200000 21233

18.213 19,3509 723
182911 4.759 6276607 17/344  18.09618.525 19.
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Time-> 13.00 13.50 14.00 14.50 15.00 15.50 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: BG061169.D\data.ms

1000000
800000
600000

400000
24.694

200000 23813
WW/\WWWM‘/
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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

8270-BGR43024.M Sat May 11 07:00:04 2024 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BGO61169.D

Acqg On : 10 May 2024 19:02
Operator : MA/JU

Sample : P2437-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.155 45.73 ng 450837 1,4-Dichlorobenzene-d4 7.931

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 50
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 32
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 28
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 25
Abundance  Scan 28 (3.155 min): BG061169.D\data.ms (-21) (-) m/z 73.10 100.00%
73.1
43.0
87.1
T
‘ ‘ 320 3.40 3.60
Ol o2 QUL 829 L L m/z 43.e0  63.41%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA B B BB B
43.0 3.20 340 3.60
~ 950 87.0 m/z 55.00  40.42%
2 b L]
0\\‘\\\\’\\\”“\\\\“}\‘\\‘\\\‘\“\\\\’\}\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #15755: 3-Hexanol, 2,4-dimethyl-
73.0
45'0 \\\\\\\‘\\\\\
3.20 3.40 3.60
5000 87.0 m/z 87.10 28.66%
29.0
0, ““M‘Ml“‘ﬂﬂl““
m/z--> 10 80 90
Abundance #8502.Z—MethyLS—hexen—S—oI S
73.0 320 3.40 3.60
m/z 41.00 19.74%
55.0
43.0
5000
27.0
50 e
0 " ANREEN L1 } L

m/z--> 10 20 30 40 50 60 70 80 90 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BGO61169.D

Acqg On : 10 May 2024 19:02
Operator : MA/JU

Sample : P2437-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 cis-7-Hexadecenoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.096 3.12 ng 71216  Phenanthrene-d1e 17.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 83
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 80
3 Palmitoleic acid 254 C16H3002 000373-49-9 80
4 E-9-Tetradecenoic acid 226 C14H2602 050286-30-1 64
5 Oxacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 62
Abundance Scan 2571 (18.096 min): BG061169.D\data.ms (-2565) (- | m/z 55.00 100.00%
55.0
5000
831 WJJM
111.0 T ann !
\‘\ i 138.0165.0 194.2  236.2 18.00
[(m——" m/z 41.05 80.70%
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #140807: cis-7-Hexadecenoic acid
55.0
5000 =
83.0 18.00
m/z 43.05 41.86%
70 1050120 2360
0 \H‘\‘M\i‘\‘u “l\h\u‘ \\‘M‘\“HM\\\H“H‘l\‘\\\\‘\\\\‘\\\\‘H\}‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140812: Hexadecenoic acid, Z-11-
55.0
T \
18.00
5000 m/z 69.05 41.71%
83.0
UL ormoes 01520 2269
Ol wMwHm W ontidtuit- i
m/z--> 20 40 60 80 100120140160180200220240
Abundance #140796: Palmitoleic acid T ‘
55.0 18.00
m/z 83.10 36.12%
5000 83.0
111.0
27,0 ‘ ‘ H 138.0 236.0
obrdoll AL AL, T M
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 1800

8270-BGR43024.M Sat May 11 07:00:06 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BGO61169.D

Acqg On : 10 May 2024 19:02
Operator : MA/JU

Sample : P2437-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.213 5.66 ng 129409  Phenanthrene-di10 17.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2591 (18.213 min): BG061169.D\data.ms (-2586) (- | m/z 43.10 100.00%

431 730
5000
129.1 213.2

——
101.0 157.0185.1 256.1 18.00 18.50
0! m/z 41.00 88.72%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50

157.01g5 02130 2560 m/z 60.00 87.35%

O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid
43.0 73.0
et N
18.00 18.50
5000 129.0 ITI/Z 73.00 83.77%
199.0
b e L T
otsol WA o L,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid
73.0 18.00 18.50
43.0 m/z 55.00 80.85%
5000 129.0
185.0
228.0
s |
0;§RkwwﬂﬂWNNHHWNWMMWH‘WHMM‘HMHW‘HWH‘WHH — —
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BG@61169.D

Acqg On : 10 May 2024 19:02

Operator : MA/JU

Sample : P2437-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .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 5 unknownl8.525 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.525 2.36 ng 53855  Phenanthrene-d10 17.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (3-methylbutyl)- 140 C1eH20 001005-68-1 45
2 Pyrazole, 1-vinyl-3,5-dimethyl- 122 C7H10N2 015967-75-6 25
3 2H-Pyran, 3,6-dihydro-4-methyl-2... 152 C10H160 001786-08-9 22
4 2-Propen-1-amine, N-2-propenyl- 97 C6H11N 000124-02-7 18

5 5H-Inden-5-one, 1,2,3,6,7,7a-hex... 150 C10H140 017299-55-7 18

Abundance Scan 2644 (18.525 min): BG061169.D\data.ms (-2640) (- 55.00 100.00%
55.0
122.1
5000
I ‘ 165.0 197.1 2292 289.: 1850
Ol rrrelb LA m/z 68.05 88.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20731: Cyclopentane, (3-methylbutyl)-
69.0
5000 1850
28.0
m/z 122.10 76.59%
O ‘HH‘H‘H‘\ \\“HH‘\\H‘HH‘HH‘H\\‘H\\‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11243: Pyrazole, 1-vinyl-3,5-dimethyl-
122.0 (\
]
18.50
5000 80.0 m/z 39.00  61.53%
28.0
0
m/z--> 20 40 60 80 100120140160180200220240260280 ﬁ“ﬁ
Abundance #29406: 2H-Pyran, 3,6-dihydro-4-methyl-2-(2-methyl-1-p —h— ‘ ﬂ‘
68.0 18.50
m/z 41.05 56.24%
5000
1190
SRR
o_wm € TP e — i
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 10

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
BGO61169.D

May 2024 19:02

: MA/JU
. P2437-01

11

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Tetracosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.233 3.90 ng 99647  Chrysene-d12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 70
2 Isobutyl octacosyl ether 467 C32H660 1000406-33-4 58
3 Heptadecane 240 C17H36 000629-78-7 55
4 Pentacosane 352 (C25H52 000629-99-2 55
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 50

Abundance Scan 3105 (21.233 min): BG061169.D\data.ms (-3101) (- | m/z 57.05 100.00%
57.0
5000 kwwuwwwwWN](“wmﬂ\w~wWM
—— —
] \H ‘ 2943 357.0 21.00 21.50
0 \H\H"m”“wﬂ”””W"”M”MWWHNHWNHWNHH\‘\\\ m/z 43.05 88.02%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
5000 — —
21.00 21.50
m/z 55.10 63.25%
13.
O T \“‘\ \“ h \h‘\]N‘ \“‘\“\ “ “ “1 \F)\ ‘2\2\5\> \o‘ L ‘ \\3\3§ ‘o\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #330751: Isobutyl octacosyl ether
57.0
—— —
21.00 21.50
5000 ITI/Z 41.00 43.90%
110
olsd | 1\ L1]1,169.0 2250 280.0 3640 423
““‘ A e
m/z--> 100 150 200 250 300 350 400
Abundance #123960: Heptadecane T —
57.0 21.00 21.50
m/z 71.10 40.46%
B MJ\WMM\
\‘” 1] ‘ 169.0 240.0
ommm‘u‘wmum‘ms“m_m_m‘m — ——
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BGO61169.D

Acqg On : 10 May 2024 19:02
Operator : MA/JU

Sample : P2437-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Tricosane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.813 7.98 ng 187095 Perylene-di2 24.694
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 91
2 Docosane 310 C22H46 000629-97-0 90
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 81
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 81
Abundance Scan 3544 (23.813 min): BG061169.D\data.ms (-3540) (- | m/z 57.10 100.00%
57.1
. JL
= s 2o
155.1 207.0 262.0 321.2 ' '
o \wwk w‘m‘um,um‘HH_M?G‘AT?W m/z 43.18  63.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246491: Tricosane, 2-methyl-
43.0
5000 — —
5.0 23.50 24.00
' m/z 71.10  42.90%
ol | | | 127.0169.0211.0253.02%°%338.0
\\‘\\\\‘\\\\‘\\\\]\\\\‘\\!\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane
57.0
— —
23.50 24.00
5000 m/z 85.10 35.61%
0 \‘ ‘ ‘ “\ L h‘ / \ | 9]\'83 0225.0267.0310.0
A A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl- T 7
57.0 23.50 24.00
m/z 55.10  29.11%
w JMWWMWWMMJ\NNMMMWMMW
oL 7 14101820550 2810399
A — ——
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BGO61169.D

Acqg On : 10 May 2024 19:02
Operator : MA/JU

Sample : P2437-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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|
Butane, 2-metho... 3.155 45.7 ng 450837 1 7.931 197169 20.0
cis-7-Hexadecen... 18.096 3.1 ng 71216 4 17.309 457182 20.0
n-Hexadecanoic ... 18.213 5.7 ng 129409 4 17.309 457182 20.0
unknown18.525 18.525 2.4 ng 53855 4 17.309 457182 20.0
Tetracosane 21.233 3.9 ng 99647 5 21.568 511451 20.0
Tricosane, 2-me... 23.813 8.0 ng 187095 6 24.694 469203 20.0
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