LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc :

ALS Vvial : 16 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-BG042024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO61001.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.165 25 30 43 rVB 19470 35784 2.16% 0.417%
2 3.682 112 118 124 rBV 10322 17319 1.04% 0.202%
3 5.533 426 433 441 rBV 375821 594806 35.87% 6.927%
4 7.113 694 702 711 rBV 388899 668834 40.34%  7.790%
5 7.941 837 843 849 rBV 105584 174386 10.52% 2.031%
6 9.093 1029 1039 1049 rBvV 252568 453272 27.34% 5.279%
7 10.503 1273 1279 1290 rBV 21688 37980 2.29% 0.442%
8 10.738 1312 1319 1324 rBV 126472 230445 13.90% 2.684%
9 10.785 1324 1327 1333 rVB2 11963 16897 1.02% 0.197%
10 13.194 1730 1737 1743 rBV 672191 1006450 60.70% 11.722%

11 14.569 1965 1971 1979 rVB 211252 330910 19.96% 3.854%
12 14.792 2000 2009 2018 rBV2 122921 290175 17.50% 3.380%
13 16.061 2218 2225 2232 rBV 664657 1021260 61.59% 11.894%

14 16.291 2258 2264 2267 rBV7 12031 20048 1.21% ©.233%
15 16.320 2267 2269 2277 rVB2 13235 17347 1.05% ©.202%
16 17.319 2433 2439 2444 rBV 276977 425649 25.67% 4.957%
17 17.354 2444 2445 2450 rVB 18325 20249 1.22% 0.236%
18 18.000 2550 2555 2559 rVB 79168 99880 6.02% 1.163%
19 18.100 2567 2572 2576 rBV7 12588 26893 1.62% 0.313%
20 18.224 2587 2593 2600 rBV 198727 275132 16.59%  3.204%
21 19.134 2745 2748 2751 rBV2 56012 66147 3.99% ©.770%
22 19.169 2751 2754 2759 rVB 112988 124188 7.49%  1.446%
23 19.305 2773 2777 2781 rBV2 45039 57301 3.46% ©.667%
24 19.375 2784 2789 2794 rVB 60772 90765 5.47% 1.057%
25 19.499 2806 2810 2818 rBV 73805 103515 6.24%  1.206%
26 19.734 2846 2850 2858 rVB 59591 98350 5.93% 1.145%

27 19.939 2880 2885 2892 rVB 1325338 1658030 100.00% 19.310%
28 21.249 3104 3108 3114 rBv2 83883 131159 7.91% 1.528%
29 21.578 3158 3164 3170 rBvV2 289200 493096 29.74% 5.743%

Sum of corrected areas: 8586267
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance :
noance TIC: BG061001.D\data.ms
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1000000
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600000

400000 5.533 7.113

9.093

200000 - oa1 10738
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Time--> 3.00 350 4.00 450 500 550 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 : - -
1400000 TIC: BG061001.D\data.ms

19.939

1200000

1000000

800000
13.194 16.061

600000

21.578

400000
17.319

14.569 21.249

200000 4.792

32D

e
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Time--> 3.00 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 :
noance TIC: BG061001.D\data.ms
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600000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 unknown3.165 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.165 4.10 ng 35784 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 45
2 1-Propene-1-thiol 74 C3H6S 000925-89-3 32
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 25

4 1-Pentanamine 87 C5H13N 000110-58-7 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 10

Abundance  Scan 30 (3.165 min): BG061001.D\data.ms (-25) (-) m/z 73.10 100.00%

73.1
43.0
5000

3.20 3.40 3.60

o‘_mm‘u“_ﬁ‘w””_m_m_m_m_ m/z 42.95 54.03%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

5000 L
55.0 320 340 3.60

m/z 55.10 41.52%

101.0
m/z--> 20 60 80 100 120 140 160 180
Abundance #955: 1-Propene-1-thiol
73.0
A hA 2

o

3.20 3.40 3.60

5000 ITI z 87.10 26.03%
45.0
o‘_H‘M“‘uw‘Hu‘u‘mwm_‘wHH_HW
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #49527: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester R ‘A‘
73.0 3.20 340 3.60

m/z 45.00 19.31%

5000
43.0
0 H . 11301310 174.0 ]

m/z--> 60 80 100 120 140 160 180 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42224\
Data File : BG@61001.D

Acqg On : 22 Apr 2024 21:34

Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024 .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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.5e3 336 ng 37980  Naphthalene-ds 10.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 caHisos 000112-34-5 83

2 Ethylene glycol monoisobutyl ether 118 C6H1402
3 (+-)-5-Methyl-2-hexanol
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004

5 Ethanol, 2-[2-(2-butoxyethoxy)et...

116 C7H160

206 C10H2204

004439-24-1 50
111768-09-3 47
081327-29-9 47
000143-22-6 45

Abundance Scan 1279 (10.503 min): BG061001.D\data.ms (-1273) (- | m/z 45.00 100.00%
45.0
5000
o1 o oy
L 1001 =
e m/z 57.00 91.58%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
41.0 10.50
75.0 m/z 41.00 46.98%
100.0
0 \1\5‘\.? T H ‘\ \““1‘ \‘!‘HH\ \‘1“\“ \“f‘\ T }‘\ \1\1\6.‘0\1\3‘\‘2'\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
10.50
5000 ITI/Z 43.00 18.31%
41.
75.0
0 15\.0 ‘\“ ‘ \‘H “\ Ly ‘ 100.0 118'0
T T T TR T T e e
miz--> 20 40 60 80 100 120 140 MMN\ m /\
Abundance #9503: (+-)-5-Methyl-2-hexanol ﬂ ‘ MM‘ i —
45.0 10.50
m/z 56.00 15.24%
5000
83.0
29.0
o B0 Lerg o o [l
miz--> 20 40 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 unknownl14.792 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.792 17.54 ng 290175  Acenaphthene-di10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecanol acetate 256 C16H3202 051354-23-5 25
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 22
3 4,7-Dimethyl-5-decyne-4,7-diol 198 C12H2202 000126-87-4 22
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 14
5 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 14
Abundance Scan 2009 (14.792 min): BG061001.D\data.ms (-2000) (- | m/z 43.00 100.00%
5000
101.1 137.1
69.0 1 ]
‘ h‘ ‘ 197.2 14.50 15.00
Ol v w_m‘wmHu_m‘w_m_ww m/z 57.85 41.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate
43.0
5000 WJ\WM AT
14.50 15.00
101 m/z 41.05 36.17%
9.0
0 bl "1250 1670 1960 227.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
T —
14.50 15.00
m/z 59.10 35.48%
5000 101.0
70.0
15.0 | ‘
0l et Hw‘m_m‘um_m_m_m‘w_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73603: 4,7-Dimethyl-5-decyne-4,7-diol e —
43.0 14.50 15.00
m/z 101.10 33.70%
5000
137.0
69.0 95.0
oL 230 bt i 2620 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

8270-BGR42024.M Tue Apr 23 16:38:09 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.000 4.69 ng 99880  Phenanthrene-d1e 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
2 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 72
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 70
4 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 68
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 68
Abundance Scan 2555 (18.000 min): BG061001.D\data.ms (-2550) (- | m/z 74.00 100.00%
74.0
227.2
31 A
H 107.1 | ‘ | 2701 35, 18.00
0 lioiisin bbb bk LT T msz 87.00 90.85%
m/z--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 =T A”
18.00
410 143.0 m/z 43.85 62.98%
‘ | | 1850 2270 2700
04— \H“‘\‘” \“M\h“ T ‘\ I o “ T \‘\ ‘\ T f—r— T
miz--> 50 100 150 200 250 300
Abundance  #109373: Dodecanoic acid, 10-methyl-, methyl ester
74.0
5
18.00
s5000{ 41.0 m/z 55.85  49.63%
143.0
‘ ‘ ‘ | ‘ 1850 2280
ok ‘\‘ H“MH‘ \\}““H\“:‘I\'\‘\(‘P‘Y“\'\‘O‘m‘{ “‘\‘ b ““ H‘ . “\‘ R
m/iz--> 50 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester —
74.0 18.00
m/z 41.05 48.26%
5000 410
ob—d iy L -
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.224 12.93 ng 275132  Phenanthrene-di10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Octadecanoic acid 284 C18H3602 000057-11-4 55

Abundance Scan 2593 (18.224 min): BG061001.D\data.ms (-2587) (- | m/z 43.05 100.00%

43.0
5000
129.1 213.2
3.0 L
H‘H\\ \‘
100

171, J{ 256.3 18.00 18.50
- bt b L, 3002 3520 T 05 87.07%
miz--> 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add AN&MWﬂwA%thwﬁﬂwkﬂm%

5000 129.0 T ]
18.00 18.50

m/z 60.00 86.44%

171.0 213.0 256.0

\\h”\
miz--> 100 150 200 250 300 350

0' \ T \ T ‘ ‘\ LI ‘ L ‘ T
Abundance #92063: Tridecanoic acid
73.0
—— o
18.00 18.50
5000 129.0 m/z 55.05 78.55%
171.0
\ YA s
0 ‘ H‘ h”\ ‘\H \} ““‘ ‘ ‘ ‘ B e s o
m/z--> 100 150 200 250 300 350
Abundance #126199:Pentadecanok:add — —

18.00 18.50
m/z 57.10 71.86%

5000 129.0
‘ 199.0 2420
‘ L \\h” ‘\H H\ ‘ ‘ ‘ ‘\ ‘ .

ol o S i
miz--> 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 8,11-Octadecadienoic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.134 3.11 ng 66147  Phenanthrene-die 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 89
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 80
3 (1S,4aS,4bS,7S,8aS,10asS)-7-Isopr... 262 C19H34 002221-95-6 72
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 49
5 Cyclodecene, (Z)- 138 C10H18 000935-31-9 43

150.1 Lol Taen
ow““ ‘\H\W\\u m/z 67.80 96.95%

Abundance Scan 2748 (19.134 min): BG061001.D\data.ms (-2745) (- | m/z 55.05 100.00%
2059 2621 3301 19.00 19.50
mi/z--> 50 00 150 200 250 300 350
Abundance #191899: 8,11-Octadecadienoic acid, methyl ester
67.0

558.Q
5.1
5000
‘ 395.
1

5000 e ——
09.0 19.00 19.50
o 150.0 294.0 m/z 41.05 90.12%
‘ i, 200 |
O' ‘ \“ \H T h\ “h \“ T “\ T ‘ T ‘ \“ T ! ‘ L ‘ T T ‘
m/z--> 50 100 150 200 250 300 350
Abundance #191922: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
—r— ——
19.00 19.50
5000 m/z 81.10 73.53%

570 09.0 294.0
oL ‘\ ‘“‘H\“\ u‘ h\ \“‘!M‘\\“‘\H\‘ \1\\ ol 2‘29‘0‘ ‘ ‘\L‘ : N
m/z--> 50 100 150 200 250 300 350

Abundance #151061: (1S,4aS,4bS,7S,8aS,10aS)-7-Isopropyl-1,4a-di R ——
81.0 19.00 19.50

m/z 95.10 60.65%

41.
5000 163.0 262.0
23.0
‘ 219.0
“h L ‘H LL \H \ ‘\ ‘

e

»\\ i
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 11-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.169 5.84 ng 124188  Phenanthrene-di10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 87
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 87
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 83
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 83
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 83

Abundance Scan 2754 (19.169 min): BG061001.D\data.ms (-2751) (- | m/z 55.00 100.00%

55.0
5000
97.1

264.3 — —
‘ 138.1 1802 222.1 325.9 19.00 19.50
— AL m/z 41.10  79.90%

miz--> 50 100 150 200 250 300 350
Abundance #194415: 11-Octadecenoic acid, methyl ester
55.0

5000 — e
19.00 19.50

m/z 43.10 44.04%

M“;380 180.0 222.0 Zﬁfo

0' “‘\“‘\ H\‘\ “\‘\ T T \ T \‘\ T \“ L ‘ T

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

Abundance  #194453: 11-Octadecenoic acid, methyl ester, (2)-
55.0

T T
19.00 19.50

o

?

5000 ITI/Z 69.10 39.13%
7.0
264.0
38.0 180.0 222.0 ‘
ol ettt e
m/z--> 50 100 150 200 250 300 350
Abundance #194420: 13-Octadecenoic acid, methyl ester P —
55.0 19.00 19.50
m/z 74.00 36.83%
5000
7.0
264.0
38.0 180.0 2220 ‘
0! \‘Hw ‘Hd‘”u‘ HW el }‘ e ‘ - “‘ . 9 ‘0‘ T N e ‘f\‘ /\f‘\ 4
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 Methyl stearate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.305 2.69 ng 57301 Phenanthrene-d10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 93
2 Heptadecanoic acid, 14-methyl-, ... 298 C19H3802 002490-23-5 86
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 68
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 64
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 64
Abundance Scan 2777 (19 305 min): BG061001.D\data.ms (-2773) (- | m/z 74.00 100.00%
74.0
5000 J\A
143.1 255.2 Ll ey
298.1 366. 19.00 19.50

N ‘}‘\ ‘m\‘m‘u h‘ I \\h“u pals L n ““\‘“ Ll M‘mw‘n IHMM“I\ by Ly ‘\u L ““”\‘ wly g —rh m/z 86.95 69.29%

m/z--> 50 100 150 200 250 300 350
Abundance #197273: Methyl stearate
74.0
5000

o

19.00 19.50
143.0 m/z 43.05 59.05%
‘ 199.0 255.0 208.0 /
0 T “\ ‘\‘ “\ “‘ \‘“‘\ ““ \‘ T ‘\ T ‘ \ \ \‘\ “ \ T \ “\ h\ L ‘ T 1T ‘ L
miz--> 100 150 200 250 300 350
Abundance #197351. Heptadecanoic acid, 14-methyl-, methyl ester
74.0 298.0
— —
19.00 19.50
m/z 41.10 53.38%
5000 143.0 255.0
199.0
29. ‘
ol L Ll IS
m/z--> 50 100 150 200 250 300 350
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester P ——
74.0 19.00 19.50
m/z 55.00 51.03%
5000
28.0
143.0 255.0 298.0
WL e T
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 9 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.499 4.20 ng 103515  Chrysene-di2 21.578
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Trehalose 342 C12H22011 000099-20-7 43
3 Undecanoic acid 186 C11H2202 000112-37-8 41
4 9-Bromononanoic acid 236 C9H17Br02 041059-02-3 38
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 2810 (19.499 min): BG061001.D\data.ms (-2806) (- | m/z 43.10 100.00%
431
——
19.50
ol : m/z 41.00 83.61%
miz--> 50 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid
43.0
5000 1
m/z 55.10 75.05%
‘ H ‘ 1850 241.0
oL ‘h‘ H‘\\‘\\‘M‘M‘H“uh‘\ ‘M\‘m e I “‘ b “ “‘ L e
miz--> 50 100 150 200 250 300 350
Abundance #250150: Trehalose
73.0
——
19.50
5000 m/z 59.95 75.05%
31.
146.0
o! M‘H‘W h\‘m il Ly ‘\H‘ g ‘?3‘5‘?‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #60690: Undecanoic acid
60.0 19.50
m/z 57.10 59.83%
5000
129.0
186 0
oed o
m/z--> 50 100 150 200 250 300 350 19.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG042224\

Data File : BG@61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexacosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.249 5.32 ng 131159  Chrysene-di12 21.578
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 90
2 1-Docosene 308 C22H44 001599-67-3 90
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 87
4 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 83

5 Octacosyl propyl ether 452 C31H640 1000406-28-5 83

Abundance Scan 3108 (21.249 min): BG061001.D\data.ms (-3104) (- | m/z 43.00 100.00%

43.0
5000

l 1'2 226 1 T ‘ T T ‘ T
' 21.00 21.50
0,“A{JJ'&?%}'M-‘E%?%?E43'?ZLZ m/z 55.10 86.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273797: 1-Hexacosene
43.0
5000 — ——
21.00 21.50

m/z 57.05 80.55%

. ,JMA 168.0224.0 308.0°0}°
’ TTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209741: 1-Docosene
55.0

7 —
21.00 21.50

5000 m/z 41.05 63.10%

111.0
o,“A\Lﬁﬁﬁ&osoao,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance

#343754: Tetracosyl heptafluorobutyrate 7 —
57.0 21.00 21.50

m/z 97.05 52.56%

5000
1F5O

0 LA \' | ‘I | 182.0 250.0 336.0 532.(
e .

LAl b L L
RN NN R R RN RN T

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042224\
Data File : BGO61001.D

Acqg On : 22 Apr 2024 21:34
Operator : MA/JU

Sample : P2194-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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|
unknown3.165 3.165 4.1 ng 35784 1 7.941 174386 20.0
Ethanol, 2-(2-b... 10.503 3.3 ng 37980 2 10.738 230445 20.0
unknown14.792 14.792 17.5 ng 290175 3 14.569 330910 20.0
Hexadecanoic ac... 18.000 4.7 ng 99880 4 17.319 425649 20.0
n-Hexadecanoic ... 18.224 12.9 ng 275132 4 17.319 425649 20.0
8,11-Octadecadi... 19.134 3.1 ng 66147 4 17.319 425649 20.0
11-Octadecenoic... 19.169 5.8 ng 124188 4 17.319 425649 20.0
Methyl stearate 19.305 2.7 ng 57301 4 17.319 425649 20.0
Octadecanoic acid 19.499 4.2 ng 103515 5 21.578 493096 20.0
1-Hexacosene 21.249 5.3 ng 131159 5 21.578 493096 20.0
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