LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52223\
Data File : BGO57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc :

ALS vial : 6 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-BG042723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO57491.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.387 309 315 322 rVB 14754 22647 2.05%  0.255%
2 5.875 391 398 409 rBvV 251420 416534 37.66% 4.682%
3 7.502 666 675 686 rBV 272884 465564 42.09% 5.233%
4 8.360 815 821 829 rVB 67297 114114 10.32%  1.283%
5 9.534 1014 1021 1031 rVB 159023 289950 26.22%  3.259%
6 11.197 1296 1304 1312 rBV 88023 154221 13.94% 1.734%
7 13.600 1705 1713 1720 rBV 464573 708642 64.07% 7.966%
8 14.633 1871 1889 1899 rBV5 133361 678061 61.31% 7.622%
9 14.915 1932 1937 1942 rBV2 59426 91112 8.24% 1.024%
10 14.974 1942 1947 1956 rVB 134170 218497 19.75% 2.456%
11 15.197 1981 1985 1993 rVB9 13434 25178  2.28% 283%
12 16.308 2170 2174 2183 rVB 28467 44631 4.04% 502%

13 16.454 2194 2199 2207 rVB 393379 588693 53.23%
14 17.159 2307 2319 2330 rBV5 138916 701999 63.47%
15 17.712 2408 2413 2422 rVB 181823 294083 26.59%
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16 18.417 2530 2533 2537 rBV6 15773 27803 2.51% ©.313%
17 18.546 2544 2555 2575 rVB2 187997 705404 63.78%  7.929%
18 19.797 2759 2768 2782 rVB2 302897 895559 80.97% 10.067%
19 20.114 2818 2822 2830 rBV9 8413 16735 1.51% ©0.188%
20 20.285 2845 2851 2858 rVB 834090 1106043 100.00% 12.433%

21 20.778 2931 2935 2942 rBV5 13397 24365 2.20% ©.274%
22 21.418 3039 3044 3048 rBV 103174 139081 12.57% 1.563%
23 21.465 3048 3052 3060 rVB3 22454 39316  3.55% 0.442%
24 21.589 3068 3073 3085 rVB9 22227 46187 4.18% ©.519%
25 21.882 3118 3123 3129 rVB3 61151 109365 9.89% 1.229%
26 22.023 3141 3147 3153 rVB 188114 322594 29.17%  3.626%
27 22.229 3175 3182 3191 rBV5 33985 96134 8.69% 1.081%
28 23.134 3330 3336 3342 rVB2 25679 62426 5.64% 0.702%
29 24.173 3509 3513 3521 rVB4 27694 62457 5.65% 0.702%
30 25.431 3719 3727 3734 rBV3 30686 94104 8.51% 1.058%

31 25.525 3735 3743 3755 rVB2 111997 334860 30.28% 3.764%

Sum of corrected areas: 8896359
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 May 2023 13:09
: CG/IU
: 02849-31

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
BGO57491.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

0

TIC: BG057491.D\data.ms

5.875 7.502

9.534

8.360 11.197

5.387

Time-->

L L e e e e L B e e et e o 1 L B e e e e e e L e o e B R e e
I I I I T I I | I I I | T T T I T T T

400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

Time-->

o,

TIC: BG057491.D\data.ms
20.p85

13.600
16.454

19.797

17.712 18.546

14.63 4.974
14.

5.197

13.50 14.00 1450 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

800000

700000

600000

500000

400000

300000

200000

100000

0

TIC: BG057491.D\data.ms

25.525

3.134 24.173 25.431
PN 4 W

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 32.50

8270-BGR42723.M Tue May 23 12:16:58 2023 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09

Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.387 3.97 ng 22647 1,4-Dichlorobenzene-d4 8.360

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 25
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 16
4 Guanidine 59 CH5N3 000113-00-8 9
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 315 (5.387 min): BG057491.D\data.ms (-309) (-) m/z 43.15 100.00%

59.1
5000
101.2
| ‘ 83.0 5.00 5.20 5.40 5.60 5.800
otr+———r———tr—t e e e e m/z 59.15 69.60%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 EREEEEEEEEEESEE Ea s
5.00 5.20 5.40 5.60 5.80
590 m/z 101.15  23.56%
101.0
027-0111’11619i(1)183.0
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #35323: 2-Nonanone, 9-hydroxy-
43.0 580
e
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.15 20.68%
71.0 82.0
0 I b Ll ‘ ‘\ 97.0
L A e A
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- Rmaas e R
59.0 5.00 5.20 5.40 5.60 5.80
m/z 40.95 12.05%
41.0
5000
86.0
O i, 2201010 A,M
m/z--> 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.633 62.07 ng 678061  Acenaphthene-di10 14.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1889 (14.633 min): BG057491.D\data.ms (-1871) (- | m/z 73.15 100.00%

73.2
43.1
5000
129.2 213.3
T

——
‘ H‘l 157.2185.2 256.3 14.50 15.00
oHwHHW‘_‘H ”uw\‘w‘m‘m‘m‘H‘H_Hu\mw‘wml_ m/z 60.15  74.53%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 —r5 e
129.0 14.50 15.00
m/z 43.10 70.74%

213.0
157 0185.0
0 ]"ﬁ‘o“‘} ‘ulﬂ‘ ‘H!H ‘W‘ %“\‘ \”M f i r g — “‘ = “‘ ”\‘ - “‘ ‘ - — “‘ :
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #109281: Tetradecanoic acid
73.0

43.0 Py —

14.50 15.00
5000 m/z 55.15 60.22%
129.0
185.0 228.0

0?1570

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid sl T
73.0 14.50 15.00

43.0 m/z 57.15 57.93%

5000
‘ M u u‘ h‘ Il \um ? ‘ [ ‘ | ‘ e T

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 (1R,2S,6S,7S,8S)-8-Isopropy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.915 8.34 ng 91112  Acenaphthene-d1e 14.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2S,6S5,7S,85)-8-Isopropyl-1-m... 204 C15H24 018252-44-3 95
2 cis-Muurola-4(15),5-diene 204 C15H24 157477-72-0 93
3 (S,1Z,6Z)-8-Isopropyl-1-methyl-5... 204 C15H24 317819-80-0 92
4 Germacrene D 204 C15H24 023986-74-5 91
5 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 90
Abundance Scan 1937 (14.915 min): BG057491.D\data.ms (-1932) (- | m/z 161.15 100.00%
161.2
91.1
5000 119.2
i eatlia N
204.2 . 15.00
0’ 2562 n/z 91.10  66.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80425: (1R,2S,6S,7S,8S)-8- Isopropyl 1-methyl-3-methy
161.
105.0
79.0 15.00
133.0 m/z 105.15 66.68%
‘ ‘ 204.0
0- t ‘}H}‘\‘\“‘\M‘\‘\“}H{‘\HHH“H‘\‘H\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80236: cis-Muurola-4(15),5-diene
161.0
caallf o
15.00
5000 m/z 119.15 39.19%
105.0
41.0 790‘ 133.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #80314: (S,1Z,6Z)-8-Isopropyl-1-methyl-5-methylenecycl !
161.0 15.00
91.0 m/z 81.15 35.59%
41.0
5000 119.0
204.0
0, T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 1-Isopropyl-4,7-dimethyl-1,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.197 2.30 ng 25178  Acenaphthene-die 14.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropyl-4,7-dimethyl-1,2,3,5... 204 C15H24 016729-01-4 93
2 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 81
3 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 000523-47-7 74
4 Copaene 204 C15H24 003856-25-5 55
5 Selina-3,7(11)-diene 204 C15H24 006813-21-4 55

Abundance Scan 1985 (15.197 min): BG057491.D\data.ms (-1981) (- | m/z 161.15 100.00%

161.2
411 91.2
119.2 204.3
5000

256.1 15 00 15 50
0" m/z 41.15 77.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80297: 1-Isopropyl-4,7-dimethyl-1,2,3,5,6,8a-hexahydro
161.0
119.0

5000 41.0 91.0 204.0 — —
15.00 15.50

m/z 91.15 74.25%

T i“\ T “1“\‘\‘1““‘\‘”“}“\ i iH\ T i‘\ T \“\ T \‘\ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80407: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimeth
119.0 161.0
41.0 91.0

o

15.00 15.50
m/z 119.15 67.27%
5000 204.0 /
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /\
Abundance #80496: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime| | L0 MN’\ L —
161.0 15.00 15.50

m/z 204.25 62.53%

204.0
5000 105.0 134.0

41.0

77.0 ‘

07— A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.308 4.09 ng 44631  Acenaphthene-d10 14.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 2-fluoro-1-phenylethanone 138 C8H7FO 1000456-25-8 50
3 N-(1-Cyanovinyl)benzamide 172 C1OH8N20 1000186-19-1 50
4 1,2,4-Triazine-3,5(2H,4H)-dione, ... 249 C1@H7N303S 024168-34-1 50
5 5-0xo-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 50
Abundance Scan 2174 (16.308 min): BG057491.D\data.ms (-2170) (- | m/z 105.05 100.00%
105.1
77.2
182.1
5000
51.1 ,
— fapy f
16.00 16.50
152.2 227.3
Ol e prdbpie pmmm,m‘,HJH‘_M“wwwm m/z 77.15 78.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 P Perpt g
16.00 16.50
51.0 m/z 182.10  63.07%
0 2?.0 | ‘ | 152.0 L
\‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\’\\\\’\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20137: 2-fluoro-1-phenylethanone
77.0 105.0
‘ T A\ T ‘ T
16.00 16.50
5000 m/z 51.15 26.25%
51.0
0 | 1380
h ‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47268: N-(1-Cyanovinyl)benzamide — ‘ﬁ‘ ‘
105.0 16.00 16.50
m/z 181.15 14.80%
51.0
172.0
o270 L 1420 ] n
A W R B ARRR AR R S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.159 47.74 ng 701999  Phenanthrene-di10 17.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2319 (17.159 min): BG057491.D\data.ms (-2307) (- | m/z 73.00 100.00%

43.1 73.0
5000 129.2
241.3
185.2

i
| 1700 17.50
0 bl L L myz 43,15 87.08%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0 JJJI

5000 129.0 T
17.00 17.50

m/z 60.10 74.94%

‘ 1850 410 284
0b— \“ \“\’ M\ \‘H““u”‘\‘ M it B L - ‘L - ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid

43.0 73.0

— —
17.00 17.50
5000 129.0 m/z 55.15  70.88%
‘ 199.0 2420
oL— ‘\‘ w’ h!\ “HM\‘\‘ Mhu\ M\‘ ul “‘ ‘]"‘Bﬂ‘q“ L\ N “\ o —
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid —— —
73.0 17.00 17.50

m/z 57.15 70.65%

43.0
5000
129.0
1850 228.0 M//\M
“ \“\ ‘u“ H“ ‘HM“ \\‘H‘L “M‘\‘ m ‘

—— :
miz--> 50 100 150 200 250 17.00 17.50

o

8270-BGR42723.M Tue May 23 12:17:04 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.546  47.97 ng 705404  Phenanthrene-di10 17.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 38

Abundance Scan 2555 (18.546 min): BG057491.D\data.ms (-2544) (- | m/z 73.15 100.00%

431 732
5000
129.2 213.3
—
‘ ‘ 71.2 256.3 18.50
o,w‘g“‘mu‘ﬂu‘!“uwh‘”u‘\‘”‘w‘wmw‘mwm_u‘wHu,“m,w‘_wm m/z 43.15 84.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T 1
129.0 18.50
m/z 60.15 83.25%
LA e
O’H‘H‘M‘HH\H\M\‘\‘H!\\‘}h“\\w!“\H\‘\\‘\\\\‘\\\\‘\‘\\‘\“HH’HH’HH“HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109283: Tetradecanoic acid
73.0
T
18.50
so00| 30 129.0 m/z 55.15  78.16%
185.0
228.0
o,HH“JHMm:“"HMH"‘h‘“‘Jmm""""“"""‘_m,w,uwmw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid 7
43.0 73.0 18.50
' m/z 41.15 73.03%
5000
129.0
H ‘ 171.0 214.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52223\
Data File : BG®57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Pentadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.797 60.91 ng 895559  Phenanthrene-di10 17.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 2768 (19.797 min): BG057491.D\data.ms (-2759) (- | m/z 73.15 100.00%
73.2
43.1

5000
129.2

-

185.3 241.3

o —
‘ HH ‘ ‘ 284.¢ 19.50 20.00
,HH\“shw!u_‘muMuml‘wum‘w‘m‘MHm,m_m‘_Hu,uku“Muu,m‘_‘m m/z 43.15 84.50%

o

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179089: Octadecanoic acid
73.0

S
w
o

5000 — ——
19.50 20.00
185.0 a0 284 m/z 60.15 71.18%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
—— —
430 19.50 20.00
5000 m/z 57.15 68.83%
129.0
185.0 228.0
oh
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid — —
43,0 73.0 19.50 20.00
m/z 55.15 66.49%
5000 129.0
1990 2420
Oh 128 —— e
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Cinnamyl cinnamate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.418 8.62 ng 139081 Chrysene-di2 22.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BrO 1000443-02-8 49
3 p-Vinylbenzohydrazide 162 C9H1ON20 1000244-74-9 47
4 1-(4-Ethynylphenyl)-2-methylprop... 174 C12H140 1000466-39-4 47
5 N-(3-Chlorophenyl)-3-phenyl-2-pr... 353 C17H11C1F3NO2 1000492-37-1 47
Abundance Scan 3044 (21.418 min): BG057491.D\data.ms (-3039) (1 m/z 131.10 100.00%
131.1
5000 /\J
i 219.2 A
21.50
39. 1732 ‘
ol ‘Jﬁ el u“ L, 255 ) 2081 8411 /7 115,10 43.19%
m/z--> 50 100 150 200 250 300 350
Abundance #153419: Cinnamyl cinnamate
131.0
5000
21 50
77.0 2190 m/z 103.05 34.96%
0 39q u ‘ ‘ ‘\ 1730 - 2660
\\\\\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #137543: (E)-4-Bromo-4-methyl-1-phenylpent-1-en-3-one
131.0
21 50
5000 m/z 117.10 33.39%
77.0
oA | L. L1740 2540
e
m/z--> 50 100 150 200 250 300 350
Abundance #38514: p-Vinylbenzohydrazide
131.0 21 50
m/z 77.10  28.82%
5000
77.0
0. 30
m/z--> 50 100 150 200 250 300 350 21 50
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Data Path :
Data File :
Acqg On : 22

May 2023 13:09

Operator : CG/JU

Sample
Misc
ALS vial : 6

Quant Method
Quant Title

TIC Library

: 02849-31

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
BGO57491.D

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Hexacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.465 2.44 ng 39316 Chrysene-di12 22.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 53
2 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 53
3 Tetracosane 338 (C24H50 000646-31-1 53
4 Pentacosane 352 (C25H52 000629-99-2 52
5 Tricosane 324 C23H48 000638-67-5 52

Abundance Scan 3052 (21.465 min): BG057491.D\data.ms (-3048) (- | m/z 57.15 100.00%

57.1
5000
9.1 213.2 21'50
“ | H 161.2 | 284.1 34009
ok ‘\Mjﬂﬁhwwywﬂpwwmthw\d A m/z 71.15 60.48%
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 T
21.50
90 m/z 43.15 59.06%
oLkl 4[| 14918302250 267.0 3090266
\\\‘\ T T \\\‘\\\\’\\\\’\\\\’\\

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

%

Abundance #275553: Octadecane, 5,14-dibutyl-
43.0
21.50
5.0 o
5000 ITI/Z 85.20 43.12%
126.0 306.0
oL ‘\‘ h‘h i |4 h (16902110 2660 1~ 364.(
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane T
57.0 21.50
m/z 55.15 29.50%
- W
41.0
JoLLLL om0y w0 .
m/z--> 50 100 150 200 250 300 350 21.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09

Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 11 Pentadecafluorooctanoic aci... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.589 2.86 ng 46187 Chrysene-d12 22.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 83

2 1-Hexacosanol 382 C26H540 000506-52-5 64
3 Cyclotetracosane 336 C24H48 000297-03-0 58
4 1-Heptacosanol 396 C27H560 002004-39-9 53
5 1-Docosene 308 C22H44 001599-67-3 52

Abundance Scan 3073 (21.589 min): BG057491.D\data.ms (-3068) (- | m/z 43.15 100.00%

I MAM/MMWWJ\M\“
5000
T 1 \
‘ 1941[2751 355.1 21.50
pm—_ “HWN‘M“me_m_m,mwuww m/z 83.15 96.61%
m/z--> 0 50 100150200 250300350400 450500550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 ——
21.50
m/z 97.15 92.95%
ok ] FF,..A 2529 369.0 648,
‘\H‘HH‘HH[HH‘W\H’\H\‘\\H‘HH‘HH‘\\H’HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300350400 450500550 600 650
Abundance #289619: 1-Hexacosano
43.0
T 1 \
21.50
5000 ITI/Z 69.15 83.56%
0 1‘1 "%—501%02660 364.0
e e e e e e
m/z--> 0 50 100150200250 300350400 450500550 600 650
Abundance #244232: Cyclotetracosane T
43.0 21.50
m/z 55.15 78.92%
5000
5.0
ol ililLL1],,196.0265.0336.0
e A e T e e e e —
m/z--> 0 50 100 150200 250300350400 450500550 600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 12 1,4-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.883 6.78 ng 109365 Chrysene-di2 22.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 74
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 56
4 Terephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 47
5 Terephthalic acid, octyl 2,3,4-t... 408 C22H23F304 1010415-80-4 35
Abundance Scan 3123 (21.882 min): BG057491.D\data.ms (-3118) (1 m/z 70.15 100.00%
70.2
261.1
149.1
5000
| a0 2200
- u““ i”‘u‘“ i, il L e ‘u‘“u L B hz 261.15 80.30%
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 67.0 21%6 éZbd
' 261.0 . :
m/z 149.05 61.17%
Scatamil
0 \“\ ‘\‘ ‘“‘\‘” “\‘\““\ 1 \‘\ } I \\20‘5\(\)\ T ‘\ T ‘3‘3‘3‘0\ T
miz--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
- S
21.50 22.00
5000 70.0 m/z 112.15 41.05%
149.0
219.0
Y YD Lo X e T
m/z--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 21.50 22.00
m/z 167.10 36.75%
112.0
5000 261.0
67.0
29.
0 q], . i 2070 | 30403470
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 13 unknown22.229 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.229 5.96 ng 96134  Chrysene-di12 22.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 42
2 Heptadecane 240 C17H36 000629-78-7 42
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 38
4 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 30
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 30
Abundance Scan 3182 (22.229 min): BG057491.D\data.ms (-3175) (- | m/z 57.15 100.00%
57.1
5000
99.1 207.1 L T
1“1“1‘3 1752 | 2402 284.3 22.00 2250
0 el T a7 v m/z 43.15 75.10%
miz-> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 —r —
22.00 22.50
m/z 59.15 71.46%
99.0
184.
0 \z\a\\o‘\“ ‘H“‘\ ‘!‘ \“‘\ ‘H‘ \H T H:I\-4\‘]"‘()\ \8\‘ \O‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
22.00 22.50
5000 m/z 55.15 65.27%
99.0
obaslol L1 i1 ) 1410 wss0  zw0
miz--> 50 100 150 200 250
Abundance #174777: 9-Octadecenamide, (Z)- — —
59.0 22.00 22.50
m/z 71.15 61.05%
5000
126.0
LR asso w0 zs0
ol ALl g PR T T e e
m/z--> 50 100 150 200 250 22.00 22.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG052223\

Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 14 Eicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.134 3.87 ng 62426  Chrysene-di12 22.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 80
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 80

Abundance Scan 3336 (23.134 min): BG057491.D\data.ms (-3330) (- | m/z 57.15 100.00%

57.1
5000

T
23.00 23.50

HWZ 210.1 283.1
Ol i by Ly m/z 71.15 72.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176386: Eicosane
57.0
5000 —— —
23.00 23.50

m/z 43.15 58.57%

" 127.0197.0 282.0
‘\\H‘\\H‘\\H‘HH‘HH‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194587: Heneicosane

0
57.0
T —
23.00 23.50
5000 m/z 85.10 39.99%

o

Wiffere 20
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane — 7
57.0 23.00 23.50
m/z 41.15 21.64%
2000 WWM
27.0
0 ) {1;,197.0267.0337.0407.0 491.0562.0
e e e T T e e T T T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 15 unknown24.174 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.174 3.73 ng 62457  Perylene-di2 25.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Hexadecane, 8-hexyl-8-pentyl- 380 C27H56 055282-29-6 47
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 43
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 43
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 43
Abundance Scan 3513 (24.173 min): BG057491.D\data.ms (-3509) (- | m/z 57.15 100.00%
57.1
5000 \"WA\IJL\«
99.2 — ——
“ ‘ H 182.3 239.2 283.1 355, 24.00 24.50
ol ;\ dly \ ‘\‘H“\“HH\HW \H Ll ‘HU [ - e ‘\‘ m/z 85.15 78.59%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — —
24.00 24.50
99.0 m/z 71.15 69.50%
ol bl il om0 om0 220
miz--> 50 100 150 200 250 300 350
Abundance #287983: Hexadecane, 8-hexyl-8-pentyl-
57.0
—— —
24.00 24.50
5000 m/z 43.15 45.82%
99.0 281.0
L] B0 o se | ]|
oL—Hd, ‘Hw Jmw“H_mew‘:”w
m/z--> 50 100 150 200 250 300 350
Abundance #188718: Sulfurous acid, butyl undecyl ester —— ——
57.0 24.00 24.50
m/z 41.15 29.37%
5000
99.0
155.0
02070 S S
m/z--> 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 16 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.431 5.62 ng 94104  Perylene-di12 25.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexacosane 366 C26H54 000630-01-3 86
3 Octacosane 394 (C28H58 000630-02-4 86
4 Pentacosane 352 C25H52 000629-99-2 80
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
Abundance Scan 3727 (25.431 min): BG057491.D\data.ms (-3719) (- | m/z 57.15 100.00%
57.1
—
‘ | H |, 195210722391 281.1 25.50
0L i ‘\‘.\UH\M Lt \\umm e m/z 71.15 74.75%
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 T
25.50
m/z 85.10 64.52%
0 \‘ \L H\ I H‘ | ]“.4.;]. 9183 0225 0268 0
\\\‘ \\‘\\\‘\\\\‘!\\Y‘\Y\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
—
25.50
5000 m/z 43.15 53.31%
ol b L, 140182.02250267.03000 3660
iy — R S aerRTE R
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane —
57.0 25.50
m/z 69.10 28.62%
5000
LU \\ | 141018302250 2810 537.0 3044
A A e ——
m/z--> 50 100 150 200 250 300 350 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52223\
Data File : BGO57491.D

Acqg On : 22 May 2023 13:09
Operator : CG/JU

Sample : 02849-31

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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-Pentanone, 4-... 5.387 4.0 ng 22647 1 8.360 114114 20.0
n-Hexadecanoic ... 14.633 62.1 ng 678061 3 14.974 218497 20.0
(1R, 2S,6S,7S,8S... 14.915 8.3 ng 91112 3 14.974 218497 20.90
1-Isopropyl-4,7... 15.197 2.3 ng 25178 3 14.974 218497 20.0
Benzophenone 16.308 4.1 ng 44631 3 14.974 218497 20.0
Octadecanoic acid 17.159 47.7 ng 701999 4 17.712 294083 20.0
Tetradecanoic acid 18.546 48.0 ng 705404 4 17.712 294083 20.0
Pentadecanoic acid 19.797 60.9 ng 895559 4 17.712 294083 20.0
Cinnamyl cinnamate 21.418 8.6 ng 139081 5 22.023 322594 20.0
Hexacosane 21.465 2.4 ng 39316 5 22.023 322594 20.0
Pentadecafluoro... 21.589 2.9 ng 46187 5 22.023 322594 20.0
1,4-Benzenedica... 21.883 6.8 ng 109365 5 22.023 322594 20.0
unknown22.229 22.229 6.0 ng 96134 5 22.023 322594 20.0
Eicosane 23.134 3.9 ng 62426 5 22.023 322594 20.0
unknown24.174 24.174 3.7 ng 62457 6 25.525 334860 20.0
Nonadecane 25.431 5.6 ng 94104 6 25.525 334860 20.0
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