LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51923\
Data File : BGO57477.D

Acqg On : 19 May 2023 21:36
Operator : CG/JU

Sample : 02845-21

Misc :

ALS vial : 9 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: BGO57477.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.389 308 315 321 rBV 13879 21733 2.84% 0.462%
2 5.870 390 397 410 rBV 152981 252697 33.01% 5.368%
3 7.497 666 674 689 rBV 163534 289916 37.87% 6.158%
4 8.355 814 820 827 rBB2 64822 108753 14.21%  2.310%
5 9.530 1013 1020 1029 rBV 99064 177323 23.16% 3.767%
6 11.192 1295 1303 1311 rBV 84393 148038 19.34% 3.145%
7 13.589 1705 1711 1720 rBV 313726 469071 61.28% 9.964%
8 14.282 1824 1829 1834 rVB2 22998 31921 4.17% 0.678%
9 14.911 1928 1936 1940 rBV 74769 103221 13.48% 2.193%
10 14.970 1940 1946 1952 rVvVv 147465 228923 29.90% 4.863%
11 15.193 1980 1984 1988 rVB 13469 14336 1.87% 0.305%
12 15.263 1988 1996 2002 rBV4 6923 9659 1.26% 0.205%
13 16.303 2169 2173 2180 rVB 27124 39769 5.20% 0.845%
14 16.409 2186 2191 2193 rBV3 13707 17653 2.31% 0.375%
15 16.450 2193 2198 2212 rVB 241704 371604 48.54%  7.894%
16 17.707 2406 2412 2419 rBV 212479 317236 41.44% 6.739%
17 18.553 2552 2556 2562 rBV2 7268 13863 1.81% 0.294%
18 20.274 2844 2849 2857 rBV 614029 765502 100.00% 16.261%
19 20.427 2869 2875 2878 rVB2 6504 8843 1.16% 0.188%
20 21.232 3008 3012 3016 rVB4 8968 11288 1.47%  0.240%
21 21.414 3036 3043 3051 rVB 303628 438581 57.29% 9.316%
22 21.578 3065 3071 3079 rBV8 14072 38293 5.00% 0.813%
23 22.013 3136 3145 3154 rBV = 202679 360261 47.06% 7.653%
24 22.789 3273 3277 3282 rBV6 4868 8227 1.07% 0.175%
25 23.535 3400 3404 3410 rVB5 7686 12337 1.61% 0.262%
26 24.398 3544 3551 3557 rBV5 13683 30847 4.03% 0.655%
27 25.426 3718 3726 3729 rBV4 9452 22483 2.94% 0.478%
28 25.508 3729 3740 3752 rVB3 113343 342709 44.77%  7.280%
29 26.642 3923 3933 3941 rBV7 12375 40518 5.29% 0.861%
30 29.873 4474 4483 4484 rBV6 5478 12111 1.58% 0.257%

Sum of corrected areas: 4707716
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 May 2023 21:36
: CG/IU
: 02845-21

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
BGO57477.D

: 9 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
600000

500000

400000

300000

200000

100000

0

TIC: BG057477.D\data.ms

5.870 7.497

9.530 11.192

8.355
5.389

Time-->

400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance
600000

500000

400000

300000

200000

100000

Time-->

-

TIC: BG057477.D\data.ms
20.274

13.589 21.414

16.450
17.707 22.013

14.970

14.911

L 14.282 551963 1@?_ 9 18.553 20427 2123578 22.78

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
600000

500000

400000

300000

200000

100000

0

TIC: BG057477.D\data.ms

25.508

23.535 24.398 25.426 26.642 29.873

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57477.D

Acqg On : 19 May 2023 21:36
Operator : CG/JU

Sample 1 02845-21

Misc

ALS vial : 9 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.389 4.00 ng 21733 1,4-Dichlorobenzene-d4 8.355

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 9
3 3-Hexanol 102 C6H140 000623-37-0 9
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9
5 3-Octanol 130 C8H180 000589-98-0 9

Abundance Scan 315 (5.389 min): BG057477.D\data.ms (-308) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.2 R
‘ 83.2 5.00 5.20 5.40 5.60 5.80
O e b S m/z 59.15 69.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL R S R B
59.0 5.00 5.20 5.40 5.60 5.80
150 1010 m/z 101.15 21.88%
O\\\‘\f‘f‘f‘\\I‘SIMTI\.\O\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #296: Guanidine
43.0 59.0
REaa e e o
5.00 5.20 5.40 5.60 5.80
5000 18.0 m/z 58.05 15.91%
1.0
T 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol R
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.15 9.51%
5000 31.0 43.0 73.0
0 m‘mW‘:‘J“‘m“mWu1‘!‘m“1;”‘?‘5:9_“191‘1()”_ “,‘,M
m/z--> 10 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\BG051923\
Data File : BGO57477.D

Acqg On : 19 May 2023 21:36
Operator : CG/JU

Sample 1 02845-21

Misc

ALS vial : 9 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 unknownl4.282 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.282 2.79 ng 31921  Acenaphthene-die 14.970
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-7-exo-vinylbicyclo[4.2. 148 C11H16 107914-89-6 43
2 1,3,6-Heptatriene, 2,5,5- trlmethyl 136 C1oH16 029548-02-5 35
3 2,6,9,11-Dodecatetraenal, 2,6,10... 218 C15H220 017909-77-2 27
4 Spiro[4.4]nona-1,3-diene, 1,2-di. 148 C11H16 1000163-57-6 27
5 1-Methylene-2-vinylcyclopentane 108 C8H12 006196-78-7 27

Abundance Scan 1829 (14.282 min): BG057477.D\data.ms (-1824) (1 | m/z 93.15 100.00%
93.2

133.2
411 oo

5000

16131893 [ ‘f\‘_ﬂ‘/
‘ 14.00 14.50
‘ ““w“wﬂ‘wk‘u“_“w m/z 91.05 91.47%
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26430: 2-Methyl-7-exo-vinylbicyclo[4.2.0]oct-1(2)-ene
91.0

o

| n A /

5000 T T T T T T T T T
41.0 133.0 14.00 14.50
65.0 m/z 79.15 79.90%
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18133: 1,3,6-Heptatriene, 2,5,5-trimethyl-
93.0
[ Y
121.0 14.00 14.50
5000 410 ITI/Z 133.15 76.29%
67.0
ol ‘ul"MWJ‘M"Jw‘_m_ww_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96791: 2,6,9,11-Dodecatetraenal, 2,6,10-trimethyl-, (E,E —— ‘ A‘ — |
93.0 14.00 14.50
55.0 134.0 m/z 41.15 72.16%
5000
A oo a0 ) )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57477.D

Acqg On : 19 May 2023 21:36
Operator : CG/JU

Sample 1 02845-21

Misc

ALS vial : 9 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 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 3 (1R,2S,6S,7S,8S)-8-Isopropy... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.911 9.02 ng 103221  Acenaphthene-di10 14.970
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2S,6S5,7S,85)-8-Isopropyl-1-m... 204 C15H24 018252-44-3 97
2 Germacrene D 204 C15H24 023986-74-5 95
3 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 95
4 cis-Muurola-4(15),5-diene 204 C15H24 157477-72-0 70
5 (+)-epi-Bicyclosesquiphellandrene 204 C15H24 054274-73-6 70

Abundance Scan 1936 (14.911 min): BG057477.D\data.ms (-1928) (- | m/z 161.15 100.00%
161.2

91.2

5000
211 119.2

67.2 A AA
‘ 204.3 15.00
o} uwW‘_\“»“‘_n“J“ m/z 91.15  73.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80421: (1R,2S,6S,7S,8S)-8-Isopropyl-1-methyl-3-methy
1

61.0
A Yal /\ n
5000 105.0 15.00
m/z 105.15 66.40%
410 790 ‘ H 133.0 204.0
O ‘\\\\““\\\\‘\\\\‘U\\\M\“\H\\‘\“\\\\‘\\\\"\\\\‘\\\\‘!\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80118: Germacrene D
161.0
1050 SV
15.00
m/z 79.15 45.487%
5000 810 /
41.0
‘ 133.0 204.0
0 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80566: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octz R LR A
161.0 15.00
m/z 119.15 41.96%
41.0 91.0
5000
119.0
65.0 204.0 /\
o} ‘MJ“NM‘,L““H“““ A I
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57477.D

Acqg On : 19 May 2023 21:36
Operator : CG/JU

Sample 1 02845-21

Misc

ALS vial : 9 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.303 3.47 ng 39769  Acenaphthene-die 14.970
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 46
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 43
4 1,2(4H)-Oxazine-3-0l, 5,6-dihydr... 219 C11H9NO4 1000253-25-6 43
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 43
Abundance Scan 2173 (16.303 min): BG057477.D\data.ms (-2169) (- m/z 105.05 100.00%
105.1
772 182.1
5000
51.1 A
— et
| 152.2 i 16.00 16.50
0t e e m/z 77.15 0 67.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
.o 182.0 .
5000 i
16.00 16.50
51.0 m/z 182.10  65.62%
oL 270 o | 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro-
105.0
— ——
770 16.00 16.50
5000 m/z 51.15 26.37%
51.0
0 27.0 | \‘ INI— | ‘ 125.0 1540
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester “ ——
105.0 16.00 16.50
m/z 181.15 11.16%
77.0
5000
51.0
oL 290 | | 1360 1640
R TR T — ——
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57477.D

Acqg On : 19 May 2023 21:36
Operator : CG/JU

Sample 1 02845-21

Misc

ALS vial : 9 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 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.414 24.35 ng 438581  Chrysene-di12 22.013
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 87
2 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BrO 1000443-02-8 49
3 p-Vinylbenzohydrazide 162 C9H1ON20 1000244-74-9 47
4 N-(4-Fluorophenyl)-3-phenyl-2-pr... 241 C15H12FNO 019358-27-1 47
5 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 47

Abundance Scan 3043 (21.414 min): BG057477.D\data.ms (-3036) (- | m/z 131.10 100.00%
131.1

N
o
w

5000
219.2 A
51.1 21.50
173.1 .
0"Hq‘ﬂwwuw‘ﬂ‘MHLMuww‘uw‘m_um‘muwum‘ua?ﬁ} m/z 115.15 42.51%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #153419: Cinnamyl cinnamate
131.0
5000 T
21.50
103. 9100 m/z 117.15  36.04%
50 | | ‘L L | 1730 | 2640
O‘HH‘HH“\‘HHHH‘HH‘H‘H‘HH‘\H‘\‘HH‘HH“\H‘\‘HH‘H\

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #137543: (E)-4-Bromo-4-methyl-1-phenylpent-1-en-3-one
131.0

e

T
21.50

5000 m/z 103.15 35.16%
103.0
o OE0 L 1740 254.0
et e e e e e
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38514: p-Vinylbenzohydrazide e
131.0 21.50
m/z 77.15  29.94%
162.0
51.0 |
O B e At 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57477.D

Acqg On : 19 May 2023 21:36
Operator : CG/JU

Sample 1 02845-21

Misc

ALS vial : 9 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 Pentadecafluorooctanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.578 2.13 ng 38293  Chrysene-di12 22.013
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 70
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 62
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 62
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 62
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 49

Abundance Scan 3071 (21.578 min): BG057477.D\data.ms (-3065) (- m/z 57.15 100.00%

57.1
280.9
5000
iyt S

— LA
‘ | “14|7.1 355.1 21.50
ot e M/z 43,15 71.03%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 LA ‘ ﬁ”“
21.50

m/z 69.15 65.55%

okl FF,O 2520 " 3690 648
‘\\H‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-

57.0

21.50
5000 ITI/Z 83.15 59.95%
.0196.0
ol
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0 21.50
m/z 280.90 58.61%
5000 WWWMWMM
‘ %5.0
o_‘U‘JHH“‘wlu!“ﬁ??:?“_‘H‘w_‘H‘w_Wwwwww e
m/z--> 0 50 100150200 250 300 350400450 500550600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57477.D

Acqg On : 19 May 2023 21:36
Operator : CG/JU

Sample 1 02845-21

Misc

ALS vial : 9 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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.642 2.36 ng 40518  Perylene-d12 25.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Tetratetracontane 619 C44H90 007098-22-8 58
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 58
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 58
5 Hexacosane 366 C26H54 000630-01-3 58

Abundance Scan 3933 (26.642 min): BG057477.D\data.ms (-3923) (- | m/z 57.10 100.00%
57.1

5000
Tt i
\‘ VMM 282.1 3551 26.50 27.00
ol e Wz 71.15 78.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176385: Eicosane
57.0
5000
26.50 27.00
m/z 85.15 56.33%
oL LI fET 07,0 2820
‘\H‘\\\\‘\\\\‘\\\\’\\‘\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
ALl gy
26.50 27.00
5000 ITI/Z 43.10 55.50%
0 /] 1 || }27:0197.0 267.0337.0407.0 491.0562.0
et - A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #206621: Sulfurous acid, 2-propy! tridecyl ester —r— —
43.0 26.50 27.00
m/z 83.15 20.34%

5000

o100

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26.50 27.00

=
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51923\
Data File : BGO57477.D

Acqg On : 19 May 2023 21:36
Operator : CG/JU

Sample 1 02845-21

Misc

ALS vial : 9 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-... 5.389 4.0 ng 21733 1 8.355 108753 20.0
unknown14.282 14.282 2.8 ng 31921 3 14.970 228923 20.0
(1R,25,65,75,85... 14.911 9.0 ng 103221 3 14.970 228923 20.0
Benzophenone 16.303 3.5 ng 39769 3 14.970 228923 20.0
Cinnamyl cinnamate 21.414 24.4 ng 438581 5 22.013 360261 20.0
Pentadecafluoro... 21.578 2.1 ng 38293 5 22.013 360261 20.0
Eicosane 26.642 2.4 ng 40518 6 25.508 342709 20.0
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