LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BGO51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc :

ALS vial : 7 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-BG111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51170.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.262 297 302 313 rBV 38667 60390 3.34% 0.641%
2 5.744 377 384 394 rBV 460990 748395 41.33% 7.944%
3 7.360 651 659 674 rBV 460227 811176 44.80% 8.610%
4 8.206 795 803 814 rVB 88060 155488 8.59% 1.650%
5 9.381 995 1003 1017 rBV 280709 512289 28.29% 5.438%

6 10.780 1235 1241 1261 rVB2 21411 42394  2.34% 0.450%
7 11.e32 1277 1284 1292 rBV 126826 232029 12.81% 2.463%
8 13.459 1686 1697 1704 rBV 674817 1079328 59.61% 11.457%
9 14.834 1923 1931 1939 rBV 213223 348010 19.22%  3.694%
10 16.326 2179 2185 2201 rBV 609064 948749 52.40% 10.071%

11 17.589 2393 2400 2406 rBV 308929 496269 27.41% 5.268%
12 20.174 2834 2840 2846 rBV 1363215 1810699 100.00% 19.220%

13 21.473 3056 3061 3073 rBV2 52084 103111 5.69% 1.095%
14 21.884 3125 3131 3140 rBv2 290837 518138 28.62% 5.500%
15 22.671 3260 3265 3269 rBV 38510 67372 3.72% 0.715%
16 23.600 3417 3423 3431 rVB2 27965 56831 3.14% 0.603%
17 23.770 3447 3452 3459 rVB2 36011 73691 4.07% 0.782%
18 24.240 3526 3532 3540 rVB2 49773 108903 6.01% 1.156%
19 24.323 3541 3546 3554 rBVe6 22571 60911 3.36% 0.647%
20 25.292 3700 3711 3721 rVB2 168835 499729 27.60% 5.305%
21 25.803 3790 3798 3808 rVB2 61343 170533 9.42% 1.810%
22 26.438 3898 3906 3916 rVB2 47799 138642 7.66% 1.472%
23 26.602 3923 3934 3947 rBV7 27480 129418 7.15% 1.374%
24 28.717 4285 4294 4308 rVB5 45084 177498 9.80% 1.884%
25 30.151 4530 4538 4553 rVB5 15983 70802 3.91% 0.752%
Sum of corrected areas: 9420795
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG051170.D\data.ms
1200000
1000000

800000
600000

5.744 7.360

400000
9.381

200000

11.032
5.262 10.780/\
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Time--> 3.50 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 13.00

Abundance TIC: BG051170.D\data.ms
20.174

1200000
1000000

800000
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4
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14.834
200000 f\
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L L I R e e
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Abundance TIC: BG051170.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.262 7.77 ng 60390 1,4-Dichlorobenzene-d4 8.206

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 302 (5.262 min): BG051170.D\data.ms (-297) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 N e N RREE
| ‘ 830 5.00 5.20 5.40 5.60 .
O b m/z 59.00 57.97%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L BN AL
5.00 5.20 5.40 5.60
101.0 m/z 101.00  21.93%
270 ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
A RAR
5.00 5.20 5.40 5.60
5000 m/z 58.00 15.44%
101.0
o130 . 600 840
e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester At e
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.34%
5000 41.0
ol 101 nnunﬁ
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.780 3.65 ng 42394  Naphthalene-d8 11.032
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 56
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50

Abundance Scan 1241 (10.780 min): BG051170.D\data.ms (-1235) (- m/z 57.10 100.00%

57.1
5000 41.0
75.0
‘ ‘ 101.0 10 50 11 00
Obr el il T w2 as.ee 93.27%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 1050 1100
75.0 m/z 41.00  37.67%
O T \‘H“\‘ T “‘H‘\ \‘!‘Uur \‘1“\“ \“\‘ \lrofo‘.rowlwlwe.‘owlwswz.\o‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
‘ ﬂM
1050 1100
5000 m/z 75.00  20.88%
89.0
29.0
73
bl b7 |y 190 e
miz-> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether P ——
57.0 10.50 11.00
m/z 56.10 18.46%
5000
41,
75.0
0 15'0 ‘\‘\ AN \‘ \‘ ‘ 100.0 118.0
e e e —r —
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Pentadecafluorooctanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.473  3.98ng 103111 Chrysene-di2 21.884
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95

2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 90

Abundance Scan 3061 (21.473 min): BG051170.D\data.ms (-3056) (-
57.0

5000

%F-l 209.0281.0

O rrr i e e e e e e

m/z--> 0 50 100150200 250300 350400450500 550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

5000

‘ %ﬁOA 2520 3690 648.1

‘\\J\l\‘HH‘HH["HH‘H‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400450500550600650

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0

o

5000

169.0
i ‘ AIHM 1 255.0 406.0

m/z--> 0 50 100150200 250300 350400450500 550600650

Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0

o

5000

0
F, 238.0 384.0

m/z 57.05 100.00%

-

T
21.50

m/z 43.05 78.43%

.

T
21.50

m/z 55.00 66.53%

.

T
21.50

m/z 69.00 60.98%

-

T
21.50

m/z 83.10 56.76%

-

ol MMy, 2300 s
m/z--> 0 50 100150200 250300 350400450500 550 600 650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Eicosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.672 2.60 ng 67372  Chrysene-di12 21.884
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 3265 (22.671 min): BG051170.D\data.ms (-3260) (-  m/z 57.00 100.00%
57.0
e ’/\—\JLMW
‘ o0 2250  23.00
12111 2810 : :
0 “‘U“WM‘MN‘NJ““ww““““ul“‘ — m/z 71.05 68.16%
mlz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 i —
22.50 23.00
m/z 43.00 64.12%
O T \“\ ‘\“‘ ‘ “H‘ \“‘\ h“ \“‘ \]E “ “\]‘[8\:‘3\0‘\22\5\0\‘ \2\8\2\C)‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
22.50 23.00
5000 m/z 85.10 57.27%
ol ‘L‘ ”h‘ i M | 14} 9 183.0 225.0 267.0 309.0 _367.(
il e e
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T —
57.0 22.50 23.00
m/z 55.00 26.05%
- N/MJ\\WW
RERRNE| h\ |}#018302250 2080 IR
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47

Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Squalene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
23.600  2.27ng S6831  Perylene-diz 25.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 squalene a0 CoHse 000111-02-4 90

upraene 410 C30H50

»9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360
,6,10,14-Hexadecatetraenoic aci... 332 C22H3602
rans-Farnesol 222 C15H260

007683-64-9 87
056882-09-8 78
024035-35-6 72
000106-28-5 72

uih wNnPE
NP~ ULWO

Abundance Scan 3423 (23.600 min): BG051170.D\data.ms (-3417) (- m/z 69.10 100.00%

69.1
5000
137.1 éS‘Sd ‘24‘00
1891 3551 : :
- ‘ bl 3901 2811 PR h/7 81.e5  50.43%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene
69.0
5000 — —
23.50 24.00
137.0 m/z 41.00 19.76%
0,1 H P U] 1910 2730 3410 410
O‘\\\‘\““‘\ “\h[\\\“‘\l‘ \‘\H\M“\\\\‘\\\\[\\\\l‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
—— —
23.50 24.00
5000 m/z 68.10 16.61%
137.0
0 bl gy, 1910 273.0 341.0 410.
e AL B L e
m/z--> 0 50 100 150 200 250 300 350 400 ﬁmm
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra I L ‘MW
69.0 23.50 24.00
m/z 95.00 11.76%
5000
‘ 137.0
192.0
o250 Ll il 10 20 siso kTN e
m/z--> 0 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Eicosanal- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.770 2.95 ng 73691  Perylene-di12 25.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 Eicosanal- 296 C20H400 002400-66-0 87
3 Tetracosanal 352 C24H480 057866-08-7 87
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
Abundance Scan 3452 (23.770 min): BG051170.D\data.ms (-3447) (- m/z 57.05 100.00%
57.0
96.0
5000
— —
371 194.1 267.0 355 23.50 24.00
ob— 1L iy m/z 82.00  76.85%
mlz--> 50 100 150 200 250 300 350
Abundance #158569: Octadecana
43.0 82.0
5000 A i
23.50 24.00
mzso - m/z 43.05 76.53%
O W‘\‘h T \H“\HH “‘ \‘\.9 \“ T \H.\ T “2\68\.\0\ ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0
43.0 e —r—
23.50 24.00
5000 m/z 55.00 63.03%
24.0
L1 16602080 2780
0 R
miz--> 50 100 150 200 250 300 350
Abundance #262002: Tetracosanal T ——
57.0 23.50 24.00
m/z 69.05 63.00%
h | /V/\_/\W/\
oL LI ‘ ‘“ | 120 1800 2220 2780 334.0
i ““‘ R B an e e —— ——
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.240 4.36 ng 108903  Perylene-di2 25.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
4 Heptacosane 380 C27H56 000593-49-7 74
5 Octacosane 394 (C28H58 000630-02-4 70

Abundance Scan 3532 (24.240 min): BG051170.D\data.ms (-3526) (-  m/z 57.05 100.00%
57.0

\ >0 2400 2450
41.1 207.0 : :
owmhw A “ “‘Jﬂ e 200 m/z 71.05  75.66%
miz--> 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 —— L
24.00 24.50
99.0 m/z 43.05 62.77%
ol ddiy (14101830 2250 2050 352,
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
—— —
24.00 24.50
5000 ITI/Z 85.05 46.57%
99.0
0 L f ] 410 183.0 225.0 267.0 338.0
““ A
m/z--> 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 24.00 24.50
m/z 41.05 22.32%
- ]\MNJ\/\\WWM
0 L\ H\ A \‘ u‘ 1410 183.0 239.0 296.0
il A —— —
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Trifluoroacetoxy hexadecane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
24.323  2.44ng 60911 Perylene-diz 25.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 Cl8H33F302  006222-03-3 91

2 Bromoacetic acid, octadecyl ester 390 C20H39Br02

3 Triacontan-15-0l 438 C30H620

4 Dichloroacetic acid, tridecyl ester 310 C15H28C1202

5 Fumaric acid, hexadecyl 2-methyl... 394 C24H4204

Abundance Scan 3546 (24.323 min): BG051170.D\data.ms (-3541) (-

018992-03-5 87
031849-26-0 86
1000280-48-3 83
1000330-55-5 80

m/z 55.00 100.00%

55.0
— —r
‘ ‘ 282.1 24.00 24.50
oL L ““W‘wmu‘h“““‘ L “ H}m e m/z 57,05  98.14%
mlz--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000
11.0 24, 00 24 50
m/z 43.00 87.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #295270: Bromoacetic acid, octadecyl ester
43.
24, 00 24 50
5000 m/z 83.00  85.25%
250.0
oL “\“ ‘} H“\ “ H\‘h \H\ H\” P }\‘ “29‘7‘0‘ R
miz-> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-ol “ —
57.0 24.00 24.50
m/z 69.00 82.05%
111.0
5000
‘ ‘ 241.0
oLk hLbLLOTO | soso 3o e
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Octadecanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.803 6.83 ng 170533  Perylene-di2 25.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Hexadecanal 240 C16H320 000629-80-1 90
4 Eicosanal- 296 C20H400 002400-66-0 87
5 Tetradecanal 212 C14H280 000124-25-4 83

Abundance Scan 3798 (25.803 min): BG051170.D\data.ms (-3790) (- m/z 57.00 100.00%
57.

96.0
5000
— ——
“ | H“ (2P0 17692070 249.0 281 25.50 26.00
ok “w el m‘”_‘” m/z 82.10  88.40%
miz-> 100 150 200 250
Abundance #158566: Octadecana
43
2.0
5000 A e,
25.50 26.00
m/z 43.05 82.91%
ol L ‘F |4 1520 1040 2500
miz--> 50 100 150 200 250
Abundance #158578: Oxirane, hexadecyl-
430 820
— ——
25.50 26.00
5000 m/z 55.00 63.64%
1.0
0 \‘ i ! H‘ L 1520 19402250 267.0
—— —
miz--> 50 100 150 200 250
Abundance #123919: Hexadecanal “ —
43.0/ 82.0 25.50 26.00
m/z 83.00 59.28%
5000
.0
L TW |, pomoishe
ol HH‘ Hw P S e
m/z--> 150 200 250 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Hexacosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26.438 5.55 ng 138642  Perylene-di2 25.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3906 (26.438 min): BG051170.D\data.ms (-3898) (-
57.0

5000
‘ “ 1 ‘ 1691 248.9 355.2
R L I I B I R
mlz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000
‘ | 11129 1600 367.0
O\\‘\‘\“ “\‘h‘\’\h‘\d\ﬂ“\\\\’2\2\5\\0‘\\2\9\5‘9\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350 400

m/z 57.05 100.00%

-

26.50
m/z 71.10 63.61%

.

26.50
m/z 43.10 60.70%

4

Abundance #287976: Heptacosane
57.0
26.50
5000 ITI/Z 85.05 40.61%
o L L1 3090 2250 2810 3800
L R i R
m/z--> 0 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane T
57.0 26.50
m/z 55.00 23.82%
- AMHA/\A/\M\M\
0 uh\ \‘h]\.] h‘ L] ? \0 L 2\2:5 0 309.0 365.0 437.1
T e B A A A B S R —
m/z--> 50 100 150 200 250 300 350 400 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1-Hexacosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

26.602 5.18 ng 129418 Perylene-d12 25.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 91
2 1-Tricosene 322 C23H46 018835-32-0 90
3 1-Tetracosene 336 C24H48 010192-32-2 87
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 76
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 70

Abundance Scan 3934 (26.602 min): BG051170.D\data.ms (-3923) (-  m/ 57.05 100.00%

57.0
7.0
5000

e L e m s R 83.05 87.92%
mlz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
5000
26 50 27 00
43.05 85.89%

o Lbd | 1 m‘ Cl “““‘8‘1‘0 2380 2920 364
m/z--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0

2650 2700
5000 55.00 83.01%
25.0
| l | | | 166.0 322.0
otr——- e
miz--> 50 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene T —
55.0 P7.0 26.50 27.00

69.05 76.74%

- MN\\MWN
| 1{39 0 336.0
L

OH‘H“H“‘M“\ ““‘“HH‘HH‘HH‘\H‘\‘H —— —
m/z--> 50 100 150 200 250 300 350 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Oxirane, hexadecyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.717 7.10 ng 177498  Perylene-d12 25.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Eicosanal- 296 C20H400 002400-66-0 74
3 Octadecanal 268 C18H360 000638-66-4 72
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 64
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 58
Abundance Scan 4294 (28.717 min): BG051170.D\data.ms (-4285) (- m/z 57.05 100.00%
57.0
96.0
5000
2850  29.00
1 165.1 209.0 : :
ob— w“““l i‘“ b gt T B 4310 87.21%
miz-> 50 100 150 200 250
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 —r e
28.50 29.00
24.0 m/z 82.00 84.07%
166.0 211.0 250.0
O,
miz--> 50 100 150 200 250
Abundance #194557: Eicosanal-
82.0
43.0 ik e ekt
28.50 29.00
5000 ITI/Z 55.00 68.48%
H‘l%o 278.0
oA AR LA L) poso om0 7T
miz--> 50 100 150 200 250
Abundance #158569: Octadecanal T —
43.0 82.0 28.50 29.00
m/z 83.05 57.54%
5000
‘ "F?»O 222.0
o LU ALl L)L ge00 220 g0 e
m/z--> 50 100 150 200 250 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 unknown30.151 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
30.151 2.83 ng 70802  Perylene-di12 25.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dihydrocoumarin, 4,4-dimethy... 204 C13H1602 029423-74-3 22
2 1-(2-Adamantan-1-ylethoxy)-3-(4-... 412 C26H40N202 1000264-46-7 10
3 2,10,10-Trimethyltricyclo[7.1.1.... 204 C14H200 1000210-81-9 10
4 Spiro[5.5]undec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 10
5 3-Decanol 158 C10H220 001565-81-7 10

Abundance Scan 4538 (30.151 min): BG051170.D\data.ms (-4530) (-  m/z 43.10 100.00%

" . .
434 189.1
105.0
5000
265.1
—— —
Il
O A m/z 59.00 93.81%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #79925: 3,4-Dihydrocoumarin, 4,4-dimethyl-6-ethyl-
189.0
5000
91.0 30.00 30.50
410 + m/z 58.00  88.82%
O\ T \“MH\“‘\““\ H\ ‘”\H‘\“‘l”\“‘ T \ “\ L ‘ L ‘ T T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #309358: 1-(2-Adamantan-1-ylethoxy)-3-(4-benzylpiperaz
189.0
91.0
30.00 30.50
5000 m/z 189.10  82.48%
12.0 135.0
0“‘MMMMM‘ﬂM\\HM\““‘ ‘%33}32399““““39f9‘
miz--> 50 100 150 200 250 300 350 400 M n ﬂ MW || A
Abundance #80048: 2,10,10-Trimethyltricyclo[7.1.1.0(2,7)]undec-6-er o ﬂ il ‘A A‘ -
189.0 30.00 30.50
79.0 m/z 69.00  71.90%
5000
27. 22.0
m/z--> 50 100 150 200 250 300 350 400 30.00 30.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51170.D

Acqg On : 22 Nov 2021 14:47
Operator : CG/JU

Sample : M4781-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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-... 5.262 7.8 ng 60390 1 8.206 155488 20.0
Ethanol, 2-(2-b... 10.780 3.6 ng 42394 2 11.032 232029 20.0
Pentadecafluoro... 21.473 4.0 ng 103111 5 21.884 518138 20.0
Eicosane 22.672 2.6 ng 67372 5 21.884 518138 20.0
Squalene 23.600 2.3 ng 56831 6 25.292 499729 20.0
Eicosanal- 23.770 3.0 ng 73691 6 25.292 499729 20.0
Pentacosane 24.240 4.4 ng 108903 6 25.292 499729 20.0
Trifluoroacetox... 24.323 2.4 ng 60911 6 25.292 499729 20.0
Octadecanal 25.803 6.8 ng 170533 6 25.292 499729 20.0
Hexacosane 26.438 5.5 ng 138642 6 25.292 499729 20.0
1-Hexacosene 26.602 5.2 ng 129418 6 25.292 499729 20.0
Oxirane, hexade... 28.717 7.1 ng 177498 6 25.292 499729 20.0
unknown30.151 30.151 2.8 ng 70802 6 25.292 499729 20.0
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