LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acqg On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc : COMP-7-BORING-2-14-21

ALS vial : 8 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-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56485.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.315 339 345 354 rVB 149133 232936 7.26% 1.236%
2 5.802 420 428 442 rBV 618289 989413 30.85% 5.248%
3 7.424 695 704 716 rBV 588174 1019969 31.80% 5.410%
4 8.276 842 849 858 rBV 118419 197660 6.16% 1.048%
5 9.451 1041 1049 1060 rBB 338131 617910 19.26% 3.278%

6 11.108 1322 1331 1340 rBB 148914 263474  8.21%
7 13.523 1735 1742 1749 rBV 1311167 2006285 62.55% 10.
8 14.892 1969 1975 1985 rVB 275949 432619 13.49%
9 16.378 2221 2228 2238 rBV 1020508 1544784 48.16%
10 17.577 2411 2432 2437 rBV2 136820 524266 16.35%

NOONO®BR
N
O
Ul
3R

11 17.630 2437 2441 2452 rVB 394603 649710 20.26%
12 18.482 2580 2586 2595 rBV 142347 204946  6.39%
13 19.292 2713 2724 2737 rBV2 198958 684248 21.33%
14 19.733 2795 2799 2806 rBV2 40121 65638 2.05%
15 20.209 2874 2880 2886 rVB 2414984 3207436 100.00% 17.
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16 20.344 2893 2903 2904 rBV3 78737 160377 5.00%
17 20.379 2904 2909 2920 rVB 277632 630946 19.67%
18 20.609 2942 2948 2956 rVB4 19429 44846  1.40%
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19 21.290 3056 3064 3073 rBV 255157 579095 18.05% 072%
20 21.507 3096 3101 3111 rBv4 50335 124408  3.88% 660%
21 21.925 3165 3172 3179 rVB 403110 692600 21.59% 3.674%
22 22.324 3231 3240 3251 rBV2 161875 446140 13.91% 2.367%
23 22.706 3301 3305 3311 rBV2 24346 34622 1.08% 0.184%
24 23.111 3368 3374 3381 rVB2 95409 175141 5.46% ©.929%
25 23.435 3423 3429 3434 rVB5 30703 59502 1.86% ©0.316%

26 23.558 3438 3450 3458 rBvV2 127933 416497 12.99% .209%
27 23.646 3458 3465 3473 rVB 212640 439369 13.70%  2.331%
28 23.958 3508 3518 3531 rVB1le 67566 229618 7.16% 1.218%
29 24.287 3570 3574 3580 rVB6 20745 39603 1.23% 0.210%
30 24.992 3683 3694 3696 rBv3d 80006 197248 6.15% 1.046%

N

31 25.344 3741 3754 3765 rVB2 223310 697356 21.74% 3.699%
32 26.784 3983 3999 4012 rVB5 64553 315172 9.83% 1.672%
33 28.065 4204 4217 4257 rVB5 112002 881732 27.49% 4.677%
34 31.402 4776 4785 4786 rBV6 21271 46493 1.45% 0.247%

Sum of corrected areas: 18852059
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 31 Jan 2023 14:46
: CG/JU
: 01329-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
BGO56485.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

COMP-7-BORING-2-14-21

Abundance TIC: BG056485.D\data.ms
2000000
1500000
1000000
5.802 7.424
500000
9.451
5.315 8.276 11.108
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG056485.D\data.ms
20.209
2000000
1500000
13.523
16.378
1000000
500000 17.630 21.925
20.379
14.892 ol L6482 19.292 21.290 22324
' 19.733 20600 1.507 22.70
] T T o B R e e e e A=
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG056485.D\data.ms
2000000
1500000
1000000
500000
2%35646 25.844 28.065
23.11123:5593.958 g,  24.992 26.784 e 31.402
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BGO12723.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc : COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.315 23.57 ng 232936 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
5 Guanidine 59 CH5N3 000113-00-8 25
Abundance Scan 345 (5.315 min): BG056485.D\data.ms (-339) (-) m/z 59.00 100.00%
59.0
43.0
101.0
5000
o EaamEE A RRRRY
83.0 5.00 5.20 5.40 5.60
0ol e Mz 42.95 84.38%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B I B I B R
5.00 5.20 5.40 5.60
101.0 m/z 101.00 71.66%
0 29\0 Ly m‘ 83\0 |
H‘\\H‘HH‘HH‘H\\‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #5056: Propane, 1-ethoxy-2-methyl-
31.0 59.0
R A RRRRS
5.00 5.20 5.40 5.60
5000 m/z 58.00 21.20%

73.0 g7 102.0

o

m/z--> 20 30 40 50 60 70 80 90 100110120130140 ﬁ
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR AR RRRTY

59.0 5.00 5.20 5.40 5.60
m/z 39.00 11.04%

5000 41.0
o L. 130 126.0 14,0

e e e e A e

m/z--> 20 30 40 50 60 70 80 90 100110120130140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc : COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.577 16.14 ng 524266  Phenanthrene-d10 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2432 (17.577 min): BG056485.D\data.ms (-2411) (-~ | m/z 71.00 100.00%

71.0
5000

13.1 ‘
17 50
L ‘ | ‘\‘M ]r h | 1550 2‘1‘12 281.1

A e m/z 85.00  75.85%

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000 1
17 50

m/z 57.00 69.83%

L MH ”‘4}918302250 281.0 337.0 394.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

o

o

17 50
5000 ITI/Z 43.00 42 .04%
ol | 1 % Ly ‘1‘4‘1‘91‘33‘?2‘2‘5 0267.0 3230 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- ped Foutfacty
57.0 17.50

m/z 99.00 25.61%

5000
9.0
41
fo] ‘ uh H \‘ ]T 0 183 0225.0267.0309.0 365 0 v M Mk A

\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ — A
T | 1 | 1 I 1 T T

m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :
Misc : COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.482 6.31 ng 204946  Phenanthrene-di0 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 78
4 n-Decanoic acid 172 C10H2002 000334-48-5 42
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 2586 (18.482 min): BG056485.D\data.ms (-2580) (- | m/z 72.95 100.00%
73.0

5000 129.0 2131
41.0

ﬁ

171.0

256.1
18.50

m/z 60.00  58.81%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 L B B e
213.0 18.50
‘ 157.0 185.0 m/z 213.10  48.09%
O ‘ \‘\‘\ \““1‘\ \H!H‘\h \ T \u‘\ \H‘U‘l ‘ \H\‘\ \“‘\ T \“ T \‘\ T ‘ \“\ \‘\“ T \‘\ ‘ \‘\ T ‘ TTT \“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
T T
18.50
5000 ITI/Z 129.00 46 .45%
129.0
‘ ‘ 171.0 214.0
0 ?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0 18.50
43.0 m/z 55.00 39.79%
5000
129.0
185.0 228.0
o LR e, | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.292 21.06 ng 684248  Phenanthrene-di0 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2724 (19.292 min): BG056485.D\data.ms (-2713) (- | m/z 71.00 100.00%
71.0
5000 /\
19 00 19. 50
183.2
0 H M I | 0E,.2392.2951  w/z 85.e0  74.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000
19 00 19 50
m/z 57.05 8.19%
O ‘ L\ il hm h\ u\ i 17690 2250 2950 3670
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
19 00 19 50
5000 m/z 43.05 %
0 L \‘h h\ “‘ ! \699 " 225 0 281.0 337.0 422 (
el L e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0 19 00 19 50
m/z 69.00 %
5000
1
ol ‘L (1130 169.0 2250 281.0 337.0 394.0
““‘“““‘_“““‘w“““‘w“““‘w
m/z--> 50 100 150 200 250 300 350 400 19 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\

Data File : BG@56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method :

Quant Tit

TIC Libra

le

ry

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG012723.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Octadecanoic acid Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
19.733 2.02 ng 65638  Phenanthrene-d1e 17.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 35
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 27
5 Adipic acid, 3,3-dimethylbut-2-y... 286 C16H3004 1000353-66-7 22

Abundance Scan 2799 (19.733 min): BG056485.D\data.ms (-2795) (- | m/z 73.00 100.00%
73.0
129.1
5000 185.0 2411 MWNKAMM
284.3 . ——
| ‘ 355, 19.50 20.00
0 "”““Mu‘m_““ L m/z 129.65 55.61%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8.0 284.0
185.0 241.0 19.50 20.00
m/z 60.00 53.53%
0 H$MMHJ‘M$‘M\‘H”L‘H\“‘M‘ S
miz--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
19.50 20.00
5000 129.0 m/z 54.95 50.03%
29.
199.0 242.0
0 JMM
m/z--> 50 100 150 200 250 300 350
Abundance #109284: Tetradecanoic acid 5 T
73.0 19.50 20.00
1290 m/z 241.10 49.62%
5000
185.0 228.0
29. H
m/z--> 5 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc : COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 13-Docosenamide, (Z)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.344 4.63 ng 160377  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 47
3 Octadecanamide 283 C18H37NO 000124-26-5 38
4 Cyclopentanecarboxamide, N-propy... 211 C13H25NO 1000437-85-9 38
5 N-Ethylpiperazine 114 C6H14N2 005308-25-8 27

Abundance Scan 2903 (20.344 min): BG056485.D\data.ms (-2893) (- | m/z 72.00 100.00%
72.0

—
=

5000
14.0 ‘ T \A T ‘ T \N
1541 208.1 2491 3204 20.00 20.50
0! m/z 59.00 77.79%
m/z--> 50 100 150 200 250 300
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 Ay : fAH
20.00 20.50
m/z 55.00 44.17%
126.0
337.(
0! ‘\h‘h‘\hh‘}‘ W‘\‘“M\ iy "1\79\0\ T \2\4\0‘0\2\77\(\)‘ T
mi/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
= —
20.00 20.50
5000 m/Z 69.00 43.11%
o1 °10, 1400 1800 2380 2810
- \‘\\\’\\\\‘\\\\‘\\\\\\\\
m/z--> 50 100 150 200 250 300
Abundance #177476: Octadecanamide R —
59.0 20.00 20.50
m/z 43.00 31.14%
5000
15.0 ‘h I 12?-0 198.0 240.0 283.0
O‘ud‘WH‘W‘WW‘W“w,‘lu‘M“ T = =
m/z--> 50 100 150 200 250 300 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc : COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Octacosane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.379 18.22 ng 630946  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 2909 (20.379 min): BG056485.D\data.ms (-2904) (- | m/z 71.00 100.00%

71.0
5000

1
20.00 20.50
m“ “‘ ‘ ? L %551197‘2239 128099232 m/z 85.00 78.03%

m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0

o

5000 \
2000 2050
9.0 m/z 57.00 65.99%
ol VL] 3201830225027 0309.0 3650
\\\‘\\\\‘!\\\‘\T\\‘\\\\‘\\\ \\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
2000 2050
5000 ITI z 43.00 38.75%
9.0
e I e
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0 2000 2050

m/z 99.00  26.26%

5000 JL
0 ‘ “\ h\ h‘ H‘ :‘I[ \\ I ]\\'87302250 2820

m/z--> 50 100 150 200 250 300 350 20. 00 20. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc : COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.290 16.72 ng 579095  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 3064 (21.290 min): BG056485.D\data.ms (-3056) (- | m/z 71.00 100.00%
71.0
13.0 o ==
21.00 21.50
15511972 2532
ol ‘L “m W L4 L0, 55252950 8850 /7 8s.05  79.41%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 s —/
21.00 21.50
m/z 57.00 68.15%
ol b H “‘ 141.0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
e =
21.00 21.50
5000 m/z 43.10 37.74%
ol BRDRRELEITY 0225.0267.0309.0 365.0
““““““““““ i e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T N
57.0 21.00 21.50
m/z 98.95 25.68%
5000
oL L ! M | 141:0183.0225.0267.0309.0 367.0 .
A A T T e Py peed
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BG012723.M Wed Feb 01 11:05:49 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BG@56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06

Misc

ALS Vial : 8 Sample Multiplier: 1

COMP-7-BORING-2-14-21

Quant Method :

Quant Tit

TIC Libra

le

ry

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG012723.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Heptadecyl heptafluorobutyrate Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
21.508 3.59 ng 124408 Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 86
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 81
3 1-Hexadecanol 242 C16H340 036653-82-4 74
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 74
5 n-Nonadecanol-1 284 C19H400 001454-84-8 74

Abundance Scan 3101 (21.507 min): BG056485.D\data.ms (-3096) (-

m/z 83.00 100.00%

-

5000
T \
| “ 2210 g419 21.50
ol b e M/Z 70.95  81.14%
m/z--> 0 50 100150200 250300350400 450500550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 ==
21.50
m/z 69.00 79.86%
.0 238.0
O‘HILJ\'r‘1‘\\‘1\‘\\‘\‘1\1\\\‘\l\\\\‘\H\‘HH‘HH’HH‘\\H‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300350400 450500550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
T \
21.50
5000 ITI/Z 97.10 72.55%
0 | %[9, ?S?D 369.0 648.(
et e e e e e e e
m/z--> 0 50 100 150200 250300350400 450500550 600 650
Abundance #126369: 1-Hexadecanol T
55.0 21.50
m/z 56.95 56.20%
5000
5.0
Ul
O e e e =
m/z--> 0 50 100150200 250300350400 450500550 600 650 21.50

8270-BG012723.M Wed Feb 01 11:05:51 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Dotriacontane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.324 12.88 ng 446140  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 3240 (22.324 min): BG056485.D\data.ms (-3231) (- | m/z 71.00 100.00%
71.0
- J
‘ 27.0 2200 2250 he
0 H u““““‘]ﬂﬂl‘ [A9P0,2390 2950 3549 . gsiip 74.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 i e
22.00 22.50
m/z 57.05 65.52%
13.
O T ‘\ ‘ “‘ J“\l“ \I\\”‘\ : %\6\9\()\ ’2\2\5\ (\)’ T \2\9\5’ \0\ T \:’36\7\ \O\ ’ T TT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
— e
22.00 22.50
5000 m/z 43.00 34.64%
ol WAL d 71690 2250 2810 3650
i ““ A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- T T
57.0 22.00 22.50
m/z 98.95 26.31%
5000
169.0
ol u“‘ “h ﬁ I I 2%0, 2950 3510 M9
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50

8270-BG012723.M Wed Feb 01 11:05:56 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Terephthalic acid, 3-methyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.111 5.06 ng 175141  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
2 Phthalic acid, but-3-yn-2-yl 3,5... 330 C18H12F204 1000315-75-6 38
3 Terephthalic acid, 2-methoxyethy... 336 C19H2805 1000323-88-2 38
4 Phthalic acid, cyclohexyl 3,5-di... 360 C20H18F204 1000315-61-1 38
5 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 35
Abundance Scan 3374 (23.111 min): BG056485.D\data.ms (-3368) (- | m/z 261.05 100.00%
261.1
70.0 149.0
5000
— —
‘ | h ‘ | 2059 45 23.00 23.50
ol d gy L2099 L A1 g 149,00 80.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
5000 peed, pe
700 23.00 23.50
149.0 m/z 70.00 77.83%
219.0
02\7‘\-9"‘“\”\“\ T ‘L\ \“\ T \‘\ T \‘\ \‘\’ ‘\‘\ L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #236541: Phthalic acid, but-3-yn-2-yl 3,5-difluorophenyl e
149.0
e A
23.00 23.50
5000 ITI/Z 166.90 38.14%
5‘7'0 1040 201.0 26‘1-0
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #243827: Terephthalic acid, 2-methoxyethyl octyl ester
261.0 23.00 23.50
58.0 m/z 112.00  36.68%
' 149.0
5000
207.0
104.0
0 Hw,h‘uw““u‘m}wm“u R L e P e ol ﬂ{/\
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50

8270-BG012723.M Wed Feb 01 11:05:57 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\

Data File : BG@56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc . COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Triacontane Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
23.558 12.03 ng 416497  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 90

Abundance Scan 3450 (23.558 min): BG056485.D\data.ms (-3438) (- | m/z 71.00 100.00%
71.0
- wj\m
‘ 27.0 53%6
197.2 :
o“h‘«‘$w¢WWJ Ll aaes2 8232 w/z 85.00  77.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 —r—
23.50
m/z 57.00 63.52%
O ‘ \L\ uh\ h\ h‘ 1\ i 17699 2250 2950 3670
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
1
23.50
5000 m/z 43.00 35.91%
fo ! I H\ \‘h h‘ ‘ \ 169 O 225 0 281.0 337.0 422 (
AL I B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- —— ‘
57.0 23.50
m/z 99.10 27.79%
) //\A#N
ol L L1 2090 das0 a0 seso o N e
m/z--> 50 100 150 200 250 300 350 400 23.50

8270-BG012723.M Wed Feb 01 11:05:59 2023

Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :
Misc : COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.646 12.60 ng 439369  Perylene-d12 25.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 74
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 59

Abundance Scan 3465 (23.646 min): BG056485.D\data.ms (-3458) (- | m/z 69.00 100.00%

69.0
5000
=

137.1 23.50 24.00
o ‘”““;‘u‘““““\ Ly, 20312570 3412 /7 g1.e0  53.89%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 s e
23.50 24.00

m/z 95.00 15.18%

137.0
oboiud gl 1910 2730 3410 4104
‘\\\\‘\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene
69.0
T

23.50 24.00
5000 m/z 40.95 12.49%

137.0
170, |iLidy 100 | 2130 310 s
m/z--> 0 50 100 150 200 250 300 350 400
Abundance i i

17.0
#66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- T 7
69.0 23.50 24.00

m/z 68.00 11.48%

5000
123.0
0 Hd\\‘ “ ‘ \J\‘ \H iy \1770
\“‘ T T T T T T T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 23.50 24.00

o

8270-BG012723.M Wed Feb 01 11:06:00 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc : COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 unknown23.598 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.958 6.59 ng 229618  Perylene-di12 25.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-bis(1-buten-3-yl)- 186 C14H18 1000162-73-9 22
2 1,7-Dicarbadodecaborane(12) 146 C2H12B10 016986-24-6 18
3 Benzene, 1l-cyclopenten-1-yl- 144 C11H12 000825-54-7 15
4 Quinoline, 8-methyl- 143 C10HO9N 000611-32-5 14
5 Quinoline, 6-methyl- 143 C1OHSN 000091-62-3 14

Abundance Scan 3518 (23.958 min): BG056485.D\data.ms (-3508) (- | m/z 143.05 100.00%

143.1
43.0
5000 95.0 394..
275.1
2111

24.00
0’ m/z 135.05 74.54%
m/z--> 0 50 100 150 200 250 300 350
Abundance #61123: Benzene, 1,2-bis(1-buten-3-yl)-
129.0
5000 T
24.00
55.0 710 m/z 43.00 67.20%
0~ “M‘ ‘rh i“““m”““‘ \“\ ‘H\‘“\‘ \‘ | “\ ue A B e e e e
miz--> 0 50 100 150 200 250 300 350
Abundance #25070: 1,7-Dicarbadodecaborane(12)
143.0
—
24.00
5000 m/Z 141.00 61.84%
37.0 100.0
0! T
m/z--> 0 50 100 150 200 250 300 350
Abundance #23561: Benzene, 1-cyclopenten-1-yl- U THIT ‘
129.0 24.00

m/z 129.05 58.56%

5000
66.0
" ‘L‘ }‘\ \‘\‘\“\“H“\‘ \\‘H ‘“ “L‘ “ \“ R AR R

m/z--> 0 50 100 150 200 250 300 350 24.00

o

8270-BG012723.M Wed Feb 01 11:06:02 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.992 5.66 ng 197248  Perylene-di12 25.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Tetracosane, 11-decyl- 479 (C34H70 055429-84-0 91

Abundance Scan 3694 (24.992 min): BG056485.D\data.ms (-3683) (- | m/z 71.05 100.00%

71.0
5000
J 25.00
41.0 .
341.0
o_Hul,:J‘“_MMM‘uHWHwHH‘Hwa”wwm m/z 85.00  80.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 T
25.00
m/z 57.00 65.45%
o \‘ ||1270197.0267.0 367.0
‘HH’\H\‘HH‘\H\‘\H\‘\H\‘\\H‘H\\‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
——
25.00
5000 m/z 43.00 34.39%

oL Lkl 019702670387 04070 49105620

!

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane
57.0 25.00
m/z 99.05 24.43%
5000

oL IPT0197.0267.0 3510 4360
LA 19702670 3510 4360

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.00

%

8270-BG012723.M Wed Feb 01 11:06:05 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc : COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.784 9.04 ng 315172  Perylene-d12 25.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 83
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 80
Abundance Scan 3999 (26.784 min): BG056485.D\data.ms (-3983) (- | m/z 71.00 100.00%
71.0
o \/AV/\W—/
‘ 2650  27.00
3.1 2392 355.1 : :
o LLLLLEEP Bo00 2902 zos assa o B HE
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 el i
26.50 27.00
m/z 57.10 62.55%
ol | hH | “ ‘1690 225.0  309.0 365.0 436.(
\\\‘ \\‘\\\\‘\\\\‘Y\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
— —
26.50 27.00
5000 m/z 43.10 31.99%
ol LLLTTT 190 2250 2o 0
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #298426: Octacosane T —
57.0 26.50 27.00
m/z 99.00 24.79%
5000
0 “ \‘\ Hh\ \‘ \ h H \‘ ‘ A IC) L 2\25 O 281 0 337 O 394 0
A e e e
m/z--> 50 100 150 200 250 300 350 400 26.50 27.00

8270-BG012723.M Wed Feb 01 11:06:08 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BGO56485.D

Acq On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc COMP-7-BORING-2-14-21

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.064  25.29 ng 881732  Perylene-di12 25.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Stigmasta-3,5-diene 396 C29H48 004970-37-0 38
4 (3S,8S,9S,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 35
5 Silane, methylvinyl(cyclopentylo... 228 C12H2402Si 1000420-95-5 35
Abundance Scan 4217 (28.065 min): BG056485.D\data.ms (-4204) (- | m/z 213.05 100.00%
43.0 218.1
145.0
303.3
5000
396.3
AL i — ‘/M
Ll o0
0 LR m/z 43.00  93.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol
43.0
5000 —— :
414.0 28.00
” ‘ 2130 303.0 m/z 145.00 80.19%
ol ‘J‘r .‘\‘ “ ‘ HM‘LIMM\MM ‘\l‘lﬂ‘ll“‘ ‘L‘ ‘ “ : ‘ — ‘} ‘“‘ R RN RREEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310595: .beta.-Sitosterol
43.0
28.00
5000 m/z 91.00 74.69%
414.0
‘ ‘ ’ 255.0 329.0
Ot~ \J: ‘\‘\L“\ \H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #299888: Stigmasta-3,5-diene —— ‘
43.0 28.00
m/z 303.30  69.51%
396.0
5000
147.0
0 1mHHL“.M...“.25??\‘ L M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013123\
Data File : BG@56485.D

Acqg On : 31 Jan 2023 14:46

Operator : CG/JU

Sample : 01329-06 :

Misc : COMP-7-BORING-2-14-21

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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-... 5.315 23.6 ng 232936 1 8.276 197660 20.0
Octacosane 17.577 16.1 ng 524266 4 17.630 649710 20.0
n-Hexadecanoic ... 18.482 6.3 ng 204946 4 17.630 649710 20.0
Hexacosane 19.292 21.1 ng 684248 4 17.630 649710 20.0
Octadecanoic acid 19.733 2.0 ng 65638 4 17.630 649710 20.0
13-Docosenamide... 20.344 4.6 ng 160377 5 21.925 692600 20.0
Octacosane, 2-m... 20.379 18.2 ng 630946 5 21.925 692600 20.0
Tetracosane 21.290 16.7 ng 579095 5 21.925 692600 20.0
Heptadecyl hept... 21.508 3.6 ng 124408 5 21.925 692600 20.0
Dotriacontane, ... 22.324 12.9 ng 446140 5 21.925 692600 20.0
Terephthalic ac... 23.111 5.1 ng 175141 5 21.925 692600 20.0
Triacontane 23.558 12.0 ng 416497 5 21.925 692600 20.0
Supraene 23.646 12.6 ng 439369 6 25.344 697356 20.0
unknown23.598 23.958 6.6 ng 229618 6 25.344 697356 20.0
Tetratetracontane 24.992 5.7 ng 197248 6 25.344 697356 20.0
Hentriacontane 26.784 9.0 ng 315172 6 25.344 697356 20.0
.gamma.-Sitosterol 28.064 25.3 ng 881732 6 25.344 697356 20.0

8270-BG012723.M Wed Feb 01 11:06:10 2023 Pag 21



