LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BGO54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

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-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54433.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.105 15 20 32 rVB2 49956 85348 1.66% ©.582%
2 5.561 432 438 448 rBV 232637 398487 7.74% 2.716%
3 7.171 705 712 724 rBV 249480 456743 8.87% 3.113%
4 7.987 844 851 858 rBV 60442 107211 2.08% 0.731%
5 9.151 1041 1049 1060 rBV 163107 296328 5.75% 2.019%
6 10.796 1321 1329 1337 rBV 85412 153274 2.98% 1.045%
7 13.246 1738 1746 1757 rBB 528821 837497 16.26% 5.707%
8 14.621 1974 1980 1988 rVB 143092 233482 4.53% 1.591%
9 16.113 2228 2234 2247 rBV 472992 766834 14.89% 5.226%
10 17.371 2438 2448 2452 rBV 191597 298883 5.80% 2.037%
11 18.258 2594 2599 2603 rVV3 50704 85181 1.65% ©.580%
12 19.421 2788 2797 2802 rBV 101622 165318 3.21% 1.127%
13 19.785 2855 2859 2866 rVB 89429 139168 2.70% 0.948%
14 19.979 2886 2892 2898 rBV 1032128 1396643 27.12% 9.518%
15 20.573 2988 2993 2995 rBV2 37909 57430 1.12% 0.391%
16 21.272 3167 3112 3117 rBV2 102348 156600 3.04% 1.067%
17 21.636 3166 3174 3179 rBV2 238999 486077 9.44%  3.313%
18 21.683 3179 3182 3190 rVB 52883 83684 1.63% ©.570%
19 22.423 3302 3308 3318 rBV5 53371 154312 3.00% 1.052%
20 23.446 3476 3482 3491 rVB3 101370 222625 4.32% 1.517%
21 23.822 3540 3546 3553 rBV3 37571 116462 2.26% 0.794%
22 23.898 3554 3559 3564 rVWv4 74152 164091 3.19% 1.118%
23 23.963 3565 3570 3581 rVB2 89331 230785 4.48% 1.573%
24 24.545 3663 3669 3680 rVB2 29412 82241 1.60% 0.560%
25 24.686 3688 3693 3703 rVB3 36758 105328 2.05% 0.718%
26 24.844 3710 3720 3730 rBV 140172 405754 7.88% 765%
27 25.355 3802 3807 3819 rVB5 42718 121814  2.37% 830%
28 25.972 3903 3912 3922 rVB4 83603 261523 5.08%

29 29.033 4410 4433 4450 rVB3 1031719 5149481 100.00% 35.
30 29.879 4564 4577 4593 rVB6 161781 804500 15.62%

Uk oON
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N
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31 31.196 4788 4801 4820 rVB10 120650 650857 12.64%  4.435%

Sum of corrected areas: 14673961
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054433.D\data.ms
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Abundance TIC: BG054433.D\data.ms
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Abundance TIC: BG054433.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.165 15.92 ng 85348 1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 38
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 28
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 20 (3.105 min): BG054433.D\data.ms (-15) (-) m/z 73.10 100.00%
73.1
5000 231
87.1
T
3 20 3 40
Wil \9\0 A 9
0‘WHH,HHW‘H_H‘_HW‘HWHH‘Hm_‘H_HW‘HWH‘WHH 40.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B |
43.0 3 20 3.40
87.0 m/z 87.10 30.78%
20 | o
O\\‘HH’HH’HH‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
T
55.0 320 3.0
5000 m/z 55.10 29.12%
41,0
27.0 ‘
0‘w‘H‘V‘Muu‘ulm‘whﬂw‘uqu‘wuu‘_‘H‘H‘WH‘W‘H‘_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 3.20 3.40
87.0 41.05 11.59%
5000 41.0 55.0
27.0
0 11, ‘ 112.0 129.0 v
H‘HH,H‘wu‘w‘HW‘H‘_H‘_H‘_‘H_‘H‘HH‘H‘WH‘WH“ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3 20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.258 5.70 ng 85181  Phenanthrene-d1e 17.371
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 47
5 Dodecanoic acid 200 C12H2402 000143-07-7 47

Abundance Scan 2599 (18.258 min): BG054433.D\data.ms (-2594) (- | m/z 73.10 100.00%

43.0 73.1
5000 129.1 213.2
. A i A

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 Ball —
213.0 18.00 18.50
‘ 157.0185.0 m/z 60.10 86.28%
O
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
450 | R VT
’ 18.00 18.50
5000 129.0 m/z 57.10 77 .45%
171.0
‘ 214.0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260 /\ MJ\N
Abundance #126199: Pentadecanoic acid 4 [y o
43.0 ,73.0 18.00 18.50
m/z 41.10 75.42%
5000 129.0
199.0
A e T
ST N N AV OV PP

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44

Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: 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 Pyrene, 4-methyl- Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
20.573 2.36 ng 57430  Chrysene-di12 21.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 4-methyl- 216 C17H12 003353-12-6 94
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 89
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 76
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
5 Benzoic acid, 3-(5-formyl-2-furyl)- 216 C12H804 304884-54-6 64

Abundance Scan 2993 (20.573 min): BG054433.D\data.ms (-2988) (- | m/z 216.00 100.00%
216.0
5000
83.1
280.1 e !
41.1 20.50
139.1 315.0
0! 12 O i LML m/z 215.05 53.23%
miz--> 50 100 150 200 250 300
Abundance #94563: Pyrene, 4-methyl-
216.0
5000 U \
20.50
m/z 83.10 32.31%
108.0
0,390 740 | 1630 | |
\\\‘\\\\‘1\\\’\\\\’\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl-
216.0
—— ‘
20.50
m/z 217.00  15.59%
5000 95.0
oloseo [ oy |
miz--> 50 100 150 200 250 300
Abundance #94570: Pyrene, 1-methyl- T ‘
216.0 20.50
m/z 280.10  15.25%
5000
108.0
070820 i sl | AL
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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 1-Eicosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.272 6.44 ng 156600  Chrysene-d12 21.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 97
2 Cetene 224 C16H32 000629-73-2 96
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Pentadecafluorooctanoic acid, he... 652 C25H35F1502 1000406-04-7 94
Abundance Scan 3112 (21.272 min): BG054433.D\data.ms (-3107) (- | m/z 57.10 100.00%
57.1
7.1
5000
2100 2150
ol—dl “ “ ““ By m A8zl 2280‘ 29 e n/z 43.10  90.84%
m/z--> 50 100 150 200 250 300 350
Abundance #173727: 1-Eicosene
43.0
83.0
5000 e ——
21.00 21.50
25.0 280.0 m/z 55.10 74.06%
O 1T “ H \ “‘ ‘h“h\‘h\\”\‘??.\()\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #104591: Cetene
41.0
—— —
83.0 21.00 21.50
5000 m/z 41.10 62.76%
o L 000 200
m/z--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)- — —
55.0 21.00 21.50
m/z 83.10 62.40%
h wJ\—M
L \\ i JuES 90 18202230 2800
o “‘ A —— —
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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 5 Nonadecane, 1-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.424 6.35 ng 154312  Chrysene-d12 21.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane, 1-chloro- 302 C19H39Cl1 062016-76-6 92
2 1-Octadecene 252 C18H36 000112-88-9 90
3 Tetradecane 198 C14H30 000629-59-4 70
4 Docosane, 9-octyl- 422 C30H62 055319-83-0 64
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 64

Abundance Scan 3308 (22.423 min): BG054433.D\data.ms (-3302) (- | m/z 57.10 100.00%

57.1
5000
242.0

22.50
1 ““ ‘ d\h H \ﬂ-\\\‘ mh 197.0 309.2

ob—id ol L ‘hmm‘\ \““\H‘““}‘ Pyt m/z 43.10 72.11%
m/z--> 50 100 150 200 250 300
Abundance #202271: Nonadecane, 1-chloro-
57.0
5000 L
22.50

m/z 71.10 52.94%
I

0 \‘ | u‘ m‘\\\hm ‘\\3(‘) 175.0 217.0 259.0 30\20
\\\\‘\ T \\\\‘\\\\‘\\\\ T T T T
m/z--> 50 100 150 200 250 300
Abundance #138519: 1-Octadecene

43.0

—
22.50
5000 m/z 85.10 40.01%
250
252.0
ol LI Muh | 1680 2100 P00
m/z--> 50 100 150 200 250 300
Abundance #74006: Tetradecane T
57.0 22.50
m/z 41.10 34.11%
- MMM
L0 ame o
0 ““pum‘““ﬁ““ A o ——
m/z--> 50 100 150 200 250 300 22.50
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Data Path :
Data File :
: 28 Jul 2022 15:44
: CG/JU

: N3893-12

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\

BGO54433.D

: 9 Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Octadecanal Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
23.446 10.97 ng 222625 Perylene-d12 24.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 1,21-Docosadiene 306 C22H42 053057-53-7 93
3 1,15-Hexadecadiene 222 CleH3e 021964-51-2 92
4 Docosanal 324 C22H440 057402-36-5 90
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90

Abundance Scan 3482 (23.446 min): BG054433.D\data.ms (-3476) (- m/z 57.10 100.00%
57.1
e
| m |1531 20802539 3342 429, 23.50
0 H\‘Mum b T e WHMMHNN‘HMWW““““ m/z 43.10 98.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
06.0
5000 U
23.50
m/z 82.85 74.80%
222.0
OJ\ hmh““ ‘}55;9}‘\‘\\\\%§§p\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #207438: 1,21-Docosadiene
55.0
e
23.50
5000 ITI/Z 55.10 71.91%
10.0
‘ ‘ 306.0
ol LU L L3500 20802500 "
m/z--> 50 100 150 200 250 300 350 400
Abundance #102183: 1,15-Hexadecadiene —
55.0 23.50
m/z 96.10 63.66%
5000
‘ 10.0
oL Ll aes0 220 Lo
m/z--> 50 100 150 200 250 300 350 400 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.898 8.09 ng 164091 Perylene-di12 24.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3559 (23.898 min): BG054433.D\data.ms (-3554) (- | m/z 57.10 100.00%
57.1

=

5000
—
‘ } 1 259.0 3419 4252 23.50 24.00
0 rrrtegh ‘JH‘”J\“MWH}W‘Hh‘\\\\‘u\\‘\\\w\\\\‘ m/z 43.10 69.01%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212281: Docosane
57.0
5000 “ —
23.50 24.00
m/z 71.10 59.45%
110 1690 2250 3100
O‘\\‘\\"\\‘”\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320594: Heneicosane, 11-decyl-
57.0
— —
23.50 24.00
5000 ITI/Z 85.10 46.05%
295.0
13.0
oLl 0z |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane o T
57.0 23.50 24.00
m/z 41.10 26.59%
- /\—V\J\j\v\w
13.0
oL ‘ |1 1771690 2250 2810 3800
A A A e e e e 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\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.963 11.38 ng 230785 Perylene-d12 24.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Octacosanol 410 C28H580 000557-61-9 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 89
Abundance Scan 3570 (23.963 min): BG054433.D\data.ms (-3565) (- | m/z 55.10 100.00%
53.1
5000 11 \wvmwwAww/m/\hJVWw“MMvv
‘ 24.00
207.9 . :
0l “u“mhM\‘ LI T, 2100,3200 382426, 57 10 03.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 T
24.00
m/z 43.10  93.36%
0 \\“\‘ ‘\‘l‘\‘\‘\\‘H\ ‘\“\““\ “\‘]‘TPZ.\O\‘H\\2‘6\6\.\0\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosano
57.0
——
24.00
5000 111.0 ITI/Z 83.10 86.21%
0 \‘\ \‘l H \h w\L\ \‘h ]ﬁwez‘o 2220 2920 3920
B e T e e
m/z--> 50 100 150 200 250 300 350 400 \,w
Abundance #299848: 1-Heptacosanol ‘ T
57.0 24.00
m/z 97.10 86.10%
111.0
5000
ol il Lid ] 1142870 2220 27803230 3780 -
m/z--> 50 100 150 200 250 300 350 400 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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 9 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.544 4.05 ng 82241  Perylene-d12 24.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 81
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 74
4 Perylene 252 C20H12 000198-55-0 72
5 7-Methoxyflavone 252 C16H1203 022395-22-8 59
Abundance Scan 3669 (24.545 min): BG054433.D\data.ms (-3663) (- | m/z 252.00 100.00%
252.0
A~ 2450 |
B9.1 84.1 125.0 200.0 295.0 . .
0= "Wu‘uu%G?p‘uy‘Ww‘“u‘nuup"géiq = m/z 250.00  27.14%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 M"’?WM ‘ “”A”
24.50
m/z 253.00 19.97%
125.0
0390 830 | 2000 |
\\‘\\\\‘\\\‘\\\\‘\\\\\\\\‘\\\\’\\\
miz--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[K]fluoranthene
252.0
LN \
24.50
5000 ITI/Z 251.00 10.66%
126.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzo[b]fluoranthene T ‘
252.0 24.50
m/z 247.90 8.61%
5000
126.0
(I M“‘ S L H —— %Mﬂ L ﬁnmﬂ
m/z--> 50 100 150 200 250 300 350 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44

Operator : CG/JU

Sample : N3893-12

Misc

ALS vial : 9

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 trans-2-Dodecen-1-0l, hepta... Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
25.355 6.00 ng 121814  Perylene-di12 24.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-2-Dodecen-1-0l, heptafluor... 380 C16H23F702 1010352-26-0 64
2 Octadecanal 268 C18H360 000638-66-4 51
3 2-Cyclopenten-1-one, 2-pentyl- 152 C10H160 025564-22-1 50
4 9-Octadecen-1-0l1, (E)- 268 C18H360 000506-42-3 50
5 9-Octadecen-1-0l, (Z)- 268 C18H360 000143-28-2 47

Abundance Scan 3807 (25.355 min): BG054433.D\data.ms (-3802) (- | m/z 57.10 100.00%
57.1
5000 WNJL\»«\M
— ——
362.1 415.1 25.00 25.50
oy m/z 43.10  90.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #287226: trans-2-Dodecen-1-ol, heptafluorobutyrate
43.0
6.0
5000 — ——
169.0 25.00 25.50
m/z 55.10 80.34%
O T \“\ ““\‘ h ““ ”H \““\ \ ‘ \‘\ T \2‘175\9\%§Z\O ‘ T T ‘ \3\8\0.\0‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158566: Octadecana
43.0
— ——
25.00 25.50
5000 6.0 m/z 69.10 74.08%
0 | 152.0196.0 250.0 MJMNMMWWfoMNMWMNMw
m/z--> 50 00 150 200 250 300 350 400
Abundance #29200: 2-Cyclopenten-1-one, 2-pentyl- “ —
96.0 25.00 25.50
41.0 m/z 82.05 67.29%
5000
152.0
o’ i —
m/z--> 50 100 150 200 250 300 350 400 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44

Operator : CG/JU

Sample : N3893-12

Misc

ALS vial : 9

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 11 Hexacosane Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
25.972 12.89 ng 261523 Perylene-d12 24.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 3912 (25.972 min): BG054433.D\data.ms (-3903) (- | m/z 57.10 100.00%

57.1
5000
‘ 26,00
169.1 2251 280.1 :
ol hhs Mw WJJ LS SRS 3L w/z 43.10 70.04%
miz--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane
57.0
5000 T
26.00
m/z 71.10 63.47%
11 ‘ ‘ 169.0 2250 2950 366.0
O\‘\\H‘ ‘\\“\H\“\““\‘\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

T

Abundance #262011: Pentacosane
57.0
26.00
5000 ITI/Z 85.10 49, 89%
ol L h\ \ h‘ “\ | 16\9 ‘0 : 2250 281.0 3520
R ‘ R B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane T
57.0 26.00
m/z 55.10  24.98%
- W%MMWNVVM/\VWRWMAVMW
oLl ‘ 10 1600 2250 3000 3650 436
e “‘H""H‘,‘H‘,“H,“‘w““_““ ——
m/z--> 50 100 150 200 250 300 350 400 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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 unknown29.033 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
29.033 253.82 ng 5149480  Perylene-d12 24.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Amino-6,8-dimethoxyquinoline 204 C11H12N202 1000213-95-2 38
2 1,2,4-Triazolo[2,3-c]thieno[3,2-... 204 C9H8N4S 113246-88-1 38
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 38
4 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 35
5 phosphonic acid, P-(3-nitropheny... 427 C22H38NO5P 1000399-21-1 22
Abundance Scan 4433 (29.033 min): BG054433.D\data.ms (-4410) (- | m/z 204.05 100.00%
204.1
5000 301.1
69.0 1211
U T
29.00
0 m/z 301.05 45.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #79499: 5-Amino-6,8-dimethoxyquinoline
204.0
5000 L :
29.00
520 1180 m/z 269.10  45.40%
ok b ’\‘}‘ ‘\h‘u“\w\h”} u\}‘\\ “‘“\‘\\L‘ ‘}h\ ‘m‘w‘ ‘!\ ‘L\‘ \\1 R W mmm
m/z--> 50 100 150 200 250 300 350 400
Abundance #81073: 1,2,4-Triazolo[2,3-c]thieno[3,2-E]pyrimidine, 8,9-
204.0
T T
29.00
5000 m/z 189.10 40.48%
59.0
‘ 123.0
ol Ly LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #80482: Naphthalene, decahydro-4a-methyl-1-methylene —— ‘
105.0 204.0 29.00
m/z 121.10 37.12%
500041.0 //ﬂ\yNNM
4
OJ A
m/z--> 50 100 150 200 250 300 350 400 29.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
BGO54433.D

: 28 Jul 2022 15:44

: CG/JU

: N3893-12

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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 unknown29.879

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
29.879  39.65 ng 804500  Perylene-di12 24.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzocyclopentene, 4,5,6,7-tetra... 244 C18H28 1000156-41-4 44
2 2H-1-Benzopyran-2-one, 7-methoxy... 258 C15H1404 023631-16-5 25
3 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 25
4 Crinan-11-o0l 273 C16H19NO3 1000111-36-6 25
5 Stannane, bromodimethyl(1-methyl... 272 C5H13BrSn 023268-96-4 15

Abundance Scan 4577 (29.879 min): BG054433.D\data.ms (-4564) (- | m/z 241.10 100.00%
241.1
5000 9.l 191.1
301.1
M ‘ | 4253 2950 30.00
o! hil hﬂ\huh \‘IH‘M‘ Mt e “‘ : ‘\‘ | : m/z 229.10 98.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128638: Benzocyclopentene, 4,5,6,7-tetraethyl-1-methy
229.0
5000 . e
29.50 30.00
m/z 273.10 61.21%
410 o10 1730
O\\‘\\“‘\\\\‘\“\I\‘\“H“h“\u‘\h\“'\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #145794: 2H-1-Benzopyran-2-one, 7-methoxy-6-[3-(1-me
229.0
MMAAMAA
2950 3000
5000 m/z 95.10 47 .87%
131.0
N I 0 ¥ O
m/z--> 50 100 150 200 250 300 350 400
Abundance #220129: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3
241.0 2950 3000
m/z 69.10 46.86%
5000 105.0
55.0 187.0 316.0
0! \‘\ ‘JL\““\‘ “‘ “H“h “\‘ L “‘ “ ‘L‘ P
m/z--> 50 100 150 200 250 300 350 400 2950 3000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BG@54433.D

Acq On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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 2H-1-Benzopyran-2-one, 7-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
31.195 32.08 ng 650857  Perylene-di12 24.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2H-1-Benzopyran-2-one, 7-methoxy... 244 C15H1603 000581-31-7 56
2 Phenol, 2,4-di(2-penten-4-yl)-6-... 244 C17H240 017258-43-4 44
3 2-(4-Chlorophenyl)-3H-imidazo[4,... 229 C12H8CIN3 075007-94-2 30
4 Silane, methylvinyl(hex-2-yloxy)... 330 C16H3403Si2 1000421-59-8 25
5 6-Chloro-2-(pyridin-2-yl)-1H-1,3... 229 C12H8CIN3 063053-15-6 25
Abundance Scan 4801 (31.196 min): BG054433.D\data.ms (-4788) (- | m/z 229.10 100.00%
229.1
95.1
5000
4L 159.1
.0 393.1 e
M Y3570 31.00 31.50
0 m/z 95.10  73.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128453: 2H-1-Benzopyran-2-one, 7-methoxy-6-(3-methy
229.0
5000 —r —
31.00 31.50

m/z 241.10  69.43%

115.0
T ‘T‘ ‘l \“‘\‘EJ\‘ “‘\‘\Jh\‘ \“ ‘%; \‘U“‘H‘f)\l‘ “‘ + \“ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #128604: Phenol, 2,4-di(2-penten-4-yl)-6-methyl-
229.0
Lyt et

o

31.00 31.50

5000 m/z 234.10 68.46%
69.0
159.0
0 H!m\\\\ \L‘hhduhn‘h\\ R
m/z--> 50 100 150 200 250 300 350 400

Abundance #110200: 2-(4-Chlorophenyl)-3H-imidazo[4,5-c]pyridine L s

229.0 31.00 31.50

m/z 69.10  63.34%

. wWWWWWWMJ/W\WMNMWw%%
65.0 138.0

14.0 Ly L .

T T
m/z--> 50 100 150 200 250 300 350 400 31.00 31.50

O
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072822\
Data File : BGO54433.D

Acqg On : 28 Jul 2022 15:44
Operator : CG/JU

Sample : N3893-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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|
Butane, 2-metho... 3.105 15.9 ng 85348 1 7.987 107211 20.0
n-Hexadecanoic ... 18.258 5.7 ng 85181 4 17.371 298883 20.0
Pyrene, 4-methyl- 20.573 2.4 ng 57430 5 21.636 486077 20.0
1-Eicosene 21.272 6.4 ng 156600 5 21.636 486077 20.0
Nonadecane, 1-c... 22.424 6.3 ng 154312 5 21.636 486077 20.0
Octadecanal 23.446 11.0 ng 222625 6 24.844 405754 20.0
Docosane 23.898 8.1 ng 164091 6 24.844 405754 20.0
1-Heneicosanol 23.963 11.4 ng 230785 6 24.844 405754 20.0
Benzo[e]pyrene 24.544 4.0 ng 82241 6 24.844 405754 20.0
trans-2-Dodecen... 25.355 6.0 ng 121814 6 24.844 405754 20.0
Hexacosane 25.972 12.9 ng 261523 6 24.844 405754 20.0
unknown29.033 29.033 253.8 ng 5149480 6 24.844 405754 20.0
unknown29.879 29.879 39.6 ng 804500 6 24.844 405754 20.0
2H-1-Benzopyran... 31.195 32.1 ng 650857 6 24.844 405754 20.0
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