LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acqg On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc : CHERRY-HILL-COMP-1

ALS Vvial : 4  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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54925.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.198 316 325 333 rBV 22962 38240 1.88% 0.249%
2 5.680 400 407 418 rBV 495474 812358 39.95% 5.279%
3 7.296 673 682 692 rBV 481194 838658 41.24%  5.450%
4 8.136 818 825 832 rVB 130695 220946 10.86% 1.436%
5 9.311 1017 1025 1036 rBV 284485 515675 25.36%  3.351%

6 10.721 1257 1265 1276 rBV 16604 35728 1.76%
7 10.962 1299 1306 1316 rBV 174531 322961 15.88%
8 13.394 1713 1720 1730 rVB 873345 1385158 68.11%
9 14.775 1946 1955 1963 rBV 315518 497515 24.47%
10 16.262 2202 2208 2221 rBV 749194 1202801 59.15%
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11 17.161 2349 2361 2368 rBV7 36092 133345 6.56%
12 17.525 2416 2423 2428 rBV 404548 651493 32.04%
13 17.613 2428 2438 2452 rVB3 79030 346098 17.02%
14 18.970 2661 2669 2678 rBV 145123 361158 17.76%
15 19.411 2739 2744 2750 rBV2 28726 59410 2.92%
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16 19.951 2829 2836 2843 rBV 289096 526341 25.88%
17 20.122 2859 2865 2871 rBV 1534423 2033570 100.00% 13.
18 20.750 2966 2972 2982 rBV 427639 716440 35.23%
19 21.420 3082 3086 3095 rVB2 68884 123992 6.10%
20 21.538 3099 3106 3117 rVB 319472 678040 33.347%
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21 21.814 3147 3153 3162 rVB 388300 654277 32.17%
22 22.437 3252 3259 3270 rVB 317906 708066 34.82%
23 23.477 3428 3436 3453 rVB2 219928 643056 31.62%
24 24.711 3637 3646 3658 rVB 193460 604503 29.73%
25 25.181 3718 3726 3740 rVB2 242100 774465 38.08%
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26 26.174 3888 3895 3908 rVvB2 141816 503219 24.75%  3.270%

Sum of corrected areas: 15387513
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc : CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : . .
1600000 TIC: BG054925.D\data.ms

1400000
1200000
1000000
800000
600000

5.680 7.296

400000
9.311

200000 8.136 10.962
5.198 | 10.72

0 e L e e e e e e e e e LA e
T I I I I I I I I I I I I T T | T T I

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG054925.D\data.
1600000 \data.ms 20.122

1400000
1200000

1000000
13.394

800000 16.262

600000 20.750 J1814
17.525 21.538 22.437

400000 14.775 19.9501

200000 18.970 21.420
17.161%][5%2 19.411

o s e e e B B A e

Time--> 13.50 14.00 14.50 15.00 1550 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 : . .
1600000 TIC: BG054925.D\data.ms

1400000
1200000
1000000
800000
600000

400000 25.181
23.477
24.711
26.174

200000

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.198 3.46 ng 38240 1,4-Dichlorobenzene-d4 8.136

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 325 (5.198 min): BG054925.D\data.ms (-316) (-) m/z 43.05 100.00%
59.1
5000
lOl'O ‘\\\\‘\\\\‘\\\V‘\\\\’\\
4.80 5.00 5.20 5.40 5.60
N 83.0 5
-+ttt m/z 59.10  63.60%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L L B R
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.00  23.75%
S L i 73.0 83\'0 |
O\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexano
59.0
Ramas e RaR R
4.80 5.00 5.20 5.40 5.60
5000 310 430 73.0 m/z 58.10  14.97%
oH_‘Mm“‘:wu,m‘\;mw:;“‘8‘4"9‘”‘1‘91"9‘_

m/z--> 20 30 40 50 60 70 80 90 100 110

Abundance #4625 Butyl aldoxime, 3-methyl-, syn- R RARESEEEE

59.0 4.80 5.00 5.20 5.40 5.60

m/z 41.10 9.17%
41.0
5000
86.0
69.0

IS U W SN M N 0 0 0
m/z--> 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc : CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.721 2.21 ng 35728 Naphthalene-d8 10.968
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 38
Abundance Scan 1265 (10.721 min): BG054925.D\data.ms (-1257) (- 57.10 100.00%
57.1
5000
87.1 10. 50 11.00
0 ol w/z 45, 81.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — —
20.0 10. 50 11.00
m/z 33.93%
87.0
O \\‘\“ \“‘\ \“H‘\ \MH\ \‘1‘\ ‘ \“f‘\ \:}‘(\)7\\0\ ‘\].\3‘}2\?\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
10. 50 11.00
5000 m/z . 19.86%
89.0
0 19-0\\“\ mm 90 | | 1190 1as0
kit L mWH_m‘uw‘m,uu_
m/z--> 20 40 100 120 140 160 180
Abundance #81995: Ethanol, 2—[2—(2—butoxyethoxy)ethoxy]— — —
45.0 10.50 11.00
m/z 56.10 17.51%
5000
89.0
0 26\:#’ “‘ 690 || | 1190 14401630
s LA LR S e Pk
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc : CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Bicyclo[2.2.2]octane, 2-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.166 4.9 ng 133345  Phenanthrene-d1e 17.525
Hit# of 5 Tentative ID MW MolForm CAS# Qual

icyclo[2.2.2]octane, 2-methyl- 124 C9H1e 000766-53-0 55
,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 49
8,11-Heptadecatriene, (Z,Z)- 234 C17H30 056134-03-3 49
Tridecyne 180 C13H24 026186-02-7 46
,11-Dodecadiene, 4-chloro- 200 C12H21Cl 1000155-54-5 46

uih wNneE
NEFP P W
1.

Abundance Scan 2361 (17.161 min): BG054925.D\data.ms (-2349) (- m/z 67.10 100.00%
1.1

411
5000
135.1 — —
164.0191.1 262.] 17.00 17.50
0! m/z 59.10 94.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12215: Bicyclo[2.2.2]octane, 2-methyl-
124.0
41.0
5000 e —
17.00 17.50
m/z 81.10 87.00%
O' \H‘H‘\H“\\‘H‘\‘\H‘\H\‘HH‘HH‘HH‘HH‘\\H‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12177: 3,4-Octadiene, 7-methyl-
7.0 w

6
41.0
— —
17.00 17.50
5000 95.0 m/z 55.05 82.43%
Il | ‘1240
0! e Ml e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116386: 1,8,11-Heptadecatriene, (Z,2)- —— ——
67.0 17.00 17.50
m/z 41.10 76.18%

5000 95.0
41.0

NZLO
149.0
0 ‘\AJMM‘ Il M L 191.0 234.0
L R, ‘

7 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.613 10.62 ng 346098 Phenanthrene-di0 17.525
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptadecane 240 C17H36 000629-78-7 72
5 Hexadecanamide 255 C16H33NO 000629-54-9 55

Abundance Scan 2438 (17.613 min): BG054925.D\data.ms (-2428) (- | m/z 59.10 100.00%
59.1

5000

—

—
86.1

1131441 11591 1081 2402 17.50 18.00o

o m/z 57.10 83.58%

m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #141057: Octadecane
57.0

5000 85.0

7 T
17.50 18.00
m/z 43.10 66.62%

29.0
\H‘HH‘\\H‘\H\‘\H\‘HH‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #107216: Hexadecane
57.0

7 T
17.50 18.00

o

m/z 72.10 53.64%
5000 85.0
29.0
b L 391016901670 2260
e e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 /J\\
Abundance #90189: Pentadecane P p— “—
57.0 17.50 18.00

m/z 71.10 52.53%

5000 85.0
29.0
Lol 3014101600 2120

Ol e e e e e R e

7 —
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 17.50 18.00
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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\BG@91322\

BGO54925.D
: 13 Sep 2022 16:55
: CG/JU
: N4578-03
: 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

CHERRY-HILL-COMP-1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 5 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.976  11.09 ng 361158 Phenanthrene-di0 17.525
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2669 (18.970 min): BG054925.D\data.ms (-2661) (-~ | m/z 57.10 100.00%
57.1
5000 VAWWWAVNWJ\\%hAANﬂ¥
‘ 91 19.00
41.0183.2 :
ol A u““““‘ | 14101832205 20670 m/z 71.10  72.15%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 T
19.00
9.0 m/z 43.10 60.05%
oL LI L1 14101830025 0267.0300.0 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
——
19.00
5000 m/z 85.10 53.42%
9.0
141.0
ol ) 1 1 || 410183.02250267.0300.0 3650
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 19.00
m/z 41.10 23.09%
5000
9.0
oLl 1] 141018302250 2810 337.0 394.
A o T A P O I e L S ——
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Tridecane, 6-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.951 16.09 ng 526341  Chrysene-d12 21.814
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 CléH34 055045-10-8 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 (C30H62 000638-68-6 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91
Abundance Scan 2836 (19.951 min): BG054925.D\data.ms (-2829) (- | m/z 57.10 100.00%
57.1
5000 \/‘JL
99.1 ol
20.00
1412
- ““ L “ LI7018822252 2951 0 nyz 71.10  68.73%
miz--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 85.0 T
20.00
m/z 43.10 55.59%
126.0 1830
O\\\ ‘“\h“‘ H‘ h‘\“\h\\ ‘\\\“\‘\22\6\‘0\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
—
20.00
5000 m/z 85.05 52.90%
99.0
0 Ly }4}0 183.0 225.0 267.0 338
“‘ “““““ L T e
miz--> 100 150 200 250 300
Abundance #194590: Heneicosane —T
57.0 20.00
m/z 55.10 22.05%
5000
99.0
o150 | |11 0 1ss0 2as0 2960 -
m/z--> 50 100 150 200 250 300 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Heptadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.750  21.90 ng 716440  Chrysene-d12 21.814
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 2972 (20.750 min): BG054925.D\data.ms (-2966) (- | m/z 57.10 100.00%

57.1
5000

9.1
411
0l ‘L A u“‘u‘“‘ | 141118322252 29533373 .. 7110 69.65%

m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0

5000 T —
20.50 21.00
m/z 43.10 57.22%
. L0 10130 200
\\\\‘\\\\‘\\\!‘\\\\‘\\\!‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
20.50 21.00
5000 ITI/Z 85.10 53.22%
9.0
T L e A A A B B e e L
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T T
57.0 20.50 21.00

m/z 55.10  23.71%

5000
9.0

Ls'q \L ‘ “\ \h\ h‘ u‘ ]‘F41'0 183.0 225.0 296.0

(11t S B A A i S ¢ SR — e
miz--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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-Octadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.420 3.79 ng 123992  Chrysene-d12 21.814
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 E-7-Octadecene 252 C18H36 1000130-92-0 93
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
Abundance Scan 3086 (21.420 min): BG054925.D\data.ms (-3082) (- | m/z 57.10 100.00%
57.1
" JL
5.1 2150
1] M. 208.0 3249 21.50
Ol A bl Sy m/z 43.10  75.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138521: 1-Octadecene
57.0
5000 T
21.50
%5_0 m/z 55.10 71.11%
OH‘\ HHJ"T}WTk;“\‘H\‘1%\5“2\'\0\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138522:; E-7-Octadecene
43.0
—
21.50
5000 m/z 71.10 64.39%
1.0
252.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester —
57.0 21.50
m/z 83.10 64.03%
5000
50 252.0
ol L " 369.0 648,
A e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc : CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.538 20.73 ng 678040  Chrysene-d12 21.814
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane, 1l-iodo- 464 C24H49I 1000406-32-0 91
Abundance Scan 3106 (21.538 min): BG054925.D\data.ms (-3099) (- | m/z 57.10 100.00%
57.1
" JL
91 él‘Sd |
141.2 :
ok “u h‘ u“w‘“‘ L1 188.2225.2267.1 3373 m/z 71.18 69.98%
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 —— :
21.50
m/z 43.10 57.07%
9.0
Olwswq ‘\L“‘\ ﬂ‘ \H‘\ ““ \“‘ %\4%‘(‘)\%8\‘3\?\ \2\49‘0\ L
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T
21.50
5000 m/z 85.10 53.69%
‘ 9.0
41.0
50 L L)L 14 0mms0z2s0 2900
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane — ‘
57.0 21.50
m/z 55.10 22.63%
o /\—\/\J\W/\»
9.0
oLl 1] 141018302250 2810 337.0 394.
s R T e R —
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.437 21.64 ng 708066  Chrysene-d12 21.814
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3259 (22.437 min): BG054925.D\data.ms (-3252) (- | m/z 57.10 100.00%
57.1
o /LJ\M\~/\JXN
- 2250
141.1 :
ol ‘ ‘ A u“‘u‘“‘ L1 1832225.2267.1309.3351.4 m/z 71.10  67.50%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 U
22.50
m/z 43.10 54.21%
239.0
oL L om0 P00
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
——
22.50
5000 m/z 85.10 52.86%
ol L1 1410183 0225.0067.0300.0 3650
e T B e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 22.50
m/z 55.10  22.72%
5000
ol |} H | 1419183 02250 2810 337.0 394.
H“HH‘HH‘HH‘HH‘HH‘HH‘HH‘ ——
m/z--> 50 100 150 200 250 300 350 22.50
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Data Path : Z:

Data File : BG
Acq On : 13
Operator : CG
Sample : N4
Misc

ALS vial : 4

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
054925.D

Sep 2022 16:55

/3U

578-03

Sample Multiplier: 1

: C:\Database\NIST20.L

CHERRY-HILL-COMP-1

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
: 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 11 Dotriacontane, 1-iodo- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.477 19.66 ng 643056 Chrysene-d12 21.814
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 91

Abundance Scan 3436 (23.477 min): BG054925.D\data.ms (-3428) (- | m/z 57.10 100.00%
57.1
e NJ\JL
1 23.50
T 169.1 :
ol | AL 0L 2252 2951 3653 /7 7110 71.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 T
23.50
m/z 85.10 53.81%
O \“\ ‘\L ‘ “‘ ‘1‘ \ll\‘\ \‘ ‘\\ ‘\ \‘ T "%%5\ \()’ T \2\9\!:_7 \()\ \3\5)’1-\(\) T ’ T \%\4‘9\(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
——
23.50
5000 m/z 43.10 53.41%
13.
0 ‘ \L “\ h\l‘ I\ \\ | ]]69 0 225.0 295.0 367.0
A e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl- ——
57.0 23.50
m/z 55.10 22.33%
ol ‘L “ 7 1690 2250 2810 3650
. “‘H“““““‘ R ——
m/z--> 50 100 150 200 250 300 350 400 450 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc : CHERRY-HILL-COMP-1

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.711 15.61 ng 604503 Perylene-d12 25.186
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexacosane 366 C26H54 000630-01-3 94
3 Octacosane 394 (C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3646 (24.711 min): BG054925.D\data.ms (-3637) (- | m/z 57.10 100.00%

57.1
5000

—
24.50 25.00

ob— \““ L ‘L [ 14118322250 2051 3851 L. 7116 70.65%
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 = =
24.50 25.00

m/z 43.10 56.24%

Ol\\r’.\q\ ‘\L“‘ “‘ \H‘\ ““ \“ Tl“\4\%l-‘(‘)\]78\3\0‘ T \2\4? ‘()\ 1T ‘ T T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

T
24.50 25.00

5000 m/z 85.10 51.84%
0 \k uhmﬂ M14}91830225026103090 367.0
e e e S e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 24.50 25.00

m/z 55.10  22.73%

. W//\,M\/\

ol L] H J141918302250 281.0 337.0 394.
b L e S8 0eeeD 2810 387.0 394

T 7
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acq On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03

Misc

ALS vial : 4

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

CHERRY-HILL-COMP-1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 13 Octacosane, 1l-iodo- Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
26.174 13.00 ng 503219  Perylene-di12 25.186
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3895 (26.174 min): BG054925.D\data.ms (-3888) (- | m/z 57.10 100.00%

57.1
5000

—
26.00 26.50
169.2
0 m“u L] Ju]ﬂ‘ |1 16922252 2811 3861 4201 .21 1 73 85y
miz--> 50 100 150 200 250 300 350 400 450
Abundance #340844: Octacosane, 1-iodo-
57.0
5000 — ——
26.00 26.50
m/z 85.10 54.33%
69.
O “1 l‘ \“‘\ 1‘ J‘\‘\ \‘]J\ ‘\ \‘ T \‘2“2‘5“0 \2\8\]_\0‘\:\33\7\ P\ \3\9\‘3‘\0\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287976: Heptacosane
57.0
— —
26.00 26.50
5000 ITI/Z 43.10 51.47%

0
ol AU L o0 s0 am0 w00 JL
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #345481: Dotriacontane, 1-iodo- 7 —
57.0 26.00 26.50
m/z 55.10  22.17%
o W/\//v/\
0 i \‘ h‘ ‘MJH J‘ ‘ | ‘ \ \ \225 0 295.0 351.0 449(
e A A e e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54925.D

Acqg On : 13 Sep 2022 16:55

Operator : CG/JU

Sample : N4578-03 :
Misc : CHERRY-HILL-COMP-1

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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-... 5.198 3.5 ng 38240 1 8.136 220946 20.0
Ethanol, 2-(2-b... 10.721 2.2 ng 35728 2 10.968 322961 20.0
Bicyclo[2.2.2]o... 17.160 4.1 ng 133345 4 17.525 651493 20.0
Octadecane 17.613 10.6 ng 346098 4 17.525 651493 20.0
Hexacosane 18.970 11.1 ng 361158 4 17.525 651493 20.0
Tridecane, 6-pr... 19.951 16.1 ng 526341 5 21.814 654277 20.0
Heptadecane 20.750 21.9 ng 716440 5 21.814 654277 20.0
1-Octadecene 21.420 3.8 ng 123992 5 21.814 654277 20.0
Heneicosane 21.538 20.7 ng 678040 5 21.814 654277 20.0
Heptadecane, 9-... 22.437 21.6 ng 708066 5 21.814 654277 20.0
Dotriacontane, ... 23.477 19.7 ng 643056 5 21.814 654277 20.0
Octacosane 24.711 15.6 ng 604503 6 25.186 774465 20.0
Octacosane, 1-i... 26.174 13.0 ng 503219 6 25.186 774465 20.0
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