LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54926.D

Acqg On : 13 Sep 2022 17:38

Operator : CG/JU

Sample : N4578-11 :
Misc : CHERRY-HILL-COMP-3

ALS vial : 5 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: BGO54926.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.195 318 324 334 rBV 29588 48695 2.23% 0.424%
2 5.682 399 407 418 rBV 564454 952232 43.56% 8.287%
3 7.298 666 682 695 rBV 559862 1005076 45.98% 8.747%
4 8.132 817 824 832 rBV 123607 215429 9.86% 1.875%
5 9.313 1017 1025 1040 rBV 321395 590682 27.02% 5.141%

6 10.712 1256 1263 1277 rBV2 63916 127005 5.81% 1.105%
7 10.964 1298 1306 1315 rBV 170919 314462 14.39% 2.737%
8 13.397 1711 1720 1731 rBV 973078 1527708 69.89% 13.296%
9 14.772 1945 1954 1964 rVB 303154 485747 22.22%  4.227%

10 15.048 1996 2001 2007 rBvV2 22662 32397 1.48% 0.282%
11 16.264 2201 2208 2226 rBV 834713 1348659 61.70% 11.737%
12 17.521 2415 2422 2430 rBV 404735 613939 28.09% 5.343%
13 18.697 2615 2622 2628 rBV7 21607 46453 2.13% 0.404%
14 18.849 2644 2648 2657 rVB 45603 71823 3.29% ©0.625%
15 19.255 2710 2717 2722 rVB5 13130 26457 1.21% ©.230%
16 19.613 2774 2778 2782 rVB 24458 32766  1.50% 285%

17 20.118 2859 2864 2877 rVB 1646462 2185890 100.00% 19.
18 21.417 3081 3085 3097 rVB2 101006 182158  8.33%
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19 21.816 3147 3153 3160 rBV ~ 388807 642954 29.41% 596%
20 22.604 3284 3287 3291 rBV 27491 45462 2.08% 396%
21 22.645 3291 3294 3309 rVB4 41033 93774  4.29%  0.816%
22 24.173 3548 3554 3562 rVB 83960 183510 8.40%  1.597%

23 25.189 3718 3727 3741 rVB2 226778 716932 32.80% 6.240%

Sum of corrected areas: 11490210
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54926.D

Acq On : 13 Sep 2022 17:38

Operator : CG/JU

Sample : N4578-11 :
Misc : CHERRY-HILL-COMP-3

ALS Vial : 5 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 TIC: BG054926.D\data.ms
1600000

1400000
1200000
1000000
800000
600000 5.682 7.298
400000 9.313

200000 8.132 10.964
5.195 10712]\

0\‘\\\\‘\\\\‘\\\\‘\,\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\v_r‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054926.D\data.ms
1600000 20.118

1400000
1200000

10000001 13.397

16.264
800000

600000

400000 17.521 21.816
14.772

200000 21.417 2266

L 15.048 105990580613 |

e S e e L e St S eSS
Time--> 1350 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 TIC: BG054926.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000 25189

200000 24.173

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54926.D

Acq On : 13 Sep 2022 17:38

Operator : CG/JU

Sample : N4578-11 :
Misc CHERRY-HILL-COMP-3

ALS Vial : 5 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 4
R.T. EstConc Area Relative to ISTD R.T.
5.195 4.52 ng 48695 1,4-Dichlorobenzene-d4 8.138

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 50
3 Guanidine 59 CH5N3 000113-00-8 43
4 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 36
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
Abundance Scan 324 (5.195 min): BG054926.D\data.ms (-318) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
83.1 4.80 5.00 5.20 5.40 5.60
Obrreprrreprrer et b b m/z 59.10 69.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 R R R
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.00  24.66%
AT 0 83\'0 |
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
e e B
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 18.19%
43.0 101.0
310 83.0
0 "‘3‘559_‘w“u‘J‘M‘_m:‘:;H‘7“1:9‘mfwww_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #296: Guanidine R e
43.0 59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 10.04%
5000 18.0
1.0
)T S ¥ | A NN B AHKJ‘WN“ﬁ“MH““
m/z--> 10 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@54926.D

Acq On : 13 Sep 2022 17:38

Operator : CG/JU

Sample : N4578-11 :
Misc CHERRY-HILL-COMP-3
ALS Vial : 5 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 1
R.T. EstConc Area Relative to ISTD R.T.
10.712 8.08 ng 127005 Naphthalene-d8 10.964
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
Abundance Scan 1263 (10.712 min): BG054926.D\data.ms (-1256) ({ | m/z 57.10 100.00%
57.1
5000 /k
75.1
39 ‘ 101.1 1321 10 50 11 00
0 mw‘MuMwlw_“;‘”}MM,HHWH,W m/z 45.18  86.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \‘
29.0 10 50 11.00
75.0 m/z 41.10 31.38%
‘ 1000 1320
O\\‘\“\“‘\\‘H‘\\ H\\‘l‘\“\‘H\\}‘\\\\’\\M\.\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
l\ )ﬂ‘/\ ‘AM‘
10 50 11.00
5000 m/z 75.10 21.47%
29.0 75.0
100.0
0 A O O T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether ——
57.0 10 50 11.00
m/z 56.10 15.95%
5000
29.0 75.0
0 ‘H_“H_meu‘w““19919”,””_‘”,‘” A
m/z--> 20 40 60 80 100 120 140 160 10 50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54926.D

Acq On : 13 Sep 2022 17:38

Operator : CG/JU

Sample : N4578-11 :
Misc : CHERRY-HILL-COMP-3

ALS Vial : 5 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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.849 2.34 ng 71823 Phenanthrene-d10 17.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 94
2 Isoxazole, 5-methyl-4-phenyl- 159 C10H9NO 023253-49-8 43
3 trans-Calamenene 202 C15H22 073209-42-4 35
4 3-(4-Allyl-2-methoxyphenoxy)-1,2... 322 C17H2206 1010475-03-5 35
5 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240 038754-94-8 35
Abundance Scan 2648 (18.849 min): BGO54926 D\data.ms (-2644) (-~ m/z 159.10 100.00%
59.1
241.2
5000 A
117.1 — o pad et
41.1 213.2 . 18.50 19.00
0 ‘WJ‘Hmmwu}ewJH‘:HJWM‘MLJWun‘wJuuM_:Juw“um“_??‘lcr m/z 241.20  70.98%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143709: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6

241.0
159.0 J\
5000 - ey
18.50 19.00
m/z 185.20 33.28%
w0 oo | | 0
O‘HH‘HH‘\H\‘HH‘\‘\\‘\‘\H‘\‘\““\“\\‘\“H“\‘\‘HH‘HH‘HH‘HH“HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35653: Isoxazole, 5-methyl-4-phenyl-
117y.0 159.0
43.0 18.50 19.00
89.0 S
5000 ITI/Z 117.10 19.53%
ok
m/z--> 20 40 60 80 100120140160180200220240260280 /M /\”
Abundance #78026: trans-Calamenene Il ‘W ‘ M‘A ‘M‘ L ‘AM al
159.0 18.50 19.00
m/z 160.10 16.80%
5000
131.0
m/z--> 20 40 60 80 100120140160 180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54926.D

Acq On : 13 Sep 2022 17:38

Operator : CG/JU

Sample : N4578-11 :
Misc CHERRY-HILL-COMP-3

ALS Vial : 5 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 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.417 s.67ng 182158 Chrysene-di2 21.817
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

2 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 91
3 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 89
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 81
Abundance Scan 3085 (21.417 min): BG054926.D\data.ms (-3081) (-~ | m/z 57.10 100.00%
57.1
——
‘ ﬂsl 210.2 2951 21.50
0‘HkMHJMmem‘_ml_m‘M‘HMH‘_H‘_H‘_H‘_H‘_H‘_ m/z 43.10 75.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 1
21.50
m/z 55.10 73.43%
5.0 252.0
O HJ‘\\\‘\‘HJ‘\“\‘\f%[l\ﬂH\‘H‘H“\.H\‘H\\3‘6\19\.\()‘\\H‘\\\\‘\\\\‘\\\\‘\?ﬂ‘s\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #290944: Oxalic acid, isobutyl heptadecyl ester
57.0
——
21.50
5000 m/z 83.10 68.30%
283.0
om0 21007
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143665: 1-Hexadecanol, 2-methyl- ——
57.0 21.50
m/z 69.10 63.48%
h ML
L fS'O 238.0
ol ‘_Mm‘wmmm\m‘HH_HwHH_ww_m‘w_ —
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@54926.D

Acq On : 13 Sep 2022 17:38

Operator : CG/JU

Sample : N4578-11 :
Misc : CHERRY-HILL-COMP-3

ALS Vial : 5 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 5 9-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.645 2.92 ng 93774  Chrysene-d12 21.817
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 50
2 Cyclooctane, methyl- 126 C9H18 001502-38-1 50
3 Cycloheptane, methyl- 112 C8H16 004126-78-7 49
4 Chloroacetic acid, pentadecyl ester 304 C17H33C1l02 070301-47-2 49
5 1-Octadecanol 270 C18H380 000112-92-5 49
Abundance Scan 3294 (22.645 min): BG054926.D\data.ms (-3291) (- 97.10 100.00%
07.1
55.1
5000
207.0 T T
“ Mu 421 257.1 3250  401. 22.50 23.00
ob—i A 83.10 98.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155958: 9-Nonadecene
58.0
5000 — —
22.50 23.00
m/z 55.10 74.85%
266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #13195: Cyclooctane, methyl-
55.0
—— —
22.50 23.00
5000 111.0 m/z 69.10 68.85%
0 M .
m/z--> 50 100 150 200 250 300 350 400
Abundance #7557: Cycloheptane, methyl- T 7
55.0 97.0 22.50 23.00
m/z 43.10 63.92%
5000
m/z--> 5 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54926.D

Acq On : 13 Sep 2022 17:38

Operator : CG/JU

Sample : N4578-11 :
Misc CHERRY-HILL-COMP-3

ALS Vial : 5 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 6 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.172 5.12 ng 183510  Perylene-di12 25.195
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 (C21H44 000629-94-7 90
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
5 Tetracosane, 1l-iodo- 464 C24H49I 1000406-32-0 87

Abundance Scan 3554 (24.173 min): BG054926.D\data.ms (-3548) (- | m/z 57.10 100.00%
57.1

2000 %/\/\M

9.1
! ‘\‘M ‘\‘H H‘\“ ‘h‘ I
e

-

2400 2450
155.1

0l “u 019612350 28218233 0 7110 73.76%

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000

——
24.00 24.50

m/z 43.10 59.75%
| L‘

9.0
0 ) uh\ \h\ \M h‘ :\%4}9 ]F8.30 225.0 267.0 309.0 367.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0

T
24.00 24.50

5000 m/z 85.10 54.43%
9.0
ol LLLil momws0  2es0
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T —
57.0 24.00 24.50

m/z 55.10  27.33%

- /\Mﬂw/\/\'\ﬂw\

‘ 9.0
41.0
0L5.d \\ ‘ HH\ I h‘ u‘ ]‘F 183.0 225.0 296.0

T T
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BGO54926.D

Acqg On : 13 Sep 2022 17:38

Operator : CG/JU

Sample : N4578-11 :
Misc : CHERRY-HILL-COMP-3

ALS vial : 5 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-... 5.195 4.5 ng 48695 1 8.138 215429 20.0
Ethanol, 2-(2-b... 10.712 8.1 ng 127005 2 10.964 314462 20.0
4b,8-Dimethyl-2... 18.849 2.3 ng 71823 4 17.522 613939 20.0
Pentadecafluoro... 21.417 5.7 ng 182158 5 21.817 642954 20.0
9-Nonadecene 22.645 2.9 ng 93774 5 21.817 642954 20.0
Hexacosane 24.172 5.1 ng 183510 6 25.195 716932 20.0
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