LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0@8947.D

Acqg On : 27 Jan 2022 15:02

Operator : CG/JU

Sample : N1210-02 :

Misc : 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 6 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_ P\Methods\8270E-BP011422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8947.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.040 4 9 36 rVB 1004261 2099821 3.14% 0.947%
2 5.422 407 414 426 rBV 1486202 2380326 3.56% 1.074%
3 7.010 676 684 702 rBV 943496 1685966 2.52% 0.761%
4 7.828 814 823 829 rBV 797532 1307706 1.96% ©.590%
5 8.992 1013 1021 1033 rBV 2165224 3757690 5.62% 1.695%

6 10.628 1290 1299 1316 rBV 966819 1738144 2.60% ©
7 13.092 1711 1718 1733 rBV 6202079 9569451 14.32% 4
8 14.469 1946 1952 1967 rBV 1521886 2386974  3.57% 1.077%
9 15.968 2201 2207 2223 rVB 5193073 7439618 11.13% 3
10 16.639 2314 2321 2340 rVB4 261058 933616 1.40% o

11 17.227 2415 2421 2427 rBV 2009313 2866725 4.29%  1.293%
12 18.121 2552 2573 2582 rBV 7641263 32691613 48.93% 14.751%
13 18.257 2582 2596 2607 rVV2 7866135 32842800 49.15% 14.819%
14 18.410 2607 2622 2638 rVV 19658346 66818592 100.00% 30.149%
15 18.562 2639 2648 2660 rVB 2114952 5491665 8.22% 2.478%

16 19.245 2761 2764 2771 rVV 615640 1289617 1.93% 0.582%
17 19.368 2773 2785 2819 rVB 7681587 14953449 22.38% 6.747%
18 19.792 2851 2857 2862 rBV 10810871 12589116 18.84% 5.680%
19 20.186 2918 2924 2935 rVB 564342 1313513 1.97% ©.593%

20 20.909 3042 3047 3054 rVB 1178015 1730562 2.59% 0.781%
21 21.321 3112 3117 3125 rBV 2700424 3507776 5.25% 1.583%
22 21.556 3152 3157 3165 rBV 1402271 2324257 3.48% 1.049%
23 22.268 3273 3278 3288 rVB 1337824 2321198 3.47%  1.047%
24 23.056 3406 3412 3421 rVB 1135516 2315956 3.47% 1.045%
25 23.727 3520 3526 3535 rVB2 1778872 3604266 5.39% 1.626%

26 23.962 3560 3566 3577 rVB 729034 1668974 2.50% 0.753%

Sum of corrected areas: 221629391
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Jan 2022 15:02
: CG/JU
: N1210-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
BP008947.D

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.5e+07

1le+07

5000000

TIC: BP008947.D\data.ms

8.992

040 5422 7.010 7828 10.628

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

1.5e+07

le+07

5000000

TIC: BP008947.D\data.ms
18.410

19.792

19.368
13.092

14.469
19.2 20.186

0
Time-->
Abundance

1.5e+07

1le+07

5000000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008947.D\data.ms

21.321 23.727
20.909 21.556 22.268 23.056 : 23.962

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BPO11422.M Fri Jan 28 13:25:51 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0@8947.D

Acqg On : 27 Jan 2022 15:02

Operator : CG/JU

Sample : N1210-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 1 Butane, 2-methoxy-2-methyl-

Concentration Rank 6

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

R.T. EstConc Area Relative to ISTD R.T.
3.040 32.11 ng 2099820 1,4-Dichlorobenzene-d4 7.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 9 (3.040 min): BP008947.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0
5000 Jk
R AREARREEEES SRS
‘ ‘ 3.103.203.303.40
orALLl 1649 2640 3418 414947215325 " 4300 32.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R B R BB B
3.103.203.303.40
‘ m/z 86.95 25.79%
OA“‘WJ“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R AREARREEEES SRS
3.103.203.303.40
5000 m/z 55.00 22.18%
o‘““ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- RBRENESSEEEN SRS E Sy
73.0 3.103.203.303.40
m/z 71.10 11.30%
5000 J\\
0\\H\“J“\m\‘\\u‘\\\\‘u\\‘\\u‘\\H‘\m‘\m‘\m‘uu‘\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40

8270E-BPO11422.M Fri Jan 28 13:25:53 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02

Operator : CG/JU

Sample : N1210-02 :

Misc : 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.639 6.51 ng 933616  Phenanthrene-dle 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 59
2 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 53
3 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 43
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 42
5 Decane, 1-bromo- 220 C10H21Br 000112-29-8 25

Abundance Scan 2321 (16.639 min): BP008947.D\data.ms (-2314) (-  m/z 59.00 100.00%

n 23 . .
5000 137.0
=, ==
\ 240.2 16.50 17.00
0 Mo bl i 209 9 ALTA4T5. 15366 /7 43,00 71.20%

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

Abundance #54491: (E)-4- (3 Hydroxyprop-1-en-1-yl)-2-methoxyphen:
137.

%

5000
16.50 17.00
\ m/z 72.00 57.08%
O \‘\\?‘\H’m\‘\l\\ w\Yfl‘\Lf‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #186381: Pentadecane, 1-bromo-
57.0
P T
137.0 16.50 17.00
5000 ITI/Z 57.05 56.55%
ol,mu“ a0 w20 Wﬁj\ﬂm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239149: Octadecane, 1-bromo- T T
57.0 16.50 17.00
m/z 137.00 50.11%
5000
135.0
0 JM ‘n “ Lol 19302530 332.0
A e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

8270E-BPO11422.M Fri Jan 28 13:25:54 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02
Operator : CG/JU

Sample : N1210-02

Misc

ALS vial : 6 Sample Multiplier: 1

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Morpholine, 4-phenyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.121 228.08 ng 32691600 Phenanthrene-dle 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phemyl- 163 Clerisno 000092-53-5 59

2 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003
3 Benzoic acid, 3-formylphenyl ester 226 C14H1003

001603-79-8 27
033696-06-9 27

4 Methanone, (5,6-dimethyl-1H-thie... 256 C14H12N20S 1000350-07-2 27

5 2,6-Dimethylphenyl benzoate 226 C15H1402

Abundance Scan 2573 (18.121 min): BP008947.D\data.ms (-2552) (-

001871-36-9 27

m/z 105.00 100.00%

105.0
163.1
5000
— ——
43.0 56,1 18.00 18.50
bbbt B 305:0413.2470.7527.7 /7 163,05  58.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0 /\
5000 — —
18.00 18.50
m/z 77.00 27.46%
O ﬁ%‘?“\‘\\J‘\‘\\J\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52333: Benzeneacetic acid, .alpha.-oxo-, ethyl ester
105.0
— ——
18.00 18.50
5000 ITI/Z 73.00 9.64%
OZ%QI 178.0
AL E R AR ABRRaas
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106786: Benzoic acid, 3-formylphenyl ester T —
105.0 18.00 18.50
m/z 105.95 7.80%
5000
0l390, | | 16802200
Ca T TR — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BPO11422.M Fri Jan 28 13:25:57 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02

Operator : CG/JU

Sample : N1210-02 :

Misc : 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Glyoxylamide, N-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.257 229.13 ng 32842800 Phenanthrene-d1e 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 78
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 59
3 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 49
4 4-Nitrophenyl benzoate 243 C13H9ONO4 000959-22-8 22
5 Phenylglyoxylic acid, propyl ester 192 C11H1203 1000453-46-7 22

Abundance Scan 2596 (18.257 min): BP008947.D\data.ms (-2582) (- m/z 105.00 100.00%

105.0
163.1
5000
411 18.00 18.50
ol 4L L || 22012811 3550411547135208 1 163.10  75.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0 \
5000 7 —
18.00 18.50
m/z 77.00 30.07%
7.0
O\I\‘\‘i\‘\\\!“\\\l\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39043: Glyoxylamide, N-phenyl-
163.0
18.00 18.50
5000 43.0 m/Z 164.10 8.64%
OMJLL,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate — —
105.0 18.00 18.50
m/z 106.00 8.05%
163.0
5000
ol AP | 220.0
PP e T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BPO11422.M Fri Jan 28 13:25:58 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\

Data File : BP0@8947.D

Acqg On : 27 Jan 2022 15:02

Operator : CG/JU

Sample : N1210-02 :

Misc . 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.410 466.17 ng 66818600 Phenanthrene-dle 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-5 90

1000507-07-6 83
1000368-92-7 78
006963-16-2 78
005694-69-9 78

2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803
3 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603

Abundance Scan 2622 (18.410 min): BP008947.D\data.ms (-2607) (- m/z 105.05 100.00%
1

05.1
5000
Cr
18.50
o420 L 179124323006 381.944034989 n/; 149.00  98.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216953: Diethylene glycol dibenzoate
105.0
5000 71
18.50
m/z 77.05 42.74%
27.0 179.0
O\\\\i\\l‘\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-ylymethanol, m
149.0

5
18.50

5000 m/z 150.00  10.43%
77.0

239.0
B . —

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

Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester 1
149.0 18.50

m/z 106.05 8.43%

77.0
5000

[ .1, || 211.0 287.0
0 LB L L I L L L L L LB BB B L LU L

=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BPO11422.M Fri Jan 28 13:25:59 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0@8947.D

Acqg On : 27 Jan 2022 15:02

Operator : CG/JU

Sample : N1210-02

Misc

ALS vial : 6 Sample Multiplier: 1
Quant Method
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT
TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M

ION

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

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

Peak Number 6 Oxybis(propane-1,2-diyl) di...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.563 38.31 ng 5491670  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 58
2 N-(2-Fluoro-5-methylphenyl)benza... 325 C16H11F4NO2 1000492-40-0 22
3 N-(5-Pyrimidinyl)benzamide 199 C11H9N30 103854-65-5 22
4 Phenylglyoxylic acid, isopropyl ... 192 C11H1203 1000453-46-3 22
5 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 22

Abundance Scan 2648 (18.562 min): BP008947.D\data.ms (-2639) (- m/z 105.00 100.00%
105.0163.1
5000
T T
a1 18.50
ol A0 | | 22202841 3581416047465312  n/, 163.05 94.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0 /\
5000 — :
18.50
m/z 77.00 31.69%
oh4Lp 220.0
\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229983: N-(2-Fluoro-5-methylphenyl)benzamide, N-triflu
105.0
T T
18.50
5000 ITI/Z 164.10 10.60%
01390 2120 3250
R e AR RERRRRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74704: N-(5-Pyrimidinyl)benzamide —
105.0 18.50
m/z 106.00 7.67%
5000
40. 199.0
Ol e e A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BPO11422.M Fri Jan 28 13:26:00 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02
Operator : CG/JU

Sample : N1210-02

Misc

ALS vial : 6 Sample Multiplier: 1

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 O0Oleic Acid

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.245 9.00 ng 1289620  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 93
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 93
3 9-Octadecenoic acid 282 C18H3402 002027-47-6 91
4 Oleyl alcohol, trifluoroacetate 364 C20H35F302 1000352-68-4 76
5 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 58

Abundance Scan 2764 (19.245 min): BP008947.D\data.ms (-2761) (-
55.0

m/z 55.00 100.00%

-

5000
\ P51 2091 64.1 19.00 19.50
oy - Uh Ly MM‘ st gL, 341.0399.04606 5268 /7 69 00 84.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid
55.0
5000 T T T T T T
19.00 19.50
m/z 83.05 71.62%
’ 264.0
O‘\\‘f‘f“ J\\\AWIIJ“‘“\I\\“\\\“\‘\“l\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176223: 9-Octadecenoic acid, (E)-
55.0
= .
19.00 19.50
5000 ITI/Z 41.10 68.85%
264.0
0’!M.M?..%H 1 I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176210: 9-Octadecenoic acid — 7
55.0 19.00 19.50
m/z 43.00 63.35%
5000 264.0 —jJL
. \‘ | \'” u||,‘.|\ 1230, 1]
‘H‘W“H‘H =T CTS

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

8270E-BPO11422.M Fri Jan 28 13:26:01 2022

19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02

Operator : CG/JU

Sample : N1210-02 :

Misc : 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.368 85.26 ng 14953400  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2785 (19.368 min): BP008947.D\data.ms (-2773) (- m/z 73.00 100.00%

73.0
5000
241.2
‘| | 1711 ‘ 19.00 19,50
0L W Ll lolly | 34314001480.05168 /7 43.05  77.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290
19 00 19 50
’ 284.0 m/z 60.00 74.85%
OI’JHIJ‘l“‘l\WHIl‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
19 00 19 50
199.0
oo Wiszse. |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0 19 00 19 50
m/z 55.00 61.01%
5000
L 228.0
143.0 ‘
I | \\ n L
0 \‘ ’ }h L]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02

Operator : CG/JU

Sample : N1210-02 :

Misc : 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Heptadecane, 9-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.186 7.49 ng 1313510 Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2924 (20.186 min): BP008947.D\data.ms (-2918) (- m/z 57.10 100.00%

57.1
5000
— —
‘ ‘ \F 169.2925 22811 20.00 20.50
! 'meH‘_H‘_H‘““3559‘,"72‘9‘,1“‘?‘7‘45““4_‘ m/z 71.10  80.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — —
20.00 20.50
m/z 43.05 63.81%
3.0 239.0
ol |[[7 71690 2P%96,0352.0
T ‘\\\\‘\\\\‘\\f\[\\\f[\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl-
43.0
—r —
20.00 20.50
5000 m/z 85.18  58.53%
210.0
AT 7= =T S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T —
43.0 20.00 20.50
m/z 55.10 24.26%
9.0 196.0
ol lyaso A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02
Operator : CG/JU

Sample : N1210-02

Misc

ALS vial : 6 Sample Multiplier: 1

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 10 Eicosane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.909 9.87 ng 1730560  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3047 (20.909 min): BP008947.D\data.ms (-3042) (-
57.0

5000

i
or AT 20700671 3975 4171 a1 1500

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

Abundance #176384: Eicosane
57.0
5000
0 ssm0 20
O\\‘\\\\H\\\A‘\‘%\‘\\\H\Hl\\H\\H\\H\\H\\H\\
I T \ \ \ \ I \ \ \ \

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

Abundance #123960: Heptadecane
57.0
5000
ALigre. 20
O‘HM,‘H‘_‘JVA‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_

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

m/z 57.05 100.00%

:

21.00
m/z 71.10 76.76%

%

21.00
m/z 43.05 60.40%

:

21.00
m/z 85.10 59.78%

:

Abundance #262017: Heptadecane, 9-octyl-
57.0 21.00
m/z 55.05 22.59%
B \JL\\M
2390
ok LIRS, 3080
Ran ,H“_‘“_"W"H“H‘“H“H“_“‘_“W“H“ —

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

8270E-BPO11422.M Fri Jan 28 13:26:04 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02
Operator : CG/JU

Sample : N1210-02

Misc

ALS vial : 6 Sample Multiplier: 1

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 11 13-Methylheptacosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.556 13.25 ng 2324260 Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Methylheptacosane 394 C28H58 015689-72-2 94
2 11-Methylpentacosane 366 C26H54 015689-71-1 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3157 (21.556 min): BP008947.D\data.ms (-3152) (-

m/z 57.10 100.00%

57.1
5000
N \
‘ ‘ [‘1 211.2 281.1 2150
oHwH_Mmu‘w“‘H"‘3“5‘1‘4““?‘?‘5‘““‘?9‘9‘5‘}% m/z 71.85 79.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298434: 13-Methylheptacosane
57.0
5000 = ‘
21.50
1960 m/z 43.10 60.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275548: 11-Methylpentacosane
57.0
N \
21.50
5000 ITI/Z 85.10 59.80%
168.0
HTT N
AN IR ORI
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- = !
57.0 21.50
m/z 55.00  23.40%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50

8270E-BPO11422.M Fri Jan 28 13:26:05 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02
Operator : CG/JU

Sample : N1210-02

Misc

ALS vial : 6 Sample Multiplier: 1

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 12 Tetracosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.268 13.23 ng 2321200 Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 13-Methylheptacosane 394 C28H58 015689-72-2 93
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 93

Abundance Scan 3278 (22.268 min): BP008947.D\data.ms (-3273) (-
57.1

m/z 57.10 100.00%

= —
”1 207.0 2811 22.00 22.50
o"‘WMw‘uw_mw 3518 4224 S3AT nm/z 71.05  80.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
5000 T ==
22.00 22.50
m/z 85.10 60.70%
‘ ‘ ’ 197.0 267.0 338.0
O\\J\\‘\\\I\i‘\\\\“\‘\\‘\\‘l‘\\1\1\‘1“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
T —
22.00 22.50
5000 m/z 43.05 60.28%
‘ 1 PF70 197.0 268.0
O‘ﬂ‘_‘H‘H‘w‘H‘_‘H“H‘_‘H‘H‘W‘H‘_‘H,H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- 7 7
57.0 22.00 22.50
m/z 55.00 23.28%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

8270E-BPO11422.M Fri Jan 28 13:26:06 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02

Operator : CG/JU

Sample : N1210-02 :

Misc : 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Heneicosane, 11-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.056 12.85 ng 2315960  Perylene-d12 23.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 95
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 11-Methylpentacosane 366 C26H54 015689-71-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3412 (23.056 min): BP008947.D\data.ms (-3406) (- m/z 57.10 100.00%

57.1 ‘
5000
23.00 |
207.0 '
o_‘u‘_uﬁﬂwmuu,m 2811 351.44161476.25348 ./, 71 19  76.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
5000 = ‘
23.00
m/z 85.10 61.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl-
57.0
T
23.00
5000 ITI/Z 43.10 57.10%
295.0
o e ssme | s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- 7 ‘
57.0 23.00
m/z 55.05 22.59%
5000
‘ E 2390
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02
Operator : CG/JU

Sample : N1210-02

Misc

ALS vial : 6 Sample Multiplier: 1

20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 14 Octacosane, 2-methyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
23.962 9.26 ng 1668970  Perylene-di12 23.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 94
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 91
5 2-Methylhentriacontane 451 C32H66 001720-12-3 91

Abundance Scan 3566 (23.962 min): BP008947.D\data.ms (-3560) (-  m/z 57.10 100.00%
57.1
- L/\J
—
”1 2112 281.1 24.00
oA '“ b 03308 4102 4908547 /7 71.10  80.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T
24.00
m/z 85.10 60.51%
1 239.0
O TT ‘\}\\\“\F\\\‘\\f\[!\\T[\\2f9\6‘\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307034: Octacosane, 2-methyl-
57.0
—
24.00
5000 m/z 43.10 57.17%
365.0
‘ H 197.0 267.0
0tk " y VS PR HNN c drES AEN —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl- T
43.0 24.00
m/z 55.00  22.86%
- J\Jt,/b
281.0
113.0
ol a0 | [ sme -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00

8270E-BPO11422.M Fri Jan 28 13:26:09 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012722\
Data File : BP0O@8947.D

Acqg On : 27 Jan 2022 15:02

Operator : CG/JU

Sample : N1210-02 :

Misc . 20220030-KEANSBURG-1-MODIFIED-ELUTRIATE

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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... 3.040 32.1 ng 2099820 1 7.828 1307710 20.0
(E)-4-(3-Hydrox... 16.639 6.5 ng 933616 4 17.227 2866730 20.0
Morpholine, 4-p... 18.121 228.1 ng 32691600 4 17.227 2866730 20.0
Glyoxylamide, N... 18.257 229.1 ng 32842800 4 17.227 2866730 20.0
Diethylene glyc... 18.410 466.2 ng 66818600 4 17.227 2866730 20.0
Oxybis(propane-... 18.563 38.3 ng 5491670 4 17.227 2866730 20.0
Oleic Acid 19.245 9.0 ng 1289620 4 17.227 2866730 20.0
Octadecanoic acid 19.368 85.3 ng 14953400 5 21.321 3507780 20.0
Heptadecane, 9-... 20.186 7.5 ng 1313510 5 21.321 3507780 20.0
Eicosane 20.909 9.9 ng 1730560 5 21.321 3507780 20.0
13-Methylheptac... 21.556 13.3 ng 2324260 5 21.321 3507780 20.0
Tetracosane 22.268 13.2 ng 2321200 5 21.321 3507780 20.0
Heneicosane, 11... 23.056 12.9 ng 2315960 6 23.727 3604270 20.0
Octacosane, 2-m... 23.962 9.3 ng 1668970 6 23.727 3604270 20.0
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