LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07

Operator : CG/JU

Sample : N1154-06 :

Misc : 20220031-KEANSBURG-2-MODIFIED-ELUTRIATE

ALS vial : 7 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@@8872.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.052 6 11 39 rVB 2514262 4039641 11.64% 3.185%
2 5.434 409 416 434 rVB 1958828 3060940 8.82% 2.414%
3 7.022 679 686 701 rBV 1192928 2139424 6.16% 1.687%
4 7.846 819 826 833 rBV 1030958 1691619 4.87% 1.334%
5 9.005 1015 1023 1044 rVB 2599767 4475698 12.89%  3.529%
6 10.428 1259 1265 1277 rBV 291220 532697 1.53% 0.420%
7 10.646 1294 1302 1311 rBV 1372610 2357243 6.79% 1.859%
8 13.110 1714 1721 1734 rVB 7765687 11872849 34.20% 9.362%
9 14.487 1948 1955 1970 rVB 2150535 3360791 9.68% 2.650%
10 15.981 2203 2209 2216 rBV 6738862 9707169 27.96% 7.654%
11 17.239 2417 2423 2430 rBV 2790124 4124881 11.88%  3.252%
12 17.916 2533 2538 2543 rVB 469018 620167 1.79% 0.489%
13 18.139 2571 2576 2584 rBV 1929918 2813798 8.10% 2.219%
14 18.445 2625 2628 2639 rVB 310816 513922 1.48% 0.405%
15 18.545 2640 2645 2650 rVB2 1028585 1295470 3.73% 1.021%

16 19.257 2758 2766 2775 rBV2 283985 706224  2.03% ©.557%
17 19.375 2781 2786 2799 rBV 1312140 1939140 5.59% 1.529%
18 19.804 2853 2859 2864 rBV 12723259 15541838 44.77% 12.255%
19 20.081 2900 2906 2914 rBV4 272424 761146 2.19% 0.600%
20 21.045 3066 3070 3078 rBV 1544524 1937742 5.58% 1.528%

21 21.333 3114 3119 3124 rBV 4035435 5195100 14.96% 4.096%
22 21.457 3133 3140 3155 rBV 20825190 34718086 100.00% 27.375%
23 21.951 3220 3224 3232 rVB 544003 815803 2.35% ©0.643%
24 22.451 3304 3309 3316 rVB2 1014271 1679001 4.84%  1.324%
25 22.592 3328 3333 3343 rVB 2156632 3331668 9.60% 2.627%

26 23.016 3400 3405 3409 rBV 725350 1264460 3.64% 0.997%
27 23.651 3509 3513 3520 rVB 501087 905154  2.61% .714%
28 23.751 3523 3530 3539 rVB2 2583895 5420200 15.61% 4.274%

o

Sum of corrected areas: 126821871
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07

Operator : CG/JU

Sample : N1154-06 :

Misc : 20220031-KEANSBURG-2-MODIFIED-ELUTRIATE

ALS vial : 7 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

Abundance TIC: BP008872.D\data.ms

2e+07
1.5e+07
1le+07

5000000

052 9.005

5.434
7.022 7.846 10.646
0 0 10.428A
L ‘ T T T ’ T 1 T T ‘ T 1T 1 7T ’ T 1 17 ‘ T T T 7T ‘ T 1T 17 ‘ T T T ‘ T 1T 1T 7T ‘ T 1 17T ‘ 1 T 7T ‘ T T 7T ‘ T 1T T 7T ’ 1 T T ‘ T T T T ‘ T 1T T 7T ‘ T T T T ‘ T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BP008872.D\data.ms

2e+07

1.5e+07
19.804

le+07
13.110

15.981

5000000

14.487

O T e e e e e e e e R e T T

Time--> 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

Abundance TIC: BP008872.D\data.ms
21.457
2e+07

1.5e+07

1le+07

5000000 21.338

O \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07
Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 Sample Multiplier: 1

20220031-KEANSBURG-2-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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.052 47.76 ng 4039640 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance  Scan 11 (3.052 min): BP0O08872.D\data.ms (-6) (-) m/z 73.00 100.00%

73.0
5000
ERERRREEREEES L
‘ ‘ 3.103.203.303.403.50
ob MLl 147820512680 3433 417.047415340 /) 4300  32.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T T[T T[T T[T ri(rT
3.103.203.303.403.50
‘ m/z 87.00  26.47%
OJ“HJ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
ERERRREEREE LS
3.103.203.303.403.50
5000 m/z 55.00 22.45%
o‘““ﬂl,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- T
73.0 3.103.203.303.403.50
m/z 71.00 11.32%
5000
0\\H\“J“\m\‘\\u‘\\\\‘\u\‘\\\\‘\\H‘\m‘\m‘\m‘uu‘\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50

8270E-BPO11422.M Fri Jan 21 16:03:01 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07

Operator : CG/JU

Sample : N1154-06 :

Misc : 20220031-KEANSBURG-2-MODIFIED-ELUTRIATE

ALS vial : 7 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.428 4.52 ng 532697 Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 52
Abundance Scan 1265 (10.428 min): BP008872.D\data.ms (-1259) (- m/z 57.05 100.00%
57.0
5000 Jt“
—=
| \J M [131.0 209.1267.0 354.9417.7 488.6546.; 1050
Ot b b e T T T T e m/z 45.00  97.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1
10.50
’ m/z 41.00 37.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
—
10.50
5000 m/z 75.00 23.72%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- P
45.0 10.50
m/z 56.00 17.41%
oo i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07
Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 Sample Multiplier: 1

20220031-KEANSBURG-2-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 Hexadecanoic acid, methyl e... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.916 3.01 ng 620167 Phenanthrene-die 17.240
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 81
Abundance Scan 2538 (17.916 min): BP008872.D\data.ms (-2533) (- m/z 74.00 100.00%
74.0
5000 /\i
V3L 2272 18.00
o_‘H"l‘JuMwuh,m \MM #9229 3578 4289 5330  n/z 86.95 72.78%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
18.00
143.0 m/z 43.00 30.17%
bl 222
0‘\\\\‘\\‘\I\J“\l\\\’\\‘\‘\“\\l\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

;

74.0
18.00
5000 m/z 55.00 28.30%
UL, 250 zano
o‘m‘H‘M‘um‘,‘m"Hww_Hwwwwww
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126209: Methyl tetradecanoate T
74.0 18.00
m/z 41.05 26.30%
5000
Uyl 1220
0‘WMMm,mwJHww_mwwwwww ——

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

8270E-BPO11422.M Fri Jan 21 16:03:05 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07

Operator : CG/JU

Sample : N1154-06 :

Misc : 20220031-KEANSBURG-2-MODIFIED-ELUTRIATE

ALS vial : 7 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.139 13.64 ng 2813800  Phenanthrene-d10 17.240
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2576 (18.139 min): BP008872.D\data.ms (-2571) (- m/z 73.00 100.00%

73.0
5000
213.2
—— =
W‘ ‘ 18.00 18.50
ol Al i \m‘w ‘2“#9“352“?‘?”” 420.2489.4549.  n/z 60.00  77.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ‘ }k
18.00 18.50
V 213.0 m/z 43.05 75.77%
O\\i“ \L"“J'“\“\\l\\\\!‘\\!\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
—— ——
18.00 18.50
5000 m/z 55.00 61.18%
L 228.0
0Lk MM“ mx ek
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T —
73.0 18.00 18.50
m/z 41.00 60.93%
5000
L 214 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BPO11422.M Fri Jan 21 16:03:06 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\

Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07

Operator : CG/JU

Sample : N1154-06 :

Misc . 20220031-KEANSBURG-2-MODIFIED-ELUTRIATE

ALS vial : 7 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 trans-Sinapyl alcohol

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.445 2.49 ng 513922  Phenanthrene-d10 17.240
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 93
2 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 58
3 Syringylacetone 210 C11H1404 019037-58-2 58
4 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 53
5 9-Methyl-1-phenazinol 210 C13H1eN20 013860-43-0 38

Abundance Scan 2628 (18.445 min): BP008872.D\data.ms (-2625) (-
1

m/z 210.10 100.00%

210.
5000
77.0 149.0
—
} | \ 18.50
ol LLMAl], | 2770 3040 4288 5040 167 06 oa.ae
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 L
14 18.50
77.0 H m/z 154.00  34.68%
O T % g“\‘m%‘“ ‘f‘“‘“'l\‘ul\“IM”\J"‘\M\”\“\“ ‘\ TT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86899: 4-Ethoxy-2,5-dimethoxybenzaldehyde
210.0
—
18.50
m/z 149.00 30.44%
5000 136.0
69.0
0 "|,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86874: Syringylacetone —T
167.0 18.50
m/z 77.00 26.19%
- Jh
43.0 106.
0 HJﬁm%\ﬁw\q\\u‘u\\w\\w\\u‘\u\‘u\\w\\w\\u‘\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BPO11422.M Fri Jan 21 16:03:07 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\

Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07

Operator : CG/JU

Sample : N1154-06 :

Misc . 20220031-KEANSBURG-2-MODIFIED-ELUTRIATE

ALS vial : 7 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 6 Isopropyl palmitate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.545 6.28 ng 1295470  Phenanthrene-d10 17.240
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 78
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
3 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 27
4 Pentadecanoic acid 242 C15H3002 001002-84-2 14
5 Octanoic acid 144 C8H1602 000124-07-2 14

Abundance Scan 2645 (18.545 min): BP008872.D\data.ms (-2640) (-  m/z 43.05 100.00%

43.0
102.0
5000 256.1
—— ‘
NN o oo
YR ‘“s“\u”w\mmM‘m‘“‘35‘5:‘1"4?9;‘3”"59519“‘ m/z 60.60 59.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197285: Isopropyl palmitate
43.0
102.0 A
5000 — ‘
256.0 18.50

m/z 102.00  53.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
N

43.0
\
18.50
5000 256.0 m/Z 41.05 50.62%
129.0
o Ll st |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92123: n-Capric acid isopropyl ester —T ‘
43.0 18.50
m/z 57.05 46.93%
5000
102.0
’ 7730
or AUl )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BPO11422.M Fri Jan 21 16:03:08 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07

Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 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

20220031-KEANSBURG-2-MODIFIED-ELUTRIATE

Peak Number 7 9-Octadecenoic acid, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.257 3.42 ng 706224  Phenanthrene-di10 17.240
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 95
2 Oleic Acid 282 (C18H3402 000112-80-1 90
3 9-Octadecenoic acid 282 C18H3402 002027-47-6 90
4 2-Butenedioic acid (Z)-, monodod... 284 C16H2804 002424-61-5 90
5 Cyclotetradecane 196 C14H28 000295-17-0 86

Abundance Scan 2766 (19.257 min): BP008872.D\data.ms (-2758) (-
55.0

5000
202.0

3.0 264.1

of ML, | 5299 42004912500,

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

Abundance #176223: 9-Octadecenoic acid, (E)-
58.0
5000
264.0
0 m ““ ‘H ”“‘ ﬁlhmh I“ |1?| |ql L ‘\

‘\\\\‘\\\\‘\\\\ \H\‘\H\‘H\\‘HH‘HH‘\\H‘\\H‘\

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

m/z 55.00 100.00%

:

19.00
m/z 69.05

19.50
76.54%

:

19.00
m/z 41.10

19.50
71.13%

:

Abundance #176207: Oleic Acid
55.0
19.00 19.50
5000 m/z 83.00 58.53%
Ifgeese 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176210: 9-Octadecenoic acid —— —
55.0 19.00 19.50
m/z 43.00 54.80%
5000 264.0 i
o LU HL s o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BPO11422.M Fri Jan 21 16:03:09 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07
Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 Sample Multiplier: 1

20220031-KEANSBURG-2-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 8 Octadecanoic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.375 7.47 ng 1939140  Chrysene-d12 21.333
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 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 2786 (19.375 min): BP008872.D\data.ms (-2781) (-

3

5000
241.2

M

0 ‘ ] ) \1, L \324938514451 5285
e L 928938914351 528,

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

Abundance #179091: Octadecanoic acid
43.0
5000 129.0
" 284.0
O‘\\"\ “ \’\IJH\“\H\\‘J\\‘\\“Wl\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #126199: Pentadecanoic acid
73.0

5000

199.0

oLs.tL \ HHII ,.W\ ”

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

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0

5000 284.0

V 129.0
H H

Hu\ﬁhl 372.0

m/z 73.00 100.00%

-

19.00 19.50
m/z 43.05 83.32%

:

19.00 19.50
m/z 60.00 75.61%

.

==
19.00 19.50
m/z 57.00 69.86%

2

19.00 19.50
m/z 55.00 67.47%

Ottt Ly L S e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BPO11422.M Fri Jan 21 16:03:11 2022

:

19.00 19.50

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07
Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 Sample Multiplier: 1

20220031-KEANSBURG-2-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 9 Supraene

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.081 2.93 ng 761146  Chrysene-di12 21.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 95
2 Squalene 410 C30H50 000111-02-4 78
3 2-Undecene, 2-methyl- 168 C12H24 056888-88-1 47
4 1-Hexadecyn-3-o0l, 3,7,11,15-tetr... 294 C20H380 029171-23-1 46
5 Farnesol isomer a 222 C15H260 1000108-92-4 46

Abundance Scan 2906 (20.081 min): BP008872.D\data.ms (-2900) (-

m/z 69.00 100.00%

69.0
5000
149.0
T \
h Wil L 283.03411 4104 476,9535.0 20.00
ow_'HHH “‘ R m/z 81.00 43.87%
mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 — :
20.00
m/z 70.00 34.23%
137.0
bbb d g |, 203.0 273.0 341.0 410.0
\\11‘\ \\‘\\\\‘f\l\‘\\f\‘T\\\[\\1\‘\\\\‘f\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
T \
20.00
5000 m/z 41.00 33.20%
137.0
N “M 1112030 2730 3410 4100
i T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43521: 2-Undecene, 2-methyl- T ‘
69.0 20.00
m/z 149.00 30.02%
- J\/h
‘ 168.0
O‘W¥p‘mﬁw‘H‘ﬂ"M‘H‘H“M‘H“H‘M‘H“H‘M“W‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00

8270E-BPO11422.M Fri Jan 21 16:03:13 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07
Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 Sample Multiplier: 1

20220031-KEANSBURG-2-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 1-Heneicosanol

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.045 7.46 ng 1937746  Chrysene-d12 21.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 E-14-Hexadecenal 238 C16H300 330207-53-9 93
3 1-Tetracosene 336 (C24H48 010192-32-2 93
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3070 (21.045 min): BP0O08872.D\data.ms (-3066) (-  m/z 57.10 100.00%
7.1
" WMA
125.1 R 1
‘ 07.0 2810 21.00
0k bl M!l"m ‘u_‘H_HW“355‘1“““2‘9“1439(‘1‘5‘}?; m/z 43.65 87.54%
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 — :
21.00
125.0 m/z 83.05 86.78%
0 h\ h ‘\ I .196 0 266.0
‘\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121278: E-14-Hexadecenal
43.0
— 1 \
21.00
5000 m/z 55.00 82.10%
1.0
0 | } h 180. 0238 0
‘H‘,‘“"H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene T
43.0 21.00
m/z 97.05 78.10%
111.0
5000
‘ 20 336.0

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

8270E-BPO11422.M Fri Jan 21 16:03:14 2022

21.00

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07

Operator : CG/JU

Sample : N1154-06 :

Misc : 20220031-KEANSBURG-2-MODIFIED-ELUTRIATE

ALS vial : 7 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 11 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.457 133.66 ng 34718100  Chrysene-d12 21.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 23
5 [1,2,4]Triazolo[1,5-a]pyrimidine... 278 C15H14N6 1000350-69-0 9
Abundance Scan 3140 (21.457 min): BP008872.D\data.ms (-3133) (- m/z 277.10 100.00%
277.1
5000
199.0 P
77['0 139/0 ‘ H 2150
Ok B30 UKL 355.1418.24711530.83 /5 578 10 35.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 LN
21.50
77.0 199.0 m/z 199.00  20.80%
Ol‘-%\.o\\‘[‘\\“\\‘\\\\‘i\\\h\u\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
=
21.50
5000 m/z 201.05 20.12%
7.0 183.0
ol bndibl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy P
277.0 21.50
m/z 183.05 19.05%
5000
o 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

8270E-BPO11422.M Fri Jan 21 16:03:23 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07
Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 Sample Multiplier: 1

20220031-KEANSBURG-2-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 Docosane, 11-butyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.951 3.14 ng 815803  Chrysene-di2 21.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Triacontane, 1-iodo- 548 C30H611 1000406-32-3 90

Abundance Scan 3224 (21.951 min): BP008872.D\data.ms (-3220) (-

m/z 57.05 100.00%

57.0
5000
22.00
127.1 :
207.0
0 ‘“Lﬁ bt ool 4002 489.2546%  pn/; 71.10  77.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 L
22.00
m/z 43.05 62.14%
127.0
0\\‘\!\\“\F\J\\l‘l\%\2\][-9\9\‘\\\3\0‘\9\\0\:3‘6\6\\()\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl-
43.0
—r
22.00
5000 ITI/Z 85.10 57.78%
210.0
113.0
o LI L psrosa0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- ——
57.0 22.00
m/z 55.00 24.42%
- uLJJ
H“H“_“w“u“u“u‘w“u“u“H“_“w“u“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

8270E-BPO11422.M Fri Jan 21 16:03:32 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07
Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 Sample Multiplier: 1

20220031-KEANSBURG-2-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 13 Tetracosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.451 6.46 ng 1679000 Chrysene-d12 21.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptadecane 240 C17H36 000629-78-7 97
3 Octadecane 254 C18H38 000593-45-3 95
4 Heneicosane 296 C21H44 000629-94-7 94
5 Eicosane 282 C20H42 000112-95-8 93

Abundance Scan 3309 (22.451 min): BP008872.D\data.ms (-3304) (-
57.0

m/z 57.05 100.00%

- Uk
” 22550
127.1 :
197.2
0t H}"}L“I"m"w‘uH‘um‘“2‘9“17"1”““4997';”‘4‘7‘51()‘”5‘4?( m/z 71.10  73.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 U
22.50
m/z 43.05 68.05%
oL L2 2570 2670 2380
\\\\‘\\\\‘\\\!‘\1\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123959: Heptadecane
57.0
——
22.50
5000 ITI/Z 85.05 56.20%
H 1270 2400
Y s
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane T
57.0 22.50
m/z 55.00 36.69%
- LJJL
127.0
oL JFT0 qoroza0 .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

8270E-BPO11422.M Fri Jan 21 16:03:33 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07
Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 Sample Multiplier: 1

20220031-KEANSBURG-2-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 Farnesol (E), methyl ether

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.592 12.29 ng 3331670  Perylene-di12 23.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 72
3 2,6,10-Dodecatrien-1-01, 3,7,11-... 264 C17H2802 004128-17-0 64
4 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 52
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50

Abundance Scan 3333 (22.592 min): BP008872.D\data.ms (-3328) (-

m/z 69.00 100.00%

69.0
5000
U \
’ 137.1 22.50
obdidilyd [y, 2081 2731 3411 4104 47515351 /) g 09 49.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 = :
22.50
m/z 41.05 20.59%
137.0
Ny 1|, 203.0 273.0 341.0 410.0
\WT‘\ \\‘\\\\‘1\11‘\\!\‘T\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118839: Farnesol (E), methyl ether
69.0
U \
22.50
5000 ITI/Z 95.05 13.72%
1
H 360 oo
obsdid H“‘hwhuﬂ S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153389: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, acet; —— ‘
69.0 22.50
m/z 68.00 11.78%
5000
136.0
ol Lulid i), 20002800 )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

8270E-BPO11422.M Fri Jan 21 16:03:34 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07
Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 Sample Multiplier: 1

20220031-KEANSBURG-2-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 15 2-Methylpentacosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.016 4.67 ng 1264460  Perylene-di12 23.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 93
2 Hexacosane 366 C26H54 000630-01-3 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3405 (23.016 min): BP008872.D\data.ms (-3400) (-
57.1

5000
2521
0 ‘ _ | ﬁ 111910, 323.3 386.1445.0504.2
NRERRARARNRARNNY w‘u‘_‘u‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane
57.0
5000
‘Tm 197.0 e
O‘\\‘\\}’\ J\‘i\\\J\J‘J\J\fl\l‘.\l\l\12‘6\4l\..fo\‘1\\\\f\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000

\‘ || %70 197.0 267.0  367.0

0“H‘,‘H‘ N T AR AR RS
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
5000

‘} 1270 2400
\JJHM‘H

m/z 57.10 100.00%

B

23.00
m/z 71.05 80.93%

.

23.00
m/z 43.05 59.61%

-

23.00
m/z 85.10 58.52%

%

23.00
m/z 55.00  23.86%

-

O etk A e b e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BPO11422.M Fri Jan 21 16:03:36 2022

T
23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07
Operator : CG/JU

Sample : N1154-06

Misc

ALS vial : 7 Sample Multiplier: 1

20220031-KEANSBURG-2-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 16 Docosane, 7-hexyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.651 3.34 ng 905154  Perylene-di2 23.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3513 (23.651 min): BP008872.D\data.ms (-3509) (-
57.0

5000
obd H ﬁ [1193.0252.1 3230 414.1476.1 549,
“H‘_ R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl-
57.0
5000
82.0 309.0
O‘\\\‘\\\MW‘?\%\D“\%\\‘\2\4\'\0‘\0\\\‘1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane
57.0
5000

1
i J‘ ﬁmlgm 267.0 337.0 422.0

O e A ma T R B e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000

l‘ L1270 1970 2960

m/z 57.05 100.00%

B

23.50 24.00
m/z 71.10 77.92%

%

23.50 24.00
m/z 43.05 60.43%

%

23.50 24.00
m/z 85.10 59.98%

%

23.50 24.00
m/z 55.05 23.26%

O e e b S S e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BPO11422.M Fri Jan 21 16:03:38 2022

-

23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012022\
Data File : BP0@8872.D

Acqg On : 20 Jan 2022 17:07

Operator : CG/JU

Sample : N1154-06 :

Misc . 20220031-KEANSBURG-2-MODIFIED-ELUTRIATE

ALS vial : 7 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... 3.052 47.8 ng 4039640 1 7.846 1691620 20.0
Ethanol, 2-(2-b... 10.428 4.5 ng 532697 2 10.646 2357240 20.0
Hexadecanoic ac... 17.916 3.0 ng 620167 4 17.240 4124880 20.0
n-Hexadecanoic ... 18.139 13.6 ng 2813800 4 17.240 4124880 20.0
trans-Sinapyl a... 18.445 2.5 ng 513922 4 17.240 4124880 20.0
Isopropyl palmi... 18.545 6.3 ng 1295470 4 17.240 4124880 20.0
9-Octadecenoic ... 19.257 3.4 ng 706224 4 17.240 4124880 20.0
Octadecanoic acid 19.375 7.5 ng 1939140 5 21.333 5195100 20.0
Supraene 20.081 2.9 ng 761146 5 21.333 5195100 20.0
1-Heneicosanol 21.045 7.5 ng 1937740 5 21.333 5195100 20.0
Triphenylphosph... 21.457 133.7 ng 34718100 5 21.333 5195100 20.0
Docosane, 11-bu... 21.951 3.1 ng 815803 5 21.333 5195100 20.0
Tetracosane 22.451 6.5 ng 1679000 5 21.333 5195100 20.0
Farnesol (E), m... 22.592 12.3 ng 3331670 6 23.751 5420200 20.0
2-Methylpentaco... 23.016 4.7 ng 1264460 6 23.751 5420200 20.0
Docosane, 7-hexyl- 23.651 3.3 ng 905154 6 23.751 5420200 20.0
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