LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36417.D

Acqg On : 25 Aug 2022 21:42
Operator : CG/JU

Sample : N4353-03

Misc :

ALS Vvial : 19 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 M\Methods\8270-BM@80122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36417.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.893 301 307 314 rBV 1033995 1416554 13.92% 2.192%
2 5.357 379 386 402 rBV 5820894 7954262 78.17% 12.308%
3 5.975 486 491 499 rVB 74903 108882 1.07% 0.168%
4 6.963 652 659 676 rBV 5092197 7993799 78.56% 12.369%
5 7.781 791 798 806 rBV 1142831 1717077 16.87% 2.657%

6 8.951 989 997 1017 rBV 3057965 5029372 49.42% 7.782%
7 10.580 1266 1274 1285 rBV 1397687 2347596 23.07%  3.632%
8 13.051 1687 1694 1714 rBV 7207182 10175914 100.00% 15.745%
9 14.127 1871 1877 1883 rVB 156116 222832 2.19% ©0.345%
10 14.427 1921 1928 1941 rBV 1802270 2650952 26.05%
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11 15.915 2174 2181 2201 rBV 4557426 6360113 62.50%
12 16.139 2214 2219 2231 rBV3 122932 232375 2.28%
13 17.168 2386 2394 2400 rBV 1827307 2593491 25.49%
14 18.068 2542 2547 2557 rBV 255212 402795 3.96%
15 19.350 2761 2765 2774 rBV2 92617 159959 1.57%
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16 19.797 2836 2841 2852 rBV 7919098 9231498 90.72% 14.
17 20.562 2968 2971 2974 rBV 137558 151020  1.48%
18 20.603 2975 2978 2982 rVB 115034 122649 1.21%
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19 21.068 3053 3057 3065 rBvV2 397185 641289 6.30% 992%
20 21.350 3100 3105 3115 rBV 1674796 2198981 21.61% 402%
21 21.503 3127 3131 3136 rBV 228746 285176 2.80% 0.441%
22 21.944 3203 3206 3209 rBV 206054 243567 2.39% ©0.377%

23 23.674 3494 3500 3509 rVB2 1236466 2388803 23.48% 3.696%

Sum of corrected areas: 64628956
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Data Path :
Data File :

Acq On

Operator

Sample
Misc

ALS Vial

: 25 Aug 2022 21:42
: CG/JU
: N4353-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
BM@36417.D

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36417.D

Acq On : 25 Aug 2022 21:42
Operator : CG/JU

Sample : N4353-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.893 16.50 ng 1416550  1,4-Dichlorobenzene-d4 7.781
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 307 (4.893 min): BM036417.D\data.ms (-301) (-) m/z 43.00 100.00%

5000
101.0 e

‘ 4.60 4.80 5.00 5.20

Ol e 9L 1330 1769 221C /7 59.e0  54.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B R BB B

4.60 4.80 5.00 5.20

m/z 101.00 19.42%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\“1‘\\\\“\\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR R ma R R
4.60 4.80 5.00 5.20
5000 ITI z 58.00 15.00%
| 126.0
0 b prerr b Wb
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4156: 1-Propen-2-ol, acetate BB SRR RS S S e
43.0 4.60 4.80 5.00 5.20

m/z 41.00 8.18%

5000
1§.0 | 72‘-0 100.0
|

O bt e e e e e R A ARRRER AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36417.D

Acq On : 25 Aug 2022 21:42
Operator : CG/JU

Sample : N4353-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.068 3.11 ng 402795 Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Nonanoic acid 158 C9H1802 000112-05-0 53
Abundance Scan 2547 (18 068 min): BM036417.D\data.ms (-2542) (- m/z 73.00 100.00%
5000
129.1
T \
N11m322 1 18.00
36 L L] || 26 355.1
ok Mhm“‘ Ll L3550 /7 43,00 85.15%
mfz--> 100 150 200 250 300 350
Abundance #143510.n-Hexadecanok:add
5000 129.0 IR I
18.00
171.0 213.0 256.0 m/z 59.95 82.51%
0! ‘““H““L““““\‘\‘H,HH‘HH‘\
miz—-> 100 150 200 250 300 350
Abundance #126199:Pentadecanok:add
= \
18.00
5000 129.0 m/z 55.00 65.57%
29.0
‘ 199.0 242.0
0\\“\” w\h”w‘ﬂ‘\u\“““\‘\H“\’HH‘HH“
m/z--> 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid T ‘
73.0 18.00
m/z 57.10 64.06%
5000
29.
129.0
‘ 171.0 2140
OH‘\‘ H“u‘uh \um h\ ‘ ‘\‘m‘ “‘\“‘\H"HH‘HH“ e
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36417.D

Acq On : 25 Aug 2022 21:42
Operator : CG/JU

Sample : N4353-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Nonyl tetradecyl ether Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.068 5.83 ng 641289  Chrysene-di12 21.350
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 91
2 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 91
3 Hexadecyl nonyl ether 368 C25H520 1000406-37-7 91
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
Abundance Scan 3057 (21.068 min): BM036417.D\data.ms (-3053) (- | m/z 57.10 100.00%
57.1
!.‘11.0 ‘21\00‘ \
oL, “u“w“‘ :}‘ 136092080 281.0327.9 387.0 4611 1/, 43.00  78.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #249109: Nonyl tetradecyl ether
57.0
5000 — :
21.00
m/z 71.65 65.77%
127.0
LT, emo
O \”\\\l‘\‘ \H\“‘i‘\‘\f‘\‘\\\“’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
T \
21.00
5000 m/z 55.00 52.24%
11.0
oL kil | L1670 22002800
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #277628: Hexadecyl nonyl ether T
57.C 21.00
m/z 85.05  44.25%
5000
127.0
‘ ) 225.0
(IR K L A —— ==
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36417.D

Acq On : 25 Aug 2022 21:42
Operator : CG/JU

Sample : N4353-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.503 2.59 ng 285176  Chrysene-d12 21.350
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Heneicosane 296 C21H44 000629-94-7 92
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 3131 (21.503 min): BM036417.D\data.ms (-3127) (- m/z 57.10 100.00%
57.1

=

5000
113.1 21.50
207.0 o810
oMJ‘_IIH'\wmw‘uw SrY 85914172 489 /7 71.00  63.42%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0
5000 =
21.50
m/z 43.00 62.80%
o ‘ 11130 169.0 225.0 282.0
\\\\‘\1!\‘\\\\‘\1\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl-
57.0
S
21.50
5000 ITI/Z 85.05 47 .90%
or L a0 2e0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194587: Heneicosane T |
57.0 21.50
m/z 55.00 21.85%
113.0
\‘ 7716902050 2060
0 ‘H“‘H“Jﬂﬂ‘ﬁ¥ch“w“‘q““_““u“‘u“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36417.D

Acq On : 25 Aug 2022 21:42
Operator : CG/JU

Sample : N4353-03

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 5 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.944 2.22 ng 243567  Chrysene-d12 21.350
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Pentacosane 352 C25H52 000629-99-2 90
3 Nonadecane 268 C19H40 000629-92-5 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 3206 (21.944 min): BM036417.D\data.ms (-3203) (- | m/z 57.05 100.00%
57.0
22.00
13.1 -
208.0 281.0
bbb ]“am‘lw_‘H,HH_‘F”ﬁ?‘l“wwf‘?"l‘ m/z 71.10  65.39%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 IR
22.00
m/z 43.05 60.29%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #262013: Pentacosane
57.0
——
22.00
5000 m/z 85.10 49,21%
113.0
0 H |‘ | \\\\1?‘30239029503520
e A
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #158597: Nonadecane —
57.0 22.00
m/z 41.00 23.24%
5000
o e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36417.D

Acqg On : 25 Aug 2022 21:42
Operator : CG/JU

Sample : N4353-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.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-... 4.893 16.5 ng 1416550 1 7.781 1717080 20.0
n-Hexadecanoic ... 18.068 3.1 ng 402795 4 17.168 2593490 20.0
Nonyl tetradecy... 21.068 5.8 ng 641289 5 21.350 2198980 20.0
Eicosane 21.503 2.6 ng 285176 5 21.350 2198980 20.0
Heneicosane 21.944 2.2 ng 243567 5 21.350 2198980 20.0

8270-BM@80122.M Fri Aug 26 16:01:42 2022 Pag 8



