LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126223.D

Acqg On : 16 Dec 2021 21:23
Operator : JU/CG

Sample : M4927-07

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_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126223.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.028 491 500 506 rBV 100015 137302 3.11% 0.454%
2 5.422 562 567 570 rBvV 3982043 4204844 95.32% 13.910%
3 6.440 734 740 743 rBV 3865399 4411248 100.00% 14.592%
4 6.816 800 804 807 rBV 1478460 1178602 26.72%  3.899%
5 7.375 894 899 902 rBV 3110881 2856627 64.76% 9.450%

6 7.998 1002 1005 1009 rBV 555645 449780 10.20%  1.488%
7 8.098 1018 1022 1025 rBV 1961938 1581284 35.85% 5.231%
8 9.175 1200 1205 1208 rBV 4726561 4144928 93.96% 13.711%
9 9.263 1216 1220 1223 rBV2 89437 81324 1.84% 0.269%

9

10 .663 1282 1288 1293 rBV 117564 121425 2.75% 0.402%
11 9.851 1316 1320 1323 rBV 1934362 1554708 35.24%  5.143%
12 10.263 1387 1390 1393 rBV2 91033 87103 1.97% 0.288%
13 10.633 1449 1453 1457 rBV 2176944 1927970 43.71% 6.378%
14 10.857 1484 1491 1495 rBv2 44208 51565 1.17% 0.171%
15 11.304 1563 1567 1569 rBV 95332 87587 1.99% ©.290%
16 11.333 1569 1572 1575 rVV 1582544 1264939 28.68% 4.184%
17 11.404 1578 1584 1586 rV4 53337 64883 1.47% ©0.215%
18 11.733 1637 1640 1643 rBV 187980 166365 3.77%  ©.550%
19 11.863 1659 1662 1666 rBV 93550 80133 1.82% 0.265%
20 12.445 1758 1761 1763 rVB 74273 63897 1.45% 0.211%

21 12.921 1838 1842 1845 rBV 3450307 3017195 68.40%
22 13.821 1992 1995 2002 rBV 313215 350776  7.95%
23 13.968 2016 2020 2023 rBV 1170972 1089555 24.70%
24 14.457 2100 2103 2109 rBV3 35865 53909 1.22%

OO WRr UV
o)
()
2
3R

25 14.833 2163 2167 2172 rBV 104469 104948 2.38% 347%

26 15.092 2208 2211 2215 rBV 39829 49438 1.12% 0.164%

27 15.410 2260 2265 2271 rBv2 799781 947972 21.49% 3.136%

28 15.898 2344 2348 2352 rBV 38170 53303 1.21% 0.176%

29 16.398 2429 2433 2438 rVB2 26798 46174 1.05% 0.153%
Sum of corrected areas: 30229784
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Dec 2021 21:23

: M4927-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
BF126223.D

Ju/CaG

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF126223.D\data.ms
4000000 5.422 6.440
7.375
3000000
2000000
6.816
1000000
5.028
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\W\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF126223.D\data.ms
9.175
4000000
12.921
3000000
10.633
2000000 8.098 9.851
11.333
1000000
7.99
11.333%
9.66 1 863 .
0 | _ kaes oo 10263 || sogs7  ifbdos TfREes  a2ms ]
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF126223.D\data.ms
4000000
3000000
2000000
13.968
1000000 15.410
13.821
\ 14.457 14.83315 092 15.898 16.398
0 T ‘ T T T ‘ T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126223.D

Acqg On : 16 Dec 2021 21:23
Operator : JU/CG

Sample : M4927-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.028 2.33 ng 137302 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Octanol 130 C8H180 000589-98-0 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1,2-Butanediol 90 C4H1e02 000584-03-2 9
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 9

Abundance Scan 500 (5.028 min): BF126223.D\data.ms (-491) (-) m/z 43.00 100.00%

43.0
59.0
5000
1010 UL R B R B I B
4.80 5.00 5.20 5.40
1l | 83.0 9
\\\\‘\\\\‘\\\‘\“‘\\\\“\\\\“\\\\‘\\\\‘\\ m/Z 59.00 55.98%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L LI LN B
59.0 4.80 5.00 5.20 5.40
m/z 101.00  18.19%
15.0 ‘ 101.0
\\\‘\‘\w‘\\“hi\\}‘\\\\8‘3\.0\\\“‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
R RRRREEEEEE
4.80 5.00 5.20 5.40
5000 83.0 m/z 58.00  16.21%
410 101.0
15.0
e T
m/fz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R ARAEREEEEY o
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.25%
5000 41.0
S N I LE
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126223.D

Acqg On : 16 Dec 2021 21:23
Operator : JU/CG

Sample : M4927-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 2
R.T. EstConc Area Relative to ISTD R.T.
7.998 5.69 ng 449780  Naphthalene-d8 8.098

Hit# of 5 Tentative ID MW MolForm CASH# 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 59
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 1005 (7.998 min): BF126223.D\data.ms (-1002) (-) m/z 57.10 100.00%
57.1
5000
41.
730 7.60 7.80 8.00 8.20 8.40
101.0 : : : : :
e ““Hw “!‘Hm wl“u‘ i TR }3%'?‘ e m/z 44.95 95.59%
miz-> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 I B LU B
410 7.60 7.80 8.00 8.20 8.40
75.0 m/z 40.95 33.53%
100.0
\1\5"\.? T H ‘\ \“ ‘1‘\ \‘!‘H”\ \‘1“\“ \“\‘\ T }‘\ \1\1\6"0\1\3‘\‘2.\0‘ T
miz-> 20 40 60 80 100 120 140
Abundance
57.0
RREREREEEL SRR
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.00 19.15%
41.0 75.0
101.0
19.0 132.0
L B
miz--> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether e
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.00 16.53%
5000
41.
75.0
150 L‘\ e | 100.0 118.0
e e e AR RREEEE AR,
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126223.D

Acqg On : 16 Dec 2021 21:23
Operator : JU/CG

Sample : M4927-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.733 2.63 ng 166365  Phenanthrene-di10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
3 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 90
4 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1640 (11.733 min): BF126223.D\data.ms (-1637) (- m/z 74.00 100.00%
74.0
5000
43.0
1431 —— —
11.50 12.00
‘ 111.0 171.1199.1227-2
H\‘\H\“‘H\‘1“‘\\“\‘\“NH“‘HH‘H\\“HH‘HH‘HH‘HH‘HH‘HH‘HH‘ m/z 87 e 65.3900
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 by
1150 1200
m/z . 32.83%
‘ M\ ‘\‘ Ll \\110\14?0 185.0 22?0 270(
H\‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
74.0
1150 1200
5000 m/z . 26.29%
41.0
143.0
115.0 185.0 228.0
R Ra A o R R R o A nana e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #75770: Undecanoic acid, methyl ester
74.0 1150 1200
m/z . 20.05%
5000
43.0 143.0
bs0, | AWl 250, | ppomoo
m/z--> 20 40 60 80 100120140160180200220240260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126223.D

Acqg On : 16 Dec 2021 21:23
Operator : JU/CG

Sample : M4927-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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-Tetracosanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.821 6.44 ng 350776  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91
Abundance Scan1995(13821num BF126223.D\data.ms (-1992) (- m/z 57.00 100.00%
97.1
5000
— —
\ \ jr 11770 248.1 1350 14.00
Hum““ mp“ e e m/z 43.00 86.51%
miz-> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 = —
13.50 14.00
m/z 55.00 86.07%
19Q \‘\ J ‘ “ \H\ *‘ \‘\ h :!'810 222.0 264.0 308.0
\\\\‘ \\ T T \\\\’\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance
83.0
43.0
— ——
13.50 14.00
5000 m/z 83.10 85.99%
125.0
167.0 210.0 280.0
e
miz--> 50 100 150 200 250 300
Abundance #179255: n-Nonadecanol-1 — T
43.0 83.0 13.50 14.00
m/z 69.10 75.37%
5000
TTLER e SO N BN
m/z--> 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126223.D

Acqg On : 16 Dec 2021 21:23
Operator : JU/CG

Sample : M4927-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.833 2.21 ng 104948  Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
3 6,10,14-Hexadecatrien-1-01, 3,7,... 292 C20H360 036237-66-8 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64
Abundance Scan 2167 (14.833 min): BF126223.D\data.ms (-2163) (- m/z 69.05 100.00%
69.0
" Ji\/
121.0 14‘56 ‘15‘00‘
1751 : :
b 175 2480 3410 g1 00 53.99%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — ——
14.50 15.00
m/z 40.95 23.49%
137.0
260 . | . 1910 2730 3410 410/
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance
69.0
— ——
14.50 15.00
5000 m/z 95.05 13.23%
26.0 123.0 177.0
i
m/z--> 50 100 150 200 250 300 350 400
Abundance #189512: 6,10,14-Hexadecatrien-1-ol, 3,7,11,15-tetramet — —
69.0 14.50 15.00
m/z 68.00 11.64%
5000
136.0
223.0 292.0
¥99WWLWMWMW\}7%9‘JHW“HH“H“H“‘
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121621\
Data File : BF126223.D

Acqg On : 16 Dec 2021 21:23
Operator : JU/CG

Sample : M4927-07

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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-... 5.028 2.3 ng 137302 1 6.816 1178600 20.0
Ethanol, 2-(2-b... 7.998 5.7 ng 449780 2 8.098 1581280 20.0
Pentadecanoic a... 11.733 2.6 ng 166365 4 11.333 1264940 20.0
n-Tetracosanol-1 13.821 6.4 ng 350776 5 13.968 1089560 20.0
Supraene 14.833 2.2 ng 104948 6 15.410 947972 20.0
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