LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133263.D

Acqg On : 05 May 2023 14:31

Operator : CG\JU

Sample : 02597-02

Misc : MW-3-20230503

ALS Vvial : 10 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133263.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.910 476 480 487 rVB 66740 73438 1.30% 0.241%
2 5.334 548 552 560 rBvV 2652753 2309011 40.98% 7.575%
3  6.363 723 727 732 rBV 1598344 1430126 25.38% 4.692%
4 6.722 785 788 792 rBV 1471356 1173184 20.82% 3.849%
5 6.787 795 799 803 rVB 161506 121349 2.15% 0.398%
6 7.292 879 885 888 rBV 3676798 3541715 62.85% 11.619%
7 8.010 1003 1007 1010 rBV 2076276 1569230 27.85% 5.148%
8 8.728 1124 1129 1134 rBV7 37289 88609 1.57% 0.291%
9 9.086 1186 1190 1193 rBV 6057367 5634983 100.00% 18.486%
10 9.422 1244 1247 1250 rBvV3 64741 84525 1.50% 0.277%
11  9.516 1259 1263 1267 rBV5 125078 153015 2.72% 0.502%
12 9.757 1301 1304 1307 rBV 1956778 1685120 29.90% 5.528%
13 9.792 1307 1310 1312 rVB 153509 120004 2.13% 0.394%
14 10.475 1424 1426 1428 rBV 146943 102058 1.81% 0.335%
15 10.551 1435 1439 1442 rBV 3298842 3131001 55.56% 10.271%

16 10.575 1442 1443 1447 rVB4 90312 85543
17 11.239 1553 1556 1560 rBV 1677309 1560657 2
18 11.798 1648 1651 1658 rVB2 475439 548547
19 12.527 1772 1775 1778 rVB 528298 449325
20 12.574 1781 1783 1786 rVB 213276 183609
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21 12.833 1823 1827 1830 rVB 4301802 4216981 74.84% 13.
22 13.739 1979 1981 1985 rVB2 155841 144233 2.56%
23 13.880 2001 2005 2008 rVB 1107914 994083 17.64%
24 15.298 2241 2246 2251 rBV 978787 1082214 19.21%
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Sum of corrected areas: 30482560
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 05 May 2023 14:31
¢ CG\JU
¢ 02597-02

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
BF133263.D

MW-3-20230503

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133263.D

Acqg On : 05 May 2023 14:31

Operator : CG\JU

Sample : 02597-02

Misc MW-3-20230503

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Methyl-1H-1,2,4-triazole Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.787 2.07 ng 121349 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 50
2 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 49
3 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H1@N2 005775-96-2 43

4 1-Heptanol, 2,4-dimethyl-, 144 C9H200 098982-97-9 38
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 37

Abundance Scan 799 (6.787 min): BF133263.D\data.ms (-795) (-) m/z 43.00 100.00%

43.0 83.0
5000
127.1 e B A BRaaana
‘ 7'1 98“'1 ‘ 6.40 6.60 6.80 7.00 7.20
O T, LU RECUL Tl ARSI SRR S m/z 83.85 95.87%
miz--> 0 20 40 60 80 100 120
Abundance #1450: 1-Methyl-1H-1,2,4-triazole
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5000 [T T T T T T T
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m/z 55.05 59.57%
O \‘\\\\‘\‘\‘\\‘}m\\\“\‘\\\\‘1\\\‘\\\\‘\\\\
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Abundance #3801: 1-Butene, 2,3,3-trimethyl-
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T T
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Abundance #3460: 1H-Pyrazole, 4,5-dihydro-1,5-dimethyl- BRRRRREEEnEEES EssE o
83.0 6.40 6.60 6.80 7.00 7.20
42.0 m/z 41.05 45.32%
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\H\ \‘ 5\ ‘.O |
o+ttt prrdie e e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133263.D

Acqg On : 05 May 2023 14:31

Operator : CG\JU

Sample : 02597-02

Misc : MW-3-20230503

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.798 7.03 ng 548547  Phenanthrene-d10 11.239
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1651 (11.798 min): BF133263.D\data.ms (-1648) (- m/z 73.10 100.00%
43.1 73.1
5000 129.1
213'2 T ‘ T T ‘ T
| 171.2 256.3 11.50 12.00
I m/z 43.18  91.68%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 —r— —
129.0 11.50 12.00
213.0 m/z 60.00 86.99%
il 19
01‘4‘0 “\ ‘H Il M“ ‘\H““Hhh‘“ \M il | “‘ “‘ “‘u\‘ B - ‘ “ —
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 T o
11.50 12.00
5000 129.0 m/z 41.10 74.18%
185.0
|
oL— \“ H\“H‘M‘ il “u““‘ uh\‘\‘ ;M‘\‘h; “ A \“ i B “‘ —
m/z-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 11.50 12.00
m/z 57.10 70.50%
5000 129.0
‘ 199.0 2420
ol L m ‘H‘n il “HM‘“‘ nh\‘\‘ M‘u; “‘ ‘1§7J-Q“ ‘i o ‘L - —— ——
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133263.D

Acqg On : 05 May 2023 14:31

Operator : CG\JU

Sample : 02597-02

Misc : MW-3-20230503

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknownl2.527 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.527 5.76 ng 449325  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibutyl 3,6,9,12,15,18-hexaoxaic... 466 C22H42010 1000366-80-0 37
2 Orthoformic acid, tri-sec-butyl ... 232 C13H2803 016754-48-6 37
3 Propanoic acid, 3-[(2-hydroxyeth... 178 C7H1403S 085099-03-2 35
4 Dimethyl diglycolcarbonate 222 (C8H1407 087292-23-7 32
51,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 27
Abundance Scan 1775 (12.527 min): BF133263.D\data.ms (-1772) (|  m/z 57.10 100.00%
57.1
103.1
5000
| P
161.1 :
ol u““‘u‘“‘ hodor i ),1,3031242.22823 m/z 103.05  75.44%
miz--> 50 100 150 200 250 300 350
Abundance #330478: Dibutyl 3,6,9,12,15,18-hexaoxaicosane-1,20-di
103.0
5000 T :
12.50
45.0 159.0 m/z 45.85  72.69%
N m‘ g ‘ 203.0 247.0 200.0___ 365.
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #113775: Orthoformic acid, tri-sec-butyl ester
57.0
T
5000 m/z 101.05 39.84%
159.0
oMl w4y 2sto
m/z--> 50 100 150 200 250 300 350
Abundance #53221: Propanoic acid, 3-[(2-hydroxyethyl)thio]-2-methy N i
45.0 12.50
m/z 59.05 33.75%
5000 101.0
160.0
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133263.D

Acqg On : 05 May 2023 14:31

Operator : CG\JU

Sample : 02597-02

Misc : MW-3-20230503

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.575 3.69 ng 183609  Chrysene-di2 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Nonadecanoic acid 298 C19H3802 000646-30-0 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1783 (12.574 min): BF133263.D\data.ms (-1781) (- m/z 43.10 100.00%
T /W/\AJ\’\/W\/\[MW
5000
1852  241.2 — :
284.3 1250
ol AL, m/z 73.60  93.28%
miz-> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
5000{ 41.0 284.0 — :
1850 2410 12.50
m/z 60.00 77 .56%
0 W‘H‘\‘WM H“‘ | L ‘L N “ A ““ ‘\ ‘\‘ : “‘ —
miz--> 50 100 150 200 250 300
Abundance #197278: Nonadecanoic acid
43.0
T
12.50
5000 298.0 m/z 57.10 75.50%
3.0 129.0
255.0
185.0
0 ‘HM“HM“‘ “H‘\‘h“\ ol e L ‘\‘ \‘2‘18‘(‘) " “‘ — “ —
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid —— ‘
73.0 12.50
m/z 55.10 70.50%
50001 41.0
129.0
185.0 228.0
0 {M‘\‘H‘\ “ ‘ \‘ \u“ “\‘ \‘ — \‘ T . ‘ .
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133263.D

Acqg On : 05 May 2023 14:31

Operator : CG\JU

Sample : 02597-02

Misc : MW-3-20230503

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Eicosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.739 2.90 ng 144233  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 91
2 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 90
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 89
4 1-Hexacosene 364 C26H52 018835-33-1 87
5 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 87
Abundance Scan 1981 (13.739 min): BF133263.D\data.ms (-1979) (- m/z 43.05 100.00%
83.1
5000
1350  14.00
247.2284.1 : :
- 3212 m/z 55.05 91.12%
miz-> 50 100 150 200 250 300
Abundance #173727: 1-Eicosene
43.0
83.0
5000 —r —
13.50 14.00
25.0 280.0 m/z 57.10 87.80%
167.0
oLl bl 1\_‘\\“ |00 L
miz-> 50 100 150 200 250 300
Abundance #173738: Cyclohexadecane, 1,2-diethyl-
43.0
—— —
97.0 280.0 13.50 14.00
5000 m/z 83.10 69.95%
39.0
oLl | i |1 1510 2230 J_ i
miz--> 50 100 150 200 250 300
Abundance #173730: 9-Eicosene, (E)- — 7
57.0 13.50 14.00
m/z 69.10 64.49%
97.0
5000
OZZlL ‘h‘ | | 1390 1810 2230 2800
- Al e e e —— —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133263.D

Acqg On : 05 May 2023 14:31

Operator : CG\JU

Sample : 02597-02

Misc : MW-3-20230503

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
1-Methyl-1H-1,2... 6.787 2.1 ng 121349 1 6.722 1173180 20.0
n-Hexadecanoic ... 11.798 7.0 ng 548547 4 11.239 1560660 20.0
unknown12.527 12.527 5.8 ng 449325 4 11.239 1560660 20.0
Octadecanoic acid 12.575 3.7 ng 183609 5 13.880 994083 20.0
1-Eicosene 13.739 2.9 ng 144233 5 13.880 994083 20.0
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