LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On ¢ 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc . OR-345-COMP-03

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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135022.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 4 7 16 rVW2 33501 54112 2.18% 0.303%
2 2.228 20 24 29 rvVB 31473 41586 1.67% 0.233%
3 4.998 491 495 502 rVB 92003 105911 4.26% 0.593%
4 5.398 558 563 566 rBV 2596176 2373793 95.41% 13.291%
5 6.410 730 735 738 rBV 2464571 2337381 93.95% 13.087%
6 6.598 764 767 774 rBV 118957 114965 4.62% 0.644%
7 6.769 792 796 800 rBV 926098 745282 29.96% 4.173%
8 7.334 887 892 895 rBV 1749979 1490233 59.90%  8.344%
9 8.051 1009 1014 1017 rBV 1145719 973756 39.14% 5.452%
10 9.128 1193 1197 1200 rBV 2843963 2487884 100.00% 13.930%
11  9.245 1213 1217 1221 rBV 122066 109524 4.40% 0.613%
12 9.810 1309 1313 1316 rBV 1129031 982898 39.51% 5.503%
13 10.598 1443 1447 1450 rBV 1546207 1269478 51.03% 7.108%
14 11.298 1562 1566 1569 rBV 1001440 798593 32.10% 4.471%
15 11.704 1632 1635 1641 rVB 33670 27523 1.11% 0.154%
16 11.839 1653 1658 1669 rBV 339586 365745 14.70%  2.048%
17 12.416 1750 1756 1758 rVB3 43217 47980 1.93% 0.269%
18 12.516 1770 1773 1776 rBV 27749 29752 1.20% 0.167%
19 12.551 1776 1779 1787 rVB7 17226 31872 1.28% 0.178%
20 12.627 1787 1792 1799 rBV3 109940 136808 5.50% 0.766%
21 12.745 1810 1812 1815 rBV 28139 27892 1.12% 156%
22 12.898 1834 1838 1841 rBV 1865003 1528471 61.44% 558%
23 13.139 1874 1879 1883 rVB6 18273 29018 1.17%

24 13.810 1990 1993 2000 rBV2 190680 230574  9.27%

Wk oW
=
(o))
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B

25 13.957 2014 2018 2021 rBV 627604 587511 23.61% 289%

26 14.451 2099 2102 2113 rVB3 96604 157704 6.34% 0.883%

27 14.821 2162 2165 2171 rVB 59015 67226 2.70% 0.376%

28 15.092 2208 2211 2214 rBV 39682 42793 1.72% 0.240%

29 15.427 2263 2268 2274 rVB 465671 598183 24.04% 3.349%

30 15.915 2348 2351 2355 rBvV2 45653 66071 2.66% 0.370%
Sum of corrected areas: 17860519
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc . OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135022.D\data.ms

5.398
2500000 6.410

2000000
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Abundance TIC: BF135022.D\data.ms
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2500000

2000000 12.898
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1500000

8.051 9.810
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Abundance TIC: BF135022.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 6
R.T. EstConc Area Relative to ISTD R.T.
4.998 2.84 ng 105911 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 495 (4.998 min): BF135022.D\data.ms (-491) (-) m/z 42.95 100.00%

43.0
59.0
5000
101.0 T T T
83.0 4.60 4.80 5.00 5.20 5.40
O rrrrrrr e el e e | M/Z 59.60  58.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL B e e e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00  18.41%
150 349 101.0
0\\\‘\!‘!!‘\\!‘!“[‘\.\\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.\0\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4150: 1-Propen-2-ol, acetate
43.0
R RAman R
4.60 4.80 5.00 5.20 5.40
5000 m/z 57.95 16.03%
58.0
. 180 270 72.0 100.0
L B L B JRSA T o y
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4989: Butane, 1-ethoxy- [T T
59.0 4.60 4.80 5.00 5.20 5.40
31.0 m/z 40.95 8.41%
5000
3.0 73.0
ol 130 ) \H 870 1020
T e R e e e e e e e
mlz--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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-ethoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.598 3.09 ng 114965 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 38
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 38
Abundance Scan 767 (6.598 min): BF135022.D\data.ms (-764) (-) m/z 44.95 100.00%
45.0
5000
20 6.40 660 650 7.0
h | h 103.0 . : : . s
ol e~ m/z 59.00 29.78%
miz--> 20 40 60 80 100 120 140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘\\H{luu‘uu‘uu,u
6.20 6.40 6.60 6.80 7.00
2900 72.0 m/z 72.10  18.88%
O “ \H‘\ T “h\‘\ T }‘\ T M‘\ ‘8\8\.(\)\1‘0‘}4.\0\ T \1:\35\‘0\ T
miz—-> 20 40 60 80 100 120 140
Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
e e R R
6.20 6.40 6.60 6.80 7.00
5000 m/z 42.95 13.56%
720 89.0
29,0
oA L 1190 1480
et
m/z--> 20 40 60 80 100 120 140
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)- REmas e
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 11.80%
5000
27. 73.0
SO 1 O N
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc . OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.245 2.23 ng 109524  Acenaphthene-di10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 74
2 Metacetamol 151 C8H9NO2 000621-42-1 47
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 47
4 (-)-10-Camphorsulfonyl chloride 250 C10H15C103S 039262-22-1 45
5 4-Amino-2-methylpyrimidine 109 C5H7N3 000074-69-1 43

Abundance Scan 1217 (9.245 min): BF135022.D\data.ms (-1213) (-) m/z 43.00 100.00%
43.0
109.1
5000
151.1
‘Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y’
‘ 69.0 9.00 9.20 9.40 9.60
Ol MM M“ u“‘u‘m““ bl e e m/z 109.10  60.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0
5000 LA L B I LA L
9.00 9.20 9.40 9.60
690 m/z 151.05 36.39%
Ot T o \"‘ {7 \“\““ \“‘\“\ \H“‘\‘\‘\H\ T \‘LHP\ “\ i \“ T ! T “\]\7\3\‘0\ T ‘2\1\‘\]\0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
A EAAREES
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 19.57%
43.0
80.0
150 | [ | |
Ot i e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28920: m-Isopropoxyaniline e T
109.0 9.00 9.20 9.40 9.60
m/z 69.00 12.83%
5000
151.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 9.16 ng 365745  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 1658 (11.839 min): BF135022.D\data.ms (-1653) (- m/z 43.05 100.00%
43.0 (73.0
- J\M
== ==
‘ 11.50 12.00
y— m/z 72.95 98.01%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5,02130  256.0 m/z 60.00 94.77%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
— ey
11.50 12.00
5000 129.0 m/z 57.05 80.41%
‘ H‘ 1570 ‘ 242.0
TN 010 O P
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109281: Tetradecanoic acid = S
73.0 11.50 12.00
43.0 m/z 41.05 72.23%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.627 3.43 ng 136808 Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1792 (12.627 min): BF135022.D\data.ms (-1787) (-] m/z 43.00 100.00%
43.0 73.0
5000 129.0
— —
12.50 13.00
0! m/z 73.00 89.88%
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T ]
12.50 13.00
1990 2420 m/z 60.00  81.30%
ol W,u‘ L HH‘\‘ H\M i \ enol L. L
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 730
12.50 13.00
5000 129.0 m/z 57.05 78.16%
‘ 1850 5410 284
ol AR Ly L L
miz--> 100 150 200 250
Abundance #143510: n-Hexadecanoic acid — —
60.0 12.50 13.00
m/z 55.05 70.44%
5000 129.0
97.0 1710 2130 256.0
o) E— ‘M’H‘\ h!‘ A ‘\ Hh”\ u‘\ ul ‘ ‘ ‘ . \‘ ““ I Pl —— ——
m/z--> 50 0 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc . OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.810 7.85 ng 230574  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1993 (13.810 min): BF135022.D\data.ms (-1990) (-] ' m/z 57.05 100.00%
57.0
7.1
5000
13.50 14.00
.0 1820 2301 : :
ob— w‘“ “ A 1‘ g ‘2‘8;011‘ IR m/z 43.05 91.47%
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
7.0
5000 — ——
13.50 14.00
m/z 55.05 83.82%
04 ‘\“H\ M‘ ‘ } (‘)\1\8\2\0‘2\2\4\0\ T \2\8\0\0‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
— ——
13.50 14.00
5000 m/z 83.10  72.35%
ol UL 00 1202250 zm00
m/z--> 0 1 OO 1 50 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester — —
57.0 13.50 14.00
m/z 69.00 67.41%
- \/\L
SELRNI L (90 200250 e e
mlz--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.451 5.37 ng 157704  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Henicos-1-ene 294 C21H42 001599-68-4 94
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 2102 (14.451 min): BF135022.D\data.ms (-2099) (- m/z 57.00 100.00%
57.0
97.0
5000
It "
0 .
0 “u\p“"Jhﬁﬂuhwuwwgo?o‘w"?§§n??%q‘§8? m/z 43.00 93.57%
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
97.0
5000 T
14.50
J ‘ m/z 55.00  90.42%
0 \4.\ r“\ “‘\‘H\‘ \‘H‘\‘H“ U‘ ]‘??VO\‘]\B\’]\O‘ L B ???p\ L
m/z--> 50 100 150 200 250 300 350
Abundance #192005: Henicos-1-ene
55.0
7.0
——
14.50
5000 m/z 97.05 80.51%
294.0
9.0
- ‘w‘w “ \‘ | ~h 8202240 |
m/z--> 50 100 150 200 250 300 350
Abundance #155962: Z-5-Nonadecene —
55.0 97.0 14.50
m/z 83.10 76.02%
5000
266.0
39.0
; w00 | o
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc . OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.821 2.25 ng 67226 Perylene-di12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 74
2 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 64
3 3,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S 1000432-27-5 59
4 2-propenoic acid, 2-methyl-, 4-[... 283 C13H17N04S 1000401-94-0 59
5 Furan, 3-(4-methyl-3-pentenyl)- 156 C1eH140 000539-52-6 53
Abundance Scan 2165 (14.821 min): BF135022.D\data.ms (-2162) (-] ' m/z 69.05 100.00%
69.0
14‘56 ‘15‘00‘
1211 . .
207.1 283.1 331.2
0b— \““‘w“ 4 w“‘whm‘h b o L i m/z 81.80 53.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — ——
14.50 15.00
m/z 41.00 21.53%
137.0
0260 4| 1yl 1910 2730 3410 4104
\\\\‘\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #78820: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile
69.0
— ——
14.50 15.00
5000 m/z 68.05 13.18%
135.0
ool 1L [ o
m/z--> 50 100 150 200 250 300 350 400
Abundance #170751: 3,7-Dimethyl-1-phenylsulfonyl-2,6-octadiene — —
69.0 14.50 15.00
m/z 95.05 12.40%
5000
137.0
L N
mlz--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Hexadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.915 2.21 ng 66071  Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 55
2 Tetracosane 338 C24H50 000646-31-1 55
3 Heneicosane 296 C21H44 000629-94-7 55
4 1-Bromoeicosane 360 C20H41Br 004276-49-7 53
5 Tricosane 324 C23H48 000638-67-5 49
Abundance Scan 2351 (15.915 min): BF135022.D\data.ms (-2348) (- m/z 57.05 100.00%
57.0
5000
191.1 —
“ WM 258.1 312.3355.2 16.00
oLtk it} m/z 71.85  65.66%
m/z--> 0 50 100 150 200 250 300 350
Abundance #123967: Hexadecane, 2-methyl-
57.0
5000 T
16.00
90 o 197.0 m/z 43.05 49.80%
02’.0\\“‘\ } “‘ h‘ \h‘\ h" \“\‘\ \‘ “\ T \“‘ T \2\4\0‘0\ LI ‘ L ‘ T T 1T
m/z--> 0 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
——
16.00
5000 m/z 85.00 39.35%
o L] ooy w0
m/z--> 0 50 100 150 200 250 300 350
Abundance #194587: Heneicosane —
57.0 16.00
m/z 41.10 26.10%
5000
9.0
ola0 L1, HOmoms0 20 .
miz--> 0 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135022.D

Acqg On : 31 Aug 2023 00:49

Operator : CG\JU

Sample : 04196-15

Misc . OR-345-COMP-03

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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-... 4.998 2.8 ng 105911 1 6.769 745282 20.0
Ethanol, 2-(2-e... 6.598 3.1 ng 114965 1 6.769 745282 20.0
2,4,7,9-Tetrame... 9.245 2.2 ng 109524 3 9.810 982898 20.0
n-Hexadecanoic ... 11.839 9.2 ng 365745 4 11.298 798593 20.0
Pentadecanoic acid 12.627 3.4 ng 136808 4 11.298 798593 20.0
3-Eicosene, (E)- 13.810 7.8 ng 230574 5 13.957 587511 20.0
1-Docosene 14.451 5.4 ng 157704 5 13.957 587511 20.0
Supraene 14.821 2.3 ng 67226 6 15.427 598183 20.0
Hexadecane, 2-m... 15.915 2.2 ng 66071 6 15.427 598183 20.0
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