LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : @3 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc :

ALS Vvial : 13  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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136922.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 106 14 19 rVB 15726 19513 1.53% 0.152%
2 3.275 194 202 209 rBV 13719 27689 2.18% 0.215%
3  5.022 495 499 506 rVB 25804 33309 2.62% 0.259%
4 5.381 557 560 565 rBV 16393 17514 1.38% 0.136%
5 5.428 565 568 583 rBV 1230964 1194250 93.90% 9.274%
6 5.634 600 603 606 rBv 16787 15818 1.24% 0.123%
7 6.034 668 671 677 rBV5S 11174 16070 1.26% 0.125%
8 6.087 677 680 683 rBV 22893 17534 1.38% 0.136%
9 6.310 715 718 724 rBV2 34303 37278 2.93% 0.289%
10 6.434 736 739 749 rBV 1273808 1157926 91.04% 8.992%
11 6.522 750 754 758 rVB4 18319 27342  2.15% 0.212%
12 6.616 766 770 772 rBV 62539 56872 4.47% 0.442%
13 6.739 789 791 793 rBvV2 20382 17198 1.35% 0.134%
14 6.781 795 798 803 rVB2 474299 421856 33.17% 3.276%
15 6.834 803 807 810 rBv2 29548 34056 2.68% 0.264%
16 6.869 810 813 815 rVV3 19891 23586 1.85% 0.183%
17 6.922 819 822 826 rVV2 54511 54235 4.26% 0.421%
18 6.957 826 828 830 rVB 30469 21847 1.72% 0.170%
19 7.004 833 836 838 rvv 24782 18186 1.43% 0.141%
20 7.051 838 844 847 rVB3 60246 81579 6.41% 0.633%
21 7.081 847 849 851 rBV2 44792 31086 2.44% 0.241%
22 7.116 851 855 858 rBV2 51767 57021 4.48% 0.443%
23 7.163 858 863 866 rV2 63117 71923 5.65% ©.558%
24 7.198 866 869 875 rVB5 22637 30388 2.39% 0.236%
25 7.298 882 886 887 rBv2 38171 37755 2.97% 0.293%
26 7.345 890 894 896 rVV 838332 756016 59.44% 5.871%
27 7.369 896 898 902 rVB 176438 144318 11.35% 1.121%
28 7.422 902 907 909 rVB4 34170 52723 4.15% 0.409%
29 7.551 927 929 931 rBV2 27082 23173 1.82% 0.180%
30 7.734 957 960 963 rVvB2 13503 16083 1.26% 0.125%
31 7.894 968 972 975 rBv4 16271 18015 1.42% 0.140%
32 7.975 997 1001 1009 rBV3 12788 27075 2.13% 0.210%
33 8.057 1012 1015 1017 rVV 560418 420796 33.08% 3.268%
34 8.075 1017 1018 1023 rVB 90428 72877 5.73% 0.566%
35 8.769 1133 1136 1141 rBV 26517 22099 1.74% 0.172%
36 8.839 1146 1148 1151 rBV2 15885 19600 1.54% 0.152%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : @3 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc :

ALS Vvial : 13  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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.133 1194 1198 1201 rBV 1646628 1271871 100.00% 9.876%
38 9.810 1310 1313 1317 rBV 461485 413922 32.54%  3.214%
39 10.022 1345 1349 1354 rVB 32344 28539 2.24% 0.222%
40 10.363 1404 1407 1414 rVB 71696 60338 4.74% 0.469%
41 10.604 1445 1448 1459 rBV 691077 590616 46.44% 4.586%
42 11.304 1563 1567 1569 rBV 407006 339646 26.70% 2.637%
43 11.327 1569 1571 1575 rVB 231067 175011 13.76% 1.359%
44 11.380 1575 1580 1584 rBV 462464 377853 29.71%  2.934%
45 11.545 1602 1608 1612 rBV 127640 123073 9.68% 0.956%
46 11.845 1655 1659 1665 rBV 377046 413178 32.49%  3.208%
47 12.527 1771 1775 1777 rBV 169273 169648 13.34% 1.317%
48 12.551 1777 1779 1789 rVB3 90225 111058 8.73% 0.862%
49 12.627 1789 1792 1796 rBV 154279 159864 12.57% 1.241%
50 12.751 1809 1813 1816 rVB 124854 131821 10.36% 1.024%
51 12.898 1834 1838 1842 rVB 1051657 932395 73.31%  7.240%
52 13.086 1868 1870 1872 rVB 25975 19642 1.54% 0.153%
53 13.151 1879 1881 1883 rBV 20611 15758 1.24% 0.122%
54 13.616 1957 1960 1965 rVB 200383 177620 13.97% 1.379%
55 13.757 1982 1984 1991 rBV6 23761 37782 2.97% 0.293%
56 13.851 1996 2000 2008 rBV5 48674 105720 8.31% 0.821%
57 13.945 2012 2016 2017 rBV 348851 354264 27.85% 2.751%
58 13.963 2017 2019 2022 rVW 414644 375303 29.51% 2.914%
59 13.986 2022 2023 2027 rVB 82911 57134 4.49% 0.444%
60 14.351 2083 2085 2088 rVB3 29879 28645  2.25%  0.222%
61 14.451 2100 2102 2105 rVB3 36880 27627 2.17% 0.215%
62 14.492 2105 2109 2117 rBV 710031 699587 55.00% 5.432%
63 15.010 2193 2197 2200 rBV 70048 100394 7.89% 0.780%
64 15.315 2246 2249 2252 rVB 32088 32717 2.57% 0.254%
65 15.380 2257 2260 2266 rVB 61955 84658 6.66% 0.657%

66 15.445 2266 2271 2275 rBV 290854 367700 28.91%  2.855%

Sum of corrected areas: 12877990
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @3 Jan 2024 22:57
¢ CG\JU
. 05899-01

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
BF136922.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Carbonic acid, prop-1l-en-2-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.616 2.70 ng 56872 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
2 Decane 142 C10H22 000124-18-5 81
3 Undecane 156 C11H24 001120-21-4 64
4 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 64
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 64

Abundance Scan 770 (6.616 min): BF136922.D\data.ms (-766) (-) m/z 57.05 100.00%

57.0
- MLJLM
e 50610 660 £50 7.0
|| 111 g, s
\\\‘\\\\}\\‘\\\\‘\\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 43.05 99.520
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000
6.20 6.40 6.60 6.80 7.00
29.0 85.0 m/z 41.85 46.03%
\\\‘\‘\‘\\‘\\\ 1110154018202‘27(:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22068: Decane
43.0
et T e
6.20 6.40 6.60 6.80 7.00
5000 m/z 71.05 36.23%
71.0
150 | | | |90 120
H‘_;‘w:H"H‘w“H‘H“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0 6.20 6.40 6.60 6.80 7.00
m/z 56.00  23.96%
5000 71.0
\‘ | L1990 1270 1560 W /\f\)\
‘H"H“H“_"w“‘w"H“H“H“_“w“u“u“u“ e ERAREEEE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown6.922 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.922 2.57 ng 54235 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylpropyl)- 140 C1oH20 007058-01-7 49
2 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 43
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 38
4 Succinic acid, 3-methylbut-2-yl ... 270 C15H2604 1000391-08-2 38
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 35

Abundance Scan 822 (6.922 min): BF136922.D\data.ms (-819) (-) m/z 55.00 100.00%

55.0
83.0
5000 111.2
CpE
34 ‘ | 140.1 6.60 6.80 7.00 7.20
\\\‘\\\\“\\‘\H“\\ \‘\\\\“\\‘\\‘\‘\\\‘1\\\‘\‘ m/z 57.05 81.5300
miz--> 20 40 60 80 100 120 140
Abundance #20735: Cyclohexane, (1-methylpropyl)-
55.0 83.0
5000 L LA B B R R
29.0 6.60 6.80 7.00 7.20
' 111.0 m/z 83.05 79.74%
‘ 140.0
\\\‘\‘}\\‘i“i\\‘M‘\“\\“hu\\\M‘\\“\\‘\\\\l\\\\‘
miz--> 20 40 60 80 100 120 140
Abundance  #13293: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0 83.0
TR
6.60 6.80 7.00 7.20
5000 111.0 m/z 41.05 64.23%
27.0
““‘H“iw‘ﬂﬂ“ﬂh‘qﬂ e
miz--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl- A aRRAREEE R
83.0 6.60 6.80 7.00 7.20
m/z 82.05 60.60%
55.0
5000
29.0 140.0
SNV T IO~ . I
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1-Decanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.051 3.87 ng 81579  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 64
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 47
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 43
4 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 38
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 38

Abundance Scan 844 (7.051 min): BF136922.D\data.ms (-838) (-) m/z 57.05 100.00%

57.0
5000
85.1
 RRREEE ST
| | ‘H {1150 1542 6.80 7.00 7.20 7.40
et b e e e M/z 43,05 83.79%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #61053: 1-Decanol, 2-ethyl-
57.0
5000 L LI L I B B
6.80 7.00 7.20 7.40
29.0 85.0 m/z 41.00 42.23%
h‘\ [ ‘ ﬂ 112:0139.0 168.0
\‘HH’\H ‘\\\\‘\H\‘\\H‘\\H‘\\\\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
A AEEasEE R S
6.80 7.00 7.20 7.40
5000 m/z 55.05 41.27%
85.0
29.0
L) h h‘ 1120 15401820 2270
e e e e e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester R ARARRAREE S
43.0 6.80 7.00 7.20 7.40
m/z 69.10 36.43%
71.0
5000
L ‘M ‘ 127.0  168.0 197.0 2310 261.(
w‘H‘W‘H_‘H‘H‘w‘Hw‘H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘H ARt A A
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Dodecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.116 2.70 ng 57021 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 64
3 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 59
4 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 59
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59

Abundance Scan 855 (7.116 min): BF136922.D\data.ms (-851) (-) m/z 43.10 100.00%

43.1
71.0
5000
6.807.007.20 740
99.0 . . . .
1411 .
H‘\\H‘1\‘\‘!“\‘\MM“H‘\H‘\‘\‘m\‘\‘\H“\\H‘HH‘HH‘HH‘HH‘HH‘H m/Z 57.10 86.30%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #59038: Dodecane, 2-methyl-
43.0
5000 710 L L LR I B
6.80 7.00 7.20 7.40
m/z 71.05 53.68%
99.0 141.0
168.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
T e
710 6.80 7.00 7.20 7.40
5000 ’ m/z 41.05 44 .50%
99.0
B w““‘ “\1 104210 16801970 2310261,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #33106: Octane, 5-ethyl-2-methyl- A AR A
43.0 6.80 7.00 7.20 7.40
m/z 85.10 30.51%
71.0
5000
‘ e MW
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Decane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.163 3.41 ng 71923 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 50
2 dl1-Menthol 156 C10H200 000089-78-1 43
3 Cyclobuta[1l,2-b:4,3-b']dipyran-4... 252 C14H2004 054637-09-1 38
4 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 023283-97-8 38
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 38
Abundance Scan 863 (7.163 min): BF136922.D\data.ms (-858) (-) m/z 57.10 100.00%
57.1
T T e
‘ " 138 2 6.80 7.00 7.20 7.40
m‘““\‘\!“\‘]\7\2\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘ m/z 41.05 65.7300
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #33085: Decane, 3-methyl-
57.0
5000 L L L B L R B
200 850 6.80 7.00 7.20 7.40
m/z 43.05 63.01%
126.0
H\‘\‘\HU}\\h“\\“}\“}‘\\\‘H\\‘\H\H‘\]-\5\\6‘9\\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #32847: dl-Mentho
71.0
T T Y
6.80 7.00 7.20 7.40
m/z 71.05 60.92%
5000 41.0
123.0
et 1550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137961: Cyclobuta[1,2-b:4,3-b'Jdipyran-4,5-dione, octah R i e e R R
71.0 6.80 7.00 7.20 7.40
m/z 85.05 43.34%
5000 127.0
41.0
980, ., 1630 1960 237.0 M“,‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown7.422 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.422 2.51 ng 52723  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-3-hexene 126 C9H18 059643-72-0 46
2 Cyclooctane, methyl- 126 C9H18 001502-38-1 43
3 (.+/-.)-Lavandulol, chlorodifluo... 266 C12H17C1F202 1000376-22-9 27
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 27
5 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 27

Abundance Scan 907 (7.422 min): BF136922.D\data.ms (-902) (-) m/z 69.05 100.00%

69.0
41.0
5000 97.0
125-1 ‘\\\\’\\\\‘\\\\‘\\\\’\\\
164.1 7.00 7.20 7.40 7.60 7.80
. m/z 41.00 65.43%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13217: 2,2,4-Trimethyl-3-hexene
69.0
97.0
5000 41.0 REEEEEEEEEEEEEE EE RS R
7.00 7.20 7.40 7.60 7.80
126.0 m/z 55.05 60.38%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13198: Cyclooctane, methyl-
55.0
Rmaas R AR
7.00 7.20 7.40 7.60 7.80
5000 m/z 43.05 47 .31%
27.0 83.0 1110
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #154874: (.+/-.)-Lavandulol, chlorodifluoroacetate R AARRRNRAL o
69.0 7.00 7.20 7.40 7.60 7.80
41.0 m/z 57.05 39.84%
5000
136.0
b bl 2070 11690 2230 zee( b JbA p
m/z--> 20 40 60 80 100120140160180 200220240260 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.845 24.33 ng 413178  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Dodecanoic acid 200 C12H2402 000143-07-7 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1659 (11.845 min): BF136922.D\data.ms (-1655) (- m/z 73.00 100.00%
43.1 73.0
5000 129.0
213.2 - e
‘ 157.1185.2 256.1 11.50 12.00
et m/z 43.10  93.04%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
11.50 12.00
97.0 157.0 g5 02130 2560 m/z 59.95 85.93%
\H‘HH“}‘HH!H \H‘{\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 11.50 12.00
5000 129.0 m/z 57.05 68.08%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid = Y
43.0 73.0 11.50 12.00
m/z 41.10 67.20%
5000 129.0
199.0
s e T
;ﬁgk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM P o
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.627 9.41 ng 159864  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 68

Abundance Scan 1792 (12.627 min): BF136922.D\data.ms (-1789) (-} | m/z 43.10 100.00%

43 .l 73.0
5000 .

T ‘ T
185.1 2412 Hg4 - 12.50 13.00
m/z 73.00 85.14%

m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
129.0

5000 el SES
12.50 13.00

1850 5419 22 m/z 57.05  81.66%

[l
T T T T ‘
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0

\
43.0 129.0 256.0 12.50 13.00
5000 m/z 60.00 80.00%
213.0
H 171.0
‘A\MNHM HLWLMLH\” ‘ ‘ “M‘\‘M “M _
m/z--> 50 100 150 200 250
Abundance #75718: Dodecanoic acid oy Py
73.0 12.50 13.00

m/z 55.05 70.19%

5000 43.0 129.0
Lyt B
H A ‘ ul ‘ uh h\‘ L by ‘ ‘ 20ﬂ. 0

m/z--> 50 100 150 200 250 12.50 13.00

8270-BF122023.M Thu Jan 04 ©5:59:07 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Phosphoric acid, isodecyl d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.616 9.47 ng 177620  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 83
2 Octicizer 362 C20H2704P 001241-94-7 43
3 7-Amino-2,3-dihydro-5-phenyl-1H-... 251 C15H13N30 004928-02-3 40
4 2-Benzo[1,3]dioxol-5-yl-7-methyl... 251 C16H13NO2 1000274-75-9 40
5 trans-4'-(Dimethylamino)chalcon 251 C17H17NO 038239-50-8 40
Abundance Scan 1960 (13.616 min): BF136922.D\data.ms (-1957) (- m/z 251.05 100.00%
251.1
5000
94'0 T ‘ T T ‘ T
41.1 170.1 362.2 13.50 14.00
ol bl 2950 3622 . o5 10 24.48%
miz--> 50 100 150 200 250 300 350
Abundance  #295461: Phosphoric acid, isodecyl diphenyl ester
251.0
5000 T S
13.50 14.00
94.0 m/z 94.00 24.37%
43.0 170.0
\\\\H‘M\H\‘\‘\“ L \‘ ‘h\‘l‘\ T ‘ T T \\\\‘\\\\‘\\3\9(\).‘(
miz--> 50 100 150 200 250 300 350
Abundance #271570: Octicizer
251.0
ey 5
13.50 14.00
5000 94.0 m/z 249.00 17.51%
41.
M L amo 362.0
-t
m/z--> 50 100 150 200 250 300 350
Abundance #136912: 7-Amino-2,3-dihydro-5-phenyl-1H-1,4-benzodig st s
251.0 13.50 14.00
m/z 252.10 15.41%
5000
7701190 1950
‘2‘7“'% i“h “M\;‘d‘hi‘uh“\“\h\ !\um} iy ““““‘u‘“‘ iy ‘d\‘w‘m‘ 1“\‘\ - —— s
m/z--> 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\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57

Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.

L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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

Peak Number 10

unknownl13.757

R.T. EstConc Area
13.757 2.01 ng 37782
Hit# of 5 Tentative ID

Concentration Rank 12

Relative to ISTD R.T.

Chrysene-d12

1 4-Naphthalen-2-yl-thiazol-2-ylamine 226 C13H1ON2S 1000300-53-4 38
2 4'-Methoxy-2-hydroxystilbene 226 C15H1402 1000147-93-1 38
3 Phenol, 5-amino-2-(2-benzoxazolyl)- 226 C13H10N202 088877-61-6 30
4 1,3-Diamino-5,6-dihydro-9-methyl... 226 C13H14N4 037436-39-8 27
5 2,2-Dimethyl-6-hydroxy-7-carbeth... 287 C16H17NO4 031011-05-9 27
Abundance Scan 1984 (13.757 min): BF136922.D\data.ms (-1982) (| m/z 226.10 100.00%
226.1
91.0
5000 JK
431 285.1 e N
36.0 T 187 329, 13.50 14.00
m/z 91.00 55.95%
m/z--> 50 100 150 200 250 300
Abundance #106598: 4-Naphthalen-2-yl-thiazol-2-ylamine
226.0
184.0
5000 —r— ——
139.0 13.50 14.00
m/z 239.15 44.79%
43.0 92.0
\MWMWNWM”$W\NWH¢JW\HHM\‘\\L\\‘ -
m/z--> 50 100 150 200 250 300
Abundance #107023: 4'-Methoxy-2-hydroxystilbene
226.0
. —
13.50 14.00
5000 m/z 285.10  22.54%
165.0
m/fz--> 50 100 150 200 250 300
Abundance #106561: Phenol, 5-amino-2-(2-benzoxazolyl)-
226.0 13.50 14.00
m/z 117.00  20.84%
5000
79.0 169.0
L W AT W R i A i
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57

Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 1-Hexacosene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.851 5.63 ng 105720  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 90
2 1-Hexacosanol 382 C26H540 000506-52-5 89
3 1-Octadecanol 270 C18H380 000112-92-5 81
4 1-Tetracosene 336 C24H48 010192-32-2 81
5 n-Heptadecanol-1 256 C17H360 001454-85-9 70

Abundance Scan 2000 (13.851 min): BF136922.D\data.ms (-1996) (- m/z 43.10 100.00%

431 831 ’ )
5000
178.0 - —
227 0264.9 3421 13.50 14.00
-l m/z 83.10 99.19%
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 979
5000 T T
13.50 14.00
m/z 55.05 88.94%
REN RN ﬁ |, 1810 2380 2020  364(

m/z--> 50 00 150 200 250 300 350

%

Abundance #289621: 1-Hexacosano
97.0
57.0
— —
13.50 14.00
5000 ITI/Z 69.10 75.91%
39.0
L ‘ \H\ \H\ J‘h \‘L “‘8%92220 264.0 308.0 364(
B Al : e e e
m/z--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecanol “ —
43.0 83.0 13.50 14.00
m/z 97.05 71.98%
5000
25.0
L asmo a0 TR
m/z--> 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\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 12 unknownl14.492 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.492  37.28 ng 699587  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Diamino-6-[3,4-diethoxypheny... 275 C13H17N502 058848-69-4 43
2 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17HINO3 000475-75-2 38
3 1-Methyl-5"-phenylspiro(indoline... 275 C17H13N30 015970-21-5 38
4 Acetic acid, 2-[5-(4-nitrophenyl... 275 C13H13N304 351064-45-4 38
5 4H-Isoxazol-5-one, 4-(3,4-dietho... 275 C15H17NO4 1000316-44-0 32

Abundance Scan 2109 (14.492 min): BF136922.D\data.ms (-2105) (- m/z 275.05 100.00%

275.1
5000 129.0
218.1 ‘

\
65.0 ‘ ‘ 176.0 ‘ ‘ 14.50
obiidihod 1760 4[] 1 3548 /7 246.10  39.80%
miz--> 50 100 150 200 250 300 350
Abundance #166893: 3,5-Diamino-6-[3,4-diethoxyphenyl]-1,2,4-triazir
275.0
5000 T
14.50
148.0 m/z 129.00  39.51%
43.0 ‘ 224 |
\\\““‘\“\‘?:\L(‘)\!‘\\“\\lgp.‘Q\“\1‘\“1\‘\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #167389: 8H-Benzo[g]-1,3-benzodioxolo[6,5,4-de]quinoli
275.0
==
14.50
5000 m/Z 218.10 23.86%

810 188.0
01230 | | gme |
m/z--> 50 100 150 200 250 300 350

Abundance #167340: 1-Methyl-5'-phenylspiro(indoline-3,3'-(3H)pyraz
275.0

\
14.50
m/z 276.10  18.76%

5000
220.0
144.0
280 770 L n‘\ ‘ ‘\

m/z--> 50 100 150 200 250 300 350 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136922.D

Acqg On : 03 Jan 2024 22:57
Operator : CG\JU

Sample : 05899-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
Carbonic acid, 6.616 2.7 ng 56872 1 6.781 421856 20.0
unknown6.922 6.922 2.6 ng 54235 1 6.781 421856 20.0
1-Decanol, 2-et... 7.051 3.9 ng 81579 1 6.781 421856 20.0
Dodecane, 2-met... 7.116 2.7 ng 57021 1 6.781 421856 20.0
Decane, 3-methyl- 7.163 3.4 ng 71923 1 6.781 421856 20.0
unknown7.422 7.422 2.5 ng 52723 2 8.057 42079 20.0
n-Hexadecanoic ... 11.845 24.3 ng 413178 4 11.304 339646 20.0
Octadecanoic acid 12.627 9.4 ng 159864 4 11.304 339646 20.0
Phosphoric acid... 13.616 9.5 ng 177620 5 13.963 375303 20.0
unknown13.757 13.757 2.0 ng 37782 5 13.963 375303 20.0
1-Hexacosene 13.851 5.6 ng 105720 5 13.963 375303 20.0
unknown14.492 14.492 37.3 ng 699587 5 13.963 375303 20.0
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