LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample : P4771-07

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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140474.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 9 17 24 rVB 1726938 2721056 73.25% 8.465%
2 2.299 29 35 48 rVB 59911 105295 2.83% 0.328%
3  4.228 351 363 370 rBV 28584 46453 1.25% 0.145%
4 5.104 503 512 519 rVB 107829 167826 4.52% 0.522%
5 5.504 568 580 586 rBV 2152804 2965314 79.82% 9.225%
6 6.363 720 726 730 rBV 103107 139183 3.75% 0.433%
7 6.510 744 751 756 rBV 2232856 3055392 82.25% 9.505%
8 6.551 756 758 765 rVB 33240 45469 1.22% 0.141%
9 6.645 765 774 779 rVB4 20654 43969 1.18% 0.137%
106 6.698 779 783 788 rBvV2 28045 38419 1.03% 0.120%
11 6.869 807 812 818 rVB2 723029 984636 26.50% 3.063%
12 6.945 818 825 829 rBV2 31585 54950 1.48% 0.171%
13  6.992 829 833 839 rBV 125813 183307 4.93% 0.570%
14 7.139 851 858 865 rBV 106467 199084 5.36% 0.619%
15 7.204 865 869 873 rVB 86816 107287 2.89% 0.334%
16 7.298 881 885 893 rVB2 61769 115157 3.10% ©.358%
17 7.434 900 908 917 rVB 1510815 2114761 56.93% 6.579%
18 7.681 945 950 959 rVB5 39224 82890 2.23% 0.258%
19 7.886 981 985 988 rvv 73811 102597 2.76% 0.319%
20 7.916 988 990 996 rvB 41607 57407 1.55% 0.179%
21 8.151 1022 1030 1036 rBV 890404 1197175 32.23% 3.724%
22 8.369 1063 1067 1075 rVBS5 22860 38146 1.03% 0.119%
23 8.563 1095 1100 1104 rVB2 39290 65402 1.76% 0.203%
24 8.733 1125 1129 1133 rBV 59774 78830  2.12%  0.245%
25 8.892 1153 1156 1159 rBV 37474 39781 1.07% 0.124%
26 8.951 1159 1166 1170 rWV 83322 133237 3.59% 0.415%
27 9.028 1175 1179 1183 rVV2 68022 92411  2.49% 0.287%
28 9.098 1188 1191 1195 rVB3 32016 47446  1.28% 0.148%
29 9.145 1195 1199 1200 rBV2 42403 51044 1.37% 0.159%
30 9.228 1207 1213 1221 rVB 2785009 3714936 100.00% 11.557%
31 9.298 1221 1225 1230 rVB 123793 162598 4.38% 0.506%
32 9.616 1275 1279 1287 rVB2 107178 181850 4.90% 0.566%
33 9.769 1302 1305 1308 rBv2 32244 45611 1.23% 0.142%
34 9.828 1311 1315 1320 rVB 118897 166575 4.48% 0.518%
35 9.904 1323 1328 1333 rVV 934575 1209934 32.57% 3.764%
36 10.157 1367 1371 1375 rBV3 60442 87686 2.36% 0.273%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample : P4771-07

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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.333 1396 1401 1404 rBV 139803 184887 4.98% 0.575%
38 10.551 1433 1438 1444 rBV 154281 224419 6.04% 0.698%
39 10.622 1445 1450 1456 rBV 360730 509167 13.71% 1.584%
40 10.698 1458 1463 1469 rVV 1492762 1924577 51.81% 5.987%
41 10.816 1477 1483 1491 rVB 386943 667804 17.98% 2.078%
42 11.251 1554 1557 1560 rBV 151282 203526 5.48% 0.633%
43 11.286 1560 1563 1569 rVB2 196025 278222 7.49% 0.866%
44 11.398 1577 1582 1590 rBV 939551 1267386 34.12%  3.943%
45 11.633 1619 1622 1626 rVV 54526 64607 1.74% 0.201%
46 11.680 1626 1630 1634 rVB 152051 180275 4.85% 0.561%
47 11.922 1667 1671 1678 rBV 331108 498182 13.41% 1.550%
48 12.086 1696 1699 1705 rVB 119828 145704  3.92%  0.453%
49 12.474 1762 1765 1771 rVB 85957 112665 3.03% 0.351%
50 12.610 1785 1788 1793 rVB 86358 105112 2.83% 0.327%
51 12.845 1823 1828 1834 rVB2 134277 211638 5.70% 0.658%
52 12.980 1846 1851 1859 rVB 2147854 2874437 77.38% 8.942%
53 14.039 2025 2031 2044 rVB 596073 890243 23.96% 2.770%
54 14.886 2171 2175 2180 rVB 53575 75827 2.04% 0.236%
55 15.092 2205 2210 2217 rBV 62754 148152 3.99% 0.461%
56 15.398 2258 2262 2268 rVB 36758 54880 1.48% 0.171%
57 15.462 2269 2273 2278 rW 48819 85201 2.29% 0.265%

58 15.527 2278 2284 2296 rVB 463816 793908 21.37% 2.470%

Sum of corrected areas: 32143933
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140474.D\data.ms
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Abundance TIC: BF140474.D\data.ms
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Abundance TIC: BF140474.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.193 55.27 ng 2721060 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 17 (2.193 min): BF140474.D\data.ms (-9) (-) m/z 73.05 100.00%
73.0
5000
43.0
87.1
T
91 2.20 2.40 2.60
Ot 23 L 1010wz 43.05  36.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B B N
2.20 2.40 2.60
43.0 o
87.0 m/z 87.10  26.54%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘Hf‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P
2.20 2.40 2.60
5000 41.0 55.0 m/z 55.05 25.80%
27.0
oy bl 1120 1200,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- T
73.0 2.20 2.40 2.60
m/z 41.05 12.38%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q[Q“VH“‘H“_‘%pﬁlq‘_“w“‘w““ A I e e e o e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.104 3.41 ng 167826 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 512 (5.104 min): BF140474.D\data.ms (-503) (-) m/z 43.05 100.00%

3.0
59.1
5000
101.1
| | 83.0 4.80 5.00 5.20 5.40 ;
- m/z 59.10 62.10%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R IR R |
59.0 4.80 5.00 5.20 5.40
m/z 101.10 21.75%
0 27\\\ A | 830 tol.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR R RRE
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 15.92%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4576: Morpholine, 4-methyl- R ARAREES
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.59%
5000
15.0 71.0 101.0
Ol e e
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\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Octane, 2,2,6-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.363 2.83 ng 139183 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 83
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 72
3 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 59
4 Octane, 2,5,6-trimethyl- 156 C1l1H24 062016-14-2 59
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 59
Abundance Scan 726 (6.363 min): BF140474.D\data.ms (-720) (-) m/z 57.10 100.00%
57.1
- J/\/\N\//\‘
411 \‘\\\\‘\\\\‘\\\\’\\\\‘\
‘ ‘ 85.1 6.00 6.20 6.40 6.60
o BRI = M- SR ey AP R g
miz--> 20 40 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 L AL DL B
6.00 6.20 6.40 6.60
41.0 o
m/z 43.05 30.17%
85.0
0 .0, LL Al i Il 113.0 14;“'0
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
PR e
6.00 6.20 6.40 6.60
5000 m/z 71.10 25.14%
41.0
84.0
P S— - | o A0 1500
m/z--> 20 40 60 80 100 120 140 160
Abundance #45516: 2,2,7,7-Tetramethyloctane AR R R RARE
57.0 6.00 6.20 6.40 6.60
m/z 41.10 24.85%
5000
41.0
85.0
0 ol L | 112.0 155.0
— e T
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.992 3.72 ng 183307 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
5 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 64

Abundance Scan 833 (6.992 min): BF140474.D\data.ms (-829) (-) m/z 57.10 100.00%

57.1

5000

=

85.0
S RRA R AR
‘ 127.2 6.60 6.80 7.00 7.20 7.40
O e L w/z 71.10  57.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
5000 BN RN R
85.0 6.60 6.80 7.00 7.20 7.40
29. m/z 43.10 45.84%
. \ ||| JM301410 1600 1960  240.C
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0
PR T
6.60 6.80 7.00 7.20 7.40
5000 m/z 85.05 38.76%
85.0
29.0
0 “ i H H\ - 113 01410 169.0 226.0
LR Rt e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #170577: Sulfurous acid, 2-ethylhexyl hexyl ester ‘AA“‘H“‘H‘,‘H“‘
57.0 6.60 6.80 7.00 7.20 7.40
m/z 41.05 30.51%
5000 85.0
20.0 113.0
0‘Nkwﬁuhwm‘ﬂm‘_‘hw‘HM‘H‘HH‘H‘WH‘WH‘W“ ERAREEEEh L A2l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Hexane, 2,2,5-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.139 4.04 ng 199084 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
Abundance Scan 858 (7.139 min): BF140474.D\data.ms (-851) (-) m/z 57.10 100.00%
57.1
411 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ ‘ 850 1131 4, 6.80 7.00 7.20 7.40
0b et ST 134 seles  41.78%
m/z--> 20 40 60 80 100 120 140
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 L L R IR B
6.80 7.00 7.20 7.40
410 m/z 43.10  31.79%
o 26,0 “ ‘ 7#0 91.0 11301280
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
e AARameEE T
6.80 7.00 7.20 7.40
5000 m/z 41.10 25.20%
41.0
85.0 113.0
0LA59 1L e e 1420
miz--> 20 40 60 80 100 120 140
Abundance #14580: Hexane, 2,2,4-trimethyl- R ARREEEE
57.0 6.80 7.00 7.20 7.40
m/z 71.10 23.92%
5000
41.0
o ‘\ || 720 950 11301280
““““““‘ — e
m/z--> 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32

Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Decane, 2,5,9-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.204 2.18 ng 107287 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
2 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 53
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 53
4 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 53
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
Abundance Scan 869 (7.204 min): BF140474.D\data.ms (-865) (-) m/z 57.05 100.00%
57.0
w0 UJ\JMM
R R R
85.1 6.80 7.00 7.20 7.40 7.60
I | 113.1 155.1
O v el TS m/z 56.05 33.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14572: Hexane, 2,2,5-trimethyl-
57.0
5000 AL NI B L B
6.80 7.00 7.20 7.40 7.60
m/z 43.10 31.40%
29.0
O\\\‘\\\\‘H\\\‘\\‘\\9‘\0\\\‘\]-\].\%(‘)\\\\‘\\\\‘\\\\‘\\\
miz--> 60 80 100 120 140 160 180
Abundance #59084: Decane, 2,5,9-trimethyl-
57.0
Ramas e AR RARE
6.80 7.00 7.20 7.40 7.60
5000 m/z 71.10 26.04%
Ll o
0 e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59087: Decane, 2,6,8-trimethyl- R B
57.0 6.80 7.00 7.20 7.40 7.60
m/z 41.10 24.68%
- \)/\A/M/W
85.0
0 L% 130 1550 140
e Ramas e A RARR
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Hexane, 3,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.298 2.34 ng 115157 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 59
3 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 59
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 53
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53

Abundance Scan 885 (7.298 min): BF140474.D\data.ms (-881) (-) m/z 71.10 100.00%

71.1
43.0
5000
R Rmm e AR
H 901 1411 7.00 7.20 7.40 7.60
0l et el ot e s M/z 57.05 0 76.13%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
71.0
5000 UL L B I BB L
7.00 7.20 7.40 7.60
m/z 43.05 65.57%
99.0
O \’\J\-ﬁl‘()\‘\‘\\““}\\h“\\“}\’1‘\\\“\\H‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #4475: Pentane, 3,3-dimethyl-
43.0
A RAREEE e
71.0 7.00 7.20 7.40 7.60
5000 m/z 85.10 37.23%
o150 | || 1000
e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #188719: Sulfurous acid, decyl 2-pentyl ester e RARER A SRR
71.0 7.00 7.20 7.40 7.60
m/z 41.10 33.03%
43.0
5000
141.0
Obr ek U200 w80 223c TV VU
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Dodecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.951 2.23 ng 133237  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 78
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 1166 (8.951 min): BF140474.D\data.ms (-1159) (-) m/z 57.10 100.00%
57.1
5000 85.1 W/\MN
T
‘ ‘ 1271 2072 8.60 8.80 9.00 9.20
Obrrrreete b e L 1681 2072t g 1p 91.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59048: Dodecane, 2-methyl-
57.0
85.0
5000 L LA B L BN BN R B
8.60 8.80 9.00 9.20
29.0 141.0 m/z 85.10 43.37%
‘ ‘ | 113.0 ‘ 169.0
O \\\‘\‘\\\‘}\\ ‘\‘\H}\‘H‘\\\H‘\\w‘\‘\‘\\\l\\\f‘\f\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74014: Tridecane, 3-methyl-
57.0
ST
8.60 8.80 9.00 9.20
5000 m/z 43.10 41,.31%
29.0
85.0
ol Ll | 1130 1400 190 4680
e et e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- T
57.0 8.60 8.80 9.00 9.20
m/z 41.10 27.92%
5000
29.0 85.0
Oty o 4101830
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Carbonic acid, prop-1l-en-2-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.298 2.69 ng 162598  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 62
2 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 58
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 58
4 Hexacosane 366 C26H54 000630-01-3 53
5 Heptacosane 380 C27H56 000593-49-7 53

Abundance Scan 1225 (9.298 min): BF140474.D\data.ms (-1221) ()| | m/z 57.18 100.00%
57.1

5000

%

85.1

193.2 RN R NN RN
12\‘3.1 1511 9.00 9.20 9.40 9.60
HH ly,

m/z 43.10  75.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0

o

=

5000 R
9.00 9.20 9.40 9.60

85.0 m/z 71.10  60.34%

29.0

ol h M 1110 45401820  227.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181683: Methoxyacetic acid, 2-tetradecyl ester

é

57.0
 ARRRRaREARESEE
9.00 9.20 9.40 9.60
5000 ITI/Z 41.10 45.,98%
29.0 85.0
113.0 197.0
0 L 04680 243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59049: Undecane, 2,3-dimethyl- R R
43.0 9.00 9.20 9.40 9.60
m/z 85.10 33.50%
71.0
5000
99.0 140.0
S 0 O - SUUOUUOUUOOOOOOOY O PRy DY Y, W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 10 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.616 3.01 ng 181850  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 64
2 Heneicosane 296 C21H44 000629-94-7 64
3 Octacosane 394 C28H58 000630-02-4 59
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 53
5 Decyl pentyl ether 228 C15H320 1000406-41-5 49
Abundance Scan 1279 (9.616 min): BF140474.D\data.ms (-1275) (-) m/z 57.10 100.00%
57.1
5000 MM
193.2 —r e
“ 9.50 10.00
ol L u“““““ﬂ‘nﬁl‘mw‘m‘w”_m_‘H m/z 71.10  84.48%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 —r e
9.50 10.00
m/z 43.10  77.55%
\\\\‘1!\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
—— —
9.50 10.00
5000 m/z 41.10 42.24%
9.0
B e e e e . R
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 9.50 10.00
m/z 85.10 40.63%
5000
ol 1] I H | 141 0183.0225.0 281.0 337.0 394.
“““‘“““‘““‘H““““““_““ =T =
m/z--> 0 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 11 Sulfurous acid, 2-ethylhexy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.828 2.75 ng 166575  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 78
2 Hexadecane 226 C16H34 000544-76-3 72
3 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 64
4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 64
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 1315 (9.828 min): BF140474.D\data.ms (-1311) (-) m/z 57.10 100.00%

57.1
9 ‘50‘ ELO‘OO‘
113.1 . .
0 “H e AT 1410 1692 2122 v 4310 71.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
5000 85.0 — T
9.50 10.00
m/z 71.10 62.25%
29.0 113.0
O \‘\‘\‘\\“\\\h‘\\H}\‘W\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
— ——
9.50 10.00
5000 m/z 85.10 39.97%
85.0
29.0
0 \ ‘ L L ;113.0 141.0 169.0 197.0 226.0
et e e e e e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59109: Nonane, 5-methyl-5-propyl- “ —
71.0 9.50 10.00
43.0 m/z 41.10  34.58%
5000
127.0
\\ ‘ | 90 1
O bbbl e e e e — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.333 3.06 ng 184887  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptadecane 240 C17H36 000629-78-7 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
Abundance Scan 1401 (10.333 min): BF140474.D\data.ms (-1396) (- m/z 57.10 100.00%
57.1
5000 85.1 WM
1000 1050
113.1 . :
ow_m_HHW:‘mm“H:M"ul‘f“l“l“l‘??‘l“l‘?’ﬁ%“2393_‘ m/z 43.10 69.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107219: Hexadecane
57.0
5000 85.0 ‘\ —
10.00 10.50
m/z 71.10 62.58%
29.0 ‘ .
226.0
OHH‘\H\‘\H!‘\\Hl\‘w‘\\\H“H‘H\‘\“1]\-\4.6-\\01‘\]‘-\62\()‘\]\-\917‘9\\’\‘1\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
— ——
10.00 10.50
m/z 85.10 43.03%
5000 85.0
‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w“u‘H‘W‘H‘_‘H‘H‘W‘H‘_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane “ —
57.0 10.00 10.50
m/z 41.10 34.76%
5000
85.0
29.0
o | 010 1m0
e e e A e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Data Path : Z:
Data File : BF

Acqg On : 19
Operator : RC
Sample : P4
Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
140474.D

Nov 2024 15:32

/3U

771-07

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Pentadecane, 2,6,10-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
lo.551  3.71ng 224419  Acenaphthene-die 5.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 Cl8H38 003892-00-0 91

2 Heptacosane 380 C27H56 000593-49-7 87
3 Nonadecane 268 C19H40 000629-92-5 80
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 76
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1438 (10.551 min): BF140474.D\data.ms (-1433) (-] ' m/z 57.10 100.00%
57.1

=

5000
9.1 10.50
0 e o
om‘ e m/z 71.10  54.66%
miz--> 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — :
10.50
m/z 43.10 44 ,78%
Ll ﬂ 14101830 5390
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz--> 0 100 150 200 250 300 350

i

Abundance #287977: Heptacosane
57.0
10.50
5000 ITI/Z 85.10 29.02%
0 ‘L\ | F ‘%410183022502670 323.0 380.(
iy A e T T T T
mlz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane 7 ‘
57.0 10.50
m/z 41.10 24.82%
- /\/\\L/\ﬂ\JL
[ H\ L u‘ ] J\'4;I' 0183.0 268.0
ey e B L AN I —
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 14 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.622 8.42 ng 509167 Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 72
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 47

Abundance Scan 1450 (10.622 min): BF140474.D\data.ms (-1445) (- m/z 105.00 100.00%

105.0
77.0
182.1
5000
51.0
152.1 232

1050 11,00
1 )
e prel e e et e e 2923 Mz 77.05  66.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0

5000
1050 1100
510 m/z 182.10  53.83%

O\\\‘\\\\‘\\‘\\‘\\\‘1‘\\\\‘\‘\\\‘\\\\‘]-\5\}2‘\.‘()\\\\‘H\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene
717.0

o

182.0 1050 1100
5000 ITI z 51.05 23.72%
51.0 105.0
‘ 152.0
0 H*\H**w“*w*H*MH**w‘*w**H\HU*M‘*wh*H\H**M‘*w
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32010: Acetophenone, 2-chloro-

105.0 1050 1100

m/z 181.10 8.72%

77.0
5000
51.0
154.0
0 26. O \‘ 1l | ‘ = 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 15 2,6,10-Trimethyltridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.816 10.54 ng 667804  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 72
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 1483 (10.816 min): BF140474.D\data.ms (-1477) (- m/z 57.10 100.00%
57.1
5000
85.1
— —
113.1 10.50 11.00
1411 1832 : :
Obrrperrebrdbr b o b 2P A2 2302 7 71010 78.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 — —
85.0 10.50 11.00
m/z 43.10 57.45%
113.0
29 o 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
— —
10.50 11.00
5000 m/z 85.10 33.50%
0 oo 80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester — ——
57.0 10.50 11.00
m/z 41.10 26.70%
290‘ ‘ 85‘0 113.0
0 H‘H“_‘ﬂulm‘ﬂ“w‘u“u‘w‘u“H‘w“u‘u“_‘u,‘u — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 16 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.251 3.21 ng 203526  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 80
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 1557 (11.251 min): BF140474.D\data.ms (-1554) (- m/z 57.10 100.00%

57.1
5000

—
h 99.1 11.00 11.50
\‘\

141.1
oy AL 182.1014.2 2543 m/z 43.10  66.59%

m/z--> 50 100 150 200 250
Abundance #141058: Octadecane
57.0

5000 — e
11.00 11.50

m/z 71.10 66.51%

99.0
O T 2\61\0\“ ‘ “ H‘ H‘ H‘ \ T ‘\ “1 ‘()‘ T %8\3\()“ T T T \25“4\.0\ T T
m/z--> 50 100 150 200 250
Abundance #107217: Hexadecane
57.0

o

llfOO 11.‘50
5000 m/z 85.10 47 .24%
ol280L L L%, 1010 aemo 220 m
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane e P
57.0 11.00 11.50

m/z 41.10 30.93%

5000
99.0

0 26\10 ‘\ ‘\ H\ h\ h‘ u \%41 Q 183 0 225.0 296.C
L [ — g LA B B | I — I —
m/z--> 50 100 15 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 17 Pentadecane, 8-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.286 4.39 ng 278222  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
3 Pentacosane 352 (C25H52 000629-99-2 86
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
Abundance Scan 1563 (11.286 min): BF140474.D\data.ms (-1560) (- m/z 57.10 100.00%
57.1
2000 m
—— —
‘ ‘ 131 e5,22382 11.00 11.50
0 “U‘u“‘WHWA‘W“MM‘N‘m\ ﬂ‘u““ R m/z 71.10 84.17%
miz--> 50 100 150 200 250 300 350
Abundance #194596: Pentadecane, 8-hexyl-
57.0
5000 it —
11.00 11.50
99.0 m/z 85.10  46.36%
196.0
41.0
0 \“‘\ ‘\h‘ \hh‘ \“M\“‘L i“‘\ﬂ-\ ‘\‘ “\ T \h‘ 1‘ T \‘26\5\9\ L
miz--> 50 100 150 200 250 300 350
Abundance #287350: Octadecane, 1-iodo-
57.0
—— —
11.00 11.50
5000 m/z 43.10 41.65%
oa0 155.0 253.0
ol b P aer0 0
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T —
57.0 11.00 11.50
m/z 41.10 26.81%
5000
99.0
B B A L LA A I o e S RS S —— ——
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32

Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Tetradecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.680 2.84 ng 180275  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 1630 (11.680 min): BF140474.D\data.ms (-1626) (-] ' m/z 57.10 100.00%
57.1

5000 m

—
99.1 M1 1831 11.50 12.00
ol b da g 341t 18312182 2681 0 Tu3 10 6g.84%

m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0

5000 — e
11.50 12.00
m/z 71.10 66.35%
99.0
O \z\a\\o‘\“ ‘ H‘\ ‘!‘ \“‘\ ““ \“ T “]\.4}"0\ T \1\9?.0\ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
P e
11.50 12.00
5000 m/z 85.10 46.76%
99.0 140.0
182.0
ob— u‘w“u b L TT 2260
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane T —
57.0 11.50 12.00

m/z 41.10 30.66%

5000
99.0

01‘59‘ L L)) 1410 1830 2250 296.(

— —
miz--> 50 100 150 200 250 11.50 12.00

8270-BF111324.M Wed Nov 20 ©5:17:24 2024

Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample . P4771-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 19 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.922 7.86 ng 498182  Phenanthrene-d10 11.398
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 1671 (11.922 min): BF140474.D\data.ms (-1667) (- m/z 73.00 100.00%

431 73.0
5000
129.0
=

213.2
‘ ‘ 171.2 256.3 12.00
— m/z 43.10  86.96%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0

o

—
12.00
m/z 60.00  81.23%

171.0 2130 256.0

O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109283: Tetradecanoic acid
73.0
—=
12.00
so00 30 129.0 m/z 57.10  75.19%
185.0
228.0
oww_wm:“"HMH"‘h‘“‘Ju:_umw,”“""H_ww_m,mw
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00

m/z 41.10 65.72%

5000 129.0
199.0 2420

“ | \um‘ nhH \m y 1580

om_m:mw_m_m_m‘w,HH_m_m‘w‘w,mw —
miz--> 20 40 60 80 100120140160180200220240260 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

19

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
BF140474.D

Nov 2024 15:32

: RC/JU
. P4771-07

. 13

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Eicosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.086 2.30 ng 145704  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87

Abundance Scan 1699 (12.086 min): BF140474.D\data.ms (-1696) (- m/z 57.10 100.00%
57.1

9.1 1T I
12.00
1411 2432
ol 1l “‘u“‘ Lot (ASLLTTIT2823 . m/z 43.10  68.96%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — :
12.00
m/z 71.10 64.23%
O \“\ ‘\ ‘ \“H‘ \“‘\h“ \“‘ \JE “ “‘\]‘[8\:‘3\()‘2\2\5\9‘ \2\8\‘2\()‘ T T 17T ‘ T T 17T

m/z--> 50 100 150 200 250 300 350

A
w
o

Abundance #107222: Tridecane, 6-propyl-
12.00
5000 5.0 m/z 85.10 46.30%
126.0 1830
AR E ' I L R —
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 12.00
m/z 41.10 31.63%
- JJ\\\ﬁJ\W“Av\/uﬂAAAﬁJ
oL L | F ‘1410183022502670 3230 380
““‘ e e e e R P
m/z--> 50 100 150 200 250 300 350 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140474.D

Acqg On : 19 Nov 2024 15:32
Operator : RC/JU

Sample : P4771-07

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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|
Butane, 2-metho... 2.193 55.3 ng 2721060 1 6.869 984636 20.0
2-Pentanone, 4-... 5.104 3.4 ng 167826 1 6.869 0984636 20.0
Octane, 2,2,6-t... 6.363 2.8 ng 139183 1 6.869 984636 20.0
Heptadecane 6.992 3.7 ng 183307 1 6.869 984636 20.0
Hexane, 2,2,5-t... 7.139 4.0 ng 199084 1 6.869 984636 20.0
Decane, 2,5,9-t... 7.204 2.2 ng 107287 1 6.869 984636 20.0
Hexane, 3,3-dim... 7.298 2.3 ng 115157 1 6.869 984636 20.0
Dodecane, 2-met... 8.951 2.2 ng 133237 2 8.151 1197180 20.0
Carbonic acid, 9.298 2.7 ng 162598 3 9.904 1209930 20.0
Heptacosane 9.616 3.0 ng 181850 3 9.904 1209930 20.0
Sulfurous acid,... 9.828 2.8 ng 166575 3 9.904 1209930 20.0
Hexadecane 10.333 3.1 ng 184887 3 9.904 1209930 20.0
Pentadecane, 2,... 10.551 3.7 ng 224419 3 9.904 1209930 20.0
Benzophenone 10.622 8.4 ng 509167 3 9.904 1209930 20.0
2,6,10-Trimethy... 10.816 10.5 ng 667804 4 11.398 1267390 20.0
Octadecane 11.251 3.2 ng 203526 4 11.398 1267390 20.0
Pentadecane, 8-... 11.286 4.4 ng 278222 4 11.398 1267390 20.0
Tetradecane 11.680 2.8 ng 180275 4 11.398 1267390 20.0
n-Hexadecanoic ... 11.922 7.9 ng 498182 4 11.398 1267390 20.0
Eicosane 12.086 2.3 ng 145704 4 11.398 1267390 20.0
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