LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133323.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.657 262 267 274 rVB 58867 91477 5.44% 0.547%
2 4.969 482 490 496 rBv2 41898 82796 4.92% 0.495%
3 5.322 547 550 556 rVB 739061 724395 43.06% 4.328%
4 6.216 698 702 705 rBV2 183501 172920 10.28% 1.033%
5 6.245 705 707 710 rBV 100565 81289 4.83% 0.486%
6 6.322 716 720 723 rBV 112979 118660 7.05% 0.709%
7 6.357 723 726 732 rVW 883040 786501 46.75% 4.699%
8 6.410 732 735 741 rVB3 76718 89449 5.32% 0.534%
9 6.545 755 758 763 rBvV 226207 204006 12.13% 1.219%
10 6.722 784 788 790 rBV 1618723 1210694 71.96% 7.234%
11 6.745 790 792 795 rVB 137350 109070 6.48% 0.652%
12 6.781 795 798 800 rBvV 143591 115362 6.86% 0.689%
13 6.851 807 810 816 rVB 163170 180326 10.72% 1.077%
14 7.004 833 836 840 rVB 242848 218184 12.97%  1.304%
15 7.045 840 843 845 rW 173578 124909 7.42% 0.746%
16 7.069 845 847 850 rVB 137353 107925 6.42% 0.645%
17 7.263 877 880 881 rBV 165159 138342 8.22% 0.827%
18 7.281 881 883 889 rVB 568353 457346 27.18% 2.733%
19 7.498 915 920 922 rBV2 147196 157630 9.37% 0.942%
20 7.522 922 924 928 rVB 232208 192931 11.47% 1.153%
21 7.669 945 949 950 rBvV2 73823 86801 5.16% ©.519%
22 7.745 956 962 966 rBv4 282252 382110 22.71% 2.283%
23 7.781 966 968 971 rVvVv2 111473 127658 7.59% 0.763%
24 7.828 971 976 981 rVB4 106218 177549 10.55% 1.061%
25 7.881 981 985 988 rBV 84514 76730  4.56% 0.458%
26 8.004 1002 1006 1009 rBV 1865961 1682384 100.00% 10.052%
27 8.028 1009 1010 1013 rVB2 176608 117905 7.01% 0.704%
28 8.181 1031 1036 1039 rBV3 65724 82838 4.92% 0.495%
29 8.263 1044 1050 1052 rBVS5 48214 86053 5.11% 0.514%
30 8.357 1064 1066 1069 rVB3 104671 99307 5.90% ©.593%
31 8.392 1069 1072 1075 rBV3 184288 163122 9.70% 0.975%
32 8.475 1084 1086 1089 rVB 144990 100596 5.98% 0.601%
33 8.604 1104 1108 1110 rBV2 105156 109216 6.49% 0.653%
34 8.716 1124 1127 1130 rVB2 217326 199211 11.84%  1.190%
35 8.822 1141 1145 1147 rVB 280590 272992 16.23% 1.631%
36 9.081 1186 1189 1192 rVB 934371 680814 40.47% 4.068%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.233 1212 1215 1218 rVB2 208757 168308 10.00% 1.006%
38 9.339 1231 1233 1241 rVB4 64313 96886 5.76% ©.579%
39 9.416 1243 1246 1249 rVWVJ2 83771 90135 5.36% 0.539%
40  9.757 1301 1304 1307 rVB 1825653 1398905 83.15% 8.358%
41  9.804 1309 1312 1318 rVV2 78679 82299 4.89% 0.492%
42  9.863 1319 1322 1326 rBV3 156049 152163 9.04%  0.909%
43 10.275 1390 1392 1398 rBV3 113962 121318 7.21% 0.725%
44 10.369 1406 1408 1410 rBV2 102360 102441 6.09% 0.612%
45 10.469 1422 1425 1428 rVB 287188 236007 14.03% 1.410%
46 10.545 1435 1438 1442 rVB 432958 364219 21.65% 2.176%
47 10.927 1500 1503 1507 rBV2 155915 245925 14.62% 1.469%
48 11.122 1533 1536 1539 rBV 488696 414785 24.65% 2.478%
49 11.239 1553 1556 1560 rBV 1451745 1315406 78.19% 7.859%
50 11.798 1647 1651 1654 rBV 1215283 1232365 73.25% 7.363%

51 12.592 1783 1786 1788 rBV 843036 906570 53.89% 5.416%

Sum of corrected areas: 16737230
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050923\
BF133323.D

: 09 May 2023 18:15

: CG\JU

: 02505-05 5X

: 16 Sample Multiplier: 1

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

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Decane, 2,2,8-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.216 2.86 ng 172920 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 59
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 53
3 Tetradecane, 2,2-dimethyl- 226 C1l6H34 059222-86-5 53
4 Octane, 2,5,6-trimethyl- 156 C1l1H24 062016-14-2 53
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 50
Abundance Scan 702 (6.216 min): BF133323.D\data.ms (-698) (-) m/z 57.10 100.00%
57.1
- JJ’\W
AR e
85.0 5.80 6.00 6.20 6.40 6.60
0l |y 1290 B
0t e e m/z 56.05 37.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59092: Decane, 2,2,8-trimethyl-
57.0
5000 I R LB B I
5.80 6.00 6.20 6.40 6.60
m/z 43.10 30.82%
29.0
290 L 1880 1270 aeso
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
P
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.00 27.71%
85.0
ol 1M 0 o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl- AR EaaaREEEE SRR
57.0 5.80 6.00 6.20 6.40 6.60
m/z 71.05 25.85%
5000
0 2900 | 850 4130 1410 1680 2110
R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Mesitylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.545 3.37 ng 204006 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 758 (6.545 min): BF133323.D\data.ms (-755) (-) m/z 105.10 100.00%
105.1
= M
AR RmEs BaE s
39.1 630 (0 9L0 6.20 6.40 6.60 6.80

oH_H‘,‘HwHH‘,mme‘w(m_H‘H‘w“‘H‘_‘m‘wuu“m_ m/z 120.10  42.87%

m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #10692: Mesitylene

105.0
6.20 6.40 6.60 6.80
m/z 76.95 11.88%
51.0 70 910
OH‘\\\\’\2\\7\.‘0\\\\"\\\\i‘}‘\\}“Gﬂ.h(\)‘\\\‘“‘\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0
e  RRRRARE RS
120.0 6.20 6.40 6.60 6.80
5000 m/z 119.10 10.66%
270 510 770 910 |
0‘WH‘WHJWH‘JH‘JNummM‘HMHHHJMH‘Mﬁ‘meHH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl- e J\‘ - ‘j‘h“
105.0 6.20 6.40 6.60 6.80
m/z 91.05 10.42%
120.0
5000
9.0 63.0 77.0 91.0
L N NP s NI PRNUOIYH OO R e = L S
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.851 2.98 ng 180326 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 64
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 59
4 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 59
5 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 53

Abundance Scan 810 (6.851 min): BF133323.D\data.ms (-807) (-) m/z 57.05 100.00%

57.0
- T V\WJWUULAM
R R ARESEEEELT
‘ 127.1 6.60 6.80 7.00 7.20
o"_‘H‘,H‘H"M"luH\HuwJm,w_WWWWWW m/z 71.10  61.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
5000
85.0 6.60 6.80 7.00 7.20
20. m/z 43.05 52.83%
. \ ||, 1801410 16001960 240
\\‘\\\W’H\\‘\\\\‘\\\\‘\\\\‘\\\\’\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
AR B
6.60 6.80 7.00 7.20
5000 m/z 85.05 42 .49%
290 0 1130
oL sy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59030: Nonane, 5-butyl- R AR e
43.0 71.0 6.60 6.80 7.00 7.20
m/z 41.10 30.20%
5000
126.0
97.0
ol 7T 1m0 1840
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Heptane, 4-ethyl-2,2,6,6-te... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.004 3.60 ng 218184 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 53
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 50
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 47
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 43
Abundance Scan 836 (7.004 min): BF133323.D\data.ms (-833) (-) m/z 57.10 100.00%
57.1
105.1
5000
AR ARAEAT R
39‘ [ ‘ 134.1 6.60 6.80 7.00 7.20 7.40
0 bl i, el L 1521 105,10 62.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59112: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0
5000
6.60 6.80 7.00 7.20 7.40
m/z 56.00  44.90%
29 0
o [ ] 80 130 69.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 60 80 100 120 140 160
Abundance #14572: Hexane, 2,2,5-trimethyl-
57.0
AR BEEaE Ha RS
6.60 6.80 7.00 7.20 7.40
5000 m/z 43.10 30.44%
29 0
0 H Lm0 M0
m/iz--> 20 60 80 100 120 140 160
Abundance #14598:Pemane,22;144enameﬂwh R
57.0 6.60 6.80 7.00 7.20 7.40
m/z 41.05 28.34%
5000
29.0 85.0
ol Sl 1180
et R RAARSRARE
m/z--> 20 40 60 80 100 120 140 160 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\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 o-Cymene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.045 2.06 ng 124909 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 93
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 90
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1leH14 000933-98-2 90
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
Abundance Scan 843 (7.045 min): BF133323.D\data.ms (-840) (-) m/z 119.10 100.00%
119.1
5000 134.1 Mﬂ
9L.0 \“Aﬁu“_‘u‘u‘w“
39.0 65.1 ‘ 6.80 7.00 7.20 7.40
O et el erreber b ML myz 134005 39.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: 0-Cymene
119.0
5000 6.80
134.0 .80 7.00 7.20 7.40 .
91.0 m/z 105.10 33.14%
41‘.0 65.0 I
O\\‘HH‘H\‘\‘\H\“\H\“\H‘i‘\‘\‘H‘\\\‘i“HH‘i‘\H‘\WH‘H‘H‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0 6.80 7.00 7.20 7.40
5000 m/z 91.05 27.41%
39.0 65.0 91.0
0‘WHH_HM‘HMHHMM‘NMWHhm‘HHHWMM‘JMLHWmM‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl- e e e
119.0 6.80 7.00 7.20 7.40
m/z 77.05 10.53%
5000
134.0
39.0 65.0 91.0
0‘W‘H‘_HM_‘Jﬂ‘Hﬂmu‘mh‘uﬂmu‘whuwﬁ$‘_MML‘H_MH‘H e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.522 2.29 ng 192931 Naphthalene-d8 8.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
Abundance Scan 924 (7.522 min): BF133323.D\data.ms (-922) (-) m/z 119.10 100.00%
119.1
5000 n q q
390 650 91“0 7.20 7.40 7.60 7.80
OF bt ML 87D 1681 s 134 00 41.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.20 7.40 7.60 7.80
910 m/z 91.05 15.93%
€0 . 80, ||
O\\\‘\\\\"‘\\‘\‘\“\‘\\\“\\\\‘\\\‘\“\\\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
R AREEEEEE R
7.20 7.40 7.60 7.80
5000 m/z 120.10 9.87%
91.0
150 90 %0 |
R
m/z--> 20 40 60 80 100 120 140 160
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80
m/z 77.00 8.56%
5000
91.0
L, 80 |
0 m_‘”‘,H‘mu‘m‘mwm”‘mh_m_m T
m/z--> 20 60 80 100 120 140 160 7.20 7.40 7.60 7.80

8270-BF042123.M Wed May 10 10:44:47 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15

Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: 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 7 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.745 4.54 ng 382110 Naphthalene-d8 8.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 89
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 76
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 76

Abundance Scan 962 (7.745 min): BF133323.D\data.ms (-956) (-) m/z 117.10 100.00%
117.1
5000
91.0
134.1
o0 °rd ‘ j 7.40 7.60 7.80 8.00
o — ““‘ Mw\ 0 Mall 1881 110 05 41.79%
miz--> 20 60 80 100 120 140 160
Abundance #16151.1H4ndene,23-mhydny54newwh
117.0
5000
7.40 7.60 7.80 8.00
m/z 132.05 35.72%
39.0 65.0 91.0
04 T \‘\ T \““\ \“U\ “‘U\ \”\“‘ T “W\\ \.‘ LI e |
miz--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
7.40 7.60 7.80 8.00
5000 m/z 115.05  31.04%
91.0
270 | 51.0 740
S D RN PN RN BT 1 L
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene AR L RRRARRS RS
117.0 7.40 7.60 7.80 8.00
m/z 91.05 22.71%
5000
91.0
%000 [l ke
0\‘\“\\‘\ HU\‘H\\\‘\H\\‘ \1H\‘\\\\‘\\\\ T T T T
m/z--> 20 40 60 100 l 140 160 7.40 7.60 7.80 8.00

8270-BF042123.M Wed May 10 10:44:48 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 1-ethyl-3-(1-methy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.828 2.11 ng 177549  Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 62
2 2-(1-Methyl-2-propenyl)phenol 148 C10H120 1000432-85-2 60
3 Benzaldehyde, 4-(1-methylethyl)- 148 C16H120 000122-83-2 58
4 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 53
5 Phenol, 2-(2-methyl-2-propenyl)- 148 C10H120 020944-88-1 52

Abundance Scan 976 (7.828 min): BF133323.D\data.ms (-971) (-) m/z 105.05 100.00%

105.1
133.1
5000 43.1
85.1
SO
ﬂ ‘ ‘ 1451 7.60 7.80 8.00 8.20
ob ‘H;umw\ “‘ ”w\u Al “!‘“ M mz 133085 74.56%
m/z--> 20 100 120 140
Abundance #26395 Benzene 1 ethyI -3-(1- methylethyl)
133.
5000
105.0 7.60 7.80 8.00 8.20
m/z 148.05 48.89%
77.0 ‘
O LI ‘ T \\4“1‘\0\‘\5\9‘9‘\ T \H’ T \ T “\‘\ \‘\“ L \‘\ ’]-\ \‘g\.()\‘
miz--> 20 40 60 80 100 120 140
Abundance #26245: 2-(1-Methyl-2-propenyl)pheno
133.0
105.0 7.60 7.80 8.00 8.20
5000 m/z 119.10 47 .72%
77.0
55.0
Talu b g e
om_wm_w TP O
m/iz--> 20 40 80 100 120 140
Abundance #26271.Benzddehyde,4{l—methﬂethIy
133.0 7.60 7.80 8.00 8.20
105.0 m/z 43.10 41.36%
5000 77.0
51.0
27.0 ‘ ‘ ‘
‘ 149.0
[ A “ A ll T e ena
m/z--> 40 60 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF042123.M Wed May 10 10:44:49 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Naphthalene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.716 2.37 ng 199211  Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 86
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 86

Abundance Scan 1127 (8.716 min): BF133323.D\data.ms (-1124) (-)| | m/z 142.00 100.00%
142.0

—

5000
115.0
T T
63.0 890 8.40 8.60 8.80 9.00
39.0
ol M T8 s 141,05 87.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 N AN RN R RN
115.0 8.40 8.60 8.80 9.00
m/z 115.00 29.16%
51.0 ‘7]‘_.0 89.0 H
0 ‘HH‘H‘H“‘H‘\”\‘\‘\H‘\H‘M\‘\Hi\\H‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0
R R
8.40 8.60 8.80 9.00
m/z 143.05 10.84%
5000 115.0

39.0 030 890 Il
1 1 1 1 U

L il L
T e B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- /%‘yMM‘\H\‘H\\W\\W
141.0 8.40 8.60 8.80 9.00

m/z 139.05 9.87%

—

5000 115.0

=

390 630 ggp ‘

w“‘H‘”“‘J“““\‘““\‘H”\““w“ww““\“ AR AR AR

m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

o

8270-BF042123.M Wed May 10 10:44:50 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Naphthalene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.822 3.25 ng 272992  Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 50
2 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 47
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 47
4 Decane, 3-methyl- 156 C11H24 013151-34-3 46
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 43

Abundance Scan 1145 (8.822 min): BF133323.D\data.ms (-1141) (-)| | m/z 71.10 100.00%

71.1
142.0
5000 43.0
1151 L L LN R
‘ ‘ m 951 ‘ ‘ 8.40 8.60 8.80 9.00 9.20
Ol el e 22 bl LT sz 57,10 95.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22146: Naphthalene, 1-methyl-
142.0
5000 [TT T T[T I T[T rrrr[rrl
8.40 8.60 8.80 9.00 9.20
115.0 m/z 142.00  59.15%
390 0% g10 ‘
O\‘HH“\\“H“‘\‘\H\”\’HH‘H\‘HHHMHH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59107: Nonane, 2-methyl-5-propyl-
57.0
Rmans e e
8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 141.05 54.66%
85.0
280 1120 1400
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59108: Nonane, 3-methyl-5-propyl- w“‘w“‘w“‘w“w‘AT
57.0 8.40 8.60 8.80 9.00 9.20
m/z 43.05 48.63%
5000 85.0
29.0
112.0 141.0
ol e RO MO aeag
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00 9.20

8270-BF042123.M Wed May 10 10:44:51 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Hexadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.233 2.41 ng 168308  Acenaphthene-di10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanal 240 C16H320 000629-80-1 72
2 2-Decen-1-0l1, (E)- 156 C10H200 018409-18-2 58
3 Dodecanal 184 C12H240 000112-54-9 58
4 trans-2-Dodecen-1-0l 184 C12H240 069064-37-5 53
5 cis-11-Tetradecen-1-o0l 212 C14H280 034010-15-6 53
Abundance Scan 1215 (9.233 min): BF133323.D\data.ms (-1212) (-) m/z 41.10 100.00%
411
5000 W
S RARRMEEE
‘ 9.00 9.20 9.40 9.60
O+t m/z 43.05 96.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123918: Hexadecana
43.0
82.0
5000 L L I L LI L B
9.00 9.20 9.40 9.60
m/z 57.10 85.94%
ol Ll ‘ H M‘ 090 137.0 166.0 196.0222.0
H\‘\H\‘\\ \‘H\\‘HH‘\\H’\H\‘HH‘\H\’\\\\‘\\H‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32881: 2-Decen-1-ol, (E)-
57.0
S RARRMEEE
29.0 9.00 9.20 9.40 9.60 )
5000 m/z 55.05 77 .78%
82.0
0 M”“*“B?-O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58867: Dodecanal T RRARER T
41.0 9.00 9.20 9.40 9.60
m/z 82.05 50.57%
82.0
5000
110.0 140.0
040 ‘ \
AR AR T RRRmEESE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60

8270-BF042123.M Wed May 10 10:44:52 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Undecane, 3,5-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.863 2.18 ng 152163  Acenaphthene-di10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 50
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 49
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 47
4 Sulfurous acid, 2-pentyl undecyl... 306 C16H3403S 1000309-16-0 43
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 43

Abundance Scan 1322 (9.863 min): BF133323.D\data.ms (-1319) (-) m/z 57.10 100.00%

57.1
5000 M/\’\W
127.2 155.1 T 1
85 1 9.50 10.00
T TR Y . o
0 W‘HMM‘JH‘m‘ﬂ‘m‘HWMM‘HVHPW‘H‘_‘H‘H“_‘H“ m/z 71.10 51.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
5000 — ——
9.50 10.00
m/z 41.10 22.08%
29.0 85.0
okl L[ p120 1550 1840
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
— —
9.50 10.00
5000 m/z 155.10 18.88%
29.0 85.0
bk L 0 15503m0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90207: Dodecane, 2,6,10-trimethyl- — "
57.0 9.50 10.00
m/z 127.15 18.64%
5000 85.0
29.0 127.0
AR O 1T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF042123.M Wed May 10 10:44:53 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzophenone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.469 3.37 ng 236007  Acenaphthene-di10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzophenone
2 Azobenzene
3 Phenyl 4-pyridyl ketone

182 C13H1e0
182 C12H10ON2
183 C12HSNO

000119-61-9 94
000103-33-3 64
014548-46-0 58

015206-55-0 47
1000296-76-9 47

4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20

Abundance Scan 1425 (10.469 min): BF133323.D\data.ms (-1422) (- m/z 105.10 100.00%

105.1
77.0
182.1
5000
1050
43. 152.1 ’
Ol Bt pretbe ek oo 22052 m/z 77.@5  62.54%
m/z--> 20 40 60 80 100120140160 180200220240 260280
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 T
10.50
m/z 182.10 54.40%
OZZ.O | ‘ 152.0 |
‘HH“HH’\H”\‘HH‘\H’HH‘\\}‘\‘H\\‘HH‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220240260280
Abundance #56772: Azobenzene
71.0
10.50
5000 ITI/Z 51.00 24 .43%
182.0
105.0
m/z--> 20 40 60 80 100120140160 180200 220240260280
Abundance #57931: Phenyl 4-pyridyl ketone —
105.0 10.50
183.0 m/z 50.00 8.53%
77.0 '
5000
0 ‘\ m‘ 154.0 \‘
e e e e e ——
m/z--> 20 40 60 80 100120140160 180200 220240260280 10.50

8270-BF042123.M Wed May 10 10:44:54 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15

Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Tetradecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.927 3.74 ng 245925  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tetradecanoic acid
2 Undecanoic acid

3 Tridecanoic acid

4 Pentadecanoic acid
5 Dodecanoic acid

228 C14H2802
186 C11H2202
214 C13H2602
242 C15H3002
200 C12H2402

000544-63-8 60
000112-37-8 58
000638-53-9 50
001002-84-2 49
000143-07-7 47

43.

Abundance Scan 1503 (10.927 min): BF133323.D\data.ms (-1500) (-

5000
185.2
—
| 22?.2 2771 341 11.00
0! R m/z 55.10 93.91%
m/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
=000 129.0 -
185.0 / 73 g;. 91.18%
29. 228.0 m/z . . 4
O T \“\ ‘\“‘“‘L M‘\“l \“‘\‘\‘ \‘\ “ T ‘\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #60691: Undecanoic acid
60.0

m/z 43.10 100.00%

m/z 60.00 87.71%

5000
129.0
‘ ‘ ‘ 186.0
mlz--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid T
73.0 11.00
m/z 41.10 75.69%
5000 129.0
29. 171.0
‘ 214.0
ow‘h Al 1 ““‘ S—
m/z--> 50 100 150 200 250 300 11.00

8270-BF042123.M Wed May

10 10:44:55 2023

Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15

Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: 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 15 Cetene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.122 6.31 ng 414785  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 92
2 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 70
3 2-Tridecenoic acid, (E)- 212 C13H2402 032466-55-0 64
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 38
5 Cyclohexadecane 224 C16H32 000295-65-8 38

Abundance Scan 1536 (11.122 min): BF133323.D\data.ms (-1533) (| m/z 43.10 100.00%
3.1
5000
3.1
119.1 7100 T1E0
11.00 11.50
ob— ‘m“ - i, i07 22022613 305 L., 4110  68.35%
m/z--> 50 100 150 200 250 300
Abundance #104590: Cetene
41.0
83.0
5000 — ——
11.00 11.50
m/z 55.10 56.24%
25.0
O T \“\ L‘ “ H h ‘ \ \“\ \ ‘ L T T ‘ \22\4\.0\ ‘ T L T ‘ T
miz-> 50 100 150 200 250 300
Abundance #104597: 7-Hexadecene, (Z)-
55.0
—— —
11.00 11.50
5000 ITI/Z 57.10 54.25%
97.0
ow“‘ L h‘ M\ || a00 1g10 2280
miz--> 50 100 150 200 250 300
Abundance #89793: 2-Tridecenoic acid, (E)- — —
43.0 11.00 11.50
m/z 73.00 43.42%
5000
‘ 1520 194.0
oHuuH Mwwm”HH_M_ S —
m/z--> 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.798 18.74 ng 1232370  Phenanthrene-d10 11.239
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 1651 (11.798 min): BF133323.D\data.ms (-1647) (-} | m/z 73.00 100.00%
73.0
5000 129.1 /JWA
213.2 — S
‘ T71.2 ‘ 256.3 ‘ 11.50 12.00
ol-38 b d L b 8054 384 s 10 60,78
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
11.50 12.00
171.0 213.0 256.0 m/z 60.00 88.55%
O' ‘\“h““ M‘\h} \““\ \‘ \‘\ “ \“\‘\ T “‘\ LI ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
== —
11.50 12.00
5000 129.0 m/z 55.10 70.89%
29. 171.0
‘ 214.0
ok “M wm‘“ 10 S O ‘ —
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid —— —
73.0 11.50 12.00
m/z 57.10 68.96%
5000 129.0
185.0
29. 228.0
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.592 20.00 ng 906570  Chrysene-di12 13.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 45

Abundance Scan 1786 (12.592 min): BF133323.D\data.ms (-1783) (- m/z 57.10 100.00%
7.1

. s M
185.2 241.3 ——
‘ 284.3 12.50
0 S P Y VTR | 32 m/z 73.00  91.69%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000] 2, 284.0 _— |
1850 241.0 12.50
m/z 43.10 88.10%
ol NJWMM\J“‘A“‘H‘MJH“J"““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
T \
12.50
5000 129.0 m/Z 60.00 76.97%
29.
199.0 242.0
ok W}Lﬁm il ““‘ ““ ‘ ) [T
m/z--> 50 lOO 150 200 250 300 350
Abundance #109279: Tetradecanoic acid —— ‘
73.0 12.50
m/z 55.10 76.28%
5000 129.0
185.0
29. H 228.0
ol N‘wh\“‘w“Mm,”H_M,HH_M e
m/z--> 50 100 150 200 250 300 350 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050923\
Data File : BF133323.D

Acqg On : 09 May 2023 18:15
Operator : CG\JU

Sample : 02505-05 5X

Misc

ALS Vvial : 16 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Decane, 2,2,8-t... 6.216 2.9 ng 172920 1 6.722 1210690 20.0
Mesitylene 6.545 3.4 ng 204006 1 6.722 1210690 20.0
Heptadecane 6.851 3.0 ng 180326 1 6.722 1210690 20.0
Heptane, 4-ethy... 7.004 3.6 ng 218184 1 6.722 1210690 20.0
o-Cymene 7.045 2.1 ng 1249069 1 6.722 1210690 20.0
Benzene, 1,2,4,... 7.522 2.3 ng 192931 2  8.004 1682380 20.0
1H-Indene, 2,3-... 7.745 4.5 ng 382110 2  8.004 1682380 20.0
Benzene, 1-ethy... 7.828 2.1 ng 177549 2  8.004 1682380 20.0
Naphthalene, 2-... 8.716 2.4 ng 199211 2  8.004 1682380 20.0
Naphthalene, 1-... 8.822 3.3 ng 272992 2  8.004 1682380 20.0
Hexadecanal 9.233 2.4 ng 168308 3 9.757 1398910 20.0
Undecane, 3,5-d... 9.863 2.2 ng 152163 3  9.757 1398910 20.0
Benzophenone 10.469 3.4 ng 236007 3 9.757 1398910 20.0
Tetradecanoic acid 10.927 3.7 ng 245925 4 11.239 1315410 20.0
Cetene 11.122 6.3 ng 414785 4 11.239 1315410 20.0
n-Hexadecanoic . 11.798 18.7 ng 1232370 4 11.239 1315410 20.0
Octadecanoic acid  12.592 20.0 ng 906570 5 13.904 906570 20.0
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