LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125693.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 8 17 30 rVB 1215383 1625890 28.23% 2.560%
2 5.116 506 515 522 rBV 99776 134271 2.33% 0.211%
3 5.504 576 581 584 rBV 4743761 4752239 82.52% 7.482%
4 5.910 646 650 656 rVvB3 81776 94808 1.65% 0.149%
5 5.969 656 660 662 rBV 109034 127226  2.21% 0.200%
6 6.045 671 673 678 rVB 213081 178356 3.10% 0.281%
7 6.098 678 682 685 rBV 213120 220673 3.83% 0.347%
8 6.145 685 690 696 rVW 537225 752107 13.06% 1.184%
9 6.198 696 699 702 rW 474805 473784 8.23% 0.746%
10 6.228 702 704 708 rVV2 211056 226249 3.93% 0.356%
11 6.263 708 710 712 rVW 110514 85030 1.48% 0.134%
12 6.287 712 714 717 rVB2 91296 76653 1.33% 0.121%
13 6.334 717 722 725 rBV 575847 687794 11.94% 1.083%
14 6.375 725 729 730 rVV3 322836 308680 5.36% 0.486%
15 6.393 730 732 735 rVB 947263 689753 11.98% 1.086%
16 6.428 735 738 744 rBV3 589420 939715 16.32% 1.480%
17 6.510 744 752 756 rVV 4386006 5526457 95.97% 8.701%
18 6.545 756 758 760 rwV 229376 199872 3.47% 0.315%
19 6.569 760 762 765 rVV3 329128 411014 7.14% 0.647%
20 6.593 765 766 769 rVV2 191306 187876  3.26%  0.296%
21 6.640 769 774 778 rVV2 572916 1133421 19.68% 1.785%
22 6.675 778 780 785 rVv4 485904 666147 11.57% 1.049%
23 6.734 787 790 791 rVW 356044 322659 5.60% 0.508%
24 6.751 791 793 796 rVW2 401000 379076 6.58% 0.597%
25 6.787 796 799 800 rVV2 239666 250413 4.35% 0.394%
26 6.816 800 804 805 rVV4 557364 649220 11.27% 1.022%
27 6.857 809 811 812 rVV2 743821 653114 11.34% 1.028%
28 6.887 812 816 817 rVV2 1933784 2319854 40.29% 3.653%
29 6.904 817 819 822 rVV 2580428 2027745 35.21% 3.193%
30 6.951 822 827 830 rVV2 963839 1272593 22.10% 2.004%
31 6.987 830 833 834 rVW2 426476 478477 8.31% 0.753%
32 7.004 834 836 839 rVV 1051342 1110275 19.28% 1.748%
33 7.040 839 842 846 rVV 1270431 1487124 25.82% 2.341%
34 7.075 846 848 850 rVW 322639 296574 5.15% 0.467%
35 7.092 850 851 853 rVV 258009 190569 3.31% 0.300%

36 7.122 853 856 858 rVw2 573606 571671 9.93% ©.900%

8270-BF092421.M Wed Sep 29 11:25:44 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.163 858 863 866 rvw2 916205 1134545 19.70% 1.786%
38 7.192 866 868 872 rVWW 580574 483114 8.39% 0.761%
39 7.240 872 876 878 rVV2 322708 389021 6.76% 0.613%
40  7.287 878 884 886 rVv4 409326 605251 10.51% ©.953%
41 7.316 886 889 896 rvB6 255274 422459  7.34% 0.665%
42 7.369 896 898 900 rBv2 65366 65171 1.13% ©0.103%
43 7.445 906 911 913 rVB 3377219 3061882 53.17% 4.821%
44 7.469 913 915 0917 rVB 130187 91944 1.60% 0.145%
45 7.539 922 927 929 rVB5 311086 489982 8.51% 0.771%
46 7.592 929 936 940 rBV2 268586 515519 8.95% 0.812%
47 7.639 940 944 946 rVB3 137807 151050 2.62% ©0.238%
48 7.669 946 949 0952 rBV 277683 254898 4.43%  0.401%
49 7.692 952 953 956 rVB2 142808 90972 1.58% 0.143%
50 7.722 956 958 963 rVB 108281 88517 1.54% 0.139%
51 7.769 963 966 968 rBV 188770 182841 3.18% ©.288%
52 7.787 968 969 971 rVB 121013 73949 1.28% 0.116%
53 7.810 971 973 977 rVB4 170688 162232 2.82% 0.255%
54 7.851 977 980 983 rVB2 126569 141913 2.46%  ©.223%
55 7.887 983 986 988 rVB2 83096 64015 1.11% ©.101%
56 7.916 988 991 993 rBV3 48652 64265 1.12% 0.101%
57 7.963 996 999 1002 rBV3 65784 64875 1.13% 0.102%
58 8.063 1013 1016 1020 rBV 779178 688318 11.95% 1.084%
59 8.169 1030 1034 1037 rBV 1782758 1578754 27.42%  2.486%
60  8.228 1040 1044 1047 rVB 120327 126520 2.20% 0.199%
61 9.245 1212 1217 1220 rBV 6380462 5758553 100.00% 9.067%
62 9.922 1328 1332 1335 rBV 2163942 1733215 30.10% 2.729%
63 10.575 1438 1443 1448 rBV 63233 70773 1.23% 0.111%
64 10.710 1461 1466 1469 rBV 3698060 3401900 59.08% 5.356%
65 10.839 1484 1488 1491 rBV 109269 102190 1.77% ©.161%
66 11.304 1564 1567 1573 rVB 77258 76353 1.33% ©.120%
67 11.404 1580 1584 1588 rBV 2166428 1724593 29.95%  2.715%
68 11.927 1668 1673 1676 rBV 60908 66554 1.16% 0.105%
69 12.804 1818 1822 1826 rVB 76737 74197 1.29% 0.117%
70 12.992 1849 1854 1857 rBV 5860428 5395404 93.69%  8.495%
71 13.892 2001 2007 2009 rBV3 45155 70487 1.22% ©0.111%
72 14.039 2026 2032 2036 rBV 1477931 1301879 22.61% 2.050%

73 15.515 2278 2283 2295 rVB 1001509 1237098 21.48% 1.948%

Sum of corrected areas: 63512582
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF125693.D\data.ms
6000000

5000000 5.504
6.510

4000000

7.445

3000000

2000000
R.187

1000000

i ~
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF125693.D\data.ms

6000000 9.245 12.992

5000000
4000000 10.710
3000000
9.922 11.404

2000000

1000000

{ 10.575310.839  11.30 11.927 12.804 ||

— . ‘ ‘ —
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF125693.D\data.ms

6000000

0

5000000

4000000

3000000

2000000
14.039

1000000 15515

O T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.187 14.02 ng 1625890 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 17 (2.187 min): BF125693.D\data.ms (-8) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.1 T ‘ L T T ‘ T T L ‘ L
91 ‘ 2.20 2.40 2.60
b 22 L m/z 43.05  33.20%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L B B B B B
55.0 220 240 260
410 87.0 m/z 87.10  25.15%
27.0 ‘
0 H’\Hm“hu“‘l\‘\\‘\‘H‘\“\H\H\1\\‘\\\\‘\\:!_\0‘1\.\0\\“\\\‘HH“H\
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A
2.20 2.40 2.60
5000 41.0 550 m/z 55.10 23.71%
27.0
Oyl 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #2307: 1,3-Dioxolane, 2-methyl- B A e
73.0 2.20 2.40 2.60
m/z 41.10 10.96%
5000 43.0
58.0
29.0 ‘ 87.0
0 \H\ | | ‘ —

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\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Octane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.145 6.48 ng 752107 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 87

4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64

Abundance Scan 690 (6.145 min): BF125693.D\data.ms (-685) (-) m/z 57.05 100.00%

57.0
5000
MAM\M
R ERRAARNEEE SaE s o
| gs.1 131 5.80 6.00 6.20 6.40
ob e el 421 s 71,05 65.99%
m/z--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
5.80 6.00 6.20 6.40
410 s m/z 43.10 51.57%
‘ ‘ 85.0 '
O \1\5\.()‘\‘\ T \“M T \“‘ T \H} T ‘ f“\ L [ L 1 T ‘ T \]\-4‘.2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl-
57.0
A A
5.80 6.00 6.20 6.40
5000 m/z 41.05 36.95%
41,0
112.0
o280 L %0 T izrouze
miz--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- R RRREAREE L R
57.0 5.80 6.00 6.20 6.40
m/z 56.05 31.27%
5000
410 113.0
85.0
oL ‘25‘1b A L 1420 W VALVLERA VA LR
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Heptane, 3-ethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
6.198 4.08 ng 473784  1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl- 128 C9H20 015869-80-4 64
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 53
3 Hexane, 4-ethyl-2-methyl- 128 C9H20 003074-75-7 53
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 47
5 5-Nonanol, trimethylacetate 228 C14H2802 1000463-48-2 47

Abundance Scan 699 (6.198 min): BF125693.D\data.ms (-696) (-) m/z 57.10 100.00%
57.1

98.0 ‘H‘NAH‘_‘H‘H‘W‘
{7 ‘ 5.80 6.00 6.20 6.40 6.60
ob 380 e | 1420 m/z 43.10 44.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14527: Heptane, 3-ethyl-
57.0
5000 | LA BB B
98.0 5.80 6.00 6.20 6.40 6.60
29.0 m/z 41.05 26.35%
‘J “ \h M 128.0
O\‘\\\\‘i\\‘\“\\\\‘i‘\\\’\\\\’\{\\’\\\\’\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
A e
5.80 6.00 6.20 6.40 6.60
5000 m/z 98.05 23.34%
29.0 85.0
SR e B B Y
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14587: Hexane, 4-ethyl-2-methyl-
57.0 5.80 6.00 6.20 6.40 6.60
m/z 71.10 19.22%
5000
27.0
N W 7 Y -
m/z--> 20 40 60 80 100 120 140 160 180 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\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Decane, 2,5,6-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.334 5.93 ng 687794  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 72
2 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 59
3 Decane 142 C1leH22 000124-18-5 53
4 Decane, 5-methyl- 156 C11H24 013151-35-4 50
5 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 47
Abundance Scan 722 (6.334 min): BF125693.D\data.ms (-717) (-) m/z 57.05 100.00%
57.0
oo eﬁezoehosao
112.1 ' : : '
— ““H n;h; ‘ “‘Hm“‘ S m/z 43.05  70.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 L L BRI B R
6.00 6.20 6.40 6.60
m/z 41.05 35.95%
‘ 84.0
O\\\‘\\\\“M\\“‘\\‘H\\‘“\\\“‘%\1\3\.?\\\\‘:L\E)\q-\()‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
M
6.00 6.20 6.40 6.60
5000 m/z 56.05 27.09%
290 84.0
Ol ] “\ L H 1130 1550 1840
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane N/M e AN
43.0 6.00 6.20 6.40 6.60
m/z 71.10 24.98%
5000
71.0
99.0 142.0
0204207-0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Nonane, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.393 5.95 ng 689753 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 91
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 78
3 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 64
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64
5 Octane, 2,5-dimethyl- 142 C1OH22 015869-89-3 56
Abundance Scan 732 (6.393 min): BF125693.D\data.ms (-730) (-) m/z 57.10 100.00%
57.1
411 98.1 M‘A\u‘uu‘uu‘uu‘u
‘ ‘ 6.00 6.20 6.40 6.60 6.80
Ol 790 1 12611421 /7 43.10 60.04%
miz--> 20 40 60 80 100 120 140 160
Abundance #22083: Nonane, 4-methyl-
57.0
5000 | B N LA B I
6.00 6.20 6.40 6.60 6.80
41,0 m/z 71.10 38.46%
98.0
0 230 U I l7ea | 126.0142.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
miz--> 20 40 60 80 100 120 140 160
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 70.05 32.33%
41.0
‘ 99.0
0\\‘2\5@\\“‘1H1“\M\8‘3\'9\\H‘HH,HH,HH,\
miz--> 20 40 60 80 100 120 140 160
Abundance #59060: Undecane, 4,5-dimethyl- RRAE R e R
57.0 6.00 6.20 6.40 6.60 6.80
m/z 41.10 25.23%
5000
41.0
112.0
N O I A= SOV W L
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.428 8.10 ng 939715 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 76
2 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 52
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C1eH20 062960-76-3 50

4 2-Methyl-2-octene 126 C9H18 016993-86-5 43
5 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 38

Abundance Scan 738 (6.428 min): BF125693.D\data.ms (-735) (-) m/z 69.05 100.00%

69.
41.0
5000 125.1 JMV\/\]LW
840 R ARt Ea
‘ ‘ ‘ 9.1 ‘ 1401 6.20 6.40 6.60 6.80
/S | OO ol N W m/z 70.05 64.69%
m/z--> 20 40 60 80 100 120 140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000
125.0 6.20 6.40 6.60 6.80
L 84.0 m/z 55.05 61.39%
140.0
Ot 28 T \‘i“\“ \‘M ‘\ T \‘i“ T \‘\ T e J T
miz-> 20 40 60 80 100 120 140
Abundance #20698: 2-Octene, 2,6-dimethyl-
69.0
M
210 6.20 6.40 6.60 6.80
5000 ! m/z 41.05 55.25%
140.0
84.0
‘ ‘ H 111.0
0b— ‘2‘6‘1b‘ Al ll ‘M ol
miz--> 20 40 60 80 100 120 140
Abundance #20751: 4-Octene, 2,6-dimethyl-, [S-(E)]- TS
55.0 6.20 6.40 6.60 6.80
m/z 57.05 55.23%
5000
70.0
29.0 ‘ ‘ 111.0 140.0
YIS T O A O WINWIZIUVVIVYAN
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80

8270-BF092421.M Wed Sep 29 11:25:49 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28

Operator Ju/caG

Sample : M3961-02

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Cyclohexane, 1l-ethyl-1-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.640 9.77 ng 1133420 1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 70
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 62
3 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 58
4 Cyclohexane, 1-methyl-3-propyl- 140 C1eH20 004291-80-9 58
5 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 52

Abundance Scan 774 (6.640 min): BF125693.D\data.ms (-769) (-) m/z 97.05 100.00%
55.1 97.0
5000
R anana IS L e
79J¥ M 13]’-1 6.40 6.60 6.80 7.00
b 280l 720 b m/z ss.ie 89.19%
miz--> 20 60 80 100 120 140
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
5000 UL L L LN L
6.40 6.60 6.80 7.00
27.0 m/z 69.10 51.39%
O T \‘\ ‘ \H\ \‘i“\ \‘\“1“ \‘}“\7\7.9\ T !“ T \‘\ \1‘2\6\\0\ ‘ T T 1
miz-> 20 40 60 80 100 120 140
Abundance #7678: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
e
6.40 6.60 6.80 7.00
5000 m/z 57.05 35.94%
27.0
0l AL M w!“ “;“‘7‘7'9; e
miz-> 20 40 60 80 100 120 140
Abundance #7612: Cyclohexane, 1,3-dimethyl- R A RRRNEEEE
55.0 97.0 6.40 6.60 6.80 7.00
m/z 41.10 35.50%
5000
27.0 ‘
79,
0b——r “1“ : ;h‘ m‘!“ YL N A NI A L S
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-BF092421.M Wed Sep 29 11:25:50 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28

Operator Ju/caG

Sample : M3961-02

Misc

ALS vial : 13  Sample Multiplier: 1
Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 3-Hexene, 3-ethyl-2,5-dimet... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
6.675 5.74 ng 666147 1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 53
yclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 52
140 C1eH20 053966-51-1 49

-Fluoro-2-formylpyridine

13
2 C
3 3-Octene, 4-ethyl-
4 3
54

-Octene, 2,6-dimethyl-, [S-(E)]-

125 C6H4FNO

140 CleH20

Abundance Scan 780 (6.675 min): BF125693.D\data.ms (-778) (-)

031224-43-8 43
062960-76-3 43

m/z 97.10 100.00%

55.1 97.1
5000
1401 UL B L B L L I B
38‘ ‘ 79l ‘ “ 12# 0 ‘ 6.40 6.60 6.80 7.00
oot WL WY L mjz s5.10 86.15%
miz--> 20 40 60 80 100 120 140
Abundance #20738: 3-Hexene, 3-ethyl-2,5-dimethyl-
553.0
97.0
5000 LA B B L B LA R
6.40 6.60 6.80 7.00
m/z 69.10 80.73%
27.0 @ 140.0
O\\\‘\U\\"“\\‘\‘1"\‘\‘\7\9‘1\\\1“\\‘\\]-‘2:\3.\0\\l\\\\ 1
miz--> 20 60 80 100 120 140
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0 \\\‘\\\\’\\\\‘\\\\‘\\\\
6.40 6.60 6.80 7.00
5000 m/z 70.10 50.23%
27.0 ‘
0 m_‘:‘”;“‘ : ‘,‘ Lk
miz--> 20 40 60 80 100 120 140
Abundance #20667: 3-Octene, 4-ethyl- B A RHRaaRATE
55.0 6.40 6.60 6.80 7.00
m/z 43.10 36.07%
5000
27.0
H 83.0 111.0 140.0
0 ""m"hw"HH‘WM‘Wm“‘w“t“““«““ ‘ R ST At
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-BF092421.M Wed Sep 29 11:25:51 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Pentacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.816 5.60 ng 649220 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 80
2 Heptacosane 380 C27H56 000593-49-7 72
3 Heneicosane 296 C21H44 000629-94-7 72

4 Tetradecane 198 C14H30 000629-59-4 64
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64

Abundance Scan 804 (6.816 min): BF125693.D\data.ms (-800) (-) m/z 57.10 100.00%

57.1

-

5000
BEana R e
‘ 7.0 139.1 6.40 6.60 6.80 7.00 7.20
ol A Ll . w/z 43.16 89.75%
m/z--> 0 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 | B R ELBLALL B R
6.40 6.60 6.80 7.00 7.20
9.0 m/z 71.10 72.92%
oL L1111 141018302250 2950 3520
\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 41.10 36.30%

olfsq ' “‘

?

9.0
| | 1410183 0225 0267.0309.0  380.
AL s e
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane R R
57.0 6.40 6.60 6.80 7.00 7.20
m/z 85.10  35.30%
5000
9.0
0 154 I “H\ i h‘ | 141 0183 0225.0 296.0
B S A e RRRREEERE SRR
m/z--> 0 50 100 150 200 250 300 350 6.40 6.60 6.80 7.00 7.20

8270-BF092421.M Wed Sep 29 11:25:52 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Heptadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.951 10.97 ng 1272590 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86

4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
5 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 72

Abundance Scan 827 (6.951 min): BF125693.D\data.ms (-822) (-) m/z 57.10 100.00%

57.1
e ERRRRRNEEL St
] | 97"1 - 6.60 6.80 7.00 7.20
ob— b b b m/z 43.10  82.65%
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000 LI L L L BN BB R B
6.60 6.80 7.00 7.20
m/z 71.10 79.57%
Ol \“ ‘H‘ \“‘\ ‘ﬁ.l\“3wo‘-\14\“3‘0\ -\18\‘3\0‘ [ — \25‘3\0\ \2\96‘(
miz--> 50 100 150 200 250
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
6.60 6.80 7.00 7.20
5000 m/z 41.10 40.33%
27‘,0 ‘ 113.0
/o B 8 o N - A
miz--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl- T
57.0 6.60 6.80 7.00 7.20
m/z 85.10 30.77%
5000
27_0‘ ‘ 113.0
NG/l I e 1 M R W Yl 1 A VN
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20

8270-BF092421.M Wed Sep 29 11:25:53 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28

Operator Ju/caG

Sample : M3961-02

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-BF092421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknown6.987

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
6.987 4.13 ng 478477  1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4-Triazol-1-ylacetic acid 127 C4H5N302 028711-29-7 25
2 Decane, 3-methyl- 156 C11H24 013151-34-3 22
3 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 20
4 3-Cyclopentene-1-acetaldehyde, 2... 124 C7H802 051905-39-6 18
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 14
Abundance Scan 833 (6.987 min): BF125693.D\data.ms (-830) (-) m/z 55.05 100.00%
55.0
83.1
109.1
5000
39 1271 P
‘ ‘ | H ‘ i o 6.60 6.80 7.00 7.20 7.40
Ol calll L Tz 5710 93.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13347: 1,2,4-Triazol-1-ylacetic acid
55.0
83.0
5000 DL B RN B W
29.0 6.60 6.80 7.00 7.20 7.40
m/z 41.10 78.76%
127.
O\ ‘ T \“\ \“1””‘\ \H “ T 1T ‘ } L ‘%]\_0\0\‘ \‘\\0\ ‘ T 1T ‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
G T
6.60 6.80 7.00 7.20 7.40
5000 m/z 43.10 67.42%
410 85.0
127.0
oh 20 il b . 1110 ) 1560
miz--> 20 40 60 80 100 120 140 160
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl- A e e
55.0 6.60 6.80 7.00 7.20 7.40
m/z 83.10 67.14%
97.0
5000
81,0
39
ob bl Ll b 201410
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20 7.40

8270-BF092421.M Wed Sep 29 11:25:54 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Nonane, 3,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.004 9.57 ng 1110280 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 83
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
4 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 64
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 59
Abundance Scan 836 (7.004 min): BF125693.D\data.ms (-834) (-) m/z 57.10 100.00%
57.1
5000
85.1
e e
1181 1, , 6.60 6.80 7.00 7.20 7.40
O Wb B m/z 71.10 65.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000
6.60 6.80 7.00 7.20 7.40
290.0 85.0
' m/z 43.10 52.39%
127.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
A T
6.60 6.80 7.00 7.20 7.40
5000 m/z 41.10 31.30%
29.0 85.0
113.0
Ol i 14L0 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- e EAARERaERE R
57.0 6.60 6.80 7.00 7.20 7.40
m/z 85.10 30.33%
5000
85.0
29.0
o‘_M“m“‘HM‘_“‘m“\“Hq‘l‘l‘:‘?"'?uu‘lfﬂlﬁp‘“199'9_‘197"9”‘
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40

8270-BF092421.M Wed Sep 29 11:25:55 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Cyclohexane, (2-methylpropyl)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.040 12.82 ng 1487120 1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 70
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 58
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 47
4 Cyclohexane, (1-methylpropyl)- 140 CleH20 007058-01-7 47
5 1,2,4-Triazol-1-ylacetic acid 127 C4H5N302 028711-29-7 43
Abundance Scan 842 (7.040 min): BF125693.D\data.ms (-839) (-) m/z 83.10 100.00%
83.1
55.1
5000
1111 R
‘H “J ‘ 140.1 6.80 7.00 7.20 7.40
ol 38 L M L L njz ss.1e se.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20736: Cyclohexane, (2-methylpropyl)-
55.0 83.0
5000 UL L L LN L
6.80 7.00 7.20 7.40
27.0 140.0 m/z 57.10 56.61%
i | 1120
O\\\‘\\\\‘\\\’\ \\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
R
55.0 6.80 7.00 7.20 7.40
5000 m/z 82.10 55.41%
29.0 140.0
ol il i o
miz--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- e
83.0 6.80 7.00 7.20 7.40
m/z 41.10 44.65%
55.0
5000
29.0 154.0
ol b i b e L e
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF092421.M Wed Sep 29 11:25:56 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 1-Undecene, 4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.122 4.93 ng 571671 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 53
2 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 50
3 3-t-Pentylcyclopentanone 154 C10H180 1000114-66-3 49
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 47
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 47

Abundance Scan 856 (7.122 min): BF125693.D\data.ms (-853) (-) m/z 57.10 100.00%

57.1
126.1 T T T T T T
3911 ‘ ‘ ‘ 1541 6.80 7.00 7.20 7.40
0br e bl gl L2092 [ 184 a3 10 99.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43505: 1-Undecene, 4-methyl-
43.0
71.0
5000 L LI B I B R
6.80 7.00 7.20 7.40
m/z 71.10 87.35%
126.0
97.0
Ot ‘2\6‘\b \“‘i T \‘1”} T “!‘\ T \“‘ T \“\ L ’1\6\8\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #59081: Decane, 2,3,7-trimethyl-
43.0
71.0 I EEann e
6.80 7.00 7.20 7.40
5000 m/z 41.10 49.16%
‘ | 97.0 141.0
0 “2‘6‘19““‘H1‘_J‘m!um“‘_m_m;‘m,‘m
miz--> 20 40 60 80 100 120 140 160
Abundance #31037: 3-t-Pentylcyclopentanone  EAREEEE LS
71.0 6.80 7.00 7.20 7.40
m/z 85.10 47.64%
.l J\MMMM
154.0
97.0  125.0
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Carbonic acid, prop-1l-en-2-... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.163 9.78 ng 1134550 1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 53
2 Ether, heptyl hexyl 200 C13H280 007289-40-9 50
3 Heptane, 4-ethyl- 128 C9H20 002216-32-2 50
4 Decane, 5-methyl- 156 C11H24 013151-35-4 50
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 43

Abundance Scan 863 (7.163 min): BF125693.D\data.ms (-858) (-) m/z 57.10 100.00%
57.1

5000
85.1

-

111 1 1542 6.80 7.00 7.20 7.40

m/z 43.10  69.77%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

o

?

5000 L L R B N B
85.0 6.80 7.00 7.20 7.40
29.0 ' m/z 41.10  36.21%
N J | M0 1400 168.0 1960 241
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76029: Ether, heptyl hexyl
57.0
e AR E R RERERA L
6.80 7.00 7.20 7.40
5000 85.0 m/z 85.10 32.29%
290‘
otk A dymso
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14535: Heptane, 4-ethyl- R R R
43.0 6.80 7.00 7.20 7.40
m/z 55.10 31.39%
5000
85.0
| L [ ‘\ 128.0
oAt e R R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Decane, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.192 4.17 ng 483114  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 91
2 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 78
3 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 72
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
5 Decane, 3,3,5-trimethyl- 184 C13H28 062338-13-0 64

Abundance Scan 868 (7.192 min): BF125693.D\data.ms (-866) (-) m/z 71.10 100.00%

430 71.1
5000
112.1 RRannEsasy L
‘ ‘ 156.0 6.80 7.00 7.20 7.40 7.60
Ol b L 3580wz 43.e5  86.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 | L B BLRL A B R
6.80 7.00 7.20 7.40 7.60
m/z 57.10 71.39%
112.0
O \\\‘\‘\‘\\“‘\\\h“\f‘f‘\“f“\\\’\\L‘\’\\\\’\]\_':\-)\6’-(\)\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22112: Heptane, 2,5,5-trimethyl-
43.0 71.0
B A BERAERENE S
6.80 7.00 7.20 7.40 7.60
5000 m/z 70.05 36.66%
‘ 113.0
0 \\\‘\‘\\\“‘1\\h“\h‘\‘\‘\\\,\\1‘\,\\H,\m,\m‘\m‘uw\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate o ARARESEE LR
43.0 71.0 6.80 7.00 7.20 7.40 7.60
m/z 41.10 32.39%
5000
119.0
ol1s0] || | “‘ 1950 | ‘ 147.0 1750 206.0
e b et e e e e e R A B aaa e E e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Naphthalene, decahydro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.287 5.22 ng 605251 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 91
3 2H-Inden-2-one, octahydro-, cis- 138 C9H140 005689-04-3 72
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 64
5 Spiro[4.5]decane 138 C10H18 000176-63-6 58
Abundance Scan 884 (7.287 min): BF125693.D\data.ms (-878) (-) m/z 67.00 100.00%
67.0 138.0
96.1
41.1
5000
AmmmE e
‘ ‘H‘ | ‘ 7.00 7.20 7.40 7.60
oY RN N 111 = N NS m/z 138.00  97.37%
m/z--> 20 40 60 80 100 120 140
Abundance #19431: Naphthalene, decahydro-
67.0 96.0 138.0
5000 41.0 LM e ey
7.00 7.20 7.40 7.60
m/z 68.00  82.60%
O ‘Z\GH\b\\‘i”\\‘i“}‘\“‘\\‘h“\\‘\““\\‘\\1‘23\.\0\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
82.0 L
41.0 7.00 7.20 7.40 7.60
5000 m/z 96.10 69.81%
‘ 109.0
0 ‘z‘e\lb‘ ar H ol il ‘ - ““ SN N—
miz--> 20 40 60 80 100 120 140
Abundance #20219: 2H-Inden-2-one, octahydro-, cis- R AEmEmEEE R
21.0 81.0 7.00 7.20 7.40 7.60
m/z 82.10 69.09%
138.0
5000
# o 96.0
(J— wHu Al A T SV S | S—
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknown7.539 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.539 6.21 ng 489982  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 43

2 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 43

3 Nerolidol 222 C15H260 000142-50-7 43

4 1-Octyn-3-0l, 3-methyl- 140 C9H160 023580-51-0 35

5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 27

Abundance Scan 927 (7.539 min): BF125693.D\data.ms (-922) (-) m/z 69.10 100.00%

69.1
43.0
5000
1111
85.1 136.1
R RRRRRREREREREE
‘ ‘ | ‘ 154 1 7.20 7.40 7.60 7.80
0 \\H\M u‘ . MH \ H‘HM M\" ‘\w“ H‘\“H m/z 55.00 59.40%
m/z--> 20 80 100 120 140 160
Abundance #31460. Cyclohexane, 1-ethyl-2-propyl-
69.0
5000 L L LR B R R
o 1110 7.20 7.40 7.60 7.80
m/z 43.05 56.21%
O\ ‘ T \ T T \‘! ‘ \M‘\ T T \9\51.‘(‘)\ \w T ’1\ \8.\0\ ‘ \1\5\‘4\?\ T
miz--> 60 80 100 120 140 160
Abundance #20750. Cyclohexane, 1,1,4,4-tetramethyl-
69.0
Crp
410 125.0 7.20 7.40 7.60 7.80
5000 m/z 57.10 50.09%
025% NH‘ Al 920 ) 1410
miz--> 20 40 60 80 100 120 140 160
Abundance #101924: Nerolidol R e EARERAE
41.0 69.0 7.20 7.40 7.60 7.80
m/z 41.10 49.71%
5000 93.0
A
Ow‘wHwi‘?‘w‘w‘?“‘w“!‘M‘M ‘H\“\‘\‘\\"M\\\‘!‘\\\\“\.\ L B L e R B L B
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80

8270-BF092421.M Wed Sep 29 11:25:59 2021 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Octane, 2,4,6-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.592 6.53 ng 515519 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
2 Undecane 156 C11H24 001120-21-4 53
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
4 Hexadecane 226 C1l6H34 000544-76-3 50
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 50
Abundance Scan 936 (7.592 min): BF125693.D\data.ms (-929) (-) m/z 57.05 100.00%
57.0
- W
85.1 s
‘ | ‘ ‘ 105 0 10711481 7.20 7.40 7.60 7.80 8.00
bl mu‘\ b e SO m/z 43.10 46.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
5000 I L LU B R
7.20 7.40 7.60 7.80 8.00
85.0 m/z 71.10 27.46%
29.0
O \\\‘\‘\‘\\‘\\\‘!‘\\H\\‘l\\\“\\\\]‘.2\7\\0\‘\]\_\5\6‘0\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33079: Undecane
57.0
R e T T
7.20 7.40 7.60 7.80 8.00
m/z 41.05 26.13%
5000 85.0
29.0
‘ 113.0 156.0
0 Hw“Hwmw‘H“H,!m‘huu_m_m‘_m‘m
miz--> 60 80 100 120 140 160 180
Abundance #59075:Undecane,Zﬁ—dkneﬂwL R A RRARS AL
57.0 7.20 7.40 7.60 7.80 8.00
m/z 85.10 20.89%
5000
29.0
98.0
S A 7T ATV - L | YL [T
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.063 8.72 ng 688318 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64

4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56

Abundance Scan 1016 (8.063 min): BF125693.D\data.ms (-1013) (-) m/z 57.10 100.00%

57.1
5000
0 7.808.008.208.40
39 ‘ 1010 yg5, 80 8.00 8.20 8.
0 “,ﬁ M il Ao b S m/z 45.10 90.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L R B B R
29.0 7.80 8.00 8.20 8.40
750 m/z 41.05 32.66%
O \\\‘\‘H\“\‘\"‘H‘\W H\\‘l“\‘\‘\‘\].\o}o‘\o\\\‘\l\\’s\z\()‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R RARREEEEER s e
7.80 8.00 8.20 8.40
5000 m/z 75.00 19.92%
29.0 75.0
100.0
0 , ‘Mwlw\a_wt\‘wm‘_1‘3‘%:?””1?%-9‘
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether R RARRNEEESE T
57.0 7.80 8.00 8.20 8.40
m/z 56.05 15.46%
5000
29.0 75.0
0 " e — N
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92821\
Data File : BF125693.D

Acqg On : 28 Sep 2021 17:28
Operator : JU/CG

Sample : M3961-02

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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... .187 14. ng 1625890 .887 2319850 20.
Octane, 2,6-dim... 145 ng 752107 .887 2319850 20.
Heptane, 3-ethyl- 198 ng 473784 .887 2319850 20.
Decane, 2,5,6-t... 334 ng 687794 .887 2319850 20.
Nonane, 4-methyl- 393 ng 689753 .887 2319850 20.
Cyclohexane, 1,... 428 ng 939715 .887 2319850 20.
Cyclohexane, 1-... 640 ng 1133420 .887 2319850 20.
3-Hexene, 3-eth... 675 ng 666147 .887 2319850 20.
Pentacosane 816 ng 649220 .887 2319850 20.
Heptadecane, 2,... ng 1272590 .887 2319850 20.
unknown6.987 ng 478477 2319850 20.

Nonane, 3,7-dim...
Cyclohexane, (2...

ng 1110280
ng 1487120

.887 2319850 20.
.887 2319850 20.

O NNNNNNNNOOOOOAOOOO NN

0 ©

© un

NP

=

VOO UDNORMNODMRUIUVIOOOUDOO
NUNMNNOOOONRO®OANKNR® VR U
NNNRRPRRRRRPRRPRRRRRERRERRRRR
VOO NANAAANNANNANANANNA N O

0

1

N
OO0 ODDDPODDODDPOODOODOO®O®®

1-Undecene, 4-m... 122 ng 571671 .887 2319850 20.
Carbonic acid, 163 ng 1134550 .887 2319850 20.
Decane, 4-methyl- 192 ng 483114 .887 2319850 20.
Naphthalene, de... 287 ng 605251 .887 2319850 20.
unknown7.539 539 ng 489982 .169 1578750 20.
Octane, 2,4,6-t... 592 ng 515519 .169 1578750 20.
Ethanol, 2-(2-b... 063 ng 688318 .169 1578750 20.

8270-BF092421.M Wed Sep 29 11:26:01 2021

Pag 24



