LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS Vvial : 19 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125022.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.493 235 239 243 rBB 2157 3030 2.16% ©.158%
2 4.122 342 346 350 rBB 4635 4962 3.55% 0.258%
3 4.946 484 486 490 rBB 2575 2757 1.97% 0.143%
4 5.040 499 502 506 rBB 5675 5896 4.21% 0.307%
5 5.310 544 548 550 rBv2 4692 4182 2.99% 0.218%
6 5.334 550 552 554 rVB 5234 3597 2.57% 0.187%
7 5.4106 562 565 567 rBV 7251 6823 4.87% ©.355%
8 5.446 567 571 574 rW 155313 134435 96.05% 6.992%
9 5.722 616 618 621 rBB 4782 3511 2.51% 0.183%
10 6.310 714 718 721 rVB2 13235 13890 9.92% 0.722%
11 6.345 722 724 726 rBB 6128 3824 2.73% 0.199%
12 6.375 726 729 732 rBB 18607 13087 9.35% 0.681%
13 6.422 732 737 740 rBV2 21736 25331 18.10% 1.317%
14 6.463 740 744 747 rVWW 143860 135359 96.71% 7.040%
15 6.504 748 751 754 rBB2 13822 9200 6.57% 0.478%
16 6.645 772 775 779 rBB2 14487 14171 10.13% 0.737%
17 6.822 802 805 809 rBV2 41930 36018 25.73% 1.873%
18 6.875 811 814 816 rBV 21060 15987 11.42% 0.831%
19 6.898 816 818 821 rVB 3854 2974 2.12% 0.155%
20 6.940 822 825 832 rBB 11412 11963 8.55% 0.622%
21 6.998 833 835 838 rBB 6017 4221 3.02% 0.220%
22 7.069 844 847 849 rBV 20838 15823 11.31% 0.823%
23  7.093 849 851 855 rWw 21620 18379 13.13% 0.956%
24 7.140 855 859 861 rVW 58185 48108 34.37% 2.502%
25 7.157 861 862 865 rVB 13375 8047 5.75% 0.419%
26 7.210 867 871 874 rBB2 13708 12538 8.96% 0.652%
27 7.251 875 878 880 rBV 4899 4457  3.18% 0.232%
28 7.281 882 883 885 rW 8574 5692 4.07% 0.296%
29 7.310 885 888 899 rW 6092 4873 3.48% 0.253%
30 7.357 893 896 898 rw 53414 40932 29.25% 2.129%
31 7.387 898 901 904 rVV 109194 91495 65.37% 4.759%
32 7.410 904 905 908 rvB 8017 5944 4.25% 0.309%
33 7.469 911 915 918 rBB2 5939 5180 3.70% 0.269%
34 7.504 918 921 923 rBV 8393 6234 4.45% 0.324%
35 7.587 933 935 938 rW 23686 18889 13.50% 0.982%
36 7.616 938 940 943 rVB 34391 23285 16.64% 1.211%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS Vvial : 19 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.704 952 955 957 rBV 9217 6580 4.70% 0.342%
38 7.728 957 959 961 rVB 5668 4022 2.87% ©.209%
39 7.757 961 964 965 rBV 9719 6857 4.90% 0.357%
40 7.775 965 967 971 rVB2 10362 9159 6.54% 0.476%
41 7.840 975 978 981 rw2 30452 25241 18.03% 1.313%
42 7.869 981 983 985 rVB2 11496 7699 5.50% 0.400%
43 7.916 988 991 994 rvB4 5116 5978 4.27% 0.311%
44  7.969 998 1000 1003 rBB 5264 3860 2.76%  ©0.201%
45 8.004 1003 1006 1009 rBV 39683 31790 22.71% 1.653%
46 8.081 1015 1019 1020 rBV 7279 6900 4.93% 0.359%
47 8.104 1020 1023 1025 rVWV 50586 43891 31.36% 2.283%
48 8.122 1025 1026 1029 rVVv2 10020 7113 5.08% ©.370%
49 8.687 1120 1122 1125 rBB 3746 3017 2.16% 0.157%
50 8.816 1142 1144 1146 rBB 5148 3422 2.45% 0.178%
51 8.910 1157 1160 1163 rBB 4445 4125 2.95% ©0.215%
52 9.181 1202 1206 1209 rBB 171989 139959 100.00%  7.279%
53 9.857 1318 1321 1324 rBB 49621 35900 25.65% 1.867%
54 10.404 1412 1414 1416 rBB 3983 2786 1.99% ©.145%
55 10.645 1452 1455 1458 rBB 83768 64113 45.81%  3.334%
56 11.345 1570 1574 1576 rBV 36413 33370 23.84% 1.736%
57 11.369 1576 1578 1581 rVB 62734 43788 31.29%  2.277%
58 11.416 1584 1586 1589 rBB 8893 6681 4.77% ©.347%
59 11.845 1656 1659 1661 rBV 5567 4460 3.19% 0.232%
60 11.869 1661 1663 1666 rVB2 11701 8795 6.28% 0.457%
61 11.957 1675 1678 1680 rBV2 9491 9286 6.63% 0.483%
62 12.139 1707 1709 1711 rBB 3966 2705 1.93% 0.141%
63 12.163 1711 1713 1716 rBB 5943 4655 3.33% 0.242%
64 12.392 1749 1752 1756 rBV 2967 2697 1.93% 0.140%
65 12.557 1777 1780 1783 rBV 95880 76888 54.94%  3.999%
66 12.786 1813 1819 1822 rBV 81509 76751 54.84%  3.992%
67 12.904 1837 1839 1840 rBV 3211 2770 1.98% ©.144%
68 12.927 1840 1843 1846 rVB 154655 114647 81.91% 5.963%
69 13.004 1851 1856 1860 rBV2 5235 8503 6.08%  0.442%
70 13.092 1865 1871 1872 rBV2 3699 5149 3.68% 0.268%
71 13.116 1872 1875 1879 rVB 9783 8871 6.34% 0.461%
72 13.180 1883 1886 1888 rVvV 6965 5839 4.17% 0.304%
73 13.216 1888 1892 1896 rVB2 6654 6605 4.72%  0.344%
74 13.310 1906 1908 1911 rBV 5260 3661 2.62% ©.190%
75 13.339 1911 1913 1919 rVB2 2874 4073 2.91% ©0.212%
76 13.604 1950 1958 1959 rBV4 1650 2906 2.08% 0.151%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS Vvial : 19 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 13.621 1959 1961 1965 rVB 5570 4990 3.57% 0.260%
78 13.733 1976 1980 1983 rBV2 5011 5918 4.23% 0.308%
79 13.757 1983 1984 1986 rVV 6226 4063 2.90% 0.211%
890 13.786 1986 1989 1990 rvv2 5373 5017 3.58% 0.261%
81 13.827 1992 1996 2001 rVB3 7047 11356 8.11% 0.591%
82 13.980 2017 2022 2025 rBV2 45532 66430 47.46% 3.455%
83 14.010 2025 2027 2030 rVB 34097 26822 19.16% 1.395%
84 14.086 2036 2040 2042 rBvV2 5685 5370 3.84% 0.279%
85 14.139 2045 2049 2051 rBvV4 3292 4720 3.37% 0.245%
86 14.198 2058 2059 2061 rBV2 3593 2847 2.03% 0.148%
87 14.304 2073 2077 2081 rBV5 2937 5604 4.00% 0.291%
88 14.369 2084 2088 2092 rBV2 6732 8720 6.23% 0.454%
89 14.398 2092 2093 2096 rBV2 3338 2986 2.13% 0.155%
990 14.492 2107 2109 2111 rBV3 4145 3304 2.36% 0.172%
91 14.727 2147 2149 2152 rBV2 10399 9750 6.97% 0.507%
92 15.016 2194 2198 2201 rBV 29448 38603 27.58% 2.008%
93 15.121 2214 2216 2221 rVB 5570 5734 4.10% 0.298%
94 15.315 2245 2249 2253 rBV 15614 17648 12.61% 0.918%
95 15.380 2256 2260 2264 rBV 23272 26145 18.68% 1.360%
96 15.439 2267 2270 2273 rBV2 18741 21417 15.30% 1.114%
97 15.468 2273 2275 2279 rVB 3759 4118 2.94% 0.214%
98 16.545 2453 2458 2462 rVB5 2462 4716 3.37% 0.245%
99 16.892 2512 2517 2521 rvv2 7530 12715 9.08% 0.661%
100 17.333 2586 2592 2600 rVB3 7156 13126 9.38% 0.683%
Sum of corrected areas: 1922725
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF125022.D\data.ms

160000 5.446

6.463
140000

120000

7.387

100000
80000
60000 7.140,

40000

20000

840 %
oL+ &l a M “

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: BF125022.D\data.ms

9.181
160000 12.927

Ryl0 5. 722

140000
120000

100000 12.557

10.645 12.786
80000

11.369

60000 8.104 9.857

40000, , 800 11.345

20000
69 2 11
ﬁﬁm 4 8.68781610 10.404 1 'ﬁ‘lG i %{%@%{Jﬁz,ggz
0 A A A A A N A

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF125022.D\data.ms

160000

140000

120000

100000

80000

60000

40000

20000

16.545 16.892 1733

0 T ‘ i 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\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Octane, 2,2,6-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.310 7.71 ng 13890 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 74
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 43
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 33
5 Heptane, 2,3,5-trimethyl- 142 C10H22 020278-85-7 33

Abundance Scan 718 (6.310 min): BF125022.D\data.ms (-714) (-)

m/z 57.10 100.00%

57.1
5000
39 ‘ 85.0 6.00 6.20 6.40 6.60
Ol e m/z 43.18  38.57%
miz--> 20 40 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000
6.00 6.20 6.40 6.60
m/z 41.10 33.72%
29.0 85.0
Lomo |1 e s
\\\‘\\\\’\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
6.00 6.20 6.40 6.60
5000 m/z 56.80  29.55%
84.0
ol L _AHWUWH‘ 1130 1500
m/z--> 20 40 60 80 100 120 140 160 ﬂ ﬂ ﬂM ﬂ
Abundance #14598: Pentane, 2,2,3,4-tetramethyl- e e
57.0 6.00 6.20 6.40 6.60
m/z 71.10 18.85%
5000
29.0 ‘ 85.0
| =Y PO 01| SO
miz--> 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\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Benzene, 1-ethyl-4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.375 7.27 ng 13087 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 90
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 86
5 Benzene, 1,1'-(1-methyl-1,2-etha... 196 C15H16 005814-85-7 59
Abundance Scan 729 (6.375 min): BF125022.D\data.ms (-726) (-) m/z 105.00 100.00%
105.0
5000
120.1 i
\A‘\\\\‘\\\A\‘\\\\‘\\\\’\
39.0 77.1 91"1 6.00 6.20 6.40 6.60
Obrrererrrre et bbb b m/z 120010 30.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
| A
5000 L L L L LA BN L B
6.00 6.20 6.40 6.60
120.0 %
79.0 m/z 91.10 14.96%
39.0 65.0
OH‘\\H‘\H‘\‘HH“‘HH“\H\‘\‘\‘H‘H\w‘\\\E\)%.\(\)\‘\‘}1\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
A EamaaLasss s
6.00 6.20 6.40 6.60
5000 m/z 77.10 10.50%
120.0
77.0 91.0
39.0
Oy B e b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl- ey
105.0 6.00 6.20 6.40 6.60
m/z 79.10 9.83%
5000
120.0
39.0 77.0 91.0
0‘W‘ngﬁgu‘hm‘qh‘ﬁﬁPwuMHHHJMH‘MM‘mHWHH‘ e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 2,4-Nonadiyne Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.645 7.87 ng 14171 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 72
2 2,4-Nonadiyne 120 C9H12 063621-15-8 72
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 64
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 64
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 64
Abundance Scan 775 (6.645 min): BF125022.D\data.ms (-772) (-) m/z 105.00 100.00%
105.0
5000 120.1 M
430 o4 “A‘H‘WH‘N‘H‘W‘
‘H ‘ 77.1 911 ‘ 6.40 6.60 6.80 7.00
O bt Ll L wjz 120.10 43.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
000 ”A“ﬂ
120.0 : : : :
m/z 43.00 20.26%
77.0 91.0
O\\‘]\-\5\.\0‘\\\‘\‘\\3\\9‘.?\\\“11\\6‘%\-‘\0\‘\\\‘H‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10697: 2,4-Nonadiyne
105.0
6.40 6.60 6.80 7.00
5000 m/z 41.00 16.79%
77.0
39.0 63.0 120.0
Sl O [
0‘W‘ﬁ‘_‘mqH‘uhuﬂUu‘Mlu‘mhh‘uﬁm‘H_MM‘H‘M‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.40 6.60 6.80 7.00
m/z 119.10  15.23%
5000
120.0
77.0 91.0
. L 39\.‘0 | 63\'\0 ‘\\ ‘\ Iy ‘ i il A A n
O e s e e b b e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Benzene, 1-ethyl-3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.875 8.88 ng 15987 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 86
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 78
5 Benzene, 1,1'-(1-methyl-1,2-etha... 196 C15H16 005814-85-7 53
Abundance Scan 814 (6.875 min): BF125022.D\data.ms (-811) (-) m/z 105.10 100.00%
105.1
5000
120.1 M
WWA,W_HW@‘A
891 g, 771911 6.60 6.80 7.00 7.20
Obrrrrerre e et bbbl m/z 126,16 35.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
so0 A .
120.0 : : : .
m/z 77.10 11.60%
77.0 91.0
015.039.01163-0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 106.00 10.73%
120.0
77.0 91.0
o380 20 80 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl- B AREEEES L Lo
105.0 6.60 6.80 7.00 7.20
m/z 39.10 10.30%
5000
120.0
77.0 91.0
X .. Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknown6.940 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.940 6.64 ng 11963 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 39
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 38
3 Oxalic acid, heptyl propyl ester 230 C12H2204 1000309-26-0 32
4 Azetidine, 1-methyl- 71 CAHSN 004923-79-9 9
5 Azetidine, 2-methyl- 71 C4HON 019812-49-8 9

Abundance Scan 825 (6.940 min): BF125022.D\data.ms (-822) (-) m/z 57.10 100.00%

57.1
5000
85.1
‘ ‘ ‘ 6.60 6.80 7.00 7.20
bt e e m/z 43.10 53.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #127980: Oxalic acid, isohexyl neopentyl ester
43.0 71.0
5000
6.60 6.80 7.00 7.20
m/z 71.10 51.40%
0 h‘ \\‘H H\ H\ \‘\ 1390 160.0 188.0 229.C
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
6.60 6.80 7.00 7.20
5000 71.0 m/z 85.10 35.65%
oo ||| | Lss0 1m0
A L o e e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111132: Oxalic acid, heptyl propyl ester
57.0 6.60 6.80 7.00 7.20
m/z 41.10 33.21%
5000
29.0
hrrethr k4 980 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20

8270-BF0O80421.M Tue Aug 10 16:34:10 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.069 8.79 ng 15823 1,4-Dichlorobenzene-d4 6.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 64
2 1,3,8-p-Menthatriene 134 C1leH14 018368-95-1 64
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 59
4 Benzene, tert-butyl- 134 C1eH14 000098-06-6 53
5 2-Tolyloxirane 134 CS9H100 002783-26-8 49
Abundance Scan 847 (7.069 min): BF125022.D\data.ms (-844) (-) m/z 119.10 100.00%
119.1
5000
91.1
41,0 57.0
H ‘ M | 6.80 7.00 7.20 7.40
ol L L gz 10510 94.63%
miz--> 0 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
6.80 7.00 7.20 7.40
91.0 m/z 134.85  47.59%
65.0 ‘
0 T \1\5\-9 T \3\9‘"(\) \“\‘\ “i‘\ T \‘H‘ T "H“\ \Ml T \1\3§‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #17023: 1,3,8-p-Menthatriene
110.0 {k
e L L
6.80 7.00 7.20 7.40
5000 m/z 91.10 31.51%
91.0
"0 650 ‘ 13‘50
Y | YOt A NV '
miz--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.10 20.90%
5000
91.0
150 | 39"0 650 1 | 1850
o e e e
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF080421.M Tue Aug 10 16:34:11 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 7 unknown7.093 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.093 10.21 ng 18379 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 43
2 2-Tolyloxirane 134 CSH1e0 002783-26-8 43
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 43
4 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 38
5 Benzeneacetaldehyde, 4-methyl- 134 C9H100 000104-09-6 35
Abundance Scan 851 (7.093 min): BF125022.D\data.ms (-849) (-) m/z 105.10 100.00%
105.1
57.1
5000 41.0
134.0
| “ ‘ ‘85‘.2‘ | ‘ 6.80 7.00 7.20 7.40
Ol e e e e M7z 57.100 78.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
5000
6.80 7.00 7.20 7.40
134.0 m/z 41.05 39.55%
\\‘H\\‘HH‘\H\“HH‘\H\‘\\‘H‘H\}‘\\H‘HH‘\}H‘HH“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17529: 2-Tolyloxirane
105.0
6.80 7.00 7.20 7.40
5000 m/z 43.05 34.70%
134.0
77.0
o"‘H"‘%Z(‘O‘Hu"ﬂ(?w”"‘M"WH‘“l!wwwwuw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 6.80 7.00 7.20 7.40
m/z 56.10 25.41%
5000
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF080421.M Tue Aug 10 16:34:12 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.140  26.71 ng 48108 1,4-Dichlorobenzene-d4 6.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
3 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 91
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
Abundance Scan 859 (7.140 min): BF125022.D\data.ms (-855) (-) m/z 119.10 100.00%
119.1
5000
91.0
39.0 650 135.1 6.80 7.00 7.20 7.40
) VT MY M el I m/z 105.10  49.87%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
6.80 7.00 7.20 7.40
m/z 134.05 39.64%
91.0
0 150 390 650, | | | 10
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\‘\\\\‘\
miz--> 0O 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
110.0 {k
.
6.80 7.00 7.20 7.40
5000 m/z 91.00 28.99%
91.0
1 e N Y I L
miz--> 0 20 40 60 80 100 120 140
Abundance #17033: Benzene, 1,3-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.10 12.90%
5000
27.0 91.0
51.0
LD gy |y 130
0 ‘_HwH‘w,“wu_H“HH,“HHWNW
m/z--> 0 20 100 120 140 6.80 7.00 7.20 7.40

8270-BF080421.M Tue Aug 10 16:34:12 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27

Operator Ju/caG

Sample : M3326-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 9 unknown7.157 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
757 447 ng 8047 1,4-Dichlorobenzene-d4  6.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone, 2,5-dimethyl- 128 caie0 001888-57-9 9

1000309-37-1 9
1000433-23-8 9
001927-69-1 9

2 Oxalic acid, isobutyl hexyl ester 230 C12H2204
3 trans-2-Hexenyl 2-methylbutyrate 184 C11H2002
4 2H-Pyran, 2-(1,1-dimethylethoxy)... 158 C9H1802

5 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 9
Abundance Scan 862 (7.157 min): BF125022.D\data.ms (-861) (-) m/z 57.05 100.00%
57.0
5000 85.0
105.1 134.0
‘ ‘ 6.80 7.00 7.20 7.40
ot - m/z 41.05 56.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14449: 3-Hexanone, 2,5-dimethyl-
57.0
85.0
5000
6.80 7.00 7.20 7.40
m/z 55.00 42.97%
27.0 ‘ 128.0
O \\\‘\H\\“H\\‘\“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #111147: Oxalic acid, isobutyl hexyl ester
LI
bbb e
6.80 7.00 7.20 7.40
5000 m/z 85.00  41.49%
85.0
29.0
‘ 129.0
0 m‘“1‘“,Uuhﬂ,‘Jw‘!H‘_H‘_‘M‘_m_m‘m
miz--> 20 40 60 80 100 120 140 160 180 A A
Abundance #58598: trans-2-Hexenyl 2-methylbutyrate et e
57.0 6.80 7.00 7.20 7.40
m/z 43.10 37.89%
5000 85.0
29.0
\‘ Ll 1840
O 0 0 e M
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40

8270-BF0O80421.M Tue Aug 10 16:34:13 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27

Operator Ju/caG

Sample : M3326-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 10 Benzene, 1-methyl-3-propyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.210 6.96 ng 12538 1,4-Dichlorobenzene-d4 6.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 86
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 86
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 86
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 78
5 2-Tolyloxirane 134 CS9H100 002783-26-8 72
Abundance Scan 871 (7.210 min): BF125022.D\data.ms (-867) (-) m/z 105.10 100.00%
105.1
5000
134.1
411 g7, 770 ‘ 6.80 7.00 7.20 7.40 7.60
O L mz 13,05 19.56%
miz--> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000 A{kﬂ}\m\,{\
6.80 7.00 7.20 7.40 7.60
134.0 m/z 106.10  11.38%
39.0 77.0
O\\\\‘\‘\ T \“‘\ \5\‘5\.0“\‘\ T \““ T \H T ‘”‘\ \‘\“‘ T \‘\ ‘\
miz-> 20 40 60 80 100 120 140
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0
e e
6.80 7.00 7.20 7.40 7.60
5000 m/z 77.00 10.72%
134.0
39.0 77.0
ot i 820 e L
miz--> 20 40 60 80 100 120 140
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0 6.80 7.00 7.20 7.40 7.60
m/z 41.10 9.47%
5000
134.0
27.0 77.0
oltz0 17 1 S0 L
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60

8270-BFO80421.M Tue Aug 10 16:34:14 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 11 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.587 8.61 ng 18889 Naphthalene-d8 8.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 90
5 o-Cymene 134 C1eH14 000527-84-4 90
Abundance Scan 935 (7.587 min): BF125022.D\data.ms (-933) (-) m/z 119.05 100.00%
119.1
5000 134.1
39.0 65.1 911 7.20 7.40 7.60 7.80 8.00
Obreprereprrrereeberr gl e m/z 134,05 38.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 n ‘A\Mwuﬂu‘uh,/\\uwu
7.20 7.40 7.60 7.80 8.00
91.0 134.0 m/z 91.10  16.35%
39.0 65.0 ‘ ‘
0 \\‘1\\5\.\0‘\H‘\‘HH"‘HHN”H\’m‘\\‘\\i“‘H\\‘H‘\HHH‘M’HMHHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 39.00 10.01%
91.0
39.0 65.0
0 \\%\5\.9\\\‘\‘\\\\"\\H“\‘H\’\‘\‘M‘\HM“H\\"\\H‘\m\\’HMMHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 7.20 7.40 7.60 7.80 8.00
m/z 117.00 9.83%
5000
91.0 134.0
39.0 65.0 ‘ ‘
P R R R P O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80 8.00

8270-BF080421.M Tue Aug 10 16:34:14 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27

Operator Ju/caG

Sample : M3326-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 12 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

7.616 10.61 ng 23285 Naphthalene-d8 8.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 91
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91

Abundance Scan 940 (7.616 min): BF125022.D\data.ms (-938) (-) m/z 119.05 100.00%
119.1

5000 134.1
91.0
390 650 7.20 7.40 7.60 7.80 8.00
O e e e gz 13005 37.56%
miz--> 20 80 100 120 140
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 134.0 I\MAA,A{\
7.20 7.40 7.60 7.80 8.00
m/z 91.00 21.02%
39.0 65.0 91.0
O\\\’\‘\\\“‘\\““\“1“\\\‘”‘\\‘\\‘W\\W‘J\\\M\‘\
miz-> 20 40 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
7.20 7.40 7.60 7.80 8.00
5000 134.0 m/z 120.00 11.59%
39.0 910
: 65.0
0 ‘¥§9 H“‘MU Pl ‘$\“L “W“M‘J“‘M‘
m/z--> 20 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0 7.20 7.40 7.60 7.80 8.00
m/z 115.00 10.89%
5000 134.0
410 91.0
’ 65.0
o RN S A PRI N
m/z--> 20 40 80 100 120 140 7.20 7.40 7.60 7.80 8.00

8270-BF0O80421.M Tue Aug 10 16:34:15 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.840 11.50 ng 25241  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 70
2 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 64
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 64
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 64
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 62
Abundance Scan 978 (7.840 min): BF125022.D\data.ms (-975) (-) m/z 117.00 100.00%
117.0
5000 M
132.0

VRN RSAN A N —

391 571 91‘-0 ‘ | 7.60 7.80 8.00 8.20
oH‘HH_‘H_‘H“uwm“_‘s“W‘HMHm_m_MH,HH‘MHM_‘WH m/z 119.10  42.80%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-

117.0
5000
1320 7.60 7.80 8.00 8.20
m/z 132.00 32.45%
39.0 65.0 91.0 ‘ ‘
O\\‘\\\\‘\\i‘\‘\\H““\\\\}‘UH\‘1‘“\\‘\i‘\‘}‘H\\“\H\‘W\\’HH‘\H‘“‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 ﬂn
e
7.60 7.80 8.00 8.20
5000 132.0 m/z 115.00  27.90%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0 7.60 7.80 8.00 8.20
m/z 131.05 21.10%
5000 132.0
91.0
51.0
o 20 T o | AL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.004 14.49 ng 31790 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 42
Abundance Scan 1006 (8.004 min): BF125022.D\data.ms (-1003) (-) m/z 45.10 100.00%
45.1
5000
Ramas e A RAREE
75"0 100.0 7.60 7.80 8.00 8.20 8.40
O b e m/z 57.10 93.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
20.0 7.60 7.80 8.00 8.20 8.40
' m/z 41.10  41.68%
87.0
Ot \‘\”‘ \H ‘\ \““1‘\ \MH\ \‘1‘ 7 \“f‘\ \%0\7\.\0\ ‘-:L\\?)‘}Z\c‘) L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 56.00 15.98%
89.0
o000 | isog | L 1190 a0
miz--> 20 40 60 80 100 120 140 160 180 ﬂ
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- e e
45.0 7.60 7.80 8.00 8.20 8.40
m/z 75.00 15.78%
5000
89.0
0 ZQM‘? H 690 || | 1190 14401630
R R e AR e
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Anthracene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.869 5.27 ng 8795  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 72
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 64
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 58
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 58
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 58
Abundance Scan 1663 (11.869 min): BF125022.D\data.ms (-1661) (1  m/z 192.10 100.00%
192.1
5000
57.0
82.3 164.9 T L —
AN TP
AN | 1 D I m/z 191.10  70.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 — ﬂ — ﬂ
11.50 12.00
m/z 57.00  29.56%
96.0 165.0
O 63'0 wH L ‘H 13‘9.0‘ U‘w | in
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67042: Phenanthrene, 4-methyl-
192.0
— — :
11.50 12.00
5000 m/z 41.00 28.80%
82.0 165.0
2&0 5170 IR \‘ M 115.0 13\90” h“ I I
R s e e A R mma
miz--> 20 40 60 80 100 120 140 160 180 ﬂ
Abundance #67039: Phenanthrene, 2-methyl- —
192.0 11.50 12.00
m/z 189.10 27.79%
5000
94.0 165.0
0 39.0 630 | M 115.0 13\9'0\” b Iy I\
e B L BAmmaT S — A —
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Thiophene-3-carboxaldehyde,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.957 5.57 ng 9286  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 74
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
3 Pentaborane(9), iodo- 190 B5SH8I 031213-31-7 9
4 2-Chloro-1-(2-propynyl)-1H-benzi... 190 C10H7CIN2 080276-19-3 9

5 Pyridazine-3(2H)-thione, 4-chlor... 190 C6H7C1N20S 072038-53-0 9

Abundance Scan 1678 (11.957 min): BF125022.D\data.ms (-1675) (1  m/z 190.10 100.00%
190.1

5000

94.3

0 e e m/z 189.00  83.50%
miz—> 0 20 40 60 80 100 120 140 160 180 200

Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrc

45.0
5000 82.0 m\ _ 1]
12.00
m/z 192.10 38.72%
O \\\\‘\\\‘1Hi!‘Ni“}hiw‘;“l“\‘
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
A —
12.00
5000 m/z 191.00 28.18%
94.0
0 390 630 | 137.0 1630
R R e e AR
miz-> 0 20 40 60 80 100 120 140 160 180 200 ﬂ m
Abundance #64235: Pentaborane(9), iodo- e “
61.0 189.0 12.00
m/z 187.00 17.35%
5000
11.0
35.0 1390461.0
0 220 bl A
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl4.727 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.727 9.10 ng 9750  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 36
2 8-Methyl-6-nonenamide 169 C10H19NO 1000293-20-9 28
3 Ethyl tetradecyl ether 242 C16H340 1000406-36-3 25
4 Ethyl dodecyl ether 214 C14H300 007289-37-4 25
5 Methylphosphonic acid, di(2-etho... 240 C9H2105P 006069-07-4 12
Abundance Scan 2149 (14.727 min): BF125022.D\data.ms (-2147) (1 m/z 59.10 100.00%
59.1
5000
97.1 207.0 —— ——
‘ i H | 14.50 15.00
ob— e m/z 72.00 62.02%
miz-> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —r ——
14.50 15.00
m/z 55.05 46.68%
29.0‘ 98.0
oL L“ U ‘\HH “\‘}“\;Mh‘ ‘HMM \;\\}‘?‘%9 ‘\‘ ‘18‘4"0‘ . ‘2‘38‘(‘) . 2‘8"1‘(
miz--> 50 100 150 200 250
Abundance #44363: 8-Methyl-6-nonenamide
59.0
—— —
14.50 15.00
5000 m/z 41.10 44 .,28%
920 126.0
oL ‘\ \LHW\L‘\L\M HNH ‘\“ “ ‘\‘1‘6?'(‘) P P
miz--> 50 100 150 200 250
Abundance #126392: Ethyl tetradecyl ether —— —
59.0 14.50 15.00
m/z 43.10 30.16%
5000
29.0 97.0
196.0
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Benzo[e]pyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.121 5.35 ng 5734  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 64
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 64
3 Benzo[e]pyrene 252 C20H12 000192-97-2 64
4 Benzo[a]pyrene 252 C20H12 000050-32-8 64
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 59
Abundance Scan 2216 (15.121 min): BF125022.D\data.ms (-2214) (-  m/z 252.10 100.00%
252.1
5000
431 ® 112.0 — ‘A‘ ‘/\‘ :
‘ H ‘ 206.9 ‘ 15.00 1550
0“_‘H‘H‘w“u‘u‘w‘u‘_‘u‘u“_‘H‘H‘W‘H‘_‘“‘ m/z 253.10 28.01%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138568: Benzol[b]fluoranthene
252.0
Lat) i
5000 T T T T T T T T T
15.00 15.50
126.0 m/z 250.10  22.24%
0 74.0 100.0) ‘H 150.0174.0 200.0224.0 M
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138565: BenzolKk]fluoranthene
252.0 /\ ﬂ
— o
15.00 15.50
5000 m/z 112.00 18.74%
126.0
69.0 100.0 “ 224.0
O Lttt b e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138559: Benzo[e]pyrene e —
252.0 15.00 15.50
m/z 113.00  18.54%
5000
126.0
0l410__74.0 100.0) \H‘1500174020002240 mﬁ A n
A T e e i Laaaa — ——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Perylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.316 16.48 ng 17648 Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 83
2 Perylene 252 C20H12 000198-55-0 81
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 81
Abundance Scan 2249 (15.315 min): BF125022.D\data.ms (-2245) (1  m/z 252.10 100.00%
252.1
5000
1250 ISBdA‘ 1550
57.0 “h 223.9 : : .
0,‘H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘HM m/z 250.10 27.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138554: Benzo[e]pyrene
252.0
5000 | A ‘ﬂ‘ :
15.00 15.50
m/z 253.10  24.90%
125.0
0 630 990, | 158.0 198.02240 |
’\\H‘HH‘HH‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘\\H‘\\ \‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138552: Perylene
252.0 J\ﬂ [\ {\
MR-
15.00 15.50
5000 m/z 125.00 18.26%
126.0
0270 630 990 \H 158.0 198.0224.0 Mﬁ'
AR R A RARER ARG AN EET
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 A ﬂ ﬂ
Abundance #138567: Benzol[K]fluoranthene I —
252.0 15.00 15.50
m/z 126.00 12.03%
5000
126.0
0. 36.0 630 1000 ‘\‘ 163.0 198.0224.0 Mﬁ ﬂ A ﬂ
LA e R e R ARR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl6.545 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

16.545 4.40 ng 4716  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
14,8,12,16-0ctadecatetraen-1-o0l, ... 318 C22H380 1000142-00-0 9
2 3,5,7-Trimethyl-5H-pyrimido[4,5-... 207 C8H9N502 1000300-44-3 4
3 Furazan, 3-(dimethylaminomethyle... 207 C7H9N70 294667-75-7 4
4 Bicyclo[2.2.1]heptane-2,3-dione,... 166 C10OH1402 010334-26-6 4

5 2-Pyrimidinamine 95 C4H5N3 000109-12-6 2

Abundance Scan 2458 (16.545 min): BF125022.D\data.ms (-2453) (1 m/z 95.00 100.00%

95.0
191.1
5000 55.0
16.50
o e e — m/z 81.10  87.25%
miz--> 50 100 150 200 250 300
Abundance #222695: 4,8,12,16-Octadecatetraen-1-ol, 4,9,13,17-tetra
95.0
41.0
5000 T
16.50
1360 m/z 191.10 72.91%
0! ‘\“\h \H‘\ \‘\w\h‘ 1l “\1‘7‘39 : 2‘3‘1‘0 ‘2?5‘ O‘ 3‘08‘(
miz--> 50 100 150 200 250 300
Abundance #84205: 3,5,7-Trimethyl-5H-pyrimido[4,5-E][1,2,4]triazine
81.0
T T \
16.50
5000 ITI/Z 69.00 72.71%
179.0
ol ka0 | ae0
miz--> 50 100 150 200 250 300
Abundance #84137: Furazan, 3-(dimethylaminomethylenamino)-4-(1,
83.0 16.50
m/z 83.00 64.74%
42.0
5000
180.0
obdluby 4 (21301500 p
m/z--> 50 100 150 200 250 300 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125022.D

Acqg On : 10 Aug 2021 2:27
Operator : JU/CG

Sample : M3326-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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|
Octane, 2,2,6-t... 6.310 7.7 ng 13890 1 6.822 36018 20.0
Benzene, 1l-ethy... 6.375 7.3 ng 13087 1 6.822 36018 20.0
2,4-Nonadiyne 6.645 7.9 ng 14171 1 6.822 36018 20.0
Benzene, 1-ethy... 6.875 8.9 ng 15987 1 6.822 36018 20.0
unknown6.940 6.940 6.6 ng 11963 1 6.822 36018 20.0
Benzene, 4-ethy... 7.069 8.8 ng 15823 1 6.822 36018 20.0
unknown7.093 7.093 10.2 ng 18379 1 6.822 36018 20.0
Benzene, 2-ethy... 7.140 26.7 ng 48108 1 6.822 36018 20.0
unknown7.157 7.157 4.5 ng 8047 1 6.822 36018 20.0
Benzene, 1-meth... 7.210 7.0 ng 12538 1 6.822 36018 20.0
Benzene, 1,2,4,... 7.587 8.6 ng 18889 2 8.104 43891 20.0
Benzene, 1,2,3,... 7.616 10.6 ng 23285 2 8.184 43891 20.0
1H-Indene, 2,3-... 7.840 11.5 ng 25241 2 8.104 43891 20.0
Ethanol, 2-(2-b... 8.004 14.5 ng 31790 2 8.104 43891 20.0
Anthracene, 2-m... 11.869 5.3 ng 8795 4 11.345 33370 20.0
Thiophene-3-car... 11.957 5.6 ng 9286 4 11.345 33370 20.0
unknownl14.727 14.727 9.1 ng 9750 6 15.439 21417 20.0
Benzo[e]pyrene 15.121 5.3 ng 5734 6 15.439 21417 20.0
Perylene 15.316 16.5 ng 17648 6 15.439 21417 20.0
unknown16.545 16.545 4.4 ng 4716 6 15.439 21417 20.0
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