LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc :

ALS Vvial : 11 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126175.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.445 566 571 574 rBV 2251207 2296624 58.95% 6.164%
2 6.463 738 744 747 rBV 2653476 2709179 69.54% 7.272%
3 6.586 761 765 767 rBv2 72838 65486 1.68% 0.176%
4 6.739 786 791 792 rBV3 51364 55878 1.43% 0.150%
5 6.798 796 801 803 rvv3 72255 92111 2.36% 0.247%
6 6.828 803 806 810 rVV 835891 763505 19.60%  2.049%
7 6.898 814 818 820 rBV3 59699 61663 1.58% 0.166%
8 6.928 820 823 825 rBV3 59116 64548 1.66% 0.173%
9 7.016 836 838 841 rVB2 72191 56380 1.45% 0.151%
10 7.063 844 846 849 rVB3 57467 65118 1.67% ©.175%
11 7.110 849 854 858 rBv4 83204 133285 3.42% 0.358%
12 7.186 863 867 869 rBvV3 38302 52203 1.34% 0.140%
13 7.257 874 879 886 rBv6 103882 218433 5.61% 0.586%
14 7.310 886 888 892 rBV3 92454 98576  2.53% 0.265%
15 7.392 892 902 905 rBV 2320140 2277755 58.47% 6.114%
16 7.428 905 908 913 rVB4 135508 201891 5.18% 0.542%
17 7.480 913 917 920 rBV4 201326 280574 7.20% 0.753%
18 7.528 923 925 928 rBV2 82246 82573  2.12% ©.222%
19 7.557 928 930 934 rBv3 84861 116259 2.98% 0.312%
20 7.616 937 940 941 rBV2 135905 136618 3.51% 0.367%
21 7.639 941 944 947 rVB2 419503 365350 9.38% 0.981%
22 7.669 947 949 952 rVB 90036 70989 1.82% 0.191%
23 7.710 952 956 962 rBV3 195404 312573 8.02% 0.839%
24 7.757 962 964 967 rBvV2 175532 173464 4.45% 0.466%
25 7.786 967 969 972 rBV3 74172 68159 1.75% ©.183%
26 7.822 972 975 979 rBV3 161648 175857 4.51% 0.472%
27 7.880 979 985 987 rBV3 188498 304418 7.81% 0.817%
28 7.939 991 995 999 rBv4 182892 239895 6.16% 0.644%
29 7.998 1001 1005 1007 rBV3 341423 446552 11.46% 1.199%
30 8.016 1007 1008 1014 rVB3 346671 369185 9.48% 0.991%
31 8.063 1014 1016 1017 rBV 98669 63572 1.63% 0.171%
32 8.116 1017 1025 1029 rBV 1027734 1407944 36.14% 3.779%
33 8.163 1032 1033 1037 rVB3 186003 202927 5.21% ©.545%
34 8.204 1037 1040 1042 rBV3 199722 225403 5.79% 0.605%
35 8.292 1053 1055 1057 rBV2 116552 93921  2.41% 0.252%

36 8.327 1057 1061 1063 rVB 488430 449947 11.55% 1.208%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc :

ALS Vvial : 11 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.357 1063 1066 1068 rBV3 139008 152764 3.92% 0.410%
38 8.404 1071 1074 1077 rVB4 213773 248061 6.37% ©.666%
39 8.439 1077 1080 1082 rBV4 158804 218997 5.62% 0.588%
40  8.469 1082 1085 1087 rBV 314364 322137 8.27% ©.865%
41 8.533 1094 1096 1099 rBV3 122500 110952 2.85% ©.298%
42 8.563 1099 1101 1103 rVV 554622 526559 13.52% 1.413%
43 8.580 1103 1104 1107 rVB 516489 355957 9.14%  0.955%
44  8.622 1108 1111 1114 rVB2 255106 264514 6.79% ©.710%
45 8.663 1114 1118 1122 rVB3 578725 622836 15.99% 1.672%
46 8.698 1122 1124 1128 rBv4 146183 188121 4.83% ©.505%
47 8.839 1146 1148 1149 rBV 174921 137700 3.53% ©.370%
48 8.863 1149 1152 1155 rVV3 326575 466948 11.99%  1.253%
49 8.904 1156 1159 1161 rVV3 267226 395832 10.16% 1.062%
50 8.945 1164 1166 1170 rVB6 153896 179429 4.61% 0.482%
51 8.998 1172 1175 1178 rBV3 312529 356038 9.14% ©.956%
52 9.116 1192 1195 1197 rVB4 322414 372673 9.57% 1.000%
53 9.145 1197 1200 1202 rBv4 113631 146894  3.77%  0.394%
54 9.192 1204 1208 1211 rVB 4718425 3895647 100.00% 10.456%
55 9.274 1219 1222 1226 rVB2 375184 425365 10.92% 1.142%
56 9.392 1239 1242 1245 rBv4 210290 285996 7.34% 0.768%
57 9.580 1272 1274 1278 rVB 614885 555791 14.27% 1.492%
58 9.622 1278 1281 1282 rBV3 128433 126095 3.24% ©.338%
59 9.686 1290 1292 1294 rVB2 212678 147180 3.78% ©.395%
60 9.745 1298 1302 1304 rVV 256452 263322 6.76% 0.707%
61 9.786 1306 1309 1311 rVB 399182 348553 8.95% ©.936%
62 9.869 1317 1323 1328 rBV 1414438 1430819 36.73%  3.840%
63 9.910 1328 1330 1334 rBV4 105632 156388 4.01% 0.420%
64 10.280 1391 1393 1397 rVB 170031 168376  4.32% ©.452%
65 10.657 1453 1457 1460 rBV 3025090 2357657 60.52% 6.328%
66 11.351 1572 1575 1579 rBV 1056330 952716 24.46%  2.557%
67 11.421 1584 1587 1590 rVB2 92445 70832 1.82% ©.190%
68 11.616 1616 1620 1624 rVB7 43750 52861 1.36% ©.142%
69 11.751 1640 1643 1646 rVB 154553 127436 3.27% 0.342%
70 11.851 1657 1660 1663 rVB3 61698 61892 1.59% ©.166%
71 11.939 1673 1675 1680 rBvV2 124970 127379 3.27% ©.342%
72 12.051 1689 1694 1699 rBv2 94111 140024 3.59% 0.376%
73 12.139 1706 1709 1712 rVB2 143581 116875 3.00% ©.314%
74 12.210 1720 1721 1727 rVB5 54279 52545 1.35% ©0.141%
75 12.304 1732 1737 1740 rBV3 65718 69557 1.79% ©.187%

76 12.380 1746 1750 1757 rBV 168050 187255 4.81% ©.503%

8270-BF110321.M Tue Nov 16 14:23:47 2021 Pag 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS Vvial : 11 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 12.480 1764 1767 1770 rVB 57457 55091 1.41% 0.148%
78 12.910 1837 1840 1842 rBV 60439 59187 1.52% ©0.159%
79 12.939 1842 1845 1849 rVB 3487208 3236082 83.07% 8.686%
80 13.851 1995 2000 2010 rVB2 102355 197377 5.07% ©.530%
81 13.992 2020 2024 2027 rBV 702507 609151 15.64% 1.635%
82 15.456 2268 2273 2277 rBV 782948 894473 22.96% 2.401%
83 15.933 2351 2354 2359 rVB4 38264 56829 1.46% ©.153%
84 16.021 2363 2369 2375 rBV9 21364 53236 1.37% 0.143%
85 16.439 2435 2440 2446 rVB3 34532 58779 1.51% ©.158%
86 17.027 2534 2540 2547 rVB4 26199 51252 1.32% 0.138%

Sum of corrected areas: 37257245
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF126175.D\data.ms
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Abundance TIC: BF126175.D\data.ms
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Abundance TIC: BF126175.D\data.ms

5000000
4000000
3000000
2000000
1000000 13.992 15.456
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T ‘ T T T 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\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown7.257 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.257 5.72 ng 218433 1,4-Dichlorobenzene-d4 6.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1@H160 004176-04-9 45
2 2-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 000432-24-6 38
3 3-Oxatricyclo[4.2.0.0(2,4)]octan... 124 C7H802 1000211-18-1 38

4 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 38
5 7-Oxabicyclo[4.3.0]nonane, cis- 126 C8H140 013149-01-4 38

Abundance Scan 879 (7.257 min): BF126175.D\data.ms (-874) (-) m/z 81.10 100.00%

41.1 81.1

e

5000
110.1
R SRR
‘ | H 187.0 01 7.00 7.20 7.40 7.60
e l“ il -‘Q”! : H -l A il “M : ﬁ‘f‘ . m/z 69.18  98.92%
miz--> 20 40 60 80 100 120 140
Abundance #29431: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R-
81.0 152.0
41.0
5000 L L I L LI L B
110.0 7.00 7.20 7.40 7.60
m/z 41.10 87.26%
15.0 .0 1\‘\‘\“\}‘\\‘”]\-3\‘4\.*‘0\\\‘\‘\
miz-> 20 40 60 80 100 120 140
Abundance #29344: 2-Cyclohexene-1-carboxaldehyde, 2,6,6-trimethy
1.
810 123.0
41.0 e

7.00 7.20 7.40 7.60
5000 m/z 55.05 86.80%

L

152.0
‘ 10#0 \‘ L
| | 1 1

S

miz--> 20 40 60 80 100 120 140
Abundance #11955: 3-Oxatricyclo[4.2.0.0(2,4)]octan-7-one T T T
81.0 7.00 7.20 7.40 7.60

39.0 m/z 83.10 51.77%
5000
0 MH 107.0 12‘\4'0

e e T T T T T
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\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Naphthalene, decahydro-2-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.639 5.19 ng 365350 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 98
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 81
3 Cyclopentanol, 1-(1-methylene-2-... 138 C9H140 078158-11-9 76
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 76
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 70

Abundance Scan 944 (7.639 min): BF126175.D\data.ms (-941) (-) m/z 81.05 100.00%

81.0
41.1
152.1
5000

‘1091 ‘ e
I |

éo | 101 7.40 7.60 7.80 8.00
el RO L T wyz 67.05  82.39%

miz--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0

5000 \\\\‘\\\\‘\\\\’\\\\‘\\\
7.40 7.60 7.80 8.00
109.0 m/z 41.10 79.54%
3 | 1580 |
‘\\\\‘ \\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0

67.0 T T T
41.0 7.40 7.60 7.80 8.00

5000 m/z 55.05 76.83%

152.0
|| |
miz--> 20 40 60 80 100 120 140 160

Abundance  #20285: Cyclopentanol, 1-(1-methylene-2-propenyl)- A AR EEaRE T

67.0 7.40 7.60 7.80 8.00

41.0 95.0 m/z 95.10  72.65%
5000
120.0
I
Ll 1
‘\\\\‘\\\\‘\\\\‘\\\\ L B B B U
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 1,4-Dimethyladamantane (iso... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.710 4.44 ng 312573  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 81
2 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 72
3 Added stereo to name 164 C12H20 024145-88-8 50
4 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 47
5 Silane, monochloride, methylviny... 220 C10H21Cl0Si 1000415-26-5 47

Abundance Scan 956 (7.710 min): BF126175.D\data.ms (-952) (-) m/z 149.05 100.00%

149.1
5000 93.1
41.0 69.0
PP e
“ \‘ L 1682 7.40 7.60 7.80 8.00
H““ i, e T BES m/z 93.10 39.62%
m/z--> 20 100 120 140 160
Abundance #39800. 1,4-D|methy|adamantane (isomer 1)
149.0
5000 L LA R B B
41.0 93.0 7.40 7.60 7.80 8.00
m/z 41.05 31.93%
67.0
\1\5\.0’\‘}‘\ \“ \ T \‘\ ‘ \“\‘\ \““\ \‘\H\ ‘ \‘\ \1\2‘1\(\)\ T ‘ T \‘\ T ‘ 1 L
miz--> 20 40 60 80 100 120 140 160
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
R R RRERE
7.40 7.60 7.80 8.00
m/z 55.10 29.25%
5000 93.0
41.0
121.
}??‘U‘ﬂ“““NMHWV‘M“JM‘H‘g“_““l‘u
miz--> 20 40 60 80 100 120 140 160
Abundance #39760: Added stereo to name R EmaaE R
149.0 7.40 7.60 7.80 8.00
m/z 69.00 27.63%
5000 93.0
55.0
‘ ‘ 121.0 | ‘
m,w_u“wwm S N T SN B W S —
m/z--> 200 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF110321.M Tue Nov 16 14:23:52 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49

Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown7.880 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.880 4.32 ng 304418 Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,3-Diethylcyclopentane 126 CSH18 1000113-87-1 49
2 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 47
3 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 38
4 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 35

5 3-(4-Methylpent-3-enyl)thiophene 166 C10H14S 062429-57-6 27

Abundance Scan 985 (7.880 min): BF126175.D\data.ms (-979) (-) m/z 55.00 100.00%
55

97.1
5000
AR e
79 ‘ 125.2 15‘1'1 7.60 7.80 8.00 8.20
e m/z 97.10 80.77%
miz--> 20 40 60 80 100 120 140 160
Abundance #13243: trans-1,3-Diethylcyclopentane
55.0
97.0
5000 L L L L L B L B
7.60 7.80 8.00 8.20
m/z 41.05 74.31%
29.0 ‘ 126.0
$?.‘q!\\\“\\\\‘\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
e
7.60 7.80 8.00 8.20
5000 ITI/Z 69.05 51.67%
29.0 ‘ 126.0
A el L
miz--> 20 40 60 80 100 120 140 160
Abundance #43587: Cyclohexane, 1-methyl-2-pentyl- A RAREEE
97.0 7.60 7.80 8.00 8.20
55.0 m/z 83.10 44.93%
5000
29.0
m/z--> 200 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Sulfurous acid, decyl 2-pro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.998 6.34 ng 446552  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 53
2 4,4-Dipropylheptane 184 C13H28 017312-72-0 53
3 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 50
4 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 50
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 46

Abundance Scan 1005 (7.998 min): BF126175.D\data.ms (-1001) (-) m/z 43.10 100.00%
1

43.
85.1
5000
R R RRRRE
I ‘ ‘ 109.1 1412 oo, 7.60 7.80 8.00 8.20 8.40
‘HHHHM\“\M“‘\‘H‘\\HM‘\\H“‘H\\‘H‘\‘H\‘HH‘H\ m/Z 57.10 71.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #152679: Sulfurous acid, decyl 2-propyl ester
43.0
5000 850 I L L R
7.60 7.80 8.00 8.20 8.40
m/z 41.10 61.29%
I “\‘ ‘\54- || 1110 3410 1750 2050
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59043: 4,4-Dipropylheptane
57.0 850
R R RREERRRE
7.60 7.80 8.00 8.20 8.40
5000 141.0 ITI/Z 85.10 54.30%
29.0
T O = N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #108991: Carbonic acid, decyl vinyl ester AR AR e R
43.0 7.60 7.80 8.00 8.20 8.40
m/z 55.10 46.22%
5000 71.0
97.0 140.0
1650
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.016 5.24 ng 369185 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 53
2 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 47
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 47
4 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 47
5 3,6,9,12-Tetraoxatetradeca-1,13-... 202 C10H1804 000765-12-8 42

Abundance Scan 1008 (8.016 min): BF126175.D\data.ms (-1007) (-) m/z 45.00 100.00%

45.0
5000

Tﬁﬁ‘% 166.1 7.60 7.80 8.00 8.20 8.40
[l I

1392
o “‘14?1”_”‘_“” m/z 57.10 61.19%

m/z--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0

5000 S
7.60 7.80 8.00 8.20 8.40

27r 75.0 m/z 41.10  42.99%
|

100.0
\\\"\H\\"\‘\\MH\\W‘W‘\“\‘\ \“\\\ \‘\]-\3\2\0‘\ \\]\.?:\gp\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #5033: 3,3-Dimethylbutane-2-ol

57.0

7.60 7.80 8.00 8.20 8.40

5000 m/z 81.10 16.76%
87.0
29.0
miz--> 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether s EREaERET
57.0 7.60 7.80 8.00 8.20 8.40

m/z 75.05 15.82%

5000

75.0

‘ \‘\ Wil ‘ | 100.0118.0

“‘,‘“,“‘w“‘“‘H“““_“““H““‘ P

m/z--> 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40

8270-BF110321.M Tue Nov 16 14:23:54 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.327 6.39 ng 449947  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 94
2 6-Tridecene 182 C13H26 024949-38-0 78
3 Cyclopentane, propyl- 112 C8H16 002040-96-2 64
4 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 64
5 5-Tridecene, (E)- 182 C13H26 023051-84-5 60

Abundance Scan 1061 (8.327 min): BF126175.D\data.ms (-1057) (-) m/z 69.10 100.00%

69.1
41.1
5000
97.1
R Rma e RAmma R
¥ 261 18‘2'2 8.00 8.20 8.40 8.60
\‘\”\“H“\‘\‘\H‘H‘H\\‘\‘\.‘\h‘\‘\\“H\ m/Z 55.10 92.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56982: Cyclohexane, 2-butyl-1,1,3-trimethyl-
41.0 69.0
5000 UL L B R I R B |
97.0 8.00 8.20 8.40 8.60
’ 126.0 182.0 m/Z 41.10 81.10%
\‘\“H‘ T \“H‘\ ‘HM‘\ T \”‘ ]\-5\:\"\0‘ \“\ T i“\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56948: 6-Tridecene
55.0
R Rma e RAmma R
8.00 8.20 8.40 8.60
5000 m/z 56.10 61.65%
83.0
‘ ‘ 111.0 182.0
SN O - X: I
miz--> 20 40 60 80 100 120 140 160 180
Abundance #7561: Cyclopentane, propyl- AR R R S
41.0 69.0 8.00 8.20 8.40 8.60
m/z 83.10 49.74%
5000
112.0
15.0 ‘ 0
R R e e S R Rma e RAmma R
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF110321.M Tue Nov 16 14:23:55 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49

Operator Ju/caG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown8.469 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.469 4.58 ng 322137 Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 38
2 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 38

3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 35
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 35
5 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 35

Abundance Scan 1085 (8.469 min): BF126175.D\data.ms (-1082) (-) m/z 55.10 100.00%

1 | ﬂ&NAkaMJQAMAMVVVM
5000 137.1
RS S
79 166.2 8.20 8.40 8.60 8.80
il bl m/z 97,10 87.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41557: Cyclopentane, 1,1'-ethylidenebis-
55.0 97.0
5000 L B B L B LR
8.20 8.40 8.60 8.80
m/z 41.10 71.10%
‘ T \3\7\i T \“1 ‘ \‘\‘ \7\9‘~‘9\ L L 123.0 147.0166-0

m/z--> 20 40 60 80 100 120 140 160 180

F

Abundance  #43400: 4a(2H)-Naphthalenemethanol, octahydro-
81.0 137.0
e
8.20 8.40 8.60 8.80
5000, 410 m/z 81.10 59.11%
3 1070 | 168.0 MWM\/\/\MM
R AR RER R REE RS R

miz--> 20 40 60 80 100 120 140 160 180

Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- T
7.0 8.20 8.40 8.60 8.80
55.0
m/z 69.10 52.72%
o M/M/\M
29.0 126.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF110321.M Tue Nov 16 14:23:56 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown8.563 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.563 7.48 ng 526559 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 49
2 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 49
3 2-Dodecene, 2-methyl- 182 C13H26 ©55103-82-7 38
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 38
5 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 35
Abundance Scan 1101 (8.563 min): BF126175.D\data.ms (-1099) (-) m/z 69.10 100.00%
411 691
125.1
5000
97.1
149.1 R R REEEEE
‘ ‘ 1811 8.20 8.40 8.60 8.80
bl ey m/z 55,10 86.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69.0
125.0
5000 L L LA B LI BN B
41.0 8.20 8.40 8.60 8.80
m/z 57.10 85.80%
\]_\5\(‘)\‘\‘\\‘“‘\\\U‘\\\\‘!\9\7\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 20 40 80 100 120 140 160 180
Abundance #20750: Cyclohexane, 1,1,4,4-tetramethyl-
69.0
41.0 R R REEEEE
125.0 8.20 8.40 8.60 8.80
5000 m/z 41.10 85.43%
o 220 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56970: 2-Dodecene, 2-methyl- R ARammEEERET
69.0 8.20 8.40 8.60 8.80
m/z 125.10 60.26%
41.0
5000
182.0
97.0
1260 asa0 | cAel T A
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF110321.M Tue Nov 16 14:23:56 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 unknown8.580 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.580 5.06 ng 355957 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, tr... 596 C21H27F1502 1000406-04-3 22
2 1-Chloro-3-trimethylsilyl-2-prop... 164 C6H13C10Si 1000427-07-7 18
3 3-Chloro-2-trimethylsiloxypropene 164 C6H13C1l0Si 1000427-07-8 18
4 Pentadecafluorooctanoic acid, do... 582 C20H25F1502 1000406-04-2 14
5 2-Chloro-4,6-difluoroaniline 163 C6H4C1F2N 036556-56-6 14
Abundance Scan 1104 (8.580 min): BF126175.D\data.ms (-1103) (-) m/z 57.10 100.00%
57.1
163.1
5000
R RRREE s e
‘ ‘ 1 H } ‘ 8.20 8.40 8.60 8.80 9.00
\H“\I\‘\“\“‘\N\“\”‘\W\‘\“\“‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH m/Z 41.10 95.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346374: Pentadecafluorooctanoic acid, tridecyl ester
57.0
5000 U L LU R
8.20 8.40 8.60 8.80 9.00
m/z 43.10 77.24%
‘ ’ ]1 182.0
T \J\‘ “\‘\ T \“ \‘ﬁ\:?‘\\ ‘1 \l\ ‘ TTTT ‘2\\8\]-\.‘()\ TT %6\\9\\0‘ T \4\5‘5\.\(\)\ ‘ TTTT “5\7\\8\'l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #40008: 1-Chloro-3-trimethylsilyl-2-propanone
95.0
R RRREE s e
8.20 8.40 8.60 8.80 9.00
5000 m/z 163.10  75.84%
164.0
\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #40006: 3-Chloro-2-trimethylsiloxypropene R e e AR R
95.0 8.20 8.40 8.60 8.80 9.00
m/z 55.10 59.49%
5000
164.0
SRS R ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80 9.00

8270-BF110321.M Tue Nov 16 14:23:57 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 6-Tridecene, 7-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.663 8.85 ng 622836  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 64
2 Cyclopentane, (2-methylbutyl)- 140 C1oH20 053366-38-4 60
3 Cyclopentane, 1-butyl-2-pentyl- 196 C14H28 061142-52-7 58
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 43
5 Cyclopropane, 1,1-dimethyl-2-nonyl- 196 C14H28 041977-38-2 43
Abundance Scan 1118 (8.663 min): BF126175.D\data.ms (-1114) (-) m/z 69.10 100.00%
69.1
41.1
5000 1111
e A BRE
| w b ‘ﬁr"l s 1962 8.40 8.60 8.80 9.00

M R b O L myz ss.1e 70.97%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #71763: 6-Tridecene, 7-methyl-
55.0
111.0
5000 i \\\‘\\\\‘\\\\’\\\\‘\\\\
830 8.40 8.60 8.80 9.00
196.0 m/z 41.10 66.77%
|| ) L
‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
410 LI L L L L LI L L
8.40 8.60 8.80 9.00
5000 111.0 ITI z 56.05 48.76%
8 B8 JWWW»
miz--> 80 100 120 140 160 180 200
Abundance #71769 Cyclopentane, 1-butyl-2-pentyl- R EARRaEEE T

8.40 8.60 8.80 9.00

m/z 57.10 40.85%
5000 97.0
125.0 196.0
1680 ‘

m/z--> 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF110321.M Tue Nov 16 14:23:58 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Silane, chlorodiethylpentyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.863 6.63 ng 466948 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethylpentyloxy- 208 (C9H21C10Si 1000363-04-4 50
2 4-Hexen-1-o0l, 5-methyl-2-(1-meth... 154 C1@H180 000498-16-8 27
3 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 25
4 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9N3S 001128-67-2 22
5 1-Pyrroline, 3-ethyl- 97 C6H11IN 1000073-06-0 14

Abundance Scan 1152 (8.863 min): BF126175.D\data.ms (-1149) (-) m/z 69.10 100.00%

69.1 179.2
41.1
109.1
5000
e A BRE
137.1 8.60 8.80 9.00 9.20
m/z 179.20 88.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85788: Silane, chlorodiethylpentyloxy-
179.0
109.0
5000 L L B L B R
69.0 8.60 8.80 9.00 9.20
m/z 55.10 70.76%
TTT ‘ T \‘ \4\]‘1“.\9 T “\‘\‘\ T “‘\ T }M\ ‘ T \“\ T T ‘].\5\]\.'\?\ T \‘\ 1‘\ TT \2‘(\)\8\.(\)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31251: 4-Hexen-1-ol, 5-methyl-2-(1-methylethenyl)-, (R)
69.0
e A BRE
41.0 8.60 8.80 9.00 9.20
5000 m/z 41.10 68.88%
111.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69345: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,! R R RRREE
179.0 8.60 8.80 9.00 9.20
m/z 109.10 56.69%
5000 4ao 680
‘ 107.0
A e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF110321.M Tue Nov 16 14:23:58 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknown8.904 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.904 5.62 ng 395832 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Pyridinethione, 4-methyl- 125 C6H7NS 018368-65-5 22
2 2-Octene, 2-methyl-6-methylene- 138 C10H18 010054-09-8 22
3 Thiazole, 5-ethenyl-4-methyl- 125 C6H7NS 001759-28-0 22
4 4-n-Butylchlorobenzene 168 C10OH13C1l 015499-27-1 18
5 Malononitrile, o-chlorobenzyl- 196 C10H7CIN2 040915-55-7 18

Abundance Scan 1159 (8.904 min): BF126175.D\data.ms (-1156) (-) m/z 69.10 100.00%

69.1 125.1
41.1
5000
95.1
.
“ ‘ H | 145.1 17‘311931 8.60 8.80 9.00 9.20
w““_“%‘m“ﬂ‘wﬂu‘Uw‘ Muw‘Uqus‘uﬂH““ m/z 125.1@  91.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12367: 2(1H)-Pyridinethione, 4-methyl-
125.0
80'0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
0001 oo 8.60 8.80 9.00 9.20
m/z 57.10 85.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19462: 2-Octene, 2-methyl-6-methylene-
69.0
41.0
.
8.60 8.80 9.00 9.20
5000 m/z 41.10 66.77%
95.0
T O N = Y-S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12362: Thiazole, 5-ethenyl-4-methyl- R Rama e A
125.0 8.60 8.80 9.00 9.20
m/z 43.10 56.04%
97.0
5000
58.0
miz--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF110321.M Tue Nov 16 14:23:59 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Cyclohexanol, 4-ethyl-4-met... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.998 4.98 ng 356038 Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 4-ethyl-4-methyl-3... 184 C12H240 055869-52-8 72
2 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 70
3 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 49
4 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C10H17Br 059474-03-2 47
5 cis,trans-1,9-Dimethylspiro[5.5]... 180 C13H24 1000111-73-3 38

Abundance Scan 1175 (8.998 min): BF126175.D\data.ms (-1172) (-) m/z 81.10 100.00%
41.1 81.1

5000

8.60 8.80 9.00 9.20 9.40
m/z 41.10 95.38%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58948: Cyclohexanol, 4-ethyl-4-methyl-3-(1-methylethyl

81.0
55.0 123.0

5000 “\\\‘\\\\‘\\\\‘\\\\’\\
8.60 8.80 9.00 9.20 9.40

155.0 m/z 55.10 90.73%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #43400: 4a(2H)-Naphthalenemethanol, octahydro-

81.0 137.0
R R ERRERRE
8.60 8.80 9.00 9.20 9.40
5000,  41.0 m/z 69.10 82.03%
uore | 1680
R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41577: trans, cis-2-Ethylbicyclo[4.4.0]decane Rmaas s RAREaREEE
81.0 8.60 8.80 9.00 9.20 9.40
137.0 .
166.0 m/z 137.05 77.55%
5000 55.0
109.0

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 wunknown9.116 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.116 5.21 ng 372673  Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 46
2 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 25
3 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 25
4 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 22
5 Cyclopropane, tetramethylmethylene- 110 C8H14 054376-39-5 11
Abundance Scan 1195 (9.116 min): BF126175.D\data.ms (-1192) (-) m/z 81.10 100.00%
81.1
411 179.2
5000
e EaAsmmEESEEE
8.80 9.00 9.20 9.40
m/z 179.15 67.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 L L R R B B
110.0 8.80 9.00 9.20 9.40
39.0 m/z 95.10 64.87%
\]_\5\.(‘)\“\‘\ \M\ ’ \‘\H‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6769: 2,4-Hexadiene, 2,5-dimethyl-
670 990
e EaAsmmEESEEE
390 8.80 9.00 9.20 9.40
5000 m/z 41.10 64.66%
2ol LA
el ‘u‘m“m1‘mww_ww_ww‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6579: 2,4-Heptadienal, (E,E)- e EaAsmmEESEEE
81.0 8.80 9.00 9.20 9.40
m/z 69.10 55.95%
5000
28.0
53.0
110.0
m”hu“,“‘HM‘H‘H‘HH“m‘uu‘mwuw T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF110321.M Tue Nov 16 14:24:00 2021

Page:

19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.274 5.95 ng 425365  Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 53
2 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 27
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 27
4 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 25
5 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 22

Abundance Scan 1222 (9.274 min): BF126175.D\data.ms (-1219) (-) m/z 55.10 100.00%

55.1 198.2
5000 95.1 123.1
19.009.20 9.40 9.60
161.1 : : : :
m/z 193.15 96.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 950
9.00 9.20 9.40 9.60
m/z 41.10 83.74%
‘ ‘ 151.0
\\\‘\\\\‘\\\‘\‘\ \\“}\\‘!‘\‘\‘\\‘!\\\“\\‘}\‘\\\\“\\{‘\‘\!\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68153: 4-Amino-N-hydroxypyrazolo[3,2-c][1,2,4]triazine-
193.0
A AR RE
95.0 9.00 9.20 9.40 9.60
5000 m/z 69.10 71.22%
67.0
40.0 146.0
M #r.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, T T T
193.0 9.00 9.20 9.40 9.60
42.0 m/z 95.10 43.28%
5000 83.0
108.0
158.0
%%?N\\N\MM\Muvluw‘w\w%?%?u\ﬂ“\\h\ﬂh‘uww‘ T e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Butyl octacosyl ether Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.392 4.00 ng 285996  Acenaphthene-di10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl octacosyl ether 467 C32H660 1000406-41-1 64
2 Butyl tetracosyl ether 410 C28H580 1000406-40-9 64
3 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 58
4 17-Pentatriacontene 491 C35H70 006971-40-0 52
5 Oxirane, decyl- 184 C12H240 002855-19-8 43

Abundance Scan 1242 (9.392 min): BF126175.D\data.ms (-1239) () m/z 43.05 100.00%
3.0

5000
05.0

S

| 1491 5055 9.00 9.20 9.40 9.60 9.80

—ALll m/z 41.10  94.79%

miz--> 50 100 150 200 250 300 350 400
Abundance #330748: Butyl octacosyl ether
57.0
5000 DL B LA B R
9.00 9.20 9.40 9.60 9.80
11.0 m/z 55.10 82.74%
| ‘ ‘ ﬂ | 1 ,167.0210.0 264.0308.0 392.0
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308231: Butyl tetracosyl ether
57.0
B e
9.00 9.20 9.40 9.60 9.80
5000 m/z 57.10 78.87%

11.0
\‘\ |11, 167021002530  336.0
-] £ 3.C

miz--> 50 100 150 200 250 300 350 400
Abundance #138530: Dodecane, 6-cyclohexyl- s REARAmRRT
57.0 9.00 9.20 9.40 9.60 9.80

m/z 83.10 53.75%
5000
11.0
168.0

““ i “!u“ﬂ”\ ik u‘ﬂ“\ e [T
m/z--> 50 100 150 200 250 300 350 400 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknown9.580 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.580 7.77 ng 555791  Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 46
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 32
3 2-Anthracenamine 193 C14H11N 000613-13-8 30
4 Acridine, 9-methyl- 193 C14H11N 000611-64-3 22
5 1H-Indole, 2-phenyl- 193 C14H11N 000948-65-2 22

Abundance Scan 1274 (9.580 min): BF126175.D\data.ms (-1272) (-) m/z 193.20 100.00%

198.2
41.1 69.1
5000 95.1 1231

163.0 s :
LT
umH‘uimww_wwmuw m/z 41.10  65.85%
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am
105.0 193.0

52.0 133.0

5000 — :
9.50
1 ‘\ M l ‘ ‘

m/z 55.10 65.52%
\\\‘\‘ \\\‘\\\\‘\\\\‘\\\\‘\\ T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

193.0
T \
9.50
5000 55.0 69.10  59.55%
109.0
81.0
29.0
i S TN P
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68072: 2-Anthracenamine T ‘
193.0 9.50

83.10 47.32%

5000 165.0
97.0

39.0 790 | 13?0 [

m/z--> 20 40 60 80 100 120 140 160 180 200 220 950
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknown9.786 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.786 4.87 ng 348553  Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexylbicyclo[2.2.2]octane 194 C14H26 1000435-94-2 38
2 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 35
3 1-Hexyl-1-nitrocyclohexane 213 C12H23N02 118252-09-8 27
4 2-Anthracenamine 193 C14H11N 000613-13-8 25
5 Ethylidenecycloheptane 124 C9H16 010494-87-8 15

Abundance Scan 1309 (9.786 min): BF126175.D\data.ms (-1306) (-) m/z 193.20 100.00%
198.2

55.1
97.1
5000 1231
sial —
9.50 10.00
H‘ M\ d I LlS%l 224.2 9
o! T N TS N i m/z 55.10 82.12%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69398: 1-Hexylbicyclo[2.2.2]octane
67.0 95.0
41.0
5000 124.0 —— e
9.50 10.00
194.0 m/z 41.10 74.26%
‘ H 165.0
O O \‘

‘HH’M‘M‘\ T H\"\‘\‘H‘HH“HH‘HH‘\H‘\’HH‘\H

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

4

Abundance #90846: 1-Hexyl-2-nitrocyclohexane
53.0
— —
83.0 9.50 10.00
5000 m/z 97.10  73.05%
111.0
‘ H L 167.0
RS e R R RN RRRER A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90847: 1-Hexyl-1-nitrocyclohexane T —
53.0 830 9.50 10.00
m/z 69.10 71.77%
5000 111.0
167.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.851 6.48 ng 197377  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 90

Abundance Scan 2000 (13.851 min): BF126175.D\data.ms (-1995) (-  m/z 55.05 100.00%

58,0
97.1
5000

3.9 1350 1400
191124812810 : m/z 57.10 96.07%

miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
53.0
97.0

5000
1350 1400
m/z 43.00 91.17%

\2\34L) ‘\‘ “ T “H “‘ }‘ T 9‘\3\9 0 T ]\.8\2 \0 \22\3\0\ ‘ T 2\80 0 ‘ T
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55,0
97.0

1350 1400
m/z 83.10 82.04%

L J Rm . 1820 224.0 266.0
L e B L A AR A
150 200 250 300
232316.8ehenk:ahoho

43.0 1350 1400
' m/z 97.10 71.98%

5000
25-0
eiiey L | 1670 2100 2800

m/z--> 50 100 150 200 250 300 1350 1400

5000

19.0

m/z--> 50
Abundance

O #H H‘A

g
83.
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126175.D

Acqg On : 13 Nov 2021 18:49
Operator : JU/CG

Sample : M4659-02

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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|
unknown?7.257 7.257 5.7 ng 218433 1 6.833 763505 20.0
Naphthalene, de... 7.639 5.2 ng 365350 2 8.116 1407940 20.0
1,4-Dimethylada... 7.710 4.4 ng 312573 2 8.116 1407940 20.0
unknown?7.880 7.880 4.3 ng 304418 2 8.116 1407940 20.0
Sulfurous acid,... 7.998 6.3 ng 446552 2 8.116 1407940 20.0
Ethanol, 2-(2-b... 8.016 5.2 ng 369185 2 8.116 1407940 20.0
Cyclohexane, 2-... 8.327 6.4 ng 449947 2 8.116 1407940 20.0
unknown8.469 8.469 4.6 ng 322137 2 8.116 1407940 20.0
unknown8.563 8.563 7.5 ng 526559 2 8.116 1407940 20.0
unknown8.580 8.580 5.1 ng 355957 2 8.116 1407940 20.0
6-Tridecene, 7-... 8.663 8.8 ng 622836 2 8.116 1407940 20.0
Silane, chlorod... 8.863 6.6 ng 466948 2 8.116 1407940 20.0
unknown8.904 8.904 5.6 ng 395832 2 8.116 1407940 20.0
Cyclohexanol, 4... 8.998 5.0 ng 356038 3 9.869 1430820 20.0
unknown9.116 9.116 5.2 ng 372673 3 9.869 1430820 20.0
Decahydro-1,1,4... 9.274 6.0 ng 425365 3 9.869 1430820 20.0
Butyl octacosyl... 9.392 4.0 ng 285996 3 9.869 1430820 20.0
unknown9.580 9.580 7.8 ng 555791 3 9.869 1430820 20.0
unknown9.786 9.786 4.9 ng 348553 3 9.869 1430820 20.0
5-Eicosene, (E)- 13.851 6.5 ng 197377 5 13.992 609151 20.0
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