LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acqg On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123137.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 5 12 18 rBV 374820 493490 11.02% 0.822%
2 5.122 511 516 520 rBV2 86024 98950 2.21% 0.165%
3 5.51@ 577 582 585 rBV 3765655 3562344 79.53% 5.932%
4 5.928 647 653 656 rVvB4 72449 114723 2.56% 0.191%
5 6.063 672 676 680 rVB3 104153 137940 3.08% 0.230%
6 6.145 688 690 694 rBV2 168439 193692 4.32% 0.323%
7 6.339 717 723 727 rBV4 136849 191927 4.29% 0.320%
8 6.434 735 739 748 rBV3 265108 362742 8.10% 0.604%
9 6.516 748 753 757 rBV 3545008 3732651 83.34% 6.216%
106 6.569 760 762 765 rVB2 110434 100842 2.25% 0.168%
11 6.598 765 767 770 rBV 316860 228860 5.11% 0.381%
12 6.628 770 772 773 rBV 128156 104004 2.32% 0.173%
13 6.681 778 781 786 rVB4 111219 136269 3.04% 0.227%
14 6.892 814 817 823 rVB2 1378710 1357602 30.31% 2.261%
15 7.039 840 842 847 rBV 184585 181287 4.05% 0.302%
16 7.169 861 864 868 rVB3 219004 226658 5.06% 0.377%
17 7.292 879 885 888 rBv4 177262 200312 4.47% 0.334%
18 7.322 888 890 895 rVB4 96389 117928 2.63% 0.196%
19 7.422 902 907 908 rBV2 196800 219914 4.91% 0.366%
20 7.451 908 912 915 rVB 2267179 2295655 51.25% 3.823%
21 7.545 923 928 931 rBv4 209359 303110 6.77% 0.505%
22 7.598 931 937 940 rBV5 101989 220523 4.92% 0.367%
23  7.680 948 951 953 rVW 151635 133838 2.99% 0.223%
24 7.704 953 955 958 rVB3 174457 131083 2.93% 0.218%
25 7.775 964 967 969 rBV2 115394 108804 2.43% 0.181%
26 7.822 973 975 979 rVB4 206849 183611 4.10% 0.306%
27 8.051 1011 1014 1017 rBV3 65512 98070 2.19% 0.163%
28 8.128 1024 1027 1031 rBV3 131385 166270 3.71% 0.277%
29 8.180 1031 1036 1042 rVV 1525190 1606911 35.88% 2.676%
30 8.239 1042 1046 1048 rVB3 299310 309935 6.92% 0.516%
31 8.269 1048 1051 1053 rBV2 111696 106658 2.38% 0.178%
32 8.416 1073 1076 1079 rBV 126748 128795 2.88% 0.214%
33  8.475 1079 1086 1090 rBV6 240965 470537 10.51% 0.784%
34 8.527 1092 1095 1098 rvB4 115982 115955 2.59% 0.193%
35 8.569 1098 1102 1105 rBV3 117188 142021 3.17% 0.236%

36 8.604 1105 1108 1110 rBV2 308021 318228 7.10% ©.530%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acqg On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.645 1113 1115 1119 rVB 334151 292135 6.52% ©0.486%
38 8.686 1119 1122 1124 rBV3 125064 125092 2.79%  ©.208%
39 8.727 1124 1129 1133 rBV7 204032 359140 8.02%  ©.598%
40 8.816 1139 1144 1145 rBv4 165833 279139 6.23% 0.465%
41 8.875 1150 1154 1159 rVB6 295444 406407 9.07% 0.677%
42 8.927 1161 1163 1166 rVB3 316157 287413 6.42%  0.479%
43 8.963 1166 1169 1171 rBv4 201693 234665 5.24% 0.391%
44  9.063 1183 1186 1189 rBV3 274253 437234 9.76% 0.728%
45  9.145 1197 1200 1203 rBv4 213665 304481 6.80% 0.507%
46  9.180 1203 1206 1208 rVvV2 630598 534519 11.93% ©.890%
47  9.204 1208 1210 1214 rVB2 614645 599858 13.39% ©.999%
48  9.257 1215 1219 1222 rBV 4802662 4479020 100.00%  7.459%
49  9.339 1230 1233 1237 rBV2 1276680 1471118 32.84% 2.450%
50 9.657 1283 1287 1291 rBV2 2190284 3045616 68.00% 5.072%
51 9.710 1294 1296 1300 rVB 995558 981841 21.92% 1.635%
52 9.816 1310 1314 1316 rBV2 1975212 2276285 50.82% 3.791%
53 9.863 1316 1322 1324 rVB 3283917 3864634 86.28% 6.435%
54 9.898 1324 1328 1330 rBV2 1059904 1220278 27.24% 2.032%
55 9.945 1330 1336 1339 rVB2 2133957 3408488 76.10% 5.676%
56 9.986 1340 1343 1346 rBV2 912775 1355585 30.27%  2.257%
57 10.204 1378 1380 1383 rBV3 882895 1022285 22.82% 1.702%
58 10.321 1397 1400 1403 rBV2 1040259 1148633 25.64% 1.913%
59 10.363 1404 1407 1410 rVB 2536484 2467710 55.09% 4.109%
60 10.739 1469 1471 1473 rVB 1569409 1121096 25.03% 1.867%
61 13.045 1860 1863 1869 rVB 3802216 4115210 91.88% 6.853%
62 14.098 2039 2042 2051 rVB 1828960 2217424 49.51% 3.693%
63 15.586 2291 2295 2307 rVB2 1339971 2124555 47.43%  3.538%
64 16.315 2416 2419 2427 rVB2 298626 602119 13.44% 1.003%
65 16.762 2491 2495 2505 rVB 359895 667879 14.91% 1.112%

Sum of corrected areas: 60051998
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: M1317-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
BF123137.D

5 Feb 2021 16:06

Ju/CaG

: 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000

6000000

4000000

2000000

o

Time-->
Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BF123137.D\data.ms

5.510 6.516

7.451

157 5.122 5.9 PIF

7\‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\\/\\\‘HH‘HH‘HH‘HTW\\ T \\\\‘\\\\‘\\\Wﬁ/\\/\\“\\\\‘\\\

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
TIC: BF123137.D\data.ms

.p45

0
Time-->
Abundance
le+07

8000000

6000000

4000000

2000000

Time-->

— — — — —— — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF123137.D\data.ms

14.098

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.157 7.27 ng 493490 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 16
Abundance  Scan 12 (2.157 min): BF123137.D\data.ms (-5) (-) m/z 73.10 100.00%

73.1
5000
43.0
55.1 87.1

2.202.302.402.502.60
0 H_m_m‘w‘_uwa‘wHmwwww m/z 43.85 37.55%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 TTT I q T T[T T T[T rrr[rT
43.0 2.202.302.402.502.60
550 87.0 m/z 55.10 26.62%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
T T T T A
410 o, 87.0 2.202.302.402.502.60
5000 ’ m/z 87.10 25.16%
29.0
so |1
e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- R EARANERES L
73.0 2.202.302.402.502.60

m/z 41.10 13.12%

5000 43.0
58.0
29.0 87‘.0
0 H‘H“_‘HMM‘H‘H“_“W“H‘m“_“W“H‘H‘

m/z--> 10 20 30 40 S50 60 70 80 90 100 2.202.302.402.502.60

8270-BF012721.M Sat Feb 06 ©3:22:34 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.434 5.34 ng 362742 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 81
2 4-Octene, 2,6-dimethyl-, [S-(E)]- 148 C1@H20 062960-76-3 70
3 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 70
4 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 53
5 3-Ethyl-4-octene 140 C1oH20 019781-32-9 45
Abundance Scan 739 (6.434 min): BF123137.D\data.ms (-735) (-) m/z 69.05 100.00%
69.0
55.0
5000 411 1251
83.0
1111 P e
‘ ‘ 97.1 140.2 6.20 6.40 6.60 6.80
0 Wwww,u‘uw“1_”““1”w,w,w_mMJW m/z 55.05 63.47%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0 55.0
5000 L L L L L L B N I IR
125.0 6.20 6.40 6.60 6.80
270 83.0 m/z 70.10  61.56%
‘ M “ 97.0 111.0 140.0
O \‘\H\‘HH‘HH’\M\MHH‘HH‘”H\‘HH’HH"\H\‘H}\‘\\Hl\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55.0
P T A
69.0 6.20 6.40 6.60 6.80
5000 m/z 41.10 51.11%
41.0
83.0
27.0 ‘ ‘ ‘ 970 1110 140.0
S N =
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18000: 2-Octene, 2,6-dimethyl- e RS RERSREEEE R
69.0 6.20 6.40 6.60 6.80
m/z 125.10 50.07%
5000
140.0
83.0 111.0
0 M\w\\\\mwﬁso
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\

Data File : BF123137.D

Acq On : 5 Feb 2021
Operator : JU/CG
Sample : M1317-03
Misc :

ALS vial : 11 Sample

16:06

Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M

Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 3 unknown7.54

R.T. EstConc
7.545 3.77 ng

Hit# of 5

Concentration Rank 17

Area Relative to ISTD R.T.

303110 Naphthalene-d8

Tentative ID MW MolForm

1 Ketone, 2,2-dimethylcyclohexyl m... 154 C10H180
2 2-Butenamide, N,2,3-trimethyl- 127 C7H13NO
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18

4 Ethanol, 2-(3,3-dimethylcyclohex... 154 C10H180

5 Octane, 1,8-dibromo-

Abundance Scan 928 (7.545 m

69

41.1

5000

0 R ‘M;M ‘m“\“

270 C8H16Br2

in): BF123137.D\data.ms (-923) (-)
1

97.1

136.1
119?

54.1
| ! il U“\“ ﬁ b

m/z--> 20 40 60
Abundance
43.0 69

5000

80 100 120 140 160

#26824: Ketone, 2,2-dimethylcyclohexyl methyl

.0

111.0
96.0 154.0

| 136.0

m/z--> 20 40 60
Abundance
41.0 69

5000

O‘\\\\“!\\“U“‘\M\

1 1 L
L L DL

80 100 120 140 160

#11845: 2-Butenamide, N,2,3-trimethyl-

.0

127.0
97.0

112.0
Ly

oLl A
m/z--> 20 40 60

80 100 120 140 160

017983-26-5 35
001186-87-4 30
007094-26-0 30
026532-23-0 30
004549-32-0 27

m/z 69.10 100.00%

3

7.20 7.40 7.60 7.80
m/z 55.00 92.41%

3

7.20 7.40 7.60 7.80
m/z 41.10 66.947%

F

7.20 7.40 7.60 7.80
m/z 43.10 55.55%

-

Abundance #11589: Cyclohexane, 1,1,2-trimethyl- R RRARAERIE RS

410 69.0 7.20 7.40 7.60 7.80
' m/z 97.10 50.78%

5000 111.0
126.0
s

oLl ol e e

m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Undecane, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.239 3.86 ng 309935 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 53
3 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 50
4 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 50
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 50

Abundance Scan 1046 (8.239 min): BF123137.D\data.ms (-1042) (-) m/z 57.10 100.00%
57.1

5000
149.1
R REEaEE
‘ 98.1 8.00 8.20 8.40 8.60
o 38k L P9 1 a1 1691 o 116 40.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 L L LA LA BN N L
8.00 8.20 8.40 8.60
m/z 43.05 40.24%
29.0 98.0
O\\‘\‘\‘\\“\\\‘!‘\\“\\SIQ\\\\“‘\\U\’\\;‘\4‘1\.(\)\\‘1\6\9\.9‘\\\
miz--> 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl-
57.0
R REEREE
8.00 8.20 8.40 8.60
5000 m/z 149.05 30.01%
29.0 L 98.0
b L 7701400 140
miz--> 20 40 60 80 100 120 140 160 180
Abundance #101977: Sulfurous acid, butyl 2-ethylhexyl ester e
57.0 8.00 8.20 8.40 8.60
m/z 41.10 28.69%
5000
29.0
‘ ‘ | 85.0 113.0
o""M‘w‘u""HM‘mHW:M,HH_HWm‘m R
mlz--> 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On 5 Feb 2021 16:06

Operator Ju/caG

Sample : M1317-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 unknown8.47 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.475 5.86 ng 470537  Naphthalene-d8 8.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 22
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 18
3 1,3,3-Trimethyl-2-(2-methyl-cycl... 178 C13H22 285129-06-8 15
4 Cyclopentanone, 3-methyl-2-(2-pe... 166 C11H180 007051-39-0 15
5 4-Methylthiomorpholine-1,1-dioxide 149 C5H11NO2S 025343-91-3 14

Abundance Scan 1086 (8 475 min): BF123137.D\data.ms (- 1079) )
177.

551 831
121.1
5000
45.0
0,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18027: Cyclohexane, (2-methylpropyl)-
55.0
83.0
5000
27.0
I 0 O s
O\\\‘\\\\‘\\\‘\“\\‘1\\\“\\\\‘1\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #36765: Cyclohexane, hexyl-
55.0 83.0
5000
29.0 ‘ 168.0
PSS 1 O N I
miz--> 20 40 60 80 100 120 140 160 180
Abundance

5000

2

m/z-->

#44131: 1,3,3-Trimethyl-2-(2-methyl-cyclopropyl)-cyclohe
163.0

55.0

81.0

29.0
20 40 60

107.0

‘1350

m/z 177.20 100.00%

8.20 8.40 8.60 8.80
m/z 55.10 94.65%

%

8.20 8.40 8.60 8.80
m/z 83.10 91.31%

S

8.20 8.40 8.60 8.80
m/z 41.10 71.60%

%

8.20 8.40 8.60 8.80
m/z 81.05 65.60%

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.604 3.96 ng 318228 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
2 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 64
3 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 59
4 Octane, 3-ethyl- 142 C1eH22 005881-17-4 59
5 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 53

Abundance Scan 1108 (8.604 min): BF123137.D\data.ms (-1105) (-) m/z 57.10 100.00%
57.1

5000 MM
e R a R e a e
851 1131 8.20 8.40 8.60 8.80 9.00
‘ 1L | 149.1 192.1
SRS MO B B P MR w2 m/z 71.05 75.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 (L R LN R
8.20 8.40 8.60 8.80 9.00
m/z 43.10 53.63%
29.0 ‘ ‘ 850 1130 /
O\\\‘\‘\‘\\“\\\!‘\\“}\“\‘\\\‘\\1‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #167565: Oxalic acid, 2-ethylhexyl nonyl ester
57.0
e
8.20 8.40 8.60 8.80 9.00
5000 ITI/Z 41.05 32.64%
29.0 85.0 112.0
‘ ‘ ‘ 171.0
0‘“‘ﬂh‘ﬂ:‘HM‘J‘wh“‘_‘J“m““u“‘ﬂw““
miz--> 20 40 60 80 100 120 140 160 180
Abundance #54941: Heptane, 3-(bromomethyl)- R RAREARARE
57.0 8.20 8.40 8.60 8.80 9.00
m/z 55.10 20.55%
5000
280 830 1130
o H 1] >Y135.0 1630 1940
“W‘“W“‘W“‘W“‘W“‘W“‘W“‘W“‘W“H‘ e
mlz--> 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4(1H)-Pteridinone, 2-amino- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.645 3.64 ng 292135 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4(1H)-Pteridinone, 2-amino- 163 C6H5N50 002236-60-4 50
2 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 43
3 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 42
4 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 38
5 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 38
Abundance Scan 1115 (8.645 min): BF123137.D\data.ms (-1113) (-) m/z 163.10 100.00%
163.1
5000 107.1
41.1 81.1
e
131.0 8.40 8.60 8.80 9.00
0 o3 by ““u il b A 2822 w7 107.10 46.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #33017: 4(1H)-Pteridinone, 2-amino-
168.0
5000 UL L L I BN B
8.40 8.60 8.80 9.00
122.0 m/z 95.10 39.08%
O\\\‘\\\\‘\\\\‘\\\\‘\H\\‘w\\\”‘\\\\‘!\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #44120: 1,3,5-Trimethyladamantane
163.0
R RamE R
8.40 8.60 8.80 9.00
5000 107.0 m/z 164.10  30.20%
50 790 | 135.0
O m“v‘ il Ww \‘1“\ RaE “\ R et
miz--> 40 60 80 100 120 140 160 180 f\N\
Abundance #95329: Tricyclo[3.3.1.1(3,7)-]decane, 1-bromo-3,5-dimel | Ml s
107.0 163.0 8.40 8.60 8.80 9.00
m/z 8l.10 27.79%
5000
41.0 79.0
R H\ | 135.0 |
Ol et b ML W e S —
m/z--> 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown8.72 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.727 4.47 ng 359140 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 38
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 38
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 30
4 Benzene, 1-methoxy-4-(1-methylpr... 164 C11H160 004917-90-2 30
5 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 25

Abundance Scan 1129 (8.727 min): BF123137.D\data.ms (-1124) (-) m/z 135.05 100.00%

69.1 135.1
5000 411 1111
1641 UL L B R I B B |
196.2 8.40 8.60 8.80 9.00
(o} m/z 69.10 84.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11589: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0
5000 111.0 L N AR e
8.40 8.60 8.80 9.00
m/z 111.10 50.95%
0 bo-o”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
R RamE e A
8.40 8.60 8.80 9.00
5000 41.0 m/z 55.10 48.75%
0240 I T —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethyl- R RamE e A
69.0 8.40 8.60 8.80 9.00
111.0 m/z 41.10 48.03%
5000
41.0
0 \H‘\w\\““\\\‘!“\u‘\\“‘M\‘\"\\‘H‘\\:\L%?\.O\H’HH‘\H\‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown8.87 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.875 5.06 ng 406407 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9N3S 001128-67-2 30
2 Isothiazole, 5-bromo-3-methyl- 177 C4H4BrNS 020493-60-1 25
3 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 22
4 1,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 22
5 4(1H)-Pteridinone, 2-amino-7-met... 177 C7H7N50 013040-58-9 12
Abundance Scan 1154 (8.875 min): BF123137.D\data.ms (-1150) (-) m/z 177.20 100.00%
177.2
5000
e
8.60 8.80 9.00 9.20
(o] m/z 179.15 89.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44998: 2(3H)-Benzothiazolone, 3-methyl-, hydrazone
179.0
5000 109.0 136.0 P AL e
8.60 8.80 9.00 9.20
65.0 m/z 107.00 64.43%
O TTT ‘ T \m\ \“ \‘\H\ T “}‘\“\“}“‘8!8\“‘\‘} ‘ \ !h\ \"H\ T \‘\ ‘ T }“\ T ‘ ! TTT 1‘\ TTT ’ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43373: Isothiazole, 5-bromo-3-methyl-
57.0 177.0
A BEAmmEaE e
98.0 8.60 8.80 9.00 9.20
5000 m/z 57.10 60.68%
138.0
SRR T I PN N W
miz--> 20 40 60 80 100 120 140 160 180
Abundance #54651: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1 T T T
177.0 8.60 8.80 9.00 9.20
43.0 m/z 55.10 54.41%
5000
123.0
‘ 910 ‘ 149.0
0 ‘H_M‘“‘H‘wu‘MMMM_Hw,“m“i‘ww“_m,‘ S
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown8.92 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.927 3.58 ng 287413 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 DL-2-fluorophenylglycine, N-dime... 238 C12H15FN202 1000375-81-1 32
2 Benzothiazole, 6-methoxy-2-methyl- 179 C9H9INOS 002941-72-2 27
3 Benzo[h]quinoline 179 C13HSN 000230-27-3 18
4 Acridine 179 C13HSN 000260-94-6 14
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 14

Abundance Scan 1163 (8.927 min): BF123137.D\data.ms (-1161) (-) m/z 179.20 100.00%

179.2
109.1
5000 411 69.1
R A RARAE
145.1 8.60 8.80 9.00 9.20
0+ m/z 109.10 53.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91943: DL-2-fluorophenylglycine, N-dimethylaminometh
179.0
5000 UL L B R I R B |
8.60 8.80 9.00 9.20
44.0 109.0 m/z 123.10  39.92%
0/15.0 \‘ 830 | 1520 | 5050 238¢
\H‘H\\‘\\\\’\\H‘\\\\‘H\\‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45095: Benzothiazole, 6-methoxy-2-methyl-
179.0
AR ERmam
8.60 8.80 9.00 9.20
5000 m/z 69.10 39.30%
136.0
69.0 95.0
e SR NSO PRI NS 1 SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44875: Benzolh]quinoline R RamE e A
179.0 8.60 8.80 9.00 9.20
m/z 41.10 37.11%
5000 M
ol 380630 890 13601510
A RaR AR RE S AR a R B e S D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.204 3.52 ng 599858 Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 74
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 52

Abundance Scan 1210 (9.204 min): BF123137.D\data.ms (-1208) (-) m/z 57.10 100.00%
57.1

5000
85.1
A RARRRRRRmasSc:
‘ ‘ ‘ 127.1 1501 193.2 8.80 9.00 9.20 9.40 9.60
O bbbl e SRl mz 71.10 83.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
5000 (RN N R R
85.0 8.80 9.00 9.20 9.40 9.60
m/z 43.05 54.61%
290 169.0
O\\\’\‘\‘\\“\\\ ‘\\Hl\“!\\\“’\\‘1‘\‘\‘\]\-\4.‘]-\\0\\‘\\‘\\‘\]\_\93\0\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0
e RARRRRERRasET:
8.80 9.00 9.20 9.40 9.60
5000 85.0 ITI/Z 41.10 39.85%
29.0 ‘ 127.0
bbb L o ass0 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- Ramas e R RA R
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 34.72%
5000
290 ‘ 85.0
3.0
o L P00 asse e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.339 8.63 ng 1471120  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 91
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 Propanamide, N-(4-methoxyphenyl)... 193 C11H15NO2 1000307-32-2 27
4 2-Anthracenamine 193 C14H11N 000613-13-8 27
5 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N70 016111-78-7 27

Abundance Scan 1233 (9.339 min): BF123137.D\data.ms (-1230) (-) m/z 193.20 100.00%

1938.2
551 g5y 1231
5000
A R ARER
151.1 9.00 9.20 9.40 9.60
0! Lp4fq m/z 123.10 60.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
1938.0
123.0
5000 69.0 95.0 T T T T T T
9.00 9.20 9.40 9.60
m/z 55.10 58.78%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
198.0
R A RaaaEEE
123.0 9.00 9.20 9.40 9.60
5000 m/z 69.10 57.00%
150.0
95.0
olaro 0 o0 | L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55328: Propanamide, N-(4-methoxyphenyl)-2-methyl- R A RaaaEEE
123.0 9.00 9.20 9.40 9.60
m/z 95.10 56.16%
5000 193.0
43.0
0 | 71.0 9§.0 ‘ ‘ 150.0 |
A A o R A RaaaEEE
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\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown9.71 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.710 5.76 ng 981841  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 43
2 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N70 016111-78-7 38
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 37
4 1H-Pyrazole, 3,5-bis(1,1-dimethy... 208 C13H24N2 125281-21-2 32
5 Benzo[f]quinoline, 3-methyl- 193 C14H11N 000085-06-3 25

Abundance Scan 1296 (9.710 min): BF123137.D\data.ms (-1294) (-) m/z 193.20 100.00%
198.2

95.1

5000 69.1 1231

=

4ll

1651 9.50 10.00
wm,uw 2202 /7 95.10  49.18%
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0

o

123.0

%—

5000 69.0 950 — ——
9.50 10.00
m/z 109.10 46.22%
151.0

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55540: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a
193.0

F

95.0 9.50 10.00

m/z 123.10 40.28%
5000 162.0 /

67.0 135.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti

o

é

193.0 9.50 10.00
69.0 123.0
: m/z 69.10 39.24%
41.0
5000 95.0
o,1520 —— ——
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\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown9.81 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.816 13.36 ng 2276290  Acenaphthene-die 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 78
2 2,4,5,5,8a-Pentamethyl-4a,5,6,7,... 208 C14H240 1000195-30-1 30
3 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 27
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 25
5 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 25

Abundance Scan 1314 (9.816 min): BF123137.D\data.ms (-1310) (-) m/z 69.10 100.00%
69.1

5000

=

9.50 10.00

224.3
m/z 41.10 77.19%

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0

123.0

5

9.50 10.00
m/z 55.10 76.75%

5000 690 95.0
151.0 |
\

| | | | |
‘\\\\’\\\\’\\\’\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67873: 2,4,5,5,8a-Pentamethyl-4a,5,6,7,8,8a-hexahydrc

o

5

109.0
43.0
9.50 10.00
5000 69.0 150.0 m/z 83.10 67.34%
: 193.0
O ‘mﬂ‘ﬂum“wu_k‘w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75445: 4-n-Hexylthiane, S,S-dioxide — ——
69.0 9.50 10.00
m/z 97.10 63.18%
b il MMAJ\/WW
147.0
\\\hlz?o\ | 11750 20%0 !
0 e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown9.86 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.863 22.68 ng 3864630  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
2 Iminostilbene 193 C14H11N 000256-96-2 25
3 Naphthalene, decahydro-1,4a-dime... 208 C15H28 030824-81-8 25
4 2-Phenylindolizine 193 C14H11N 025379-20-8 22
5 6-Methylphenanthridine 193 C14H11N 003955-65-5 22

Abundance Scan 1322 (9.863 min): BF123137.D\data.ms (-1316) (-) m/z 193.20 100.00%

198.2
69.1 97.1
5000
41.1 1231
o T
152.2 9.50 10.00
0 Lﬁ%%?# m/z 97.10  51.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 — e
150.0 9.50 10.00
. 95.0 ‘ m/z 69.10 51.19%
42.
O \]-\7\.‘0\‘\\\"\\\‘\‘6\9\.\0\“\\\“\‘\\‘\\‘1\\\‘\\‘\\‘\\\\‘\\ ‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55476: Iminostilbene
1938.0
P e
9.50 10.00
5000 ITI/Z 109.10 50.13%
165.0
39.0 630 960 4390
0150
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67979: Naphthalene, decahydro-1,4a-dimethyl-7-(1-met P —
109.0 9.50 10.00
m/z 41.10 42.76%
55.0 81.0
5000
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\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Sulfurous acid, pentadecyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.204 6.00 ng 1022290  Acenaphthene-d10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 58
2 Tritetracontane 605 C43H88 007098-21-7 58
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 49
4 Hexadecane 226 Cl6H34 000544-76-3 47
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 46

Abundance Scan 1380 (10.204 min): BF123137.D\data.ms (-1378) (1 m/z 57.10 100.00%
57.1

5000 133.1

E

—— ——
J ’ 204.2 10.00 10.50
b bbb e m/z 71.10 95.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance  #172312: Sulfurous acid, pentadecyl 2-propyl ester

£

43.0
5000 — ——
10.00 10.50
m/z 43.10 76.15%
\H'O 210.0
O‘HJ‘\"\HHJ\‘HUH“\H\Ml\H‘HH‘\\H‘\\H‘HH‘HH‘HH‘H\\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
— —
10.00 10.50
5000 m/z 85.10 66.83%
o |1} [P70197.0 267.0337.0  463.0533.0 604.(
e A A b b s e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48846: Dodecane, 4-methyl- T T
43.0 10.00 10.50
m/z 55.10 52.19%
5000 W
141.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl@.32 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.322 6.74 ng 1148630  Acenaphthene-d10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 45
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 30
4 Silane, chlorodiethylhexyloxy- 222 CleH23Cl0si 1000363-74-4 14
5 Arsenous acid, tripropyl ester 252 C9H21As03 015606-91-4 12

Abundance Scan 1400 (10.321 min): BF123137.D\data.ms (-1397) (1  m/z 193.20 100.00%
1

93.2
69.1 123.1
5000 ' :
1000 1050
221.2 : :
0 2481 n/z 123.10  68.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — ——
10.00 10.50
m/z 69.10 62.31%
‘ ‘ ‘ 151.0
O \\\‘\\\\’\\\‘\‘\U‘\\“‘l\\‘!‘\‘\‘}\“!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
— —r
10.00 10.50
5000 55.0 m/z 41.10 54.92%
109.0
81.0
29.0 ‘ ‘ ‘
137.0
A R s A L-L N P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone — —
193.0 10.00 10.50
m/z 55.10 53.95%
123.0
5000
150.0
95.0
ol50 0 690 | R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2,6-Naphthalenedione, octah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.363 14.48 ng 2467710  Acenaphthene-die 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 53
2 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H200 211563-96-1 53
3 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 53
4 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 52
5 3-Fluorobenzoic acid, 4-tetradec... 336 C21H33F02 1000280-60-6 50

Abundance Scan 1407 (10.363 min): BF123137.D\data.ms (-1404) (1  m/z 123.10 100.00%

1238.1
5000 60.1
41.1 951 207.2
— —r
10.00 10.50
151.1
oy — wh”\ whhshwl“ e “M ‘ ““ 92 L “u 2442 47 109.10  37.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
128.0
208.0
5000 — e
41.0 69.0 10.00 10.50
97.0 m/z 69.10  36.45%
165.0
O' \\m}h‘\‘}w‘\“\‘\\\‘\\‘\‘\‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl-
1238.0
43.0 — ——
10.00 10.50
5000 ITI/Z 55.10 33.09%
95.0 165.0
;
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth P —
123.0 10.00 10.50
208.0 m/z 81.10 33.08%
5000
41.0 69.0
97.0 152.0
N 0 0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 28-Nor-17.alpha.(H)-hopane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.315 5.67 ng 602119 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 80
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 35
3 4-(3H-Imidazo[4,5-b]pyridin-2-yl... 342 C15H18N8S 1000276-08-2 25
4 Pyrido[3,2-d]pyrimidine-2,4(1H,3... 191 C9HIN302 024410-25-1 22
5 5-Fluoro-2-trifluoromethylbenzoi... 376 C20H28F402 1000338-54-8 22
Abundance Scan 2419 (16.315 min): BF123137.D\data.ms (-2416) (1  m/z 191.15 100.00%
191.2
5000
4 ‘ 37 ' 1600 1650
383.3 : :
ok ‘ I :u J““ Lhid L ‘“ ‘}‘ L Ldt ‘2‘475_2‘ 3282, m/z 95.18  42.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 — —
109.0 16.00 16.50
m/z 81.10  39.94%
L o pomme
O\\\‘\\\\’“\‘\“\H\}‘\L\H\ ‘\‘\\\“‘\\\’\\\\‘\\\L\L‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen:
191.0
— ——
16.00 16.50
m/z 177.10  39.39%
50000 57, /
107.0149.0
miz--> 50 100 150 200 250 300 350 400
Abundance #177947: 4-(3H-Imidazo[4,5-b]pyridin-2-ylsulfanylmethyl) — —
191.0 16.00 16.50
m/z 69.10  32.21%
5000
84.0
oLk L 130, | 256020003420 B
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acq On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 .beta.-iso-Methyl ionone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.762 6.29 ng 667879 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 70
2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 47
3 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 47
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 46
5 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16C1FN2S 1000298-18-2 38

Abundance Scan 2495 (16.762 min): BF123137.D\data.ms (-2491) (1  m/z 191.15 100.00%

191.2
5000 95.1
\ 650 1700
7.4 : .
ok h T ‘H ”‘ M bido, 2501 3422 374 o0 o 40.40%
miz--> 5 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000£8.0 —— ——
16.50 17.00
135.0 m/z 81.10 31.69%
Oqulf “\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-c
191.0
—r —r
16.50 17.00
5000 m/z 69.10  30.54%
43.0 123.0
0 b, L *‘} T —
miz-> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1- P ——
191.0 16.50 17.00
m/z 123.10 23.08%
50001 43,0
123.0
okl L1 S
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123137.D

Acqg On : 5 Feb 2021 16:06
Operator : JU/CG

Sample : M1317-03

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.157 7.3 ng 493490 1 6.892 1357600 20.0
Cyclohexane, 1,... 6.434 5.3 ng 362742 1 6.892 1357600 20.0
unknown?7.54 7.545 3.8 ng 303110 2 8.180 1606910 20.0
Undecane, 2,6-d... 8.239 3.9 ng 309935 2 8.180 1606910 20.0
unknown8.47 8.475 5.9 ng 470537 2 8.180 1606910 20.0
Sulfurous acid,... 8.604 4.0 ng 318228 2 8.180 1606910 20.0
4(1H)-Pteridino... 8.645 3.6 ng 292135 2 8.180 1606910 20.0
unknown8.72 8.727 4.5 ng 359140 2 8.180 1606910 20.0
unknown8.87 8.875 5.1 ng 406407 2 8.180 1606910 20.0
unknown8.92 8.927 3.6 ng 287413 2 8.180 1606910 20.0
Dodecane, 2,6,1... 9.204 3.5 ng 599858 3 9.945 3408490 20.0
Decahydro-4,4,8... 9.339 8.6 ng 1471120 3 9.945 3408490 20.0
unknown9.71 9.710 5.8 ng 981841 3 9.945 3408490 20.0
unknown9.81 9.816 13.4 ng 2276290 3 9.945 3408490 20.0
unknown9.86 9.863 22.7 ng 3864630 3 9.945 3408490 20.0
Sulfurous acid,... 10.204 6.0 ng 1022290 3 9.945 3408490 20.0
unknown10.32 10.322 6.7 ng 1148630 3 9.945 3408490 20.0
2,6-Naphthalene... 10.363 14.5 ng 2467710 3 9.945 3408490 20.0
28-Nor-17.alpha... 16.315 5.7 ng 602119 6 15.586 2124560 20.0
.beta.-iso-Meth... 16.762 6.3 ng 667879 6 15.586 2124560 20.0
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