LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123359.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.828 122 126 142 rVB 4177649 6212561 15.68% 2.482%
2 3.557 247 250 273 rVB 447772 919628 2.32% 0.367%
3 3.834 291 297 312 rVB 566366 874181 2.21% 0.349%
4 4,981 488 492 495 rBV 650276 556797 1.41% 0.222%
5 5.193 523 528 533 rVW2 386978 468926 1.18% ©0.187%
6 5.557 586 590 608 rBV 2941522 7487131 18.90% 2.992%
7 5.716 613 617 621 rBV2 561714 719806 1.82% ©0.288%
8 5.798 628 631 633 rBVY 403800 410159 1.04% 0.164%
9 5.934 639 654 658 rVB 5946041 18646747 47.07% 7.451%
106 6.069 673 677 679 rBV 526801 453073 1.14% 0.181%
11 6.204 695 700 705 rBV 1652610 2174613 5.49% 0.869%
12 6.534 747 756 765 rBV2 2070331 5254520 13.27% 2.100%
13 6.857 807 811 815 rBV 2610192 2520824 6.36% 1.007%
14 6.951 818 827 833 rVW 5734750 13248686 33.45% 5.294%
15 7.034 834 841 844 rVW 970143 2033041 5.13% 0.812%
16 7.087 848 850 855 rVB 460129 429624 1.08% 0.172%
17 7.269 874 881 883 rBV2 639859 1137903 2.87% 0.455%
18 7.292 883 885 889 rVB2 385802 499279 1.26% 0.200%
19 7.428 898 908 911 rBV 4698083 9999286 25.24% 3.996%
20 7.457 911 913 915 rVB2 947238 668734 1.69% 0.267%
21 7.487 915 918 920 rBV2 443549 407279 1.03% 0.163%
22 7.751 935 963 966 rBvV2 2213748 11129744 28.10% 4.447%
23 7.839 973 978 979 rBvV2 820753 1029661 2.60% 0.411%
24 7.981 990 1002 1004 rBV7 436112 1071322 2.70% 0.428%
25 8.022 1004 1009 1011 rVV2 806845 1318865 3.33% 0.527%
26 8.063 1013 1016 1021 rVV 1006830 1389990 3.51% 0.555%
27 8.134 1021 1028 1034 rVB 2462216 3943028 9.95% 1.576%
28 8.392 1069 1072 1075 rBV3 384825 589315 1.49% 0.235%
29 8.422 1075 1077 1079 rVB 617543 481601 1.22% 0.192%
30 8.910 1155 1160 1161 rVV2 1801749 2419327 6.11% 0.967%
31 8.928 1161 1163 1169 rVB3 1750015 1689015 4.26% 0.675%
32 9.104 1190 1193 1195 rWV 486951 619632 1.56% 0.248%
33 9.151 1198 1201 1202 rVV2 851311 898529 2.27% 0.359%
34 9.186 1202 1207 1208 rVV 4194443 5871040 14.82% 2.346%
35 9.216 1209 1212 1215 rVB 7619145 8607503 21.73% 3.439%

36 9.345 1230 1234 1238 rVB2 475484 724275 1.83% 0.289%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.428 1244 1248 1250 rBV 400604 511462 1.29% ©.204%
38 9.551 1266 1269 1272 rVB 829296 812098 2.05% ©.324%
39 9.628 1279 1282 1285 rBV2 354094 528643 1.33% 0.211%
40  9.669 1285 1289 1293 rVB 2923709 3110043 7.85% 1.243%
41 9.710 1293 1296 1299 rVB 492166 474233 1.20% ©.189%
42  9.857 1317 1321 1323 rBV3 1139934 1513399 3.82% 0.605%
43  9.892 1324 1327 1330 rVB 2960363 2602198 6.57% 1.040%
44 10.139 1366 1369 1374 rVB3 414298 508964 1.28% 0.203%
45 10.298 1393 1396 1402 rVB3 533300 649849 1.64% ©.260%
46 10.510 1429 1432 1434 rBV2 765327 745970 1.88% 0.298%
47 10.563 1434 1441 1446 rVB 2994705 4404545 11.12% 1.760%
48 10.651 1452 1456 1457 rBV2 916524 1120059 2.83% 0.448%
49 10.704 1460 1465 1468 rVB 5620621 7115389 17.96%  2.843%
50 11.022 1515 1519 1525 rVB 20673751 2050780 5.18% 0.819%
51 11.345 1571 1574 1578 rBV5 485322 895075 2.26% ©.358%
52 11.386 1578 1581 1584 rVB 4024662 3592577 9.07% 1.436%
53 11.463 1592 1594 1599 rVB 451345 495654  1.25% ©.198%
54 11.539 1599 16607 1616 rBV 2138287 3674837 9.28% 1.468%
55 11.892 1663 1667 1670 rBV 1136837 1501226 3.79% ©.600%
56 11.974 1670 1681 1684 rVB 6867749 15521792 39.19% 6.202%
57 12.210 1716 1721 1728 rVB2 3261539 4621360 11.67% 1.847%
58 12.333 1739 1742 1744 rBV 387730 429325 1.08% 0.172%
59 12.363 1744 1747 1750 rVV 1682190 1662638 4.20% 0.664%
60 12.416 1754 1756 1760 rVB 515928 399528 1.01% ©0.160%

61 12.686 1792 1802 1805 rBV2 2913630 5679400 14.34%  2.269%
62 12.798 1805 1821 1824 rVB 10223302 39611354 100.00% 15.828%
63 12.998 1848 1855 1858 rVB2 8378740 13783093 34.80% 5.507%
64 13.439 1927 1930 1936 rVV 1305317 1353718 3.42% 0.541%
65 13.545 1946 1948 1952 rBV 693907 654422 1.65% 0.261%

66 13.763 1982 1985 1990 rVB 617421 642092 1.62% 0.257%
67 13.880 2002 2005 2011 rVB 2258034 2448264 6.18% 0.978%
68 14.045 2028 2033 2036 rVB 3783297 4149030 10.47% 1.658%
69 15.527 2278 2285 2289 rVB2 2846789 4287392 10.82% 1.713%
70 16.027 2365 2370 2378 rBV 307303 638155 1.61% ©.255%
71 17.168 2558 2564 2585 rVB4 347493 1169093 2.95% ©.467%

Sum of corrected areas: 250263302
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
1.2e+07

le+07
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4000000

2000000

0

: M1507-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030321\
BF123359.D

3 Mar 2021 17:01

Ju/CaG

: 8 Sample Multiplier: 4

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: BF123359.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 6
R.T. EstConc Area Relative to ISTD R.T.
2.828 49.29 ng 6212560 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 126 (2.828 min): BF123359.D\data.ms (-122) (-) m/z 73.10 100.00%
73.1
5000
43.1
55.0 87.0
A REEEEe e AR
‘ ‘ 2.60 2.80 3.00 3.20
Ob el M 1010 4310 350274
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L B L LI LN B
43.0 2.60 2.80 3.00 3.20
550 87.0 m/z 55.85  27.68%
mo |
O\\\‘\\\\‘\\\”“\\\\“‘}\‘\\’\\\‘\“\\\\“\}\\’\\\\‘\\\\‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
73.0
R AREEEEEEa
2.60 2.80 3.00 3.20
5000 m/z 87.05 27.53%
45.0
29.0
0 H“H“_‘Jmu‘uuwu‘W‘F%Q‘Hywh‘,u“_‘;9¥9‘,
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl- S BRARERERREES
30.0 2.60 2.80 3.00 3.20
m/z 41.05 12.50%
5000 43.0 87.0
15.0 72.0
0 H\‘W‘H‘\H‘M \\\\“1\\\’\\5\?‘.\0\\\‘!\\\’\\\}‘\\H‘HH’ e R EEnaaa
m/z--> 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
3.557 7.30 ng 919628 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 90
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 38
3 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 36
4 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 10
5 Ethanethioic acid, S-(dihydro-2,... 174 C6H604S 006953-60-2 10
Abundance Scan 250 (3.557 min): BF123359.D\data.ms (-247) (-) m/z 43.00 100.00%
43.0
72.0 L s
H 58.0 ‘ 3.20 3.40 3.60 3.80
Ot el B89 L /7 lel.e0  49.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8171: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 LR B e e
3.20 3.40 3.60 3.80
72.0 m/z 42.05 24.73%
29.0 59.0
0 15{0 il \‘ | L, . 86.0 . 115.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4260: 1,3-Dioxane, 4-methyl-
43.0
R E e AARARCES
101.0 3.20 3.40 3.60 3.80
5000 20.0 m/z 72.05 18.65%
72.0
57.0
sl L
0 HwH‘H‘H1‘_H1“”‘“mmuH,meH_m,lmwuw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4057: Thiocyanic acid, propyl ester R RARRRRaEmmEsUSESS
43.0 3.20 3.40 3.60 3.80
m/z 41.05 18.49%
27.0 101.0
5000
59.0
0 7,2'086'0, e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 3 2-Hexanone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.834 6.94 ng 874181 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone 100 C6H120 000591-78-6 83
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 80
3 2-Hexanone, 4-hydroxy-5-methyl-3... 172 C10H2002 061141-74-0 45
4 Acetylacetone 100 C5H802 000123-54-6 32
5 2,3-Pentanedione 100 C5H802 000600-14-6 22
Abundance Scan 297 (3.834 min): BF123359.D\data.ms (-291) (-) m/z 43.00 100.00%
3.0
> 560 \“”Nﬂ\NMA\ANﬂmgx
850 \\\\‘\\\\‘\\\\’\\\\‘\\\
“ 100.1 3.60 3.80 4.00 4.20
Obrerprrerprreeprertibrr b ey el M/z 58.00 37.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3775: 2-Hexanone
43.0
58.0
5000 L B I L R B B
3.60 3.80 4.00 4.20
m/z 57.05 26.89%
29.0 ‘ ‘ g5.0 100.0
O\\\%?\.\O’\H“\“HH“MH‘\\‘H“HH"HH’H\\‘H\\1\\\\‘\\\\‘\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3860: Methyl Isobutyl Ketone
43.0
3.60 3.80 4.00 4.20
5000 m/z 41.05 25.41%
58.0
oo | e
Ottt e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #39608: 2-Hexanone, 4-hydroxy-5-methyl-3-propyl- B REEEE Rt
43.0 3.60 3.80 4.00 4.20
m/z 84.95 17.15%
5000
58.0
27.0
72.0
et 8802007 1250
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Ethanol, 2-butoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.934 147.94 ng 18646700 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 64
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
4 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 23
5 n-Butyl ether 130 C8H180 000142-96-1 17

Abundance Scan 654 (5.934 min): BF123359.D\data.ms (-639) (-) m/z 57.10 100.00%

57.1
5000
41.
87.0 — e e
710 ‘ 5.60 5.80 6.00 6.20
bl il 2OLL 8L sz 45,85 39.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8821: Ethanol, 2-butoxy-
57.0
5000
5.60 5.80 6.00 6.20
41. 87.0 m/z 41.10  35.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13546: Formic acid, 3,3-dimethylbut-2-yl ester
57.0
ST e AT
5.60 5.80 6.00 6.20
5000 m/z 87.05 22.45%
41.0 87.0
Oy gl T M 1150
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8872: Ethylene glycol monoisobutyl ether R R ARAREE
1.0 5.60 5.80 6.00 6.20
m/z 56.10 9.27%
5000
41.
75.0
27lo ‘
0 ‘“mum‘:“mMmW“11“‘Hw‘mWH“WJTQR"O‘Wm_m‘u R AABARams=Sasst
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20

8270-BF021921.M Thu Mar 04 17:09:08 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 5 1,3-Dioxolane-4-methanol, 2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

6.204 17.25ng 2174610 1,4-Dichlorobenzene-da  6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Dioxolane-4-methanol, 2,2-di... 132 C6H1203
2 (R)-(-)-2,2-Dimethyl-1,3-dioxola... 132 C6H1203
3 1,3-Dioxolane-4-methanol, 2,2-di... 132 C6H1203
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
5 .alpha.-Hydroxyisobutyric acid, ... 146 C6H1004

Abundance Scan 700 (6.204 min): BF123359.D\data.ms (-695) (-)

3

5000 1170
57.0 101.0

‘ 72.0
H‘HH‘HH‘HH“HUH‘mc“uu‘HH‘?wHH‘HH‘HH‘HH‘W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #14328: 1,3-Dioxolane-4-methanol, 2,2-dimethyl-, (S)-
43.0

o

5000 117.0

57.0 101.0

29.0 H 720

15.0
O Ll

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14327: (R)-(-)-2,2-Dimethyl-1,3-dioxolane-4-methanol

9.

o

022323-82-6 90
014347-78-5 90
000100-79-8 90
000123-42-2 35
1000374-31-3 25

m/z 43.00 100.00%

5.80 6.00 6.20 6.40 6.60
m/z 117.00 39.19%

5.80 6.00 6.20 6.40 6.60
m/z 57.00 29.08%

IS Y WS

5.80 6.00 6.20 6.40 6.60
m/z 101.00 24.18%

5000 117.0
57.0 101.0
0 LT
OH‘H‘“muuH‘mWm‘uH‘mwm‘mwm‘mwuwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #14321: 1,3-Dioxolane-4-methanol, 2,2-dimethyl- T e
43.0 5.80 6.00 6.20 6.40 6.60
m/z 59.05 20.01%
5000 117.0
57.0 101.0
15.0 290 “‘ 72.0
N .« S NN B e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.951 105.11 ng 13248700 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 72
3 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50

Abundance Scan 827 (6.951 min): BF123359.D\data.ms (-818) (-) m/z 57.05 100.00%

57.0
5000 411 ﬂ;
83.0 e
‘ ‘ 98.1 6.60 6.80 7.00 7.20
YRR A O T I N . S m/z 41.10  42.41%
miz--> 20 40 60 80 100 120 140
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000 L L R R BN BN R B
41.0 6.60 6.80 7.00 7.20
‘ 83.0 m/z 43.05  30.07%
miz-> 20 40 60 80 100 120 140
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
T
6.60 6.80 7.00 7.20
5000 m/z 55.05 29.16%
41,0
LT
b 180 L Al L “1 el ‘1‘1;210‘ SN
miz--> 20 40 60 80 100 120 140
Abundance #19191: Octane, 2,3-dimethyl- e SABERAa s SERE
57.0 6.60 6.80 7.00 7.20
m/z 70.10 22.19%
5000 41.0 98.0
osso 1l fro. | wo [l
e e N e RARRARRERE
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20

8270-BF021921.M Thu Mar 04 17:09:09 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Hexanoic acid, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.751 56.45 ng 11129700 Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 59
3 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H1602 071672-33-8 52

4 Cyclohexaneacetic acid, .alpha.-... 170 C10H1802 006051-00-9 47
5 Urea, ethyl- 88 C3H8N20 000625-52-5 47

Abundance Scan 963 (7.751 min): BF123359.D\data.ms (-935) (-) m/z 73.00 100.00%

73.0
o /\/\M
s A RARNANAR S
1116.1 7.40 7.60 7.80 8.00
o3 L m/z 88.00 73.34%
mlz--> 50 100 150 200 250 300 350
Abundance #20866: Hexanoic acid, 2-ethyl-
73.0
500029 L L L L BN R
7.40 7.60 7.80 8.00
[L16.0 m/z 41.10 42.09%
0 “‘1‘\“\““\”\\\|\\\\‘\\\\|\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350

Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester

43.0 88.0
R EREAREA
7.40 7.60 7.80 8.00
5000 m/z 57.10 33.97%
0 “M L || 13501730 2140  272.0 3130 355,
Pl e e T
50

miz--> 100 150 200 250 300 350
Abundance  #21019: Pentanoic acid, 2,4-dimethyl-, methyl ester T T T T T T
88.0 7.40 7.60 7.80 8.00

m/z 55.00  28.52%

=

-

43.0
5000

=

\“ ‘ -

m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00

8270-BF021921.M Thu Mar 04 17:09:10 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Phthalic anhydride Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.910 12.27 ng 2419330 Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 91
2 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 43
3 Phthalamic acid 165 C8H7NO3 000088-97-1 37
4 1H-Isoindole-1,3(2H)-dione, 2-(2... 201 C11H7NO3 004616-63-1 37
5 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 30

Abundance Scan 1160 (8.910 min): BF123359.D\data.ms (-1155) (-) m/z 69.00 100.00%
69.0

104.0
5000
41.1
R
m ‘ ‘ 148.0 8.60 8.80 9.00 9.20
o‘HwHH”;M“‘;wu!w““_”w““1‘2‘5'9““!"_“15‘2‘-9?‘97:9 m/z 104.00  83.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23154: Phthalic anhydride
104.0
76.0
5000 1480 TT T T[T rrr [ It [TTTT]
50.0 8.60 8.80 9.00 9.20
m/z 76.00 67.78%
280 | )|
O\\\\‘\}\\‘\\“\\‘\\\‘\‘\\\\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35572: 1,2-Benzenedicarboxylic acid
104.0
76.0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
8.60 8.80 9.00 9.20
m/z 50.00 31.71%
5000 50.0
148.0
ol 2800 e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34517: Phthalamic acid TR e
76.0 104.0 8.60 8.80 9.00 9.20
m/z 41.10 26.09%
5000 50.0
17.0 148.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF021921.M Thu Mar 04 17:09:11 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On 3 Mar 2021 17:01

Operator : JU/CG

Sample : M1507-06

Misc

ALS vial : 8 Sample Multiplier: 4

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: 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 unknown8.928 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.928 8.57 ng 1689020 Naphthalene-d8 8.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Octadien-1-01, 3,7-dimethyl-... 196 C12H2002 000141-12-8 32
2 Geranyl acetate 196 C12H2002 000105-87-3 25
3 2,6-Octadien-1-0l1, 3,7-dimethyl-... 154 C10H180 000106-25-2 23

4 Cyclopropanecarboxylic acid, 4-c... 187 C11H9NO2
5 Cyclopropanecarboxylic acid, pen... 150 C9H1002

1000307-52-5 22
1000299-37-5 22

Abundance Scan 1163 (8.928 min): BF123359.D\data.ms (-1161) (-) m/z 69.00 100.00%

69.0
5000
39.1 93.0 121.0
AN RS
“ ‘ ‘ o1 8.60 8.80 9.00 9.20
Ol L 1421 1682 0 93,05 34.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58044: 2,6-Octadien-1-ol, 3,7-dimethyl-, acetate, (2)-
69.0
41.0
5000 UL L B R I R B
93.0 8.60 8.80 9.00 9.20
m/z 39.10 30.88%
121.0
0 \\\‘\‘\\\“‘\\‘\“\ T \“‘\\“1“1‘\‘“\‘\‘\\\“\\\1‘\1\5\4\..‘0\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57977: Geranyl acetate
69.0
R Rama s RAmma R
8.60 8.80 9.00 9.20
5000 41.0 m/z 121.00 28.53%
121.0
0250, L Ly [ 1580 1060
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26829: 2,6-Octadien-1-ol, 3,7-dimethyl-, (Z)- e EAREEAEEEEEE e
69.0 8.60 8.80 9.00 9.20
m/z 41.10 26.92%
41.0
5000
93.0
‘ 121.0
oltsoy bl Mofhob il tsse 2 T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF021921.M Thu Mar 04 17:09:11 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.669  23.90 ng 3110040  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 91
2 Tetraethylene glycol 194 C8H1805 000112-60-7 72
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 59
4 Tetraethyleneglycol monomethylether 208 C9H2005 023783-42-8 59
5 Heptaethylene glycol 326 C14H3008 005617-32-3 59

Abundance Scan 1289 (9.669 min): BF123359.D\data.ms (-1285) (-) m/z 45.05 100.00%
45.0

5000 \JR
89.0 — —
“ | ‘ a1 9.50 10.00
Ol b U ) 23111561 2071 4; 5716 55.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65549: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
5000 = —
890 9.50 10.00
m/z 41.10 25.04%
O T \:\L\g‘\q‘\“\ T ‘ T \‘U‘} ’ \HL‘\ T U‘\]\-\J-\‘?“.? ‘\%?4\.9\ ‘ \1‘7\6"(\)\ TT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56804: Tetraethylene glycol
45.0
e e
9.50 10.00
5000 m/z 89.05 23.57%
89.0
133.0
) ST N Mt -1 E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)- ey =
45.0 9.50 10.00
m/z 75.05 17.24%
5000
15.0 75.0
0! b e I D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF021921.M Thu Mar 04 17:09:12 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Tributyl phosphate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.563 33.85 ng 4204550 Acenaphthene-dle 5.89
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tributyl phosphate 266 C12H2704P  000126-73-8 83

2 Phosphoric acid, dibutyl 1,1-dim... 352 C13H25F404P 1000298-93-9 56
3 Phosphoric acid, dibutyl 3-trifl... 348 C14H28F304P 1000298-93-8 43
4 2H-Pyran-2-one, tetrahydro-6-octyl- 212 C13H2402 007370-92-5 9

5 Phosphoric acid, dipropyl nonyl ... 308 C15H3304P 1000309-01-0 9

Abundance Scan 1441 (10.563 min): BF123359.D\data.ms (-1434) (- m/z 99.00 100.00%

99.0
5000

41.1 155.0 ‘

: 211.1 10 50
OH‘\““‘HM bl 208  m/z 155.00  17.15%
miz--> 50 100 150 200 250 300 350
Abundance #115152: Tributyl phosphate
99.0
5000 =T ‘
10.50
155. 41.10  12.97%
57.0 5‘50 211.0
O\“\\““‘\\\\ \‘\‘\‘\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #184772: Phosphoric acid, dibutyl 1,1-dimethyl-2,2,3,3-te
99.0
10 50
5000 57.10  12.76%

o

41.0 155.0
\‘ \\‘\ [ 225.0 297.0 337.0
el b e e
m/z--> 50 100 150 200 250 300 350

Abundance #182220: Phosphoric acid, dibutyl 3-trifluoromethyl-3-pen
99.0 10 50

m/z 125.00 8.30%

5000 41.0
155.0
211.0
L m‘” Liy | 293.0

ow;_m R A EN Nt iR
miz--> 50 100 150 200 250 300 350 10.50

8270-BF021921.M Thu Mar 04 17:09:13 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.022 11.42 ng 2050780  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 91
2 3,6,9,12,15-Pentaoxanonadecan-1-01 294 C14H3006 001786-94-3 87
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 74
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204 000143-22-6 72
5 Heptaethylene glycol 326 C14H3008 005617-32-3 72

Abundance Scan 1519 (11.022 min): BF123359.D\data.ms (-1515) (-  m/z 45.10 100.00%

4!:
5000
89.0

\‘ [
11.00

ol M4 w1191 1611 20402840

: m/z 57.10 44.68%
miz--> 50 100 15 200 250
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol
48.0
5000 —— ‘
89.0 11.00
m/z 89.05 32.00%
O 1\5 \OH‘\‘ ‘\‘ L “ T \H‘ T ““ “‘ T \]-3\”3 \0163\0\ \2‘()7\ O\ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #139151: 3,6,9,12,15-Pentaoxanonadecan-1-ol
458.0
T \
11.00
5000 m/z 41.10 19.07%

o

89.0
— \HL\ ‘M“‘ ‘H\ . \‘\‘ i“ . }3“\3.‘0?‘63"0‘ — e
m/z--> 50 100 150 200 250

Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth P ‘
45.0 11.00

m/z 59.05 15.81%

5000
89.0

133.0

ol b by TT 177.0207.0 2510 283
el by L 277.0207.0 2510
m/z--> 50 100 150 200 250 11.00

g

8270-BF021921.M Thu Mar 04 17:09:13 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Hexanedioic acid, mono(2-et... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.539 20.46 ng 3674840  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 91
2 iso-Amyl tiglate 170 C10H1802 066917-62-2 38
3 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18 050876-33-0 38
4 1,2-Cyclohexanedione 112 C6H802 000765-87-7 38
5 Carbonic acid, butyl 2-ethylhexy... 230 C13H2603 1000357-84-4 35

Abundance Scan 1607 (11.539 min): BF123359.D\data.ms (-1599) (-  m/z 129.00 100.00%

70.1 129.0
5000
T T \
| ‘ | ‘ 11.50
ol 3SRl b g |y 1721 215.1250.1284.3 328. ./, 79,10 93.91%
miz--> 50 100 150 200 250 300
Abundance  #108909: Hexanedioic acid, mono(2-ethylhexyl)ester
129.0
70.0
5000 _— :
11.50
29. m/z 55.10 93.26%
O L “\‘ } e \‘L‘\ ‘l‘ \‘ T ‘ ‘ ]\_7\2\0\ 2’1\2\0\ T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #37913: iso-Amyl tiglate
70.0
T \
11.50
5000 ITI/Z 111.00 61.15%
29.0
0 m‘uu“““u‘J‘u‘1‘3:0"_‘H,HH_H‘_H
miz--> 50 100 150 200 250 300
Abundance #11615: Cyclopentane, 1,1,3,3-tetramethyl- —— ‘
70.0 11.50
m/z 83.10 59.12%
111.0
5000
27.
o B -
m/z--> 50 100 150 200 250 300 11.50

8270-BF021921.M Thu Mar 04 17:09:14 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.892 8.36 ng 1501230 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 1667 (11.892 min): BF123359.D\data.ms (-1663) (1 m/z 73.00 100.00%
73.

0
43.1
5000
129.1
213.2 = —
‘ H‘ ‘ 1711 ‘ 2561 _ . 11.50 12.00
ob— W“‘H WL ol ALl b 2T 1y ee.e0  84.08%
m/z--> 50 100 150 200 250
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T ]
129.0 11.50 12.00
m/z 43.10 75.32%
L], B
ob— “‘ H‘Mu H!‘ Al uh“‘ JH‘\‘H} A ‘ “ “ “‘m‘ b ‘\‘ —
m/z--> 50 100 150 200 250
Abundance #72646: Tridecanoic acid
73.0
43.0
— ——
11.50 12.00
5000 m/z 57.10 72.04%
129.0
‘ ‘ 171.0 214.0
ol ‘ H\‘HM‘ h‘} N\hw Iy ‘ - ‘ - ‘ SR
m/z--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid T —
73.0 11.50 12.00
43.0 m/z 41.10 65.22%
5000 129.0
185.0
|
oL ““ H‘“H‘w‘ h!‘ all, nh\‘\‘ ‘M‘\‘h; “ b \“ S L‘ e — - ——
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.975 86.41 ng 15521800 Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1681 (11.974 min): BF123359.D\data.ms (-1670) (- m/z 73.00 100.00%

73.0
41.1
5000 1291
213.2 —
‘ ‘ 171.1 ‘ 256.1 12.00
ob—s ‘:‘M‘ﬂ Al ol : ] “w“ bl 3L 4 se.00  80.02%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 N
12.00
97.0 1710 2130 256.0 m/z 43.10 77.62%
ob—— ‘M‘ \‘Mh“\ }‘H‘\‘n} ‘\““ “ “‘ \[ ““\‘ , “\‘ 1
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid
73.0
41|
—
12.00
5000 129.0 ITI/Z 41.10 69.53%
‘ 199.0 2420
ol w\h‘\‘ il ‘\‘ 167.0| L L ‘\“ R
m/z--> 50 100 150 200 250 300
Abundance #84455: Tetradecanoic acid T
73.0 12.00
m/z 55.10 66.53%
5000 129.0
185.0
‘Tl
0 — ‘M u‘u‘ H“H‘u‘uh\“ {ML‘\} “‘\‘\“ - \‘ . “\‘ A ; ‘ ;
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 unknownl12.210 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.2106 25.73 ng 4621360  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, dimethyl(3,7-dimethyloct... 316 C18H4002Si 1000346-78-2 38
2 Silane, dimethyl(3-methylpentylo... 316 C18H4002Si 1000347-70-0 32
3 Silane, dimethyldecyloxyisohexyl... 316 C18H4002Si 1000346-92-2 32
4 Epiisohemanthamine 301 C17H19NO4 006883-68-7 27
5 1H-Purine-2,6-dione, 7-ethyl-3,7... 301 C14H15N503 1000337-95-2 27

Abundance Scan 1721 (12.210 min): BF123359.D\data.ms (-1716) (-] m/z 57.10 100.00%
57.1

301.1
5000
160.1
1010 ‘ 2“32 1200 1250
202 1 , : :
0 A AL w T el ‘ 238 myz 301,15 76.22%
miz--> 50 100 150 200 250 300
Abundance #158125: Silane, dimethyl(3,7-dimethyloct-3-yloxy)isohex
301.0
83.0
5000 —— —
12.00 12.50
150 189.0 m/z 43.10 48.72%
Almeo LT aso
O T T \‘ ‘ \ “ M I \ \ T \M\ i ‘ T T T T ‘ T T T T T T T T
miz--> 100 150 200 250 300

Abundance #158120. Silane, dimethyl(3-methylpentyloxy)decyloxy-
301.0

?

83.0 — —

12.00 12.50
5000 ITI/Z 83.10 47 .54%
245.0
S NI S NS B
miz--> 100 150 200 250 300
Abundance #158099: Silane, mnuﬁtheCWOxyBoheXWOxy— P ——
0L.0 12.00 12.50
83.0 m/z 71.10  42.80%
- J\Mw
9l s 1m0 20
o‘H‘”H“Wuu”‘u”u_Mm_”"HH — =
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On 3 Mar 2021 17:01

Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.363 9.26 ng 1662640 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 56
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 37
3 Hexanal, 3,5,5-trimethyl- 142 C9H180 005435-64-3 27
4 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 25
5 Vardenafil 488 C23H32N604S 224785-90-4 22

Abundance Scan 1747 (12.363 min): BF123359.D\data.ms (-1744) (-,

m/z 57.10 100.00%

57.1
97.1
5000
‘ 12.00 12:50
169.2 ’ :
- uh“w ol J1850030 2200 2721 9710 s2.47%
m/z--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 — —
12.00 12.50
113.0 m/z 113.10 51.48%
O ‘M\“\‘ ‘\‘h“\“‘ \““\ T ‘1\6§c\)\ L B B B B
m/z--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
= =
12.00 12.50
5000 m/z 55.10  29.45%
97.0
0150, “\ ‘\ L 1310 190 70 311
— e
m/z--> 50 100 150 200 250 300
Abundance #20002: Hexanal, 3,5,5-trimethyl- — —
57.0 12.00 12.50
m/z 83.10 23.58%
5000
98.0
X P X s
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.686 31.62 ng 5679400  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 41

Abundance Scan1802(12686num BF123359.D\data.ms (-1792) (- m/z 73.00 100.00%

411
5000 129.1
185.1 241.2 T ]
‘ ‘ 284.3 12.50 13.00
ol ‘w‘ ey ‘” Ml bbb L myz 43.10 0 92.78%
m/z--> 100 150 200 250
Abundance #131261: Octadecanoic acid
73.0
41,0
5000 129.0 —— T
12.50 13.00
185.0 241.0 284.0 m/z 60.00 81.12%
ob— }‘H‘ \\‘\‘\‘h‘““\“ L “ b \’ \“ L “\ ’\‘ , “‘\‘ ‘
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
73.0
41,0
— =
12.50 13.00
5000 129.0 m/z 55.10 77 .01%
‘ 199.0 2420
0L “\‘ H\“H‘M M I ‘M‘\ u\ ‘ 167‘[0‘ — “’ ———
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid —— —
73.0 12.50 13.00
m/z 57.10 75.76%
5000 41.0
129.0
185.0 228.0
ok ““ “\‘u‘u‘ H‘H HM‘ ‘H\ ‘M‘\‘H‘\ ‘ ’\‘m‘\ . — e
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Tetradecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.798 190.94 ng 39611400 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 1821 (12.798 min): BF123359.D\data.ms (-1805) (- m/z 73.05 100.00%

5000 129.1 —J/L
2
185.1 284.3 - —
h | ‘ 12.50 13.00
oL STA U o LA L 18278 gy 4310 91.10%
miz--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 — -
83.0 12.50 13.00
' 284.0 o
1850 o410 ‘ m/z 60.05 79.86%
0! m}‘ﬂh“w w““\‘ ‘L‘\‘ “ ‘\‘\‘ “\‘\‘ . ‘\‘ —
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid
73.0
— =
12.50 13.00
5000 129.0 ITI/Z 57.10 75.14%
29.
199.0 242.0
o= ‘L‘ ““‘h\“ M\‘u} ““ “ “ ;“ L N — “\‘ T
m/z--> 50 100 150 200 250 300
Abundance #84452: Tetradecanoic acid —— —
73.0 12.50 13.00
m/z 55.10 70.06%
5000 129.0
185.0
29. 228.0
AL U O N P S~V
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 5-Eicosene, (E)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.880 11.80 ng 2448260 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91

Abundance Scan 2005 (13.880 min): BF123359.D\data.ms (-2002) (- m/z 55.10 100.00%

5|:
5000 11.1 M@L
13‘56 i4‘06
[ — “ “H‘ ! “‘ Aohl 2101 2808 .7 s7.18 0 97.33%
mlz--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
11.0 m/z 83.10  96.27%
O\\“\‘\“ h ““ ‘H‘ “ J‘l54\\0\\2’0\9\0\\‘\2\8\0\0‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
— ——
13.50 14.00
m/z 43.10 89.46%
5000 110 /
169.0
o LA, Tarpozss0  aos
miz--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 “ T
57.0 13.50 14.00
m/z 69.10 85.48%
111.0
5000
oL e 0,200 26403080 T o
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123359.D

Acqg On : 3 Mar 2021 17:01
Operator : JU/CG

Sample : M1507-06

Misc :

ALS vial : 8 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.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... 2.828 49.3 ng 6212560 1 6.857 2520820 20.0
1,3-Dioxolane, 3.557 7.3 ng 919628 1 6.857 2520820 20.0
2-Hexanone 3.834 6.9 ng 874181 1 6.857 2520820 20.0
Ethanol, 2-butoxy- 5.934 147.9 ng 18646700 1 6.857 2520820 20.0
1,3-Dioxolane-4... 6.204 17.3 ng 2174610 1 6.857 2520820 20.0
1-Hexanol, 2-et... 6.951 105.1 ng 13248700 1 6.857 2520820 20.0
Hexanoic acid, 7.751 56.5 ng 111297060 2 8.134 3943030 20.0
Phthalic anhydride 8.910 12.3 ng 2419330 2 8.134 3943030 20.0
unknown8.928 8.928 8.6 ng 1689020 2 8.134 3943030 20.0
Ethanol, 2-[2-(... 9.669 23.9 ng 3110040 3 9.892 2602200 20.0
Tributyl phosphate 10.563 33.9 ng 4404550 3 9.892 2602200 20.0
3,6,9,12-Tetrao... 11.022 11.4 ng 2050780 4 11.386 3592580 20.0
Hexanedioic aci... 11.539 20.5 ng 3674840 4 11.386 3592580 20.0
n-Hexadecanoic ... 11.892 8.4 ng 1501230 4 11.386 3592580 20.0
Pentadecanoic acid 11.975 86.4 ng 15521800 4 11.386 3592580 20.0
unknownl12.210 12.210 25.7 ng 4621360 4 11.386 3592580 20.0
2,4,4,6,6,8,8-H... 12.363 9.3 ng 1662640 4 11.386 3592580 20.0
Octadecanoic acid 12.686 31.6 ng 5679400 4 11.386 3592580 20.0
Tetradecanoic acid 12.798 190.9 ng 39611400 5 14.045 4149030 20.0
5-Eicosene, (E)- 13.880 11.8 ng 2448260 5 14.045 4149030 20.0
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