LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc :

ALS Vvial : 10 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126930.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.469 366 371 377 rVB 393380 448428 8.85% 1.610%
2 5.163 485 489 495 rVB 128901 141918 2.80% 0.510%
3 5.551 550 555 558 rBV 2228487 2064363 40.75% 7.412%
4 6.545 719 724 727 rVB 1675660 1521614 30.04% 5.463%
5 6.722 751 754 756 rBV 263845 191655 3.78% 0.688%
6 6.751 756 759 762 rVB 266079 202940 4.01% 0.729%
7 6.845 771 775 778 rBV 370563 330376 6.52% 1.186%
8 6.928 785 789 792 rBV 803262 607158 11.99%  2.180%
9 6.981 795 798 809 rVB 761821 630935 12.46% 2.265%
10 7.104 817 819 822 rVB 103109 87377 1.72% 0.314%
11 7.492 880 885 888 rVB 2577032 2744309 54.18% 9.854%
12 7.575 893 899 906 rBV2 117946 190153 3.75% 0.683%
13 8.110 986 990 994 rBvV3 64247 90907 1.79% 0.326%
14 8.210 1003 1007 1010 rBV 1012276 833700 16.46%  2.993%
15 8.357 1030 1032 1040 rBV 58124 66222 1.31% 0.238%
16 8.539 1056 1063 1068 rBV3 89756 134955 2.66%  0.485%
17 8.928 1126 1129 1134 rBV2 57544 56120 1.11% 0.202%
18 9.157 1164 1168 1173 rBV 217301 239569 4.73% 0.860%
19 9.292 1184 1191 1193 rBV 4607519 4876018 96.26% 17.507%
20 9.380 1202 1206 1209 rBV 1038256 792804 15.65%  2.847%
21 9.710 1258 1262 1267 rVB4 41832 60260 1.19% 216%

0
22 9.969 1303 1306 1309 rVB 1143636 877415 17.32% 3
23 10.380 1372 1376 1380 rVB 177084 149757 2.96% ©.538%
24 10.669 1422 1425 1427 rBV 166060 121169 2.39% ©
25 10.763 1436 1441 1444 rBV 3428971 3147846 62.14% 11.

26 11.457 1555 1559 1563 rBV 1151664 934111 18.44%  3.354%
27 11.833 1620 1623 1626 rBV 168388 130444 2.58% 0.468%
28 13.051 1824 1830 1833 rBV 5176381 5065587 100.00% 18.188%
29 14.098 2005 2008 2012 rBV 680020 590133 11.65% 2.119%
30 15.604 2258 2264 2273 rVB 420742 522804 10.32% 1.877%

Sum of corrected areas: 27851047
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Feb 2022 16:49
¢ CG\JU
¢ N1573-12

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
BF126930.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Cyclopentanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.469 14.77 ng 448428 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 2-Hexene, (E)- 84 C6H12 004050-45-7 64
3 3-Hexene, (Z)- 84 C6H12 007642-09-3 59
4 2(5H)-Furanone 84 C4H402 000497-23-4 50
5 2-Hexene 84 C6H12 000592-43-8 50
Abundance Scan 371 (4.469 min): BF126930.D\data.ms (-366) (-) m/z 54.95 100.00%
55.0
5000 84.0
41.1
e AREESEEE e R
‘ ‘ 4.20 4.40 4.60 4.80
O et il 83 L m/z 8405 46.70%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1577: Cyclopentanone
553.0
28.0
5000 LB B R B B L B
41.0 84.0 4.20 4.40 4.60 4.80
m/z 41.10 35.86%
Of!’67.()’
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1651: 2-Hexene, (E)-
55.0
R RAmEERSRE
4.20 4.40 4.60 4.80
5000 42.0 m/z 56.10  31.69%
84.0
29.0 69.0
otse AL Al
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1649: 3-Hexene, (2)- R R AEAREEEEE S
55.0 4.20 4.40 4.60 4.80
41.0 m/z 39.10 17.23%
5000 84.0
69.0
27.0 ‘ ‘
015'0,, R RAREaE e
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Ethanol, 2-(1-methylethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.163 4.67 ng 141918 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 50
2 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 47
3 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 43
4 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 38
5 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 38
Abundance Scan 489 (5.163 min): BF126930.D\data.ms (-485) (-) m/z 43.05 100.00%
43.0
5000 59.1
73.1
‘YTY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TV
‘ 890 101.1 4.80 5.00 5.20 5.40
0t et bl S e m/z 45.10 60.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5406: Ethanol, 2-(1-methylethoxy)-
43.0
270 4.80 5.00 5.20 5.40
’ 730 99 m/z 59.10  49.35%
59.0
0\\‘\\\\‘\\‘\\“\‘\\\“!}\\‘\\‘\}“‘\\\\‘\\\\‘\\\\“\\\\1‘()\3\.\()\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5062: Propane, 1-(1-methylethoxy)-
43.0
A AT
4.80 5.00 5.20 5.40
5000 m/z 73.10 24.24%
73.0
27.0 57.0 87.0
120 | \‘\‘ Ji ‘ 00
Ottt e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5368: Ethanol, 2-propoxy- R ARRmEmES R
43.0 4.80 5.00 5.20 5.40
m/z 41.05 21.41%
5000
27.0 73.0
ol 150 || \ 55.0 . 860
R B T e R Ea S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.722 6.31 ng 191655 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
3 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 50
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 50

Abundance Scan 754 (6.722 min): BF126930.D\data.ms (-751) (-) m/z 59.10 100.00%

59.1
5000 45.0
103.1

S |11 NS —
‘ 6.40 6.60 6.80 7.00
“ il 7.0 |

e et R e e M/Z 45,85 48.06%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

o

5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
6.40 6.60 6.80 7.00
4LT 103.0 m/z 103.10  29.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
6.40 6.60 6.80 7.00
5000 m/z 73.10 25.47%
31.0 103.0
SIS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5402: Ethane, 1-ethoxy-1-methoxy-

59.0 6.40 6.60 6.80 7.00
m/z 41.05 23.48%

5000
29.0 89.0
\M\ 4‘*‘ 7J‘0 ‘
reprrrrrreb e e P e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

o

8270-BF021622.M Fri Feb 18 14:15:19 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 1-Propanol, 2-(2-hydroxypro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.751 6.68 ng 202940 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 56
4 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 53
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 50
Abundance Scan 759 (6.751 min): BF126930.D\data.ms (-756) (-) m/z 59.10 100.00%

59.1
5000
41 103.1

‘ o 6.40 6.60 6.80 7.00
Ol (TBO ) 1202 45.05  49.29%

miz--> 20 40 60 80 100 120 140
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

5000 U AL AR R
6.40 6.60 6.80 7.00
41.T 103.0 m/z 103.10 29.69%
I . 1 1300
miz-> 20 40 60 80 100 120 140
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
5C
A
6‘406‘606‘807‘00 ’
5000 m/z 41.10  25.27%
103.0
31.0
0 \‘ “H‘ 1l 75.0
L B L L WL BRI
miz-> 20 40 60 80 100 120 140
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)-

59.0 6.40 6.60 6.80 7.00
m/z 73.10 25.08%

5000
31.0
‘ 103.0
87.0 ‘
0 150 M‘ \\\ \“ \‘ Ly | | 131.0147.0

m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 2-Propanol, 1-(2-methoxypro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.845 10.88 ng 330376 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 45
4 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 43
5 1-(1-Methoxypropan-2-yloxy)propa... 190 C9H1804 1000367-08-6 40
Abundance Scan 775 (6.845 min): BF126930.D\data.ms (-771) (-) m/z 59.10 100.00%
59.1

5000

—

45.0 6.60 6.80 7.00 7.20

75.0 1041 4300 8
H_H‘_Hw‘HWWLWHN\HHH?HM‘H_H‘NMW‘HWH‘WHH,‘ m/z 45.05 14.04%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

o

?

5000 LI L L L L B AL B
6.60 6.80 7.00 7.20
m/z 73.05 9.72%
31.0 104.0
ol 150 [yl 760 L. 1300
H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\’H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
6.60 6.80 7.00 7.20
5000 ITI/Z 43.05 9.66%
31.0
ol 220 ol 760 100 1300
vt b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0 6.60 6.80 7.00 7.20

m/z 41.10 8.49%
5000

41.0
260 ] |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

o
[es}
by
o

8270-BF021622.M Fri Feb 18 14:15:20 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.981 20.78 ng 630935 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
3 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 43
4 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 42
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 42

Abundance Scan 798 (6.981 min): BF126930.D\data.ms (-795) (-) m/z 57.10 100.00%

57.1
5000 N
R RRRREEEs e
39 H ‘ 870 1121 6.60 6.80 7.00 7.20 7.40
ob i e m/z 41.05 34.62%

m/z--> 20 40 60 80 100 120 140 160
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000

6.60 6.80 7.00 7.20 7.40
83.0 m/z 43.85  28.54%

29.0
miz--> 20 40 60 100 120 140 160
Abundance #92371: Heptane, 1,1'-oxybis-
57.0

ST T Tt
6.60 6.80 7.00 7.20 7.40

o

5000 m/z 55.05 24.70%
29 0 98.0
o | (e 0 | 11701350 1710
‘H“““““““ i e = S SRR
miz--> 60 80 100 120 140 160
Abundance  #75535: Carbonic acid, heptyl prop-1-en-2-yl ester AT e J
57.0 6.60 6.80 7.00 7.20 7.40

m/z 56.10  19.42%

5000
29.0
‘ 98.0
0 I il ; M H‘ |

m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzene, cyclopropyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.104 2.88 ng 87377 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 94
2 Indane 118 C9H10 000496-11-7 93
3 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 72
4 Deltacyclene 118 C9H1e 007785-10-6 68
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 64
Abundance Scan 819 (7.104 min): BF126930.D\data.ms (-817) (-) m/z 117.05 100.00%
117.1
5000
910 Tt T T
39.0 63.0 .-, ‘ 6.80 7.00 7.20 7.40
Obrrepererprerrpreetpeer i byl ety m/z 118.05  52.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10197: Benzene, cyclopropyl-
11y7.0
A
5000 L B L R IR R |
91.0 6.80 7.00 7.20 7.40
65.0 m/z 115.10  33.54%
O \\\’\\\\’\2\\7\?\\H"HHl‘\\H’LHH‘\M?!‘\H\‘“H\J-‘q\ﬁ.\o‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
Ay
6.80 7.00 7.20 7.40
5000 m/z 91.00 17.89%
39.0 g 91.0
ol.220280 | 4l 77O | om0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance  #10213: 1,3-Methanopentalene, 1,2,3,5-tetrahydro-
117.0 6.80 7.00 7.20 7.40
m/z 63.05 9.38%
5000
91.0
39.0
78.0
o B e 040 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.80 7.00 7.20 7.40

8270-BF021622.M Fri Feb 18 14:15:22 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49

Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

Peak Number 8 Hexanoic acid, 2-ethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.575 4.56 ng 190153  Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 45
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 45
5 1,4-Dioxane 88 C4H802 000123-91-1 43

Abundance Scan 899 (7.575 min): BF126930.D\data.ms (-893) (-) m/z 73.05 100.00%

73.0
5000 41.0
R R EREREENE SR
‘ 10‘1'1 - 7.20 7.40 7.60 7.80
0 m_m_“ w mh P ‘FH R m/z 88.05 79.21%
miz--> 20 80 100 120 140 160
Abundance #24100. Hexanoic acid, 2-ethyl-
88.0
5000 41.0 B R B e
7.20 7.40 7.60 7.80
m/z 41.05 39.37%
‘ 3 ‘ 116.0 /
15.0 ‘
O\\\‘\}\\\‘\\\‘\\\‘\‘\‘\\‘\\\‘!‘\\\\‘\\\\‘\
miz--> 80 100 120 140 160
Abundance #35335. Heptanoic acid, 2-ethyl-
88.0
R AR,
7.20 7.40 7.60 7.80
5000 m/z 57.10 36.86%
41.0
71,0
H ‘u H\ 1 \ L 1580
o -l e e
m/z--> 20 40 100 120 140 160
Abundance #9193.Acencacm,dknhyL e
43.0 88.0 7.20 7.40 7.60 7.80
m/z 55.05 28.61%
5000
71,0
26 \‘ ‘ \
ot e e e R N S A
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80

8270-BF021622.M Fri Feb 18 14:15:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown8.110 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.110 2.18 ng 90907 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 47
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 47
3 D-Allothreonine 119 C4H9NO3 024830-94-2 47
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 46
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 46
Abundance Scan 990 (8.110 min): BF126930.D\data.ms (-986) (-) m/z 57.05 100.00%
57.0
5000 4l
81.0
ST T
‘ 4 01 1231 7.80 8.00 8.20 8.40
([ “Mw {”u“l““‘w‘i““““u‘R‘”‘ i “c vk m/z 44.95  79.46%
miz--> 20 40 60 80 100 120 140
Abundance #49497: Ethylene glycol diglycidyl ether
29.0
5000
45.0 7.80 8.00 8.20 8.40
m/z 41.10 50.12%
‘ 73.0 100.0
0 \\‘\‘\1‘\\‘“‘1\\‘1”‘\\“‘}‘\‘\‘\\\‘l\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
R REEREREEE
7.80 8.00 8.20 8.40
5000 m/z 71.05 32.85%
89.0
29.0
73
b il 70 |y 90 o
miz--> 20 40 60 80 100 120 140
Abundance #10274: D-Allothreonine
57.0 7.80 8.00 8.20 8.40
750 m/z 81.60  29.88%
5000
. ap | 020
— e
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40

8270-BF021622.M Fri Feb 18 14:15:23 2022 Page: 11



Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
BF126930.D
: 17 Feb 2022 16:49

Operator : CG\JU

Sample
Misc
ALS vial : 10

Quant Method
Quant Title

TIC Library
TIC Integration

¢ N1573-12

Sample Multiplier: 1

: C:\Database\NIST20.L

Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 10

Nonanoic acid

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.539 3.24 ng 134955 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 52
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Thiazole, 2-ethyl-4,5-dihydro- 115 C5HONS 016982-46-0 50
5 Heptanoic acid 130 C7H1402 000111-14-8 50
Abundance Scan 1063 (8.539 min): BF126930.D\data.ms (-1056) (-) m/z 60.00 100.00%
60.0
115.1 Ao e ey
‘ | ‘ 8.20 8.40 8.60 8.80
0! dllla L e M/z 72,95 70.43%
mlz--> 50 100 150 200 250 300 350
Abundance #35298: Nonanoic acid
6Q.0
5000 L B B R I I L R
8.20 8.40 8.60 8.80
J 115.0 m/z 57.05 59.55%
01\5\ i LH’H“ “‘M \‘H\ ““i‘ \“\ ‘\ \1‘5§\0\ L L B
miz--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
R
127.0 8.20 8.40 8.60 8.80
5000 m/z 41.10 52.17%
oLl L MJ AL 2160 2730 3%
miz--> 50 100 150 200 250 300 350
Abundance #9148: Hexanoic acid AR AR
60.0 8.20 8.40 8.60 8.80
m/z 55.00 42.58%
h J\VWJU\/\M
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80

8270-BF021622.M Fri Feb 18 14:15:24 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.157 5.46 ng 239569  Acenaphthene-di10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 64
2 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 43
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 40
4 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 38
5 Acrolein,dimethyl acetal 102 C5H1002 006044-68-4 38

Abundance Scan 1168 (9.157 min): BF126930.D\data.ms (-1164) (-) m/z 71.05 100.00%

430 710
5000

981 LN LR B R R
‘ “ 145.0 173.1 8.80 9.00 9.20 9.40

0 A e M/z 43.05 86.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0

5000
880900920940
m/z 56.10 37.30%
98.0
O\\\‘\‘\M\\“‘\\\‘!“\\U\“\\‘\\“\\\\‘\\\]_\4‘\3\\0\‘]\-\7\3\‘()\\]_\9\‘9\\0\\‘\\\2\4‘:\3\§
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13226: 1-Hexene, 3,4,5-trimethyl-
43.0
71.0 T T I T[T T T i T[T
8.80 9.00 9.20 9.40
5000 m/z 83.10 33.00%
045‘9“‘”,‘:”1"u‘m‘:m“"“‘1%“319,””,””_m_m_mw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24295: Propanoic acid, 2-methyl-, 2-methylpropyl ester PP e
43.0 71.0 8.80 9.00 9.20 9.40

m/z 55.05 26.71%

150 | P01°1290

o bbb L 220 e e e T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40

8270-BF021622.M Fri Feb 18 14:15:24 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acq On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Phenol, 4-(1,1-dimethylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.380 18.07 ng 792804  Acenaphthene-die 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 91
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 90
3 Hexestrol 270 C18H2202 000084-16-2 72
4 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 72
5 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202 005635-50-7 64

Abundance Scan 1206 (9.380 min): BF126930.D\data.ms (-1202) (-) m/z 135.05 100.00%

135.1
5000 107.1
T
41.0 77.0 164.2 9.00 9.20 9.40 9.60 9.80
Ot b L m/z 107.10 46.50%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
A
5000 T T T T T T T T T T
107.0 9.00 9.20 9.40 9.60 9.80
m/z 95.10 10.53%
410 770 | 16?-0
0 H\‘\\\\“‘\\‘\“\“\“\\\‘”‘\\U\‘N\‘\W\H‘\‘H‘H‘\‘H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27481: Phenol, p-tert-butyl-
135.0
S RRRERLES e
9.00 9.20 9.40 9.60 9.80
5000 m/z 136.05 10.24%
107.0
410 770 | ‘
T RS
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161261: Hexestrol R AR ARE
135.0 9.00 9.20 9.40 9.60 9.80
m/z 77.05 10.17%
107.0
5000
o430 MO | | 1650 2120 270«
e b A e e e e e R ERREERL s e
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60 9.80

8270-BF021622.M Fri Feb 18 14:15:25 2022 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49

Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Cyclopentaneacetic acid, 3-... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.669 2.76 ng 121169  Acenaphthene-die 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentaneacetic
2 Isocitronellol

3 Cyclohexanecarboxylic acid, ethe...

acid, 3-oxo-2... 226 C13H2203
156 C10H200
154 C9H1402

024851-98-7 90
018479-52-2 53
004840-76-0 43

4 N-(Piperidin-3-yl)acetamide 142 C7H14N20 005810-55-9 43

5 Hexanal di-cis-3-hexenyl acetal 282 C18H3402 1000430-94-7 43

Abundance Scan 1425 (10.669 min): BF126930.D\data.ms (-1422) (-  m/z 83.05 100.00%
83.0

5000

55.0

o

‘mmg l H 1952 226.1

miz--> 20 40 60 80

R R R e S RS
100 120 140 160 180 200 220

Abundance #106654: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth

83

5000

55.0
270 | ‘
Ll ‘\\ [

o

.0

153.0

‘HH“\HH\‘\‘H‘\
miz> 20 40 60 80
Abundance

5000 >0

o

\\\‘\\\\‘\\\\‘\\1\‘\\\\’\\\\‘\\\\‘\\\\

100 120 140 160 180 200 220

#32870: Isocitronello
83.

0

| 123.0 156.0
" l |

miz--> 20 40 60 80

100 120 140 160 180 200 220

Abundance  #32200: Cyclohexanecarboxylic acid, ethenyl ester

83
55.0

5000

290‘
L i

.0

111.0

154.0

10.50 11.00
m/z 82.00 26.58%

fu

10.50 11.00
m/z 153.05 23.41%

10.50 11.00
m/z 55.05 22.32%

T T
10.50 11.00

m/z 156.10  21.15%

o

miz--> 20 40 60 80

8270-BF021622.M Fri Feb

100 120 140 160 180 200 220

18 14:15:26 2022

—
+=

10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.833 2.79 ng 130444  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 74
3 (1R,3aR,5aR,9as)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 51
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 38
5 Ethanone, 1-(9-anthracenyl)- 220 C16H120 000784-04-3 30

Abundance Scan 1623 (11.833 min): BF126930.D\data.ms (-1620) (- m/z 57.05 100.00%

57.0
205.1
5000 175.1
91.1

bl Hm \H l Fﬁl%ll 1150 12.00
w”‘w"”Mwmw”MWJNMWMWHW‘”NWWMwMHH I ni2 S5.08  S7.17%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0

o

5000
175.0 1150 12.00
m/z 205.10 54.96%
' 5.0 ‘ ‘ ‘F 261.0
0 Raanae ‘\“ 1\‘ W‘ ‘H‘H‘M‘ “\HH \‘““\\‘ MH} }HW “H“l”‘\‘ ‘\“H}\‘ ‘\‘h \‘\‘H‘\ “h i ?ﬁ ’(‘)‘ - ‘ e
m/z--> 20 40 60 80 100 120140160 180 200220240260
Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4
43.0 205.0
P boo
11.50 12.00
5000 1770 m/z 41.10 48.81%
91.0 121.0149.0
0k “,‘: bl “M bk : M : “1 el ‘ S R
m/z--> 20 40 60 80 100 120140160 180 200220240260
Abundance #99357: (1R,3aR,5aR,9aS)-1,4,4,7-Tetramethyl-1,2,3,3a,
205.0 11. 50 12 00
105.0 m/z 217.20  43.20%
5000
ol — e
m/z--> 20 40 60 80 100120140160 180200220240260 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126930.D

Acqg On : 17 Feb 2022 16:49
Operator : CG\JU

Sample : N1573-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclopentanone 4.469 14.8 ng 448428 1 6.928 607158 20.0
Ethanol, 2-(1-m... 5.163 4.7 ng 141918 1 6.928 607158 20.0
2-Propanol, 1-(... 6.722 6.3 ng 191655 1 6.928 607158 20.0
1-Propanol, 2-(... 6.751 6.7 ng 202940 1 6.928 607158 20.0
2-Propanol, 1-(... 6.845 10.9 ng 330376 1 6.928 607158 20.0
1-Hexanol, 2-et... 6.981 20.8 ng 630935 1 6.928 607158 20.0
Benzene, cyclop... 7.104 2.9 ng 87377 1 6.928 607158 20.0
Hexanoic acid, 7.575 4.6 ng 190153 2 8.210 833700 20.0
unknown8.110 8.110 2.2 ng 90907 2  8.210 833700 20.0
Nonanoic acid 8.539 3.2 ng 134955 2 8.210 833700 20.0
2,2,4-Trimethyl... 9.157 5.5 ng 239569 3 9.969 877415 20.0
Phenol, 4-(1,1-... 9.380 18.1 ng 792804 3 9.969 877415 20.0
Cyclopentaneace... 10.669 2.8 ng 121169 3 9.969 877415 20.0
7,9-Di-tert-but... 11.833 2.8 ng 130444 4 11.457 934111 20.0
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