LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc :

ALS vial : 9 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 M\Methods\8270-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36213.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.275 197 202 213 rVB 638501 931366 4.81% 1.129%
2 4.916 305 311 319 rBV2 264052 425694 2.20% 0.516%
3 5.404 388 394 411 rVB 2254285 3321232 17.15% 4.025%
4 6.469 568 575 588 rBV 341184 509962 2.63% 0.618%
5 6.875 637 644 651 rBV 107488 200740 1.04% 0.243%
6 7.022 662 669 682 rBV 1339662 2174646 11.23% 2.636%
7 7.616 764 770 779 rBV 139868 250687 1.29% 0.304%
8 7.822 796 805 812 rBV 838695 1349182 6.97% 1.635%
9 7.893 812 817 826 rVvV 112029 193857 1.00% 0.235%
106 8.081 840 849 863 rBV 111520 242832 1.25% 0.294%
11 8.451 904 912 926 rBV 182995 359005 1.85% 0.435%
12 8.998 998 1005 1015 rBV 2927551 4711480 24.32% 5.710%
13 9.157 1024 1032 1045 rBV2 250546 550003 2.84% 0.667%
14  9.563 1095 1101 1109 rBV 142761 229638 1.19% 0.278%
15 9.998 1167 1175 1191 rVB 338151 671921 3.47% 0.814%
16 10.416 1240 1246 1257 rBV 197322 356300 1.84% 0.432%
17 10.628 1275 1282 1291 rBV 1176473 1968390 10.16% 2.386%
18 11.004 1340 1346 1367 rVB 202379 438925  2.27% ©.532%
19 11.475 1420 1426 1433 rVB2 433179 753030 3.89% 0.913%
20 11.604 1442 1448 1463 rVB3 166807 421458 2.18% 0.511%
21 12.833 1652 1657 1665 rBV 343346 579928 2.99% 0.703%

22 13.098 1693 1702 1715 rBV 8268912 12274634 63.37% 14.877%

23 13.327 1733 1741 1746 rBV 1802875 2507539 12.95% 3.039%
24 14.469 1926 1935 1943 rBV 1984115 2868769 14.81% 3.477%
25 15.221 2057 2063 2068 rBV 479104 671047  3.46% 0.813%

26 15.292 2068 2075 2085 rVB 221461 346192 1.79%
27 15.963 2182 2189 2205 rVV 7326802 10200525 52.66% 1
28 17.210 2395 2401 2407 rBV 2590358 3566500 18.41%
29 17.880 2511 2515 2520 rVB 191533 228657 1.18%
30 18.109 2549 2554 2560 rBV 186163 290335 1.50%

OO0 PN
w
N
w
R

31 18.186 2563 2567 2577 rVB 172973 266518 1.38% ©.323%
32 19.839 2842 2848 2853 rBV 16262882 19369898 100.00% 23.477%
33 20.603 2974 2978 2982 rBV 340498 374987 1.94% 0.454%
34 21.392 3107 3112 3118 rBV 3635260 4471761 23.09% 5.420%
35 23.739 3505 3511 3521 rVB2 2273823 4428160 22.86% 5.367%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 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_M\Methods\8270-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 82505798
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Aug 2022 17:31
: CG/IU
: N3972-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
BM036213.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM036213.D\data.ms

8.998
5.404

ya7s 7.022 7 89 10.628
' 4.916 6.469 6.87& 7.616)80381 8.451 157 9.563 9.99810.416| 11.004 1147804

0
Time-->
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13.098
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17.210
13.327 14.469

o

Time-->

12.833 f\ ‘15%@2 17.8FERL096 | 20

12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
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le+07
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0

TIC: BM036213.D\data.ms

21.392
23.739

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 2
R.T. EstConc Area Relative to ISTD R.T.
4.275 13.81 ng 931366 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 2-Hexene 84 C6H12 000592-43-8 59
3 2(5H)-Furanone 84 C4H402 000497-23-4 58
4 3-Hexene, (Z)- 84 C6H12 007642-09-3 45
5 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 45
Abundance Scan 202 (4.275 min): BM036213.D\data.ms (-197) (-) m/z 55.00 100.00%

58.0
5000

RN RN R
4.00 4.20 4.40 4.60
I

85.0
ol “¥- 11491469 2069 2801  n/; g3.95  48.30%

miz--> 50 100 150 200 250
Abundance #1577: Cyclopentanone
55.0

5000 T T
4.00 4.20 4.40 4.60

m/z 41.00 35.07%

T \ \ H T T 8\ "\O ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 0 100 150 200 250
Abundance
55.0

4.00 4.20 4.40 4.60

5000 ITI/Z 56.00 30.72%
15.0 85.0
T — — —
miz--> 50 100 150 200 250
Abundance #1521: 2(5H)-Furanone T
55.0 4.00 4.20 4.40 4.60

m/z 39.00 16.80%

250, | 850

m/z--> 50 100 150 200 250 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : 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 2 2-Propanol, 1-propoxy- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4016 6.31ng 425694  1,4-Dichlorobenzene-d4  7.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, l-propoxy- 118 ceHl402 001569-01-3 74

2 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 72
3 Sulfurous acid, bis(1-methylethy... 166 C6H1403S 004773-13-1 45
4 Diethyl carbitol 162 C8H1803 000112-36-7 45
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45

Abundance Scan 311 (4.916 min): BM036213.D\data.ms (-305) (-) m/z 43.00 100.00%
430
5000 73.0 %JKWV\J\\bkjkAJ\¢
R
\M 1010 4.60 4.80 5.00 5.20
v el e 2470 2078 sz 44,95 99.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10041: 2-Propanol, 1-propoxy-
45.0
73.0
5000 TT I T T T[T i [Trrir]
4.60 4.80 5.00 5.20
m/z 73.05 45.47%
\]-\5\-‘0\‘\“\‘\" ‘\\‘i““\\!”\‘\\‘\1793\.\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
T e
4.60 4.80 5.00 5.20
5000 m/z 58.95 30.91%
73.0
18.0 103.0
R o R R L e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41737: Sulfurous acid, bis(1-methylethyl) ester R ARdReEaNmamr s
43.0 4.60 4.80 5.00 5.20
m/z 41.00 29.03%
5000
| 83.0 125.0
L B R S AR RARS T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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-butoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.469 7.56 ng 509962 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 53
3 Propane, 2,2'-[ethylidenebis(oxy... 146 C8H1802 004285-59-0 50
4 Propane, 1,1'-[ethylidenebis(oxy... 146 C8H1802 000105-82-8 50
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 42
Abundance Scan 575 (6.469 min): BM036213.D\data.ms (-568) (-) m/z 44.95 100.00%
45.0
- 7’ A\jkA
A
6.20 6.40 6.60 6.80

bl My 1170 1468 2088 /s 57.e5  94.77%

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

Abundance #16538: 2-Propanol, 1-butoxy-

45.0
5000
87.0 6.20 6.40 6.60 6.80
m/z 41.00 45.53%
\]\_‘\8“‘?‘}‘\\““}‘\\ “\\\M\‘\w\\‘\?‘\]-3.9\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45.0
R
6.20 6.40 6.60 6.80
5000 m/z 87.00 41.38%
87.0
R L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25585: Propane, 2,2'-[ethylidenebis(oxy)]bis- “W““‘H““H‘,/kﬁ
45.0 6.20 6.40 6.60 6.80
m/z 56.05  33.42%
5000 87.0
131.0
I T ‘
e R A RAEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Hexanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.875 2.98 ng 200740 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Pentanoic acid 102 C5H1002 000109-52-4 72
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
4 Octanoic acid 144 C8H1602 000124-07-2 64
5 Butanoic acid 88 C4H802 000107-92-6 59
Abundance Scan 644 (6.875 min): BM036213.D\data.ms (-637) (-) m/z 60.00 100.00%
60.0
5000 /k\
T
‘ bg 0 206.9 6.60 6.80 7.00 7.20
MLl 90 1469 206.9 249.0282.( Ty, 73.00  49.84%
miz-> 50 100 150 200 250
Abundance #9149: Hexanoic acid
60.0
5000 LA L L LA LA R
6.60 6.80 7.00 7.20
m/z 41.00 29.90%
27.0
\\M\‘\H“H“H\‘\gg‘.q\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance
60.0
T
6.60 6.80 7.00 7.20
5000 m/z 43.00 19.41%
27.0
101.0
T — —
miz--> 50 100 150 200 250
Abundance #4814 Butanoic acid, 3-methyl- A T
60.0 6.60 6.80 7.00 7.20
m/z 44.95 18.42%
5000
27.0 ‘
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 12
R.T. EstConc Area Relative to ISTD R.T.

7616 3.72ng 250687 1,4-Dichlorobenzene-dd 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxypropoxy)-

2 2-Propanol, 1-(2-methoxy-1-methy...
3 Tri(propylene glycol) propyl ether
4 Hexaethylene glycol dimethyl ether
5 2-Propanol, 1,1'-[(1-methyl-1,2-...

148 C7H1603
148 C7H1603
234 C12H2604
310 C14H3007
192 C9H2004

013429-07-7 78
020324-32-7 78
096077-04-2 56
001072-40-8 50
001638-16-0 50

Abundance Scan 770 (7.616 min): BM036213.D\data.ms (-764) (-) m/z 58.95 100.00%
59.0
e
‘ 104.0 7.20 7.40 7.60 7.80 8.00
ol 4L T84 2069 2810 .., 45,09 15.86%
miz--> 50 100 150 200 250
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 I L LB B I
7.20 7.40 7.60 7.80 8.00
m/z 73.05 10.65%
00 | | 1080
i
T T T T ‘ T T T ‘ T T T T ’ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance
59.0
A REamaEEEEE
7.20 7.40 7.60 7.80 8.00
5000 m/z 43.00 10.25%
29.0 104.0 M
T — —— — ——
miz--> 50 100 150 200 250
Abundance #115774: Tri(propylene glycol) propyl ether R RS RRRT
59.0 7.20 7.40 7.60 7.80 8.00
m/z 41.00 9.14%
5000
117.0
161.0
1/ S R - M
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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-Isobutoxy-2-ethylhexane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.893 2.87 ng 193857 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 45
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 45

Abundance Scan 817 (7.893 min): BM036213.D\data.ms (-812) (-) m/z 57.05 100.00%

57.0
e A RERAR R
‘ 830 7.60 7.80 8.00 8.20
el u““‘ 211851 1909 p 41.00  34.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
5000 L B L B L AL BRI
29.0 7.60 7.80 8.00 8.20
m/z 43.00  28.90%
83.0 1120
Il 143.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 60 80 100 120 140 160 180
Abundance
57.0
N EERRsmEEs R
7.60 7.80 8.00 8.20
5000 m/z 55.00 25.93%
29.0 83.0
112.0
e A I o o e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15693: 2-Propyl-1-pentanol R AAAREESS EE
57.0 7.60 7.80 8.00 8.20
m/z 56.00 20.12%
5000
29.0 ‘
SN0 Y S PSS P
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Heptanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.451 5.32 ng 359005 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 86
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 58
3 .beta.-1-Arabinopyranoside, methyl 164 C6H1205 001825-00-9 50
4 Butanoic acid 88 C4H802 000107-92-6 50
5 Pentanoic acid 102 C5H1002 000109-52-4 49
Abundance Scan 912 (8.451 min): BM036213.D\data.ms (-904) (-) m/z 60.00 100.00%
60.0
5000 JL
‘ 99.0 820 8.40 8.60 8.80
Wu‘i‘;‘w“: ‘p\‘:H“"mﬂ?’f"gm,‘m““‘2‘97"9_m,w,‘%‘?‘o‘:‘ n/z 72.95  49.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15392: Heptanoic acid
60.0
5000 L B L L I LN B
8.20 8.40 8.60 8.80
970 m/z 43.00 44.68%
’ 01.0
\\\‘\H\\“‘\‘H‘l”‘\i‘H\‘\“}}\]]\“\\\\]‘.\3\(\)\"0\\\\’\\\\‘HH‘H\\‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
60.0
R AAREEERES T
8.20 8.40 8.60 8.80
5000 m/z 41.00 35.85%
27.0
100.0
T T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39977: .beta.-l-Arabinopyranoside, methyl R o
60.0 8.20 8.40 8.60 8.80
m/z 55.00  27.22%
h JL
| | 10001330
P e e e e e e e R R A T T
m/z--> 20 40 60 80 100120140160180200220240260280 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 8 Ethanol, 2-(hexyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.157 8.15 ng 550003 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 64
2 Heptane, 2-(hexyloxy)- 200 C13H280 074663-79-9 27
3 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 27
4 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 22
5 1-Bromo-7-(tetrahydro-2-pyranylo... 278 C12H23Bro02 010160-25-5 22
Abundance Scan 1032 (9.157 min): BM036213.D\data.ms (-1024) (-) m/z 43.00 100.00%
43.0
85.0
5000
T
M ‘ “ 266.8 ‘ 8.80 9.00 9.20 9.40
~MALIN ., 4320 1789 2668 354 . g5 g5 64.77%
m/z--> 50 100 150 200 250 300 350
Abundance #25544: Ethanol, 2-(hexyloxy)-
43.0
85.0
5000 RN RN EREEE R
8.80 9.00 9.20 9.40
m/z 45.00  44.54%
\\H\“\“‘“\“\‘\h‘\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
43.0 85,0
 AAANREENSEESC:
8.80 9.00 9.20 9.40
5000 m/z 41.00 37.68%
129.0
185.0
T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #5368: Ethanol, 2-propoxy- A RRmAEES T
43.0 8.80 9.00 9.20 9.40
m/z 57.05 24.89%
5000
|| 800
|-l L Il
et s EEE
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Octanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.998 6.83 ng 671921 Naphthalene-d8 10.628

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 93
2 Hexanoic acid 116 C6H1202 000142-62-1 62
3 4b-Methyl-6,8-dioxa-3-thia-bicyc... 146 C6H1002S 1000144-00-8 59
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50

Abundance Scan 1175 (9.998 min): BM036213.D\data.ms (-1167) (-) m/z 60.00 100.00%

60.0
5000 jt
101.0 !
‘ ‘ 10.00
ol ML 132079 8550y 73,00 72.21%
miz--> 50 100 150 200 250 300 350
Abundance #24056: Octanoic acid
60.0
5000 1
10.00
101.0 m/z 43.00 42.33%
1\!‘3.\d‘\ “H ‘\‘\““‘\ 144.0
miz--> 50 100 150 200 250 300 350
Abundance
60.0
——
10.00
5000 m/z 41.00 38.68%
18.0 99.0
e i i L R e
m/z--> 50 100 150 200 250 300 350
Abundance #25198: 4b-Methyl-6,8-dioxa-3-thia-bicyclo(3,2,1)octane 7
60.0 10.00
m/z 55.00 33.35%
5000
146.0
100.0
m/z--> 50 100 150 200 250 300 350 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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@ Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.416 3.62 ng 356300 Naphthalene-d8 10.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50
Abundance Scan 1246 (10.416 min): BM036213.D\data.ms (-1240) (- | m/z 57.10 100.00%
57.1
5000 j\xAvv&wv
A T T ‘ T
| m ‘87‘-0 1500 10.50
Mg 292D 1929 2820 u 0 45,00 96.67%
miz--> 50 100 150 200 250
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1
10.50
m/z 41.05 38.66%
27.0 ‘87.0
T T ‘HJ ‘\‘H MHH \“‘ \‘H\ V T ]\-3,\2.\()‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
——
10.50
5000 m/z 75.00 19.51%
87.0
e T —
m/iz--> 50 100 150 200 250
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- e
45.0 10.50
m/z 56.00 17.73%
5000
89.0
15.00 || I, | 41190 R e
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Ethanol, 2-phenoxy- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.004 4.46 ng 438925 Naphthalene-d8 10.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 72
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 59
4 Benzene, (3-bromopropoxy)- 214 C9H11Bro 000588-63-6 53
5 Acetic acid, phenyl ester 136 C8H802 000122-79-2 53
Abundance Scan 1346 (11.004 min): BM036213.D\data.ms (-1340) (- | m/z 94.00 100.00%
94.0
5000
138.0
\
S1. 0‘ 11.00
ol Ml Jo L 107 3409 . 7700 32.45%
miz--> 50 100 150 200 250 300 350
Abundance #19879: Ethanol, 2-phenoxy-
94.0
5000 ~— :
138.0 11.00
51.0 ' m/z 138.00 27.13%
30‘”‘”‘“\“‘\“\\“\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
94.0 /\
: s
11.00
5000 m/z 65.95 15.67%
39.0 152.0
T T T
m/z--> 50 100 150 200 250 300 350 j\\\
Abundance #30135: 1-Propanol, 3-phenoxy- = ‘
94.0 11.00
m/z 95.00 15.00%
5000
152.0
ol
L]y |
e S
m/z--> 50 100 150 200 250 300 350 11.00

8270-BM@80122.M Sat Aug 13 03:25:36 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31

Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Nonanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.475 7.65 ng 753030  Naphthalene-d8 10.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Nonanoic acid

2 n-Decanoic acid

3 Hexanoic acid

4 Heptanoic acid
5 Pentanoic acid

158 C9H1802
172 C1eH2002
116 C6H1202
130 C7H1402
102 C5H1002

000112-05-0 93
000334-48-5 72
000142-62-1 47
000111-14-8 47
000109-52-4 46

Abundance Scan 1426 (11.475 min): BM036213.D\data.ms (-1420) ({ m/z 60.00 100.00%
60.0
5000 J\\
115.0
=
IR ‘ ‘ 158.1 193.1 283.. 1150
oAbl by 290 299 %% m/z 73.00  85.55%
m/z--> 50 100 150 200 250
Abundance #35300: Nonanoic acid
60.0
5000 T
115.0 11.50
m/z 57.10 60.53%
29.0 ‘
T \H\ ‘\H‘”M“M\““\”L“ I \l‘sgl(\)\ L B s B B
m/z--> 50 100 150 200 250
Abundance
60.0
=
11.50
5000 129.0 m/z 41.00  49.33%
29.0
97.0 172.0
e
m/z-> 50 100 150 200 250
Abundance #9149: Hexanoic acid T
60.0 11.50
m/z 55.00 42.04%
5000
27.0
N
miz--> 50 100 150 200 250 11.50

8270-BM@80122.M Sat Aug 13 03:25:37 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.833 4.04 ng 579928  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 59
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
3 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15NO3 059906-54-6 47
4 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
5 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 40

Abundance Scan 1657 (12.833 min): BM036213.D\data.ms (-1652) (- | m/z 71.00 100.00%

71.0
5000

H 143.0 326.9 12:50 13.00
AL, M0 2079 2670 3269 41543 60 70.08%
miz--> 50 100 150 200 250 300 350 400
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
5000
12. 50 13 00

m/z 56.05 30.30%

‘m “\ I M | 12701730 243.0
\\\’\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
71.0

1250 1300
5000 ITI z 83.05 29.40%
29.0
114.0
B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #48625: 3-Hexanone, 2,5-dimethyl-4-nitro-
43.0 1250 1300

m/z 41.00 21.01%

L ‘L | 1020 1710

m/z--> 50 100 150 200 250 300 350 400 1250 1300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.327 17.48 ng 2507540  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 94
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 86
3 Hexestrol, O-(n-propyloxycarbonyl)- 356 C22H2804 1000487-65-1 64
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
5 Hexestrol, 0O-isopropyloxycarbonyl- 356 C22H2804 1000487-68-4 64

Abundance Scan 1741 (13.327 min): BM036213.D\data.ms (-1733) (- m/z 135.00 100.00%

135.0
5000

4.0 9. 13.00 1350
ob g bbby L 11900 2809 3400 s 196.95  39.80%
miz--> 5 100 150 200 250 300
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000

13. 00 13 50
m/z 136.00  10.23%

41.0 95.
\\\‘\“‘M“\H‘HH“HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300
Abundance
135.0

13. OO 13 50
5000 ITI z 95.00 9.77%
41.0 95.0
e
miz--> 50 100 150 200 250 300
Abundance #266104: Hexestrol, O-(n-propyloxycarbonyl)-
135.0 13. 00 13 50

m/z 77.00 9.06%

5000
4ﬁ0 91.0/ 177.0 220.0

m/z--> 50 100 150 200 250 300 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On ¢ 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Diethyltoluamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.221 4.68 ng 671047  Acenaphthene-die 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 95
2 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 93
3 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 81
4 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 76
5 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 76
Abundance Scan 2063 (15.221 min): BM036213.D\data.ms (-2057) ({ m/z 119.00 100.00%
119.0
5000 100.1
— —
- 65‘-0 1480 Jg0. 15.00 15.50
3 e 2808 m/z 190,10 38.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65680: Diethyltoluamide
119.0
5000 — ——
190.0 15.00 15.50
65.0 m/z 91.00 36.97%
\\\‘HH“HH"HH‘H“}\‘H\\}\\\]\_‘4\§.9‘\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
119.0
— —
15.00 15.50
5000 m/z 65.00 13.81%
190.0
65.0
36.0 148.0
T T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #65774: Benzamide, 3-methyl-N-methyl-N-propyl- e =
119.0 15.00 15.50
m/z 191.05 13.03%
5000
65.0
190.0
21.0, | | 1480 |
R B L L e aaa ey =
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36213.D

Acqg On : 11 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 4.275 13.8 ng 931366 1 7.828 1349180 20.0
2-Propanol, 1-p... 4.916 6.3 ng 425694 1  7.828 1349180 20.0
2-Propanol, 1-b... 6.469 7.6 ng 509962 1  7.828 1349180 20.0
Hexanoic acid 6.875 3.0 ng 200740 1  7.828 1349180 20.0
2-Propanol, 1-(... 7.616 3.7 ng 250687 1  7.828 1349180 20.0
1-Isobutoxy-2-e... 7.893 2.9 ng 193857 1  7.828 1349180 20.0
Heptanoic acid 8.451 5.3 ng 359005 1  7.828 1349180 20.0
Ethanol, 2-(hex... 9.157 8.2 ng 550003 1 7.828 1349180 20.0
Octanoic acid 9.998 6.8 ng 671921 2 10.628 1968390 20.0
Ethanol, 2-(2-b... 10.416 3.6 ng 356300 2 10.628 1968390 20.0
Ethanol, 2-phen... 11.004 4.5 ng 438925 2 10.628 1968390 20.0
Nonanoic acid 11.475 7.7 ng 753030 2 10.628 1968390 20.0
2,2,4-Trimethyl... 12.833 4.0 ng 579928 3 14.469 2868770 20.0
Phenol, 4-(1,1-... 13.327 17.5 ng 2507540 3 14.469 2868770 20.0
Diethyltoluamide 15.221 4.7 ng 671047 3 14.469 2868770 20.0
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