LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18
Operator : CG/JU

Sample : N2482-03

Misc :

ALS Vvial : 17 Sample Multiplier: 2

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_ G\Methods\8270-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@53355.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.551 191 198 209 rVB 68183 116227 4.76% 1.047%
2 5.191 302 307 316 rVB2 25093 38541 1.58% 0.347%
3 5.667 382 388 400 rVB 248692 416477 17.05% 3.752%
4 7.265 653 660 670 rBV 178938 318078 13.02%  2.865%
5 7.629 715 722 726 rBV 42102 66168 2.71% 0.596%
6 7.682 726 731 738 rVB 44763 71365 2.92% 0.643%
7 7.870 756 763 771 rBV 73459 123264 5.05% 1.110%
8 8.165 793 803 808 rBV 161892 287938 11.79%  2.594%
9 8.158 808 812 819 rVB 48258 75832 3.10% 0.683%
10 9.262 993 1000 1009 rBV 286427 522836 21.40% 4.710%
11 10.913 1273 1281 1288 rBV 212270 386718 15.83% 484%
12 11.817 1428 1435 1446 rBV4 13797 31805 1.30% 287%
13 13.086 1645 1651 1657 rBV 56593 90698  3.71%

14 13.351 1687 1696 1705 rBV 752903 1304163 53.38% 11.
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15 13.568 1726 1733 1739 rBV 230655 347128 14.21% 127%
16 14.725 1923 1930 1937 rVB 352888 563381 23.06% 075%
17 15.524 2060 2066 2071 rVB 36743 54051  2.21% 487%
18 16.065 2153 2158 2167 rBV2 40776 58917  2.41%

19 16.211 2176 2183 2197 rBV 639393 1057733 43.30%
20 17.474 2391 2398 2404 rBV 494815 769944 31.52%
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21 18.126 2505 2509 2514 rVB2 24792 28529 1.17%
22 20.077 2835 2841 2849 rVB 1873016 2443080 100.00% 22.009%
23 21.757 3120 3127 3137 rBV 581687 962961 39.42%
24 25.058 3677 3689 3702 rVB2 327418 964781 39.49%  8.691%
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Sum of corrected areas: 11100615
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 17 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053355.D\data.ms

1500000
1000000

500000

9.262
5.667
7965 8.105 10.913

i U one
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG053355.D\data.ms

20.077

1500000

1000000

13.351

16.211 21.757

500000 17.474

14.725
3.568

15.524 16.0 18.126

R X | < R B R R
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Abundance TIC: BG053355.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18

Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 17 Sample Multiplier: 2

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 1 Cyclopentanone Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.551 8.07 ng 116227 1,4-Dichlorobenzene-d4 8.105
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 64
3 2-Hexene, (E)- 84 C6H12 004050-45-7 64
4 2-Hexene, (Z)- 84 C6H12 007688-21-3 59
5 3-Hexene 84 C6H12 000592-47-2 59
Abundance Scan 198 (4.551 min): BG053355.D\data.ms (-191) (-) m/z 55.15 100.00%
55.1
84.1
5000 41.1 /\
R A EmmERREESS R
“ 66.0 4.20 4.40 4.60 4.80
o+t m/z 84.10 45.34%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1584: Cyclopentanone
53.0
28.0
5000 410
B
84.0 4.20 4.40 4.60 4.80
m/z 41.15 38.27%
015.0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1641: 2-Hexene
55.0
V‘\\\\‘A\\\\‘\\\\’\\\\‘\
4.20 4.40 4.60 4.80
5000 41.0 m/z 56.15 33.54%
27.0 84.0
69.0
015'0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1651: 2-Hexene, (E)- e
55.0 4.20 4.40 4.60 4.80
m/z 42.15 19.00%
5000 42.0
84.0
29.0 69.0
0250
miz--> 10 40 50 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 17 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknown5.191 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.191 2.68 ng 38541 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl carbitol 162 C8H1803 000112-36-7 42
2 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 40
3 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 40
4 Acetamide, 2-(2-hydroxyethoxy)- 119 C4H9NO3 000123-85-3 38
5 1-(Methoxymethoxy)-3-methyl-3-hy... 148 C7H1603 037587-78-3 36
Abundance Scan 307 (5.191 min): BG053355.D\data.ms (-302) (-) m/z 43.15 100.00%
43.1
5000
AR R maas HE e
| ‘101_1 66, 480500520540 560
or—t——————— m/z 45.15 63.73%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #38390: Diethyl carbitol
45.0
5000 A‘HH‘HH‘HH‘MH,\A
4.80 5.00 5.20 5.40 5.60
m/z 59.15 33.53%
ob 1L Jzss0
\\‘}\‘\l\\l\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #5062: Propane, 1-(1-methylethoxy)-
43.0
‘\\\\‘\\A\\‘\\\\‘”\\\\’\"\
4.80 5.00 5.20 5.40 5.60
5000 m/z 41.10 24.76%
01.0
ol “L‘HH‘J‘HH_m_HWm_m_‘HWH_H
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #5406: Ethanol, 2-(1-methylethoxy)-
43.0 4.80 5.00 5.20 5.40 5.60
m/z 73.15 21.34%
5000
oLkl | L1030 T |
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 17 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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.
7.629 4.60 ng 66168 1,4-Dichlorobenzene-d4 8.105

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 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 59
4 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 45
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 45
Abundance Scan 722 (7.629 min): BG053355.D\data.ms (-715) (-) m/z 59.15 100.00%
59.1
5000
a1. 103.2
e
. 7.40 7.60 7.80 8.00
Oty TR0 e Wz 45.15 50.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 R N REEEESEnssn
7.40 7.60 7.80 8.00
41. 103.0 m/z 103.15  29.42%
ol 120 LoLl ) o ‘ 130.0
H‘HH‘HH‘\H\‘\\H‘HH‘HH‘HH’HH‘\H\‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
\\\\‘\\\\‘\\\A\’\\\\‘\\\
7.40 7.60 7.80 8.00
5000 m/z 73.15 28.18%
31.0 103.0
o280 L T L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0 7.40 7.60 7.80 8.00
m/z 41.15 27.00%
5000
31.0 103.0
0 15.0 \\‘ \‘H‘ i 75.0
e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 17 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Ethane, 1-ethoxy-1-methoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.682 4.96 ng 71365 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64
2 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 59
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 50
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 40
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 36
Abundance Scan 731 (7.682 min): BG053355.D\data.ms (-726) (-) m/z 59.10 100.00%

59.1
5000
103.1

7.40 7.60 7.80 8.00

HM Il 7p.3

ol AR m/z 45.15 56.33%
miz--> 20 60 80 100 120 140
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- J\
59.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\V\\
103.0 7.40 7.60 7.80 8.00
31.0 m/z 73.15 31.20%

o120 ‘\‘ ‘u A 7L-0 | 130.0 149.0
T \ ’ T ‘ T T ‘ T ’ T T ‘ T ‘ L ‘ T T
m/z--> 20 40 60 80 100 120 140
Abundance #5403: Ethane, 1-ethoxy-1-methoxy-

59.0

7.40 7.60 7.80 8.00

5000 m/z 103.10 29.01%
29.0 89.0
0 e
miz-> 20 40 60 80 100 120 140
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)- AR ok ‘ /‘\‘ e
59.0 7.40 7.60 7.80 8.00

m/z 41.15 25.59%

5000
103.0
31.0 ‘
75.0
0 “‘,‘HL‘N““N}““,“““““““““

m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 17 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 2
R.T. EstConc Area Relative to ISTD R.T.
7.870 8.56 ng 123264 1,4-Dichlorobenzene-d4 8.105

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 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 64
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 64
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64

Abundance Scan 763 (7.870 min): BG053355.D\data.ms (-756) (-) m/z 59.15 100.00%

59.1
S RRRREEE R
43.1 7.60 7.80 8.00 8.20
L\ e 1042 ;
O bl R e et e M/z 45,15 17.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- j\
59.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\
7.60 7.80 8.00 8.20
m/z 43.10 12.03%
31.0 104.0
O H‘]-\\5\-\()‘\\\‘\“‘\\H“‘U\‘\\‘\H‘MHHZ\H()’H\\‘H\\‘\‘1\\‘\\\\‘\%\3\‘0\9\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
R RAREeEan TR
7.60 7.80 8.00 8.20
5000 m/z 41.15 10.03%
oL 120 \\ Wl 750 1080 1300
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17322: Dipropylene glycol (isomer 2)
59.0 7.60 7.80 8.00 8.20
m/z 42.15 9.51%
5000
31.0 103.0
e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 17 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 4
R.T. EstConc Area Relative to ISTD R.T.
8.158 5.27 ng 75832  1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 53
4 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 38
5 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 38

Abundance Scan 812 (8.158 min): BG053355.D\data.ms (-808) (-) m/z 57.15 100.00%

57.1
5000
41.1 Jk
832 LI LA L L L L R
‘ H 7.80 8.00 8.20 8.40
O el m/z 41.15  36.00%
miz-> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 7.80 8.00 8.20 8.40
‘ 83.0 m/z 43.20 32.62%
0+ 120 ‘\ \‘i‘{‘\ T \“‘\ T “‘1 T \“ \1\112.\0‘ LI
miz-> 20 40 60 80 100 120 140
Abundance #15693: 2-Propyl-1-pentano
57.0
AR maaE R
7.80 8.00 8.20 8.40
5000 410 m/z 55.20 30.64%
O s
otso Wl L ) mzo
miz--> 20 40 60 80 100 120 140
Abundance #60437: Carbonic acid, heptyl vinyl ester
57.0 7.80 8.00 8.20 8.40
m/z 56.20 20.13%
5000
41)0
98.0
AT A Y O Y- U 1
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18

Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 17 Sample Multiplier: 2

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 7 2-Decanol, 2-methylpropionate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.086 3.22ng %0698 Acenaphthene-dio 14.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decanol, 2-methylpropionate 228 C1aH2802 1000447-30-4 59

2 Sulfurous acid, 2-pentyl undecyl... 306
3 Sulfurous acid, decyl 2-pentyl e... 292
4 Propanoic acid, 2-methyl-, 2-met... 144
5 3-Hexanone, 2,5-dimethyl-4-nitro- 173

C16H3403S
C15H3203S
C8H1602
C8H15NO03

Abundance Scan 1651 (13.086 min): BG053355.D\data.ms (-1645) (-
71.2

5000

o

43.1

98.2

145.3 17?.3

m/z-->
Abundance

5000

o

20 40 60

#109332

71
43.0

15.0y || H H

80 100 120 140 160 180 200 220
: 2-Decanol, 2-methylpropionate

.0

1150 140.0

184.0 213.0

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

m/z-->

T T T e T
20 40 60
71

43.0

80 100 120 140 160 180 200 220
#206620: Sulfurous acid, 2-pentyl undecyl ester

.0

99.0 155.0

207.0

20 40 60

71

43.0

80 100 120 140 160 180 200 220
#188719: Sulfurous acid, decyl 2-pentyl ester

.0

“ 99.0 141.0
-

\ 193.0 223

20 40 60 80 100 120 140 160 180 200 220

8270-BG040822.M Thu Apr 28 18:00:35 2022

1000309-16-0 50
1000309-15-9 50
000097-85-8 50
059906-54-6 47

m/z 71.15 100.00%
T T
13.00

m/z 43.15  80.35%

S ‘
13.00

m/z 56.15  37.93%
AN
13.00

m/z 83.15  32.56%
\A‘ T ‘
13.00

m/z 41.15  27.22%
13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 17 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.568 12.32 ng 347128  Acenaphthene-d10 14.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 72
3 Hexestrol 270 C18H2202 000084-16-2 64
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
5 Imidazo[1,2-c]pyrimidin-5-0l 135 C6H5N30 055662-66-3 64
Abundance Scan 1733 (13.568 min): BG053355.D\data.ms (-1726) (-  m/z 135.15 100.00%
135.2
5000
R \
411 172 164.3 13.50
ow“m\“nu‘wu‘u‘L\H‘wauww‘_m‘,JHwWWWWW, m/z 107.15 51.06%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 AT R :
13.50
m/z 77.15 13.27%
164.0
G AT O
O\H\‘\‘\‘\\“‘\\‘\“\‘\‘\\\“\\\\“\‘}\‘\‘i‘\!r“‘\\‘\\’H\\‘\H\‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27478: Phenol, m-tert-butyl-
136.0 A
A
13.50
5000 m/z 91.15 12.93%
41.0 95.0
Ll H Ju “\ ‘\‘ 1 ‘ I
O ettt b b el b e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161261: Hexestrol el
135.0 13.50
m/z 95.15 12.90%
5000
o w30 71O || 1650 2120  270¢ AL
e e R
m/z--> 20 40 60 80 100120140160180200220240260 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 17 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Cyclopentaneacetic acid, 3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.064 2.09 ng 58917 Acenaphthene-d10 14.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 94
2 Isocitronellol 156 C10H200 018479-52-2 47
3 Methyl 5-methyl-3-keto-4-hexenoate 156 C8H1203 1000427-08-8 47
4 Oxalic acid, cyclohexyl tetradec... 368 C22H4004 1000309-31-5 47
5 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 43
Abundance Scan 2158 (16.065 min): BG053355.D\data.ms (-2153) (-  m/z 83.15 100.00%
5000
411 153.3 PR N | N
o2 | O
0! L S T m/z 153.25  25.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106654: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
b
5000 e
16.00
55.0 153.0 m/z 41.15  22.64%
27.0 109.0 ‘
O ‘ \‘\ ‘\ \W“‘\ T \h‘f‘ “ \“U‘\h\ “‘\ T \m‘ \ \h\ T ‘ \ T \‘\“ T \‘“! ’ T \ TT ‘ \]_\9\":\-)’0\\ T \2‘2\6\\(3\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32870: Isocitronello
83.0
16.00
5000 55.0 m/z 55.15  22.35%
270 ‘ ‘ 123.0 156.0
0 _thu‘HH‘N‘NM‘MM“WM“W“J,‘H“H"W“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33553: Methyl 5-methyl-3-keto-4-hexenoate
83.0 16.00
m/z 82.15 19.76%
55.0
5000
‘ ‘ ‘ 1240 156.0
0 _“wluM“H“H‘!_“w“H“Hl,u“_“W“u“u‘ A MA‘A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53355.D

Acqg On : 28 Apr 2022 1:18
Operator : CG/JU

Sample : N2482-03

Misc

ALS Vvial : 17 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 4.551 8.1 ng 116227 1 8.105 287938 20.0
unknown5.191 5.191 2.7 ng 38541 1 8.105 287938 20.0
2-Propanol, 1-(... 7.629 4.6 ng 66168 1 8.105 287938 20.0
Ethane, 1-ethox... 7.682 5.0 ng 71365 1  8.105 287938 20.0
2-Propanol, 1-(... 7.870 8.6 ng 123264 1 8.105 287938 20.0
1-Hexanol, 2-et... 8.158 5.3 ng 75832 1 8.105 287938 20.0
2-Decanol, 2-me... 13.086 3.2 ng 90698 3 14.725 563381 20.0
Phenol, 4-(1,1-... 13.568 12.3 ng 347128 3 14.725 563381 20.0
Cyclopentaneace... 16.064 2.1 ng 58917 3 14.725 563381 20.0

8270-BG040822.M Thu Apr 28 18:00:37 2022 Pag 12



