LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

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_ G\Methods\8270-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO53348.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.550 193 198 204 rBvV2 31209 50474 1.70% 0.461%
2 5.191 302 307 315 rVB2 19994 32438 1.10% 0.296%
3 5.666 382 388 399 rVB 259370 437423 14.77%  3.995%
4 7.264 654 660 670 rBV 168537 305248 10.31% 2.788%
5 7.628 717 722 727 rBV 23618 36674 1.24% 0.335%
6 7.681 727 731 738 rVB2 22561 36235 1.22% 0.331%
7 7.869 756 763 771 rBV 37032 66147 2.23% 0.604%
8 8.104 796 803 808 rBV 96942 165096 5.58% 1.508%
9 9.267 993 1001 1009 rBV 380951 699740 23.63% 6.390%
10 10.912 1274 1281 1288 rBV 124199 231879 7.83% 2.118%
11 11.265 1334 1341 1351 rBV3 13344 30918 1.04% 0.282%
12 13.086 1645 1651 1658 rBV 62820 97895 3.31% 0.894%

13 13.350 1685 1696 1706 rBV 1038632 1765976 59.63% 16.128%
14 13.567 1726 1733 1746 rBV 320922 485171 16.38% 4.431%
15 14.725 1924 1930 1937 rVB 218385 342457 11.56%  3.128%

16 15.453 2050 2054 2061 rVB 22820 33912 1.15% ©0.310%
17 15.529 2061 2067 2073 rVB 42191 62132 2.10% ©.567%
18 16.064 2153 2158 2166 rBV2 38055 56296 1.90% ©.514%
19 16.217 2177 2184 2197 rBV 884037 1412815 47.71% 12.903%
20 17.474 2391 2398 2410 rBV 307953 475519 16.06% 4.343%
21 18.126 2502 2509 2514 rVB2 26236 32279 1.09% ©.295%
22 18.431 2555 2561 2567 rVB3 27473 41476 1.40% 0.379%

23 20.076 2834 2841 2847 rBV 2231752 2961312 100.00% 27.045%
24 21.756 3120 3127 3136 rVB 319080 545130 18.41% 4.978%
25 25.052 3678 3688 3698 rVB 187620 545085 18.41% 4.978%

Sum of corrected areas: 10949727
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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: BG053348.D\data.ms

2000000
1500000
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500000 9.267
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Abundance TIC: BG053348.D\data.ms

20.076
2000000

1500000
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1000000 16.217
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3.567 17.474 21.756
14.725
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Abundance TIC: BG053348.D\data.ms
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8270-BG040822.M Thu Apr 28 17:56:48 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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 1 Cyclopentanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.550 6.11 ng 50474 1,4-Dichlorobenzene-d4 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 2-Hexene, (Z)- 84 C6H12 007688-21-3 72
3 2-Hexene, (E)- 84 C6H12 004050-45-7 64
4 3-Hexene, (Z)- 84 C6H12 007642-09-3 64
5 3-Hexene, (E)- 84 C6H12 013269-52-8 64
Abundance Scan 198 (4.550 min): BG053348.D\data.ms (-193) (-) m/z 55.15 100.00%
55.1
5000 411 84.1

4.20 4.40 4.60 4.80

SRR HD SV S
0 UMD m/z 84.10  41.17%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1584: Cyclopentanone
55.0
28.0
41.0 Sl
5000 84.0 4.20 440 4.60 480
m/z 41.15 39.75%
0 150,“
miz-> 10 20 30 40 50 60 70 80 90
Abundance #1653: 2-Hexene, (2)-
55.0
4.20 4.40 4.60 4.80
5000 41.0 m/z 56.15  31.09%
27.0 84.0
69.0
so )l ol ]
O S L U S S UL I A
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1658: 2-Hexene, (E)- T
55.0 4.20 4.40 4.60 4.80
m/z 39.15 22.38%
5000 42.0
27.0 84.0
69.0
15\-0 \“ \“ \H‘ \‘ 1
O e e 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_G\Data\BG@42722\
Data File : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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 7
R.T. EstConc Area Relative to ISTD R.T.
5.191 3.93 ng 32438 1,4-Dichlorobenzene-d4 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 47
2 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 38
3 1-Ethyl-1-methylhydrazine 74 C3H1ON2 004986-48-5 37
4 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 28
5 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 28
Abundance Scan 307 (5.191 min): BG053348.D\data.ms (-302) (-) m/z 43.10 100.00%
43.1
5000 59.1
73.2 L
86.0 101.2 4.80 5.00 5.20 5.40 5.60
0b el ol B8O L iz 4515 57.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5406: Ethanol, 2-(1-methylethoxy)-
43.0
5000 ‘\\\\‘\\\\‘\\\\‘,\/\\\/\\\‘\A\
270 4.80 5.00 5.20 5.40 5.60
: 73.0 89.0 m/z 59.15 45.73%
59.0
O\\‘\\\\‘\\‘\\“\‘\\\“!}\\‘\\‘\}“‘\\\\‘\\\\‘\\\\“\\\\1‘()\3\.\()\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5062: Propane, 1-(1-methylethoxy)-
43.0
e e
4.80 5.00 5.20 5.40 5.60
5000 m/z 41.10 22.88%
73.0
57.0 87.0
150 200 ‘ | ‘ 101.0
0 H‘m‘\'\‘H\m\m“Mm‘\M“\m‘HH‘HHWH“MH‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #910: 1-Ethyl-1-methylhydrazine
30.0 450 4.80 5.00 5.20 5.40 5.60
m/z 73.15 20.54%
59.0
5000 74.0
0“_‘H‘H“‘HNNHM‘HHW‘H‘_‘H‘H‘W‘H‘_‘H“ b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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 Ethane, 1-ethoxy-1-methoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.628 4.44 ng 36674 1,4-Dichlorobenzene-d4 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 64
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64
3 1-Propanol, 2-(2-methoxy-1-methy... 148 C7H1603 055956-21-3 50
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 42
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 42
Abundance Scan 722 (7.628 min): BG053348.D\data.ms (-717) (-) m/z 59.15 100.00%
59.1
5000
41. 103.3
B ARARMEEEEE S
‘ 84.2 ‘ 138.1 7.40 7.60 7.80 8.00
Ol LS ST m/z 45.15 59.28%
miz--> 20 40 60 80 100 120 140
Abundance #5403: Ethane, 1-ethoxy-1-methoxy-
59.0 /\
5000 Wu‘uu‘uu‘mu‘\%
29.0 89.0 7.40 7.60 7.80 8.00
‘ m/z 73.15  31.77%
O\\\’\‘1“\\“1‘\\\}\\\“\’\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
7.40 7.60 7.80 8.00
m/z 41.15 31.43%
5000 103.0
31.0
oL 120 “ ‘\u A . 130.0 149.0
e e
miz--> 20 40 60 80 100 120 140
Abundance  #26720: 1-Propanol, 2-(2-methoxy-1-methylethoxy)-
59.0 7.40 7.60 7.80 8.00
m/z 103.25 27.73%
5000 41, 103.0
15.0 75.0 119.0
(] ——— Al ““‘m et e e e HH_H“H,M_/‘\‘H_H
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 : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.681 4.39 ng 36235 1,4-Dichlorobenzene-d4 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64
2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 42
3 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 42
4 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 42
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 36
Abundance Scan 731 (7.681 min): BG053348.D\data.ms (-727) (-) m/z 59.15 100.00%
59.1
5000
41. 103.1
 EAEEEREEE SRR
‘ 75.3 7.40 7.60 7.80 8.00
0 M,HH“‘m“q”m',‘m_‘m_m_m m/z 45.18  52.45%
miz--> 20 60 80 100 120 140
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 \\\‘\\\\‘\\V\’\\\\‘\\\\
103.0 7.40 7. 60 7.80 8.00
31.0 m/z 103. 34.72%
o120 “‘ ‘H ) 7p0 ‘ 130.0 149.0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0
“W‘H‘_“w‘u‘_“
7.40 7.60 7.80 8.00
5000 m/z 41.10 33.40%
31.0 103.0
0 15.0 ‘ m i 75.0 ‘
N
miz--> 20 40 60 80 100 120 140
Abundance #5402: Ethane, 1-ethoxy-1-methoxy-
59.0 7.40 7.60 7.80 8.00
m/z 73.10  26.90%
5000
29.0 89.0
0 \M\ ‘ ‘ ‘
“‘,“““““““,“““““““““‘

m/z--> 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 : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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.
7.869 8.01 ng 66147 1,4-Dichlorobenzene-d4 8.104

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-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 ©55956-25-7 64
4 Methane, diethoxy- 104 C5H1202 000462-95-3 64
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
Abundance Scan 763 (7.869 min): BG053348.D\data.ms (-756) (-) m/z 59.15 100.00%
59.1
5000 M A
760 7.808.00820
39 103.2 : : : :

0 ‘H,‘HAMHMH“‘8‘3‘9”‘HHWHWH,HH‘ m/z 45.15  15.89%

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

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

59.0 /\
5000 e e
7.60 7.80 8.00 8.20
m/z 41.15 11.63%
310 104.0
O \\\’\\H\\‘H‘\‘\\\‘i\\}‘\8‘3\.0\\\“1\\\‘]-\3\0\.\0‘\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
7.60 7.80 8.00 8.20
5000 m/z 73.15 11.54%
31.0
Ottty 1830 R0 1300
miz--> 20 40 60 80 100 120 140 160
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy
59.0 7.60 7.80 8.00 8.20
m/z 43.15 9.96%
5000
103.0
31.0
ob ] Wl yss0 | a2e0 1m0
e e el R SER Y R S RN
m/z--> 20 40 60 80 100 120 140 160 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 : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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 Ethanol, 2-phenoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.265 2.67 ng 30918 Naphthalene-d8 10.912
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 91
2 Phenol 94 C6H60 000108-95-2 50
3 Benzene, ethoxy- 122 C8H100 000103-73-1 45
4 Acetic acid, phenyl ester 136 C8H802 000122-79-2 42
5 Carbonic acid, (3,4,4-trimethyl-... 252 C13H1605 109123-69-5 37
Abundance Scan 1341 (11.265 min): BG053348.D\data.ms (-1334) (- m/z 94.15 100.00%
94.2
5000 772 /\
51.1 138.2 A“\ ‘ g
¥ ‘ H 11.00 11.50
O rrrperidde st m/z 77.15 38.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #19882: Ethanol, 2-phenoxy-
94.0
5000 m ‘ b ‘m
270 138.0 11.00 11.50
' m/z 66.15 21.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #2910: Phenol
94.0 ﬂ
T ‘ T T \A\ ‘ A\/M\
11.00 11.50
5000 m/z 138.15 19.68%
66.0
39.0
o‘mwHw“‘m,‘w,w_m_m_H_Ww_ww_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #11298: Benzene, ethoxy- i ‘ —
94.0 1100 11.50
m/z 51.15 17.93%
5000 122.0
39.0 66.0 m
0‘HH‘HﬁHHHM‘HﬁH‘“”‘_thuw‘\w‘uwu‘wm‘wu‘wu‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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 7 Butanoic acid, 1-methylocty... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.086 5.72 ng 97895  Acenaphthene-di1e 14.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 53
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 50
3 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 50
4 Butanoic acid, decyl ester 228 C14H2802 005454-09-1 50
5 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15N03 059906-54-6 43
Abundance Scan 1651 (13.086 min): BG053348.D\data.ms (-1645) (- m/z 71.15 100.00%
71.2
43.1
5000
98.2 Lol ‘
[N TSR
0 ‘H_‘H\wmw‘mm‘Hu‘_‘H_m_m_m,ww m/z 43.15  80.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #92141: Butanoic acid, 1-methyloctyl ester
71.0
5000 43.0 U \
13.00
m/z 56.15 36.17%
‘ ‘ 115.0
O \\\‘\\\\‘\\\“‘\\1\““‘1‘\\‘\\\‘\‘\“\\\‘\\\\‘\\\\’\\\\‘\
miz--> 20 40 80 100 120 140 160 180

Abundance #24295: Propan0|c acid, 2-methyl-, 2-methylpropyl ester

43.0 710 A
—hiee, |
13.00
5000 ITI/Z 83.15 29.71%
0150” | ‘1010 129.0
H‘“‘H‘“‘w“"_““H““H““H““w““‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #152680: Sulfurous acid, octyl 2-pentyl ester — iy
71.0 13.00
m/z 55.15 22.30%
5000 43.0
113.0
ol b B L1650 1950 alL e byt
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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.
13.567 28.33 ng 485171  Acenaphthene-d10 14.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 78
3 4-Hydroxy-2-methylacetophenone 150 C9H1e02 000875-59-2 68
4 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 64
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64

Abundance Scan 1733 (13.567 min): BG053348.D\data.ms (-1726) (-  m/z 135.15 100.00%

135.2
5000 1072
T \
411 77.2 164.3 13.50
bt 803 L b T w2 1e7.15 se.3a%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
A
5000 107.0 1350 |
m/z 95.15 12.32%
41.0 77.0 164.0
O \\\‘\\\\H‘\\\‘\‘\‘\\\“\\‘\‘\‘\}\\‘\\\“\\‘\\‘\\\
miz--> 20 60 80 100 120 140 160
Abundance #27474: Phenol, p-tert-butyl-
135.0
N ‘
1350
5000 ITI/Z 77 .15 12.28%
107.0
41.0
0 ‘1‘5‘9\“\‘»‘\“” AT W
miz--> 20 60 80 100 120 140 160 /\
Abundance #28352: 4-Hydroxy-2-methylacetophenone : ‘ ‘
135.0 1350
m/z 91.15 12.13%
5000
107.0
3.0 77.0
0 15.0 | ‘ iy | ‘M | ‘ I

m/z--> 20 60 80 100 120 140 160 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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 8
R.T. EstConc Area Relative to ISTD R.T.
16.064 3.29 ng 56296  Acenaphthene-d10 14.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 90
2 Isocitronellol 156 C10H200 018479-52-2 50
3 2,2-Dimethyl-4-pentenoic acid, m... 142 C8H1402 076352-72-2 50
4 Undecenyl tiglate, 2E- 252 C16H2802 1000383-56-5 47
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 43
Abundance Scan 2158 (16.064 min): BG053348.D\data.ms (-2153) (-  m/z 83.15 100.00%
83.2
5000
551 153.2 L
kg |
O e bl L Ll i e m/z 153015 27.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106654: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 ‘/M
16.00
55.0 153.0 m/z 82.15 26.31%
27\.0 ‘\ \‘\ ‘H\ “‘1090 “ 195.0 226.C
O\\\’\\‘\\h"\\\w’\“\‘\‘\“\\\\‘\1“\\‘\\\\‘\\‘“\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32870: Isocitronello
83.0
ENImiY "
16.00
5000 55.0 m/z 55.15  23.18%
‘ ‘ 123.0 156.0
o‘H,““‘H‘,HH‘,M‘Hlm_m_‘H_Hl_ww_wm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #22848: 2,2-Dimethyl-4-pentenoic acid, methyl ester
83.0 16.00
m/z 156.15  18.22%
55.0
5000
127.0
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 : BGO53348.D

Acqg On : 27 Apr 2022 15:31
Operator : CG/JU

Sample : N2481-13

Misc

ALS Vvial : 10 Sample Multiplier: 1

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 4.550 6.1 ng 50474 1 8.104 165096 20.0
unknown5.191 5.191 3.9 ng 32438 1 8.104 165096 20.0
Ethane, 1-ethox... 7.628 4.4 ng 36674 1 8.104 165096 20.0
2-Propanol, 1-(... 7.681 4.4 ng 36235 1 8.104 165096 20.0
2-Propanol, 1-(... 7.869 8.0 ng 66147 1 8.104 165096 20.0
Ethanol, 2-phen... 11.265 2.7 ng 30918 2 10.912 231879 20.0
Butanoic acid, ... 13.086 5.7 ng 97895 3 14.725 342457 20.0
Phenol, 4-(1,1-... 13.567 28.3 ng 485171 3 14.725 342457 20.0
Cyclopentaneace... 16.064 3.3 ng 56296 3 14.725 342457 20.0
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