LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BGO@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc :

ALS Vvial : 16 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: BGO53354.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.551 190 198 209 rBV 68766 116114 3.61% 0.997%
2 5.192 301 307 315 rBV 45188 71819 2.24% 0.617%
3 5.668 382 388 397 rBV 314560 516495 16.08% 4.436%
4 7.260 652 659 669 rBV 217131 398812 12.41%  3.426%
5 7.630 715 722 726 rBV 37219 59649 1.86% ©.512%
6 7.677 726 730 739 rVB 38307 59549 1.85% 0.511%
7 7.871 756 763 770 rBV 58259 102360 3.19% 0.879%
8 8.166 794 803 807 rBV 98753 169573 5.28% 1.457%
9 8.158 807 812 819 rVB 95843 152609 4.75% 1.311%
10 8.476 860 866 872 rBV2 42426 72740  2.26% 0.625%
11  9.263 994 1000 1011 rVB 413545 747739 23.28% 6.423%
12 10.913 1273 1281 1287 rBV 125480 230913 7.19% 1.983%
13 11.730 1415 1420 1428 rBV3 18252 42717 1.33% 0.367%
14 13.087 1645 1651 1661 rBV 57760 95444  2.97% 0.820%
15 13.351 1686 1696 1705 rBV 1043183 1754898 54.63% 15.073%
16 13.569 1727 1733 1739 rBV 165926 250892 7.81% 2.155%
17 14.732 1924 1931 1937 rBV 213624 338812 10.55% 2.910%
18 15.531 2059 2067 2072 rVB 44733 66272 2.06% 0.569%
19 16.065 2153 2158 2168 rVB 47182 67299 2.09% 0.578%
20 16.218 2177 2184 2195 rBV 912456 1435654 44.69% 12.331%

21 17.475 2391 2398 2403 rBV 290863 447366 13.93%  3.843%
22 18.133 2504 2510 2515 rBV3 28804 38378 1.19% 0.330%
23 20.078 2835 2841 2847 rBV 2383531 3212426 100.00% 27.592%
24 21.758 3120 3127 3133 rBV 337084 562421 17.51% 4.831%
25 23.261 3374 3383 3391 rBVe 18123 47546  1.48%  0.408%

26 25.053 3677 3688 3702 rVB2 195682 583948 18.18% 5.016%

Sum of corrected areas: 11642445
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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: BG053354.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16

Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library
TIC Integration

: C:\Database\NIST20.L

Parameters: LSCINT.P

: 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 1 Cyclopentanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.551 13.69 ng 116114 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 Formamide, N-(cyanomethyl)- 84 C3H4N20 005018-27-9 64
3 2-Hexene 84 C6H12 000592-43-8 64
4 2-Hexene, (E)- 84 C6H12 004050-45-7 50
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 50

Abundance Scan 198 (4.551 min): BG053354.D\data.ms (-190) (-)

5I:
5000
S . 7
m/z--> 50 100 150 200 250 300 350
Abundance #1585: Cyclopentanone
55.0
5000
O‘
m/z--> 50 100 150 200 250 300 350
Abundance #1517: Formamide, N-(cyanomethyl)-
29.0
84.0
5000
m/z--> 50 100 150 200 250 300 350
Abundance #1638: 2-Hexene
55.0
5000
0lscu
m/z--> 50 100 150 200 250 300 350

8270-BGR40822.M T

hu Apr 28 17:59:58 2022

m/z 55.15 100.00%

|
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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 Oxirane, [(1-methylethoxy)m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.192 8.47 ng 71819 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 56
2 Diacetamide 101 C4H7NO2 000625-77-4 43
3 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 43
4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 38
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
Abundance Scan 307 (5.192 min): BG053354.D\data.ms (-301) (-) m/z 43.15 100.00%
43.
5000 591
73.2 R R RARES S
‘ 101.2 4.80 5.00 5.20 5.40 5.60
Ol el e myz s9.15 51.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9297: Oxirane, [(1-methylethoxy)methyl]-
43.0
29.0 59.0
5000 T e
4.80 5.00 5.20 5.40 5.60
m/z 45.15 40.02%
15.0 ‘ 73.0 101.0
O\H‘\\‘\\’\\1!}\\\‘}}H\\‘H‘H\i\\\\’\‘H\’\8\6‘\'\?\\\\‘\\\\1‘-\1\5\.\(‘)\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4516: Diacetamide
43.0 )\,\
SRR . W LV -
4.80 5.00 5.20 5.40 5.60
5000 59.0 m/z 41.15 19.33%
73.0
101.0
. 80 [ | 850 |
e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5368: Ethanol, 2-propoxy-
43.0 4.80 5.00 5.20 5.40 5.60
m/z 73.15 16.83%
5000
27.0 73.0
s s .
Ot e T e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.630 7.04 ng 59649 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 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 64
3 Ethyl 2,5,8,11,14,17-hexaoxanona... 338 C15H3008 1000366-80-6 56
4 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 56
5 Ethyl 2,5,8,11,14,17,20-heptaoxa... 382 C17H3409 1000366-80-5 56
Abundance Scan 722 (7.630 min): BG053354.D\data.ms (-715) (-) m/z 59.15 100.00%
59.1
5000
7.40 7.60 7.80 8.00
L] o
0 b e e m/z 45.15 52.68%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 L L L L I LN B
7.40 7.60 7.80 8.00
m/z 73.10 30.16%
O 1 I\H‘ 1 1 70
\\\\‘ !\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5402: Ethane, 1-ethoxy-1-methoxy-
59.0
H‘W‘H‘_‘H‘H‘wéu
7.40 7.60 7.80 8.00
5000 m/z 103.15 29.54%
0 ”
miz--> 0 50 100 150 200 250 300 350 400 450 /\
Abundance #245512: Ethyl 2,5,8,11,14,17-hexaoxanonadecan-19-oa R S R
59.0 7.40 7.60 7.80 8.00
m/z 41.15 25.17%
131.0
5000
AU N Y . S

m/z--> 0 50 100 150 200 250 300 350 400 450 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@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.677 7.02 ng 59549 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 Ethane, 1l-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 45
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 42
Abundance Scan 730 (7.677 min): BG053354.D\data.ms (-726) (-) m/z 59.15 100.00%
59.1
5000
a1. 103.2
‘ 4.2 ‘ 7.40 7.60 7.80 8.00
bbbl 2 m/z 45.15 56.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0 /\
5000 \\\‘\\\\‘\\V\‘\\\\‘\\\\
7.40 7.60 7.80 8.00
4LT 103.0 m/z 73.15 26.67%
O H‘]-\\5\\0‘\\H“H\\“U\\\‘\\\‘H\H\‘7!!\0\’H\\‘\H\‘\}H‘HH‘HH‘\Q\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
H“H“_“w“‘wé‘u
7.40 7.60 7.80 8.00
5000 m/z 103.15 26.44%
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- e
59.0 7.40 7.60 7.80 8.00
m/z 41.15 24.21%
5000
31.0 103.0
BTN A A )
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@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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 4
R.T. EstConc Area Relative to ISTD R.T.
7.871 12.07 ng 102360 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 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 56
4 Propane, 2-methoxy- 74 C4H100 000598-53-8 50
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 43
Abundance Scan 763 (7.871 min): BG053354.D\data.ms (-756) (-) m/z 59.10 100.00%
59.1
5000
4341 7.60 7.80 8.00 8.20
Il 743 89.2104.2 o
o+t e e e e m/z 45.15 17.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

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

5000 Cope T e s
7.60 7.80 8.00 8.20

m/z 43.10 11.59%

31.0 104.0
o280 iyl | 780 I 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
e
7.60 7.80 8.00 8.20
5000 m/z 41.15 10.93%
31.0
oL 220l 750 1080 1300
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)- R R N RS
59.0 7.60 7.80 8.00 8.20
m/z 73.15 8.87%
5000
31.0 103.0
ST - A P 4 S
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@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.158 18.00 ng 152609 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 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 72
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 59
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 50
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 43
Abundance Scan 812 (8.158 min): BG053354.D\data.ms (-807) (-) m/z 57.15 100.00%
57.1
5000 /A
83.2 N A REEaRREESs RS
39 ‘ ‘ 7.80 8.00 8.20 8.40
o bl e i Ar22 L wyz 4115 37.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\

7.80 8.00 8.20 8.40
29.0 m/z 43.15 35.54%

83.0
miz--> 60 80 100 120 140 160
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0

780800820840

o

29.0 ‘ 83.0
0 \\Lu\mo
miz--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis- e  Rasaatasas SRR
57.0 7.80 8.00 8.20 8.40

m/z 56.15 21.38%

5000
‘ 97.0
ob e TS0 i 1170 171.0

L I B L L B L B L L L L L L

m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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 1Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.476 8.58 ng 72740  1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 74
5 Deltacyclene 118 C9H1e 007785-10-6 72
Abundance Scan 866 (8.476 min): BG053354.D\data.ms (-860) (-) m/z 117.15 100.00%
11y.2
5000
912 LI L L L I L L L
39.1 63.1 772 ‘ 8.20 8.40 8.60 8.80
Obrrrprrrerrereprrtpir e i e Al m/z 118,15 53.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10179: Indane
11y7.0
5000 R R ARRERAREREAE
8.20 8.40 8.60 8.80
390 g0 91.0 m/z 115.15 32.62%
O\\\]’-\3\\0\’\2\6\r19\\\‘\’H\\"‘\\\‘\"\‘\‘H‘\7\\7\?\\\“‘\\\\]_‘q\ﬁ\o‘\\l\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10192: Benzene, 2-propenyl-
117.0

8.20 8.40 8.60 8.80

m/z 91.15 17.61%
5000 91.0
39.0 65.0
78.0
Obrepreererrrrsrr bbb 2040
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10197: Benzene, cyclopropyl- YRR "/‘\‘ A
117.0 8.20 8.40 8.60 8.80

m/z 63.15 9.38%

5000 91.0

51.0 65.0
0 270 | | [T | 1ga0

m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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 Nonanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.730 3.70 ng 42717 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 80
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 47
3 Hexanoic acid 116 C6H1202 000142-62-1 42
4 Octanoic acid 144 C8H1602 000124-07-2 42
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 37

Abundance Scan 1420 (11.730 min): BG053354.D\data.ms (-1415) (- m/z 60.15 100.00%

60.1
5000
115.2 /\m [
‘ | ‘ ‘ 1150 12,00
o Ml L w7 4115 79.91%
mlz--> 50 100 150 200 250 300 350
Abundance #35300: Nonanoic acid
60.0
5000 W\Mm T4
115.0 11. 50 12 00
m/z 73.15 77.03%
0178\q\) ‘”“ “M\‘h‘\ “L“ T L \l‘5§9\ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
. st i
: 11.50 12.00
5000 m/z 57.15 71.04%
o\m d\\\u\m‘_‘“%%69“213‘9_”???-“
miz--> 50 100 150 200 250 300 350
Abundance #9147: Hexanoic acid
60.0 11.50 12.00
m/z 55.15 48.87%
5000 M‘A
01.0
OM I M o M

m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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 unknownl3.087 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.087 5.63 ng 95444  Acenaphthene-di1e 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
2 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15N03 059906-54-6 43
3 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 43
4 Sulfurous acid, 2-pentyl undecyl... 306 C16H3403S 1000309-16-0 43
5 Pentanoic acid, 2,2,4-trimethyl-... 216 C12H2403 244074-78-0 40
Abundance Scan 1651 (13.087 min): BG053354.D\data.ms (-1645) (- m/z 71.15 100.00%
43.1 712
5000 j\ww
‘ 98.2
1300
145.2 1733
Y Y O TR il £ 43.15  98.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #188719: Sulfurous acid, decyl 2-pentyl ester
71.0
43.0
5000
1300
m/z 56.15 34.86%
141.0
ol “\‘ ‘\ | \‘ »o | 193.0 2230
‘\1\\’\\\\‘\\\\‘\\\\’\\1\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48625: 3-Hexanone, 2,5-dimethyl-4-nitro-
43.0
710 13.00
5000 m/z 83.15 29.10%
ol \“ Ly 10201270 4710
R A e B e e R A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #152680: Sulfurous acid, octyl 2-pentyl ester B e
71.0 13.00
m/z 41.15 28.24%
5000 43.0
113.0
T 165.0 195.0
R B e R K e A RAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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 10 Phenol, 4-(1,1-dimethylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.569 14.81 ng 250892  Acenaphthene-di10 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 96
2 2-tert-Butylphenol, acetate 192 C12H1602 003245-25-8 72
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 72
4 meso-Hexestrol, 0,0'-bis(n-propy... 442 C26H3406 1000487-65-0 64
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 64
Abundance Scan 1733 (13.569 min): BG053354.D\data.ms (-1727) (-  m/z 135.15 100.00%
135.2
5000
T \
7.2 13.50
ol bt b L Tz 107,15 48.33%
mlz--> 50 100 150 200 250 300 350 400
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 /\ o :
13.50
m/z 77.15 11.78%
41.0
0 \\\u““\“‘\%g\H?‘\‘l\‘\\“\“\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #66606: 2-tert-Butylphenol, acetate
135.0
M\ T ‘ T T /\‘
13.50
5000 m/z 95.15 11.37%
43.0
192.0
miz--> 50 100 150 200 250 300 350 400 /\
Abundance #27480: Phenol, m-tert-butyl- L S B ‘
135.0 13.50
m/z 41.15 10.28%
5000
41.0
0 \H\U“‘H“‘ﬁ‘%?‘mH‘HH\‘HH‘HH,HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS vial : 16 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 11 Cyclopentaneacetic acid, 3-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.065 3.97 ng 67299  Acenaphthene-die 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 50
2 Cyclohexane, 1,1'-(1,2-ethanediy... 194 C14H26 003321-50-4 43
3 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 43
4 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 38
5 Nonenyl tiglate, 2Z- 224 C14H2402 1000383-61-1 38
Abundance Scan 2158 (16.065 min): BG053354.D\data.ms (-2153) (-  m/z 83.15 100.00%
3.2
5000
55.1 153.3 e A
16.00
109.2 ‘
(R J“W ‘ J“J‘ bl 22, 1942 7 15325 23.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106653: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 — ﬂ‘\ i :
156.0 16.00
55.0 m/z 82.15 23.09%
109 0
O\\\ \‘\\\ \““\ T \H‘\“ \m\h\“u‘\ \‘m‘\ \\\‘\\\\‘\\w‘\“ TTTT ‘ \]-\9\\5‘\0\ \\2%6\\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69414: Cyclohexane, 1,1'-(1,2-ethanediyl)bis-
83.0
FENL AT -
8.0 16.00
5000 m/z 156.15 20.33%
29.0 194.0
O U S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13135: Ethanone, 1-(1-methylcyclopentyl)- R R
3.0 16.00
550 m/z 55.15 20.25%
5000
126.0
270‘
0“H“H‘Huulw"WU‘H“ﬂ“H“M“W“H“H“H“_“
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@53354.D

Acqg On : 28 Apr 2022 00:40
Operator : CG/JU

Sample : N2482-02

Misc

ALS Vvial : 16 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 4.551 13.7 ng 116114 1  8.105 169573 20.0
Oxirane, [(1-me... 5.192 8.5 ng 71819 1 8.105 169573 20.0
2-Propanol, 1-(... 7.630 7.0 ng 59649 1 8.105 169573 20.0
1-Propanol, 2-(... 7.677 7.0 ng 59549 1 8.105 169573 20.0
2-Propanol, 1-(... 7.871 12.1 ng 102360 1 8.105 169573 20.0
1-Hexanol, 2-et... 8.158 18.0 ng 152609 1 8.105 169573 20.0
Indane 8.476 8.6 ng 72740 1 8.105 169573 20.0
Nonanoic acid 11.730 3.7 ng 42717 2 10.914 230913 20.0
unknown13.087 13.087 5.6 ng 95444 3 14.726 338812 20.0
Phenol, 4-(1,1-... 13.569 14.8 ng 250892 3 14.726 338812 20.0
Cyclopentaneace... 16.065 4.0 ng 67299 3 14.726 338812 20.0
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