LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc :

ALS Vvial : 19 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: BGO53357.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.551 192 198 208 rVB 74248 116242 3.32% 0.928%
2 5.192 300 307 315 rBV2 28963 47294 1.35% 0.378%
3 5.667 382 388 399 rVB 396911 661722 18.89% 5.282%
4 7.265 653 660 673 rVB 299417 536687 15.32%  4.284%
5 7.630 715 722 726 rBV 41239 64067 1.83% 0.511%
6 7.682 726 731 738 rVB 41026 64491 1.84% 0.515%
7 7.870 756 763 770 rBV 60157 106747 3.05% 0.852%
8 8.165 792 803 808 rBV 98096 185321 5.29% 1.479%
9 8.158 808 812 819 rVB 44526 74707 2.13% 0.596%
10 9.269 993 1001 1010 rBV 465938 856432 24.44%  6.837%

11 10.913 1273 1281 1288 rBV 134679 242671 6.93% 1.937%
12 13.087 1645 1651 1662 rBV2 53641 93179 2.66% 0.744%
13 13.351 1686 1696 1704 rBV 1195920 1997215 57.01% 15.943%
14 13.569 1727 1733 1739 rBV 195016 303264 8.66% 2.421%
15 14.726 1921 1930 1937 rBV 225442 354415 10.12% 2.829%

16 15.525 2061 2066 2072 rVB 40208 58447 1.67% 0.467%
17 16.065 2152 2158 2167 rVB 41539 56148 1.60% ©0.448%
18 16.218 2176 2184 2194 rBV 1024155 1637650 46.74% 13.073%
19 17.469 2391 2397 2403 rBV 290424 454947 12.99% 3.632%
20 20.077 2835 2841 2847 rBV 2609888 3503544 100.00% 27.967%

21 21.757 3120 3127 3134 rVB 320218 558132 15.93%  4.455%
22 25.053 3676 3688 3702 rBV3 184807 553937 15.81% 4.422%

Sum of corrected areas: 12527259
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc

ALS vial : 19 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: BG053357.D\data.ms
2500000

2000000
1500000
1000000

500000 5.667 9.269
7.265

10.913
4551 5192 K nmgﬁ%% 13.0
’ T

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG053357.D\data.ms
2500000 20.077

2000000

1500000

13.351

16.218
1000000

500000
3560 14.796 17.469 21.757

15.525 16.0

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG053357.D\data.ms
2500000

o

2000000

1500000

1000000

500000
25.053

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc

ALS vial : 19 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 2
R.T. EstConc Area Relative to ISTD R.T.
4.551 12.54 ng 116242 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 1H-Tetrazole, 1-methyl- 84 C2H4N4 016681-77-9 59
3 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 50
4 2(3H)-Furanone 84 C4H402 020825-71-2 47
5 2-Hexene 84 C6H12 000592-43-8 45
Abundance Scan 198 (4.551 min): BG053357.D\data.ms (-192) (-) m/z 55.15 100.00%
55.1
5000 84.1 /\
R AR
H 4.20 4.40 4.60 4.80
Ottt 13232222 /7 84.10  43.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1577: Cyclopentanone
53.0
28.0
5000 L L L L I AL B
84.0 4.20 4.40 4.60 4.80
‘ m/z 41.15 36.88%
O\\\‘\‘\‘\\“i“\\”\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1501: 1H-Tetrazole, 1-methyl-
28.0 55.0
AT R
4.20 4.40 4.60 4.80
5000 m/z 56.15 31.09%
84.0
0HW“ui‘Hu\“!‘\\u‘\‘\u‘\uWuWm,\m‘\m‘\m‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1603: 2H-Pyran, 3,4-dihydro- T
55.0 4.20 4.40 4.60 4.80
m/z 39.15 17.39%
5000{ 270 84.0
0 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc

ALS vial : 19 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 2-Propanol, 1-propoxy- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.192 5.10 ng 47294  1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 50
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
3 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 40
4 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 40
5 Diacetamide 101 C4H7NO2 000625-77-4 38
Abundance Scan 307 (5.192 min): BG053357.D\data.ms (-300) (-) m/z 43.15 100.00%
3.1
5000 50.1
73.2
R R
101.1 4.80 5.00 5.20 5.40 5.60
ol Al 880 T w/z 45.15 69.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10041: 2-Propanol, 1-propoxy-
45.0
73.0
5000 ‘uu‘uu‘\u\‘/\\\/‘u"/\\
590 4.80 5.00 5.20 5.40 5.60
m/z 59.15 41.64%
31.0
ok 150l Il i 890 10301170
H‘HH‘\\H‘IH\‘IH\‘\H\‘\H\‘H\\‘HH‘\\H‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)-
45.0
R BT
4.80 5.00 5.20 5.40 5.60
m/z 73.15 29.11%
5000 59.0
31.0
73.0
b Wil g w0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5062: Propane, 1-(1-methylethoxy)- R e
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.15 26.58%
5000
73.0
57.0 87.0
21.0 ‘ | 010
Ot T S O
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\BGo42722\
Data File : BG®53357.D

Acqg On : 28 Apr 2022 2:36

Operator : CG/JU

Sample : N2482-10

Misc

ALS vial : 19 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 6

R.T. EstConc Area Relative to ISTD R.T.
7.630 6.91 ng 64067 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
2 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204
3 1-Propanol, 2-(2-methoxy-1-methy... 148 C7H1603
4 Ethane, 1l-ethoxy-1-methoxy- 104 C5H1202
5 Ethyl 2,5,8,11,14,17,20-heptaoxa... 382 C17H3409

Abundance Scan 722 (7.630 min): BG053357.D\data.ms (-715) (-)

020324-32-7 72
020324-33-8 72
055956-21-3 59
010471-14-4 59
1000366-80-5 56

m/z 59.15 100.00%

59.1
5000
103.2
AR AR A BARA
38 200.9 7.40 7.60 7.80 8.00
0 Ferr e el e e e m/z 45.15 60.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0 /\
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
103.0 7.40 7.60 7.80 8.00
31.0 m/z 73.15 33.11%
0 ‘ M it | 1300
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82002: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-r
59.0
HH,W_MWNM‘
7.40 7.60 7.80 8.00
5000 m/z 103.15 29.71%
117.
31.0 ° 161.0
AR 0 O .2 O LN
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance  #26720: 1-Propanol, 2-(2-methoxy-1-methylethoxy)- ““1“‘w““\“‘w“‘
59.0 7.40 7.60 7.80 8.00
m/z 41.15 26.68%
5000 31.0 103.0
0‘w_‘:‘H“mJ‘mwmwH_m_m_m_mw M
m/z--> 20 40 60 80 100 120 140 160 180 200 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@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc

ALS vial : 19 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 Ethane, 1-ethoxy-1-methoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.682 6.96 ng 64491 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 59
3 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 45
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 42
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 42
Abundance Scan 731 (7.682 min): BG053357.D\data.ms (-726) (-) m/z 59.10 100.00%
59.1
5000
103.2
41. o ARAREREER RS
‘ s 7.40 7.60 7.80 8.00
0 H_HWwHHH“W“!_MH",WHH_:H_Mww,‘ m/z 45.15  48.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\
7.40 7.60 7.80 8.00
a1, 103.0 m/z 103.15  30.78%
ol 120 | ‘H L 740 “ 130.0
H‘\\H‘\\H‘HH‘HH‘HH‘\H\‘H\\’H\\‘\\H‘\\H‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5402: Ethane, 1-ethoxy-1-methoxy-
59.0
“W‘H‘_“W‘H‘W“
7.40 7.60 7.80 8.00
5000 m/z 73.15 27.74%
29.0 89.0
0 \M\ R0 740 ‘
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2249: Silane, ethyldimethyl- ”Vﬁ‘W““‘H““‘Mqé“
59.0 7.40 7.60 7.80 8.00
m/z 41.10 22.81%
5000
4300 ‘ 87.0
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@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc

ALS vial : 19 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 3
R.T. EstConc Area Relative to ISTD R.T.
7.870  11.52 ng 106747 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 64
4 1-(1-Methoxypropan-2-yloxy)propa... 190 C9H1804 1000367-08-6 64
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 43

Abundance Scan 763 (7.870 min): BG053357.D\data.ms (-756) (-) m/z 59.15 100.00%

59.1
5000 M
431 7.607.808.008.20
' 104.3 .
Obrrrrrrrrrepredlber el TR0 890 20 m/z 45.15  17.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
7.60 7.80 8.00 8.20
m/z 73.15 11.73%
104.0
O H‘]-HSH()‘\H\“‘\\H‘m\‘\\‘\\\‘l‘\\\\‘\\H()’HH‘H\\‘\‘1\\‘\\\\‘\\\\‘\9\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
2 m_m_mwuww
7.60 7.80 8.00 8.20
5000 m/z 43.15 11.56%
oL 120 \\ Wl 750 1080 1300
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)- R EEREREEEEEE
59.0 7.60 7.80 8.00 8.20
m/z 41.15 10.86%
5000
103.0
31.0
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@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc

ALS vial : 19 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 4
R.T. EstConc Area Relative to ISTD R.T.
8.158 8.06 ng 74707  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 64
3 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 64
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 53
5 2-Ethyl-1-hexanol, heptafluorobu... 326 C12H17F702 1000365-16-0 53

Abundance Scan 812 (8.158 min): BG053357.D\data.ms (-808) (-) m/z 57.15 100.00%

57.1
5000 4/\\
R
‘ ‘ P 379 7.80 8.00 8.20 8.40
omw‘m\”H_H‘_m,m‘_m,m‘ m/z 41.15 41.88%

mlz--> 50 100 150 200 250 300 350
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000

7.80 8.00 8.20 8.40
m/z 43.15 37.82%
CNHm

05 ‘ 8.0
O\‘\\\“‘\‘\‘\‘\“\‘\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0

7.80 8.00 8.20 8.40

5000 m/Z 56.20 28.53%
015q “H“_uwHH_M,HH_M,HH
miz--> 50 100 150 200 250 300 350
Abundance #341435: Pentadecafluorooctanoic acid, 2-ethylhexyl este A
57.0 7.80 8.00 8.20 8.40

m/z 55.15  27.74%

5000

112.0
ol H \\ 169.0 219.0 3690 M A
A P 2190 3890 SULERETVA N ——

m/z--> 50 100 150 200 250 300 350 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@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc

ALS vial : 19 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 unknownl3.087 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.087 5.26 ng 93179  Acenaphthene-di1e 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptyl isobutyrate 186 C11H2202 1000430-90-3 47
2 3-Hexenoic acid, 5-hydroxy-2-met... 144 C7H1203 110678-36-9 45
3 Oxalic acid, hexyl neopentyl ester 244 C13H2404 1000309-73-1 43
4 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 42
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 40
Abundance Scan 1651 (13.087 min): BG053357.D\data.ms (-1645) (-  m/z 71.15 100.00%
71.2
43.1
5000 /\\
98.2
13 00
143.3
0 LTI ORI 5 S 4310 78.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60708: 3-Heptyl isobutyrate
71.0
43.0
5000
13 00
m/z 56.15 34.28%
98.0
I 1290 1570
0 ‘\\\\“H\\‘!“‘\\hf‘\‘\\‘\\“‘\\\\‘\\‘\\‘\\\\“.\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23921: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E)]
43.0 71.0 /k
= ‘
13.00
5000 55.15 26.34%
111.0
AT O =Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #127947: Oxalic acid, hexyl neopentyl ester
43.0 71.0 13.00
m/z 83.15 25.99%
5000
‘H“_“w"H"H“H“_“w“u“u“H“_“w“u Ptk 2y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00

8270-BG040822.M Thu Apr 28 18:01:35 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc

ALS vial : 19 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.
13.569 17.11 ng 303264  Acenaphthene-d10 14.726
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 C10H140 000098-54-4 78
3 Hexestrol, O-heptafluorobutyryl- 466 C22H21F703 1000365-31-9 72
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 72
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
Abundance Scan 1733 (13.569 min): BG053357.D\data.ms (-1727) (- m/z 135.15 100.00%
135.2
5000
2 1350 |
oL, | b dy t m/z 107.15  48.65%
mlz--> 50 100 150 200 250 300 350
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 /\ i :
13.50
m/z 95.15 13.21%
77.0
0 \2\7”\.(%““\‘\“\ IH‘”‘\“V L “ \‘\ L B
miz--> 50 100 150 200 250 300 350
Abundance #27481: Phenol, p-tert-butyl-
135.0 A
4
13.50
5000 m/z 77.15 12.95%
41.0 91P
ob—dpic b b Ay
miz--> 50 100 150 200 250 300 350
Abundance #330462: Hexestrol, O-heptafluorobutyryl- a1 r
135.0 13.50
m/z 91.15 11.89%
5000
oL 0 910 211.0 303.0 395. .
e o A B e e b |
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc

ALS vial : 19 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 9
R.T. EstConc Area Relative to ISTD R.T.
16.065 3.17 ng 56148  Acenaphthene-d10 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 83
2 Isocitronellol 156 C10H200 018479-52-2 45
3 2-Nonen-4-one, 2-methyl- 154 C10H180 002903-23-3 43
4 Prop-2-ynyl (E)-2-methylbut-2-en... 138 C8H1002 1000373-72-5 43
5 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 37
Abundance Scan 2158 (16.065 min): BG053357.D\data.ms (-2152) (-  m/z 83.15 100.00%
3.2
5000
55.1 153.2 N R I ‘
109.1 ‘ 1653 16.00
0 il A e m/z 153015 24.02%
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 — )\ ‘A —
156.0 16.00
55.0 m/z 82.15 23.37%
109.0
Ot ‘2\‘9\‘-\(\)““‘\ T \HL “ \m‘\h\““ 1‘ T ‘\“U‘ T \“\ T \‘W‘ T \1\9\\5‘(\)\ \?%?\O\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32870: Isocitronello
83.0 {\
— A
16.00
5000 55.0 m/z 156.15  23.08%
27.0 1230 156.0
0“w‘WHMMJU_MHJHHMM“W“H‘H‘lw‘u“u‘_“W‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31038: 2-Nonen-4-one, 2-methyl- —
83.0 16.00
m/z 55.15 22.04%
5000
55.0
29.0 ‘ ‘ 111.0 139.0
0 H\‘\U\\‘i‘\\\M“H‘\\MH\“\\‘H‘\\H“\H‘\‘HH‘\H\‘HH‘HH T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00

8270-BG040822.M Thu Apr 28 18:01:37 2022 Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53357.D

Acqg On : 28 Apr 2022 2:36
Operator : CG/JU

Sample : N2482-10

Misc

ALS Vvial : 19 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 12.5 ng 116242 1 8.105 185321 20.0
2-Propanol, 1-p... 5.192 5.1 ng 47294 1 8.105 185321 20.0
2-Propanol, 1-(... 7.630 6.9 ng 64067 1 8.105 185321 20.0
Ethane, 1-ethox... 7.682 7.0 ng 64491 1 8.105 185321 20.0
2-Propanol, 1-(... 7.870 11.5 ng 106747 1 8.105 185321 20.0
1-Hexanol, 2-et... 8.158 8.1 ng 74707 1 8.105 185321 20.0
unknown13.087 13.087 5.3 ng 93179 3 14.726 354415 20.0
Phenol, 4-(1,1-... 13.569 17.1 ng 303264 3 14.726 354415 20.0
Cyclopentaneace... 16.065 3.2 ng 56148 3 14.726 354415 20.0
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