LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042822\
Data File : BGO53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc :

ALS vial : 6 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: BGO53364.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.551 192 198 207 rVB 72982 125046 5.09% 1.029%
2 5.192 301 307 315 rBB 29744 46240 1.88% 0.381%
3 5.668 382 388 399 rVB 279684 477952 19.45%  3.934%
4 7.265 653 660 668 rBV 196823 356404 14.50%  2.934%
5 7.630 715 722 726 rBV 51668 81778 3.33% 0.673%
6 7.677 726 730 737 rVB 52034 79897 3.25% 0©.658%
7 7.870 756 763 771 rBV 86259 144235 5.87% 1.187%
8 8.100 791 802 808 rBV 186704 331932 13.51% 2.732%
9 8.158 808 812 821 rVB 53471 86120 3.50% 0.709%
10 9.263 992 1000 1008 rBV 326528 586185 23.85% 4.825%
11 10.673 1234 1240 1249 rBV5 13373 27610 1.12% 0.227%
12 10.913 1273 1281 1293 rVB 241905 441792 17.98% 3.636%
13 11.266 1334 1341 1347 rBV2 12384 25164 1.02% 0.207%
14 11.818 1427 1435 1442 rBV5 15467 33564 1.37% 0.276%
15 13.087 1645 1651 1659 rBV 69312 117304 4.77% 0.966%

16 13.351 1686 1696 1703 rBV 829471 1462858 59.53% 12.
17 13.569 1725 1733 1739 rBV 258717 402431 16.38%
18 14.726 1923 1930 1937 rVB 403962 624391 25.41%

OO UVTWN
=
w
O
R

19 15.525 2060 2066 2072 rVB 40593 62378  2.54% 513%
20 16.065 2151 2158 2165 rBV 41153 65571  2.67% 5407%
21 16.212 2176 2183 2195 rBV 732524 1153235 46.93% 9.492%
22 17.469 2390 2397 2405 rBV 503622 799128 32.52% 6.578%
23 18.127 2505 2509 2513 rBV3 29651 36568 1.49% 0.301%
24 19.760 2782 2787 2792 rVB 44181 49757  2.02% 0.410%
25 20.077 2834 2841 2846 rBV 1864366 2457522 100.00% 20.228%
26 20.800 2960 2964 2969 rVB3 30338 36831 1.50% ©0.303%
27 21.752 3120 3126 3134 rVB2 566069 978070 39.80%  8.050%
28 22.551 3257 3262 3267 rBV3 20155 32702 1.33% 0.269%
29 24.084 3519 3523 3528 rVB6 14504 25658 1.04% 0.211%
30 25.053 3677 3688 3700 rVB2 339285 1001004 40.73%  8.239%

Sum of corrected areas: 12149327
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042822\
Data File : BG@53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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: BG053364.D\data.ms
1500000
1000000
500000
9.263
5.668
7.265 8.100 10.913
ﬂ:’hw
0 S 5102 fk e g}\%% 10.673| 11.266 11.818 13.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG053364.D\data.ms
20.077
1500000
1000000
13.351
16.212
17.469 21152
500000 14.726 '
3.569
15.525 16.0 18.127 19.760 20.800 22.551
O T e e B L e e B e BRI B e e e e e AR e
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: BG053364.D\data.ms
1500000
1000000
500000
25.053
24.084
0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\W

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\BG042822\
Data File : BG@53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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 1 Cyclopentanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.551 7.53 ng 125046 1,4-Dichlorobenzene-d4 8.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 2-Hexene, (E)- 84 C6H12 004050-45-7 53
3 2-Hexene 84 C6H12 000592-43-8 53
4 2-Hexene, (Z)- 84 C6H12 007688-21-3 50
5 1H-Imidazole, 4,5-dihydro-2-methyl- 84 C4H8N2 000534-26-9 40
Abundance Scan 198 (4.551 min): BG053364.D\data.ms (-192) (-) m/z 55.15 100.00%
55.1
5000 84.1
41.1
R EmaamEEEEE

“ 4.20 4.40 4.60 4.80
ettt 870 L m/z 84.10  41.00%

m/z--> 10 20 30 40 50 60 70 80 90

Abundance #1577: Cyclopentanone

55.0
28.0
5000 L L LA B I R A B
41.0 84.0 4.20 4.40 4.60 4.80
m/z 41.10 33.32%
miz-> 10 20 30 40 50 60 70 80
Abundance #1658: 2-Hexene, (E)-
55.0
AR
4.20 4.40 4.60 4.80
5000 42.0 m/z 56.15 32.14%
270 84.0
69.0
15.0 | ‘ |
SNy NS 1 SOOI 11! NSSISSIN PR
mfz--> 10 20 30 40 50 60 70 80 90
Abundance #1638: 2-Hexene R AR
55.0 4.20 4.40 4.60 4.80
m/z 39.15 20.41%
42.0
5000 84.0
29.0 69.0
0 Ll ok
m/z--> 10 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\BG042822\
Data File : BG@53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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 Ethanol, 2-(1-methylethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.192 2.79 ng 46240 1,4-Dichlorobenzene-d4 8.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 59
2 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 53
3 Diethyl carbitol 162 C8H1803 000112-36-7 50
4 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 45
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
Abundance Scan 307 (5.192 min): BG053364.D\data.ms (-301) (-) m/z 43.10 100.00%
43.1
5000 59.1
73'2 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ ‘ 1011 4.80 5.00 5.20 5.40 5.60
H‘HH‘\H\‘HH“‘\‘\‘\“\‘\\‘M“‘HH“H‘H’\i\\“HH“\‘\H’HH‘H\ m/Z 45.15 75.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5406: Ethanol, 2-(1-methylethoxy)-
43.0
5000 ‘HH‘HH‘HH‘/V\\\AM‘\A
270 4.80 5.00 5.20 5.40 5.60
: 73.0 890 m/z 59.15  44.29%
o |
H‘\\H‘\\}\“\‘\H‘i\‘}!\‘\\‘\}“\\\\‘\\H’\H\‘HH‘H.H’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9880: Butanoic acid, 4-methoxy-
45.0
P bt
59.0 4.80 5.00 5.20 5.40 5.60
5000 m/z 41.15 26.19%
‘H\ m‘ ‘ 720 85\\\0 10‘0‘0
A AR EaaaaE L e RARRRAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #38390: Diethyl carbitol
45.0 4.80 5.00 5.20 5.40 5.60
m/z 73.15 24.44%
5000 59.0 72.0
31.0
15.0 ‘M“ A | 89.0 103.0116.0 n n
A R e AR BARA =R RANEAT R Eamma R

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\BG042822\
Data File : BG@53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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 5

R.T. EstConc Area Relative to ISTD R.T.
7.630 4.93 ng 81778 1,4-Dichlorobenzene-d4 8.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603
2 Dipropylene glycol (isomer 2) 134 C6H1403
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403
4 1-Propanol, 3,3'-oxybis- 134 C6H1403
5 1-Propanol, 2,2'-oxybis- 134 C6H1403

Abundance Scan 722 (7.630 min): BG053364.D\data.ms (-715) (-)
59.1

5000

41. 103.2

“ 1l 74.0 ‘\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

5000

41? 103.0
1

150 ‘ ‘H 740 ‘ 130.0

H‘\H\‘\H\‘HH‘HH‘HH‘\H\‘HH’HH‘HH‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17322: Dipropylene glycol (isomer 2)

59.0

5000
31.0 103.0

15'0 \‘ ‘H‘ 10 75'0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0

5000
31.0 103.0

‘ ““ Ly 75-0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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020324-32-7 72
1000506-25-4 53
000106-62-7 53
002396-61-4 50
000108-61-2 42

m/z 59.15 100.00%

7.40 7.60 7.80 8.00
m/z 45.15 49.52%

AL

7.40 7.60 7.80 8.00
m/z 103.15 28.36%

.,

L B L B L B R R

7.40 7.60 7.80 8.00
m/z 73.15 24.08%

1,

\\\\‘\\\\‘\\\\‘\\V\‘\\\

7.40 7.60 7.80 8.00
m/z 41.15 23.56%

i)

7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042822\
Data File : BG@53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.677 4.81 ng 79897 1,4-Dichlorobenzene-d4 8.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 80
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 50
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 50
4 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 50
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50

Abundance Scan 730 (7.677 min): BG053364.D\data.ms (-726) (-) m/z 59.15 100.00%

59.1
5000
103.2
41' \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ A, 7.40 7.60 7.80 8.00
\\\’\\\\““\\\\Hi\\‘\”\-’\\\\‘1\\\‘\\\\‘\\\\ mZ 45.15 5294/
miz--> 20 40 60 80 100 120 140
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 103.15 35.47%
\]-\5\()’ T ‘\“\ T “H\ T \‘i T \7\ \.0’\ T ‘ 1 T ‘]\-3\0\.9‘]-\4\9\.()\
miz-> 20 40 60 80 100 120 140
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
5C
P
7.40 7.60 7.80 8.00
5000 m/z 73.15 29.54%
31.0 103.0
15.0 | [y 75.0 ‘
s
miz--> 20 40 60 80 100 120 140
Abundance #17307: 1-Propanol, 2,2"-oxybis- ““H““‘H“‘H““
59.0 7.40 7.60 7.80 8.00
m/z 41.15 24.39%
5000
31.0 103.0
‘ ‘H‘ N 75.0 ‘
“‘,“““““““,“““““““““‘

m/z--> 20 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\BG042822\
Data File : BG@53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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 8.69 ng 144235 1,4-Dichlorobenzene-d4 8.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 74
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
4 Butanal, 3-methyl-, oxime 101 C5H11NO 000626-90-4 64
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 59
Abundance Scan 763 (7.870 min): BG053364.D\data.ms (-756) (-) m/z 59.15 100.00%
59.1
Il K
41 7.607.808.008.20
\m Al 742 89.2 1042 . . . : 7
H‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH‘HH‘HH’\ m/z 45.15 16.480
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0

—

)

5000 B SR
7.60 7.80 8.00 8.20

m/z 41.15 12.12%

150 %70 || 7s0 1040 g0
H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\’H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
7.60 7.80 8.00 8.20
5000 m/z 73.15 10.68%
104.0
50 Tl s M0 i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /J’K
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)- e
59.0 7.60 7.80 8.00 8.20
m/z 43.15 10.49%
5000
31.0 103.0
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\BG042822\
Data File : BG@53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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 5.19 ng 86120 1,4-Dichlorobenzene-d4 8.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 72
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 50
4 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 47
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 45

Abundance Scan 812 (8.158 min): BG053364.D\data.ms (-808) (-) m/z 57.15 100.00%

57.1
A RARANREREEEEE
87'2 98.2 7.80 8.00 8.20 8.40
\\\‘\\\\““\‘\\‘\”‘\\“\\“\‘\\\“\\\\‘\\\\‘\\\ mZ 41.15 38.87%
miz-> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 7.80 8.00 8.20 8.40
83.0 m/z 43.15 30.34%
98.0
180f113.0
miz-> 20 40 60 80 100 120 140
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
T
42.0 7.80 8.00 8.20 8.40
5000 m/z 55.15 28.53%
27,0
“ H 83.0 112.0
e M T 1280143.0
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 70.15 19.58%
5000
41,0
‘ 98.0
oaso Ul lsso a0 L
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\BG042822\
Data File : BG@53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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 7 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.087 3.76 ng 117304  Acenaphthene-di10 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 64
2 Butanoic acid, decyl ester 228 C14H2802 005454-09-1 50
3 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 50
4 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
5 Propanoic acid, 2-methyl-, 2-met... 172 C10H2002 084254-82-0 42

Abundance Scan 1651 (13.087 min): BG053364.D\data.ms (-1645) (- m/z 71.15 100.00%
71.2

43.1
5000

8.2 13 00
143.2 173.2
‘ TTTT T ‘\‘ ‘ T \‘ \“ T ‘ \“ \F\ \“‘ T ‘\ T ‘ TTTT ‘ ‘\‘ TTT ‘ T \‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT m/z 43 15 72 49/

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0

5000
13 00

m/z 56.15 31.87%

98.0
‘\‘\MH“H\‘!‘HU\“\ \‘\\“\\‘\\‘\\\].\4‘?\9\ ‘%\7%‘0\:\[\9\8‘\(\)\\‘\\\2\1‘\3\9 A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #109301: Butanoic acid, decyl ester
43.0 71.0

13 00
5000 m/z 83.15 31.28%

97.0 140.0
\‘MH\“”“}“w‘wm”h‘\‘”‘!‘\‘”‘1‘”‘\”‘:‘L??'g\”w”wm /\
MA

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #92141: Butanoic acid, 1-methyloctyl ester ‘
71.0 13. 00

41.15  27.80%

5000 43.0

‘ 115.0
H‘ ‘\ Il ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042822\
Data File : BG@53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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.
13.569 12.89 ng 402431  Acenaphthene-d10 14.726
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 80
3 Hexestrol 270 C18H2202 000084-16-2 64
4 Imidazo[1,2-c]pyrimidin-5-o0l 135 C6H5N30 055662-66-3 64
5 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 59
Abundance Scan 1733 (13.569 min): BG053364.D\data.ms (-1725) (-  m/z 135.15 100.00%
135.2
5000 107.2
T \
411 7.2 164.3 13.50
“wHHNHMMMJWJAHMHWwahwjuwu‘wHH‘HHM‘H_‘H‘ m/z 107.15  49.75%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 AL ‘
13.50
164.0 m/z 77.15 11.85%
T I I
PR | VY B | L ul el Il
H\‘\H\‘HH‘HH[HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27481: Phenol, p-tert-butyl-
135.0 A
e
13.50
5000 m/z 91.15 11.50%
107.0
41.0 77.0“ | ‘
o bl [N I
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161261: Hexestrol i
135.0 13.50
m/z 95.15 11.05%
107.0
5000
430 79 | | 1650 2120 270« A
e b e e e e Ao
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\BG042822\
Data File : BG@53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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.
16.065 2.10 ng 65571  Acenaphthene-di0 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 90
2 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-508-5 47
3 Oxalic acid, cyclohexyl tetradec... 368 C22H4004 1000309-31-5 43
4 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 43
5 6-Hydroxy-10a-methyl-4,7-dimethy... 376 C20H2407 1798297-60-5 43
Abundance Scan 2158 (16.065 min): BG053364.D\data.ms (-2151) (-  m/z 83.15 100.00%
83.2
5000
41.1 1533 e
16.00
09.3 H
||1823 m/Z 153.25 28.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106653: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 —t /\ L :
156.0 16.00
55.0 m/z 41.15 24.57%
09.0
T ﬁ%'\c\)““‘\ T \H‘\ “ \‘1“\“\““ 1‘ T ‘\“!H‘-\ \“\ (AERRRRE \‘W‘ T ?‘\9\\5‘(\)\ \\2%6\\(\)‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl-
83.0
55.0 T
A
16.00
5000 m/z 82.25 24.53%
27.0
H\Hw\\\wmo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 N
Abundance #277221: Oxalic acid, cyclohexyl tetradecy! ester — RERTRE
83.0 16.00
m/z 156.15  24.25%
5000
55.0
29\0\‘\‘ \\‘ i “h \1110 241.( M
e ‘ pot ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042822\
Data File : BGO53364.D

Acqg On : 28 Apr 2022 13:33
Operator : CG/JU

Sample : N2482-03

Misc

ALS vial : 6 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 7.5 ng 125046 1 8.100 331932 20.0
Ethanol, 2-(1-m... 5.192 2.8 ng 46240 1 8.100 331932 20.0
2-Propanol, 1-(... 7.630 4.9 ng 81778 1 8.100 331932 20.0
1-Propanol, 2-(... 7.677 4.8 ng 79897 1 8.100 331932 20.0
2-Propanol, 1-(... 7.870 8.7 ng 144235 1 8.100 331932 20.0
1-Hexanol, 2-et... 8.158 5.2 ng 86120 1 8.100 331932 20.0
2,2,4-Trimethyl... 13.087 3.8 ng 117304 3 14.726 624391 20.0
Phenol, 4-(1,1-... 13.569 12.9 ng 402431 3 14.726 624391 20.0
Cyclopentaneace... 16.065 2.1 ng 65571 3 14.726 624391 20.0
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