LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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: BG@53329.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.553 188 198 202 rBV 68036 121097 4.45% 1.160%
2 4.594 202 205 211 rVB 49964 70289 2.58% 0.673%
3 5.193 301 307 314 rBV 91220 145913 5.36% 1.397%
4 5.669 382 388 400 rBV 311875 521831 19.16% 4.997%
5 7.267 651 660 670 rVB 234013 418395 15.36% 4.006%

6 7.631 716 722 726 rBV 53352 85689 3 0
7 7.684 726 731 739 rVB 55451 89028 3 0
8 7.872 756 763 772 rBV 94801 158863 5.83% 1.521%
9 8.107 792 803 808 rBV 93658 170508 6 1
8.160 808 812 819 rVB 66937 106988 3 1

11  9.270 993 1001 1011 rVB 308148 579249 21.26% 5
12 10.915 1274 1281 1295 rVB 120755 222405 8.16% 2
13 13.088 1645 1651 1658 rBV 43358 69671 2.56% 0.667%
14 13.353 1687 1696 1705 rBV 884927 1440095 52.87% 13.
2

15 13.570 1726 1733 1741 rBV 156513 236700  8.69% 266%
16 14.727 1924 1930 1938 rVB 212559 338772 12.44%  3.244%
17 15.532 2061 2067 2071 rVB 32211 45951 1.69% 0.440%
18 16.067 2151 2158 2169 rBV 33608 51505 1.89% ©.493%
19 16.214 2177 2183 2197 rBV 740723 1215375 44.62% 11.638%
20 17.471 2391 2397 2403 rBV 286003 451436 16.57% 4.323%
21 18.129 2505 2509 2514 rVB2 46532 55501 2.04% ©.531%

22 20.079 2834 2841 2846 rBV 2045985 2723962 100.00% 26.083%
23 21.753 3120 3126 3135 rVB 336379 564205 20.71% 5.402%
24 25.049 3674 3687 3699 rBv2 184386 559994 20.56% 5.362%

Sum of corrected areas: 10443422
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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: BG053329.D\data.ms
2000000

1500000
1000000

500000
5.669 9.270

7.267
5.193 B0 10.915
0 44./&@4 i )\ WG/\/%'% T 13“/2

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG053329.D\data.ms
2000000 20.079

1500000

1000000 13.353

16.214

500000
17.471 21.753

3.570 14.727

15.532 16.0 18.129

e X L A R Eaa e e R

Time--> 13.50 14.00 1450 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: BG053329.D\data.ms
2000000

1500000

1000000

500000

25.049

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\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Cyclopentanone Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.553 14.20 ng 121097 1,4-Dichlorobenzene-d4 8.101
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 86
2 3-Hexene 84 C6H12 000592-47-2 72
3 2-Hexene 84 C6H12 000592-43-8 72
4 2-Amino-oxazole 84 C3H4N20 004570-45-0 40
5 3-Hexene, (Z)- 84 C6H12 007642-09-3 39
Abundance Scan 198 (4.553 min): BG053329.D\data.ms (-188) (-) m/z 55.15 100.00%
55.1
84.1
5000 411 A&V
R AR mmE e
H 4.20 4.40 4.60 4.80
bttt 882 myz 84.10 50.73%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1585: Cyclopentanone
55.0
28.0
5000 840 L L L L B AL LN I
410 4.20 4.40 4.60 4.80
m/z 41.10  38.47%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1637: 3-Hexene
55.0
41.0 S e
4.20 4.40 4.60 4.80
m/z 56.15 33.52%
5000 84.0
69.0
27.0 ‘ ‘ ‘
0 ‘W““‘H‘Mh“ui‘k"wu““uh,“‘W“u“‘
m/z--> 10 20 40 50 60 70 80 90
Abundance #1638: 2-Hexene R o
55.0 4.20 4.40 4.60 4.80
m/z 39.15 21.18%
42.0
5000 84.0
29.0 69.0
e o i
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\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 3-Hexen-2-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.594 8.24 ng 70289 1,4-Dichlorobenzene-d4 8.101

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 83
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 80
3 Furan, 2,5-dihydro-2,5-dimethyl- 98 C6H100 059242-27-2 64
4 3-Penten-2-one, 3-methyl- 98 C6H100 000565-62-8 32
5 2(5H)-Furanone, 5-methyl- 98 C5H602 000591-11-7 25
Abundance Scan 205 (4.594 min): BG053329.D\data.ms (-202) (-) m/z 83.10 100.00%
83.1
55.1
5000 431 98.1
REaa e e A
‘ ‘ 67.0 4.20 4.40 4.60 4.80 5.00
O e e e e e e ey m/z 55.15 70.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 [T T T T T T
98.0 4.20 4.40 4.60 4.80 5.00
15.0 m/z 98.10 40.47%
O\\‘\}‘\\‘\\1\’\\\‘1}‘1\\\“\‘\}\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3635: 3-Penten-2-one, 4-methyl-
REaa e o
98.0 4.20 4.40 4.60 4.80 5.00
5000 43.0 m/z 43.15 39.39%
29.0
0 H‘?‘5‘:9“H‘;‘,uH1‘1‘1‘HMH"§‘7T?HHWHWH‘WH,
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3680: Furan, 2,5-dihydro-2,5-dimethyl- R aama R
43.0 83.0 4.20 4.40 4.60 4.80 5.00
m/z 39.15 18.70%
55.0
5000 98.0
M ‘ 67.0 ‘
o S 1 101 o v T A P
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.193 17.12 ng 145913  1,4-Dichlorobenzene-d4 8.101

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 47
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 40
4 Silane, trimethyl- 74 C3H1esi 000993-07-7 38
5 Ethanol, 2-ethoxy- 90 C4H1002 000110-80-5 37
Abundance Scan 307 (5.193 min): BG053329.D\data.ms (-301) (-) m/z 43.15 100.00%
3.1
59.1
5000
1012 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ | 733 4.80 5.00 5.20 5.40 5.60
Ot e 882 L njz se.15 s1.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L R R
4.80 5.00 5.20 5.40 5.60
59.0 m/z 45.15  19.35%
101.
270 | s DI
O H\‘\H\‘Hf\[\\H[HH[Hi\‘HH‘HH‘\\H‘\H\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9493: 3-Hexanol, 4-methyl-
59.0
4.80 5.00 5.20 5.40 5.60
5000 m/z 101.15 17.44%
31.0 450
87.0
o130 L AL s | acpouso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9312 Acetic acid, 1,1-dimethylethyl ester Ramas e A RRRRR
43.0 4.80 5.00 5.20 5.40 5.60
m/z 58.15 14.11%
57.0
5000
29.0 101.0
15.0 ‘
0 HW“H‘m‘;“uu“HH‘Hw‘mH‘HH‘m“uu‘mwuu‘u
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\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 7
R.T. EstConc Area Relative to ISTD R.T.
7.631 10.05 ng 85689 1,4-Dichlorobenzene-d4 8.101

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 74
2 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 64
3 1-Propanol, 2-(2-methoxy-1-methy... 148 C7H1603 055956-21-3 59
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
5 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 45
Abundance Scan 722 (7.631 min): BG053329.D\data.ms (-716) (-) m/z 59.15 100.00%

59.1
5000
103.2

T T T
“ 7.40 7.60 7.80 8.00
|

S8 iz 45015 52.82%

m/z--> 50 100 150 200 250 300 350
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- A
59.0

5000 T B S
7.40 7.60 7.80 8.00
103.0

' m/z 73.15 29.61%

Lo 0‘ ‘u |
\\\H\“\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350
Abundance #5402: Ethane, 1-ethoxy-1-methoxy-
59.0

7.40 7.60 7.80 8.00

o

o

5000 m/z 103.15 28.76%
0 ‘\ I J'03.0
J
miz--> 50 100 150 200 250 300 350 A
Abundance  #26720: 1-Propanol, 2-(2-methoxy-1-methylethoxy)- R
59.0 7.40 7.60 7.80 8.00

m/z 41.15 26.16%

5000 103.0
lq \‘
B

m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 Ethane, 1-ethoxy-1-methoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.684 10.44 ng 89028 1,4-Dichlorobenzene-d4 8.101

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 50
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 42
4 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 42
5 1-Propanol, 3,3'-oxybis- 134 C6H1403 002396-61-4 39
Abundance Scan 731 (7.684 min): BG053329.D\data.ms (-726) (-) m/z 59.15 100.00%
59.1
5000
a1, 1031 SN 1 W A G
70 7.40 7.60 7.80 8.00
oH‘WHwHw“wH‘Hmw:‘,uH_m_mwwwm,‘ m/z 45.15  47.29%
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 103.10  28.52%
ol 120 [ 2 ‘ 130.0
H‘H\\‘\\\\‘\\\\‘\\\\‘\\H‘\H\‘HH’HH‘\H\‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5403: Ethane, 1-ethoxy-1-methoxy-
59.0
DRSS S 7 I A -
7.40 7.60 7.80 8.00
5000 m/z 73.15 24.88%
29.0 89.0
‘J 4#0 \‘ 7L0
O e e e A e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 7.40 7.60 7.80 8.00
m/z 41.15 22.48%
5000
31.0 103.0
B O 1
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\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 2-Propanol, 1-(2-methoxypro... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.872 18.63 ng 158863 1,4-Dichlorobenzene-d4 8.101

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 Tri(propylene glycol) propyl ether 234 C12H2604 096077-04-2 64
4 4,8,12,16-tetraoxaeicosan-1-o0l 306 C16H3405 1010397-63-6 64
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64

Abundance Scan 763 (7.872 min): BG053329.D\data.ms (-756) (-) m/z 59.15 100.00%

59.1
- M /\
R R R
H\‘ ) 104.2 56 7.60 7.80 8.00 8.20
Ot e e e e s m/z 45,15 15.63%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)- ]k
59.0
5000 L L L I L L BN
7.60 7.80 8.00 8.20
m/z 43.15 10.65%
31.0
O \H‘H“\\“H\‘H\“\\i‘\‘\\\J-\(‘)f.\.\()\‘lH]\-\.(‘)\H\‘\\H‘H\\‘\H\‘\\H‘H\\‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
PO
7.60 7.80 8.00 8.20
5000 m/z 41.15 9.36%
310 104.0
RN e -
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #115774: Tri(propylene glycol) propyl ether
59.0 7.60 7.80 8.00 8.20
m/z 73.15 9.21%
5000
117.0
ol (870 M0 2030
m/z--> 20 40 60 80 100120140 160 180 200 220 240 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.160 12.55 ng 106988 1,4-Dichlorobenzene-d4 8.101

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 64
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 59
4 2-Propyl-1-Pentanol, trifluoroac... 226 C10H17F302 1000365-19-7 59
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 53

Abundance Scan 812 (8.160 min): BG053329.D\data.ms (-808) (-) m/z 57.15 100.00%

57.1
5000 N
R R
39 832 7.80 8.00 8.20 8.40
‘\‘u i H‘\ \h \‘ 1121 9
Ol e m/z 41.10 42.79%
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 83.0 m/z 43.15 34.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15686: 2-Propyl-1-pentano
57.0
T
7.80 8.00 8.20 8.40
5000 m/z 55.10 26.85%
29.0 83.0
oo ol b L yie
miz--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis-
57.0 7.80 8.00 8.20 8.40
m/z 56.10  22.75%
5000
‘ 97.0
0brrg : Mu‘ \\‘79‘-‘0 L 117‘-0 ‘ o, X N
e e e  ERARmEEEETEE R
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\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.089 4.11 ng 69671  Acenaphthene-di0 14.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 64
2 Oxirane, butyl- 100 C6H120 001436-34-6 47
3 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 43
4 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 38
5 Allyl 2-ethyl butyrate 156 CSH1602 007493-69-8 38

Abundance Scan 1651 (13.088 min): BG053329.D\data.ms (-1645) (- m/z 71.15 100.00%
71.2
43.1

5000 ]\

“ “ 13 00

“‘ M A 143.3 173.2
rrrrr et bl e e e e e 43.10  78.97%

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

o

5000
13 00
m/z 56.15 33.02%
98.0
O ‘ \‘\M\ \“ T \‘!“ T \‘U\ “\ \‘\ \“ T \‘\ T ‘ TT %4‘\3\\0\ ‘J\-?% ‘()\]\_\9\8‘\0\\ T ‘ T \\2\4‘>\3\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4282: Oxirane, butyl-
71.0 ﬂ&
i,
13.00
5000 ITI/Z 83.15 29.00%
42.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94128: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex b i,
71.0 13.00
m/z 55.15 25.63%
43.0
5000
99.0 143.0
0! P .
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\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.576 13.97 ng 236700  Acenaphthene-di10 14.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 93
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 74
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 72
4 Hexestrol 270 C18H2202 000084-16-2 64
5 Imidazo[1,2-c]pyrimidin-5-0l 135 C6H5N30 055662-66-3 64
Abundance Scan 1733 (13.570 min): BG053329.D\data.ms (-1726) (-  m/z 135.15 100.00%
135.2
5000 1072
LN T
41.1 77.2 164.2 13.50
Ob bt b b gz 107,15 49.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 " 13550 |
m/z 91.15 11.34%
41.0 77.0 164.0
0 \\\‘\\\\“‘\\\‘\‘\‘\\\“\\‘\‘\‘\}\‘\‘i‘\\\‘!‘\\‘\\‘!‘\\
miz--> 20 60 80 100 120 140 160
Abundance #27476: Phenol, p-tert-butyl-
135.0
. ‘ ‘A ‘A/\A
13.50
5000 m/z 95.15 11.07%
41.0 107.0
77.0
om_m‘_m‘q”wHM“_mel_m_w
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #27480: Phenol, m-tert-butyl- a R ‘
135.0 13.50
m/z 77.15 10.52%
5000 107.0
41.0 77.0 /\
050 S0 NP PR T NN PP W
m/z--> 20 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42622\
Data File : BG®53329.D

Acqg On : 26 Apr 2022 20:48

Operator : CG/JU

Sample : N2481-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Cyclopentaneacetic acid, 3-... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.067 3.04 ng 51505 Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203
2 Methyl 5-methyl-3-keto-4-hexenoate 156 C8H1203
3 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140
4 6-Hydroxy-10a-methyl-4,7-dimethy... 376 C20H2407
5 2,6-Dimethyl-6-nitro-2-hepten-4-one 185 C9H15NO3

Abundance Scan 2158 (16.067 min): BG053329.D\data.ms (-2151) (-

5000

o

83.

55.1

2

153.3

m/z-->
Abundance

20 40 60 80

100 120 140 160 180 200 220

#106653: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth

83.0
5000
156.0
55.0
1090
0 \\\‘\\\\““\ T \H‘\“ \m\h\“u‘\ \“U‘ T \ T ‘ \ T \ ‘ T \‘”\“ TTTT ‘ \1\9\\5‘9\ \\2%6\\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33553: Methyl 5-methyl-3-keto-4-hexenoate
83.0
55.0
5000
Lo L e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13135: Ethanone, 1-(1-methylcyclopentyl)-
83.0
55.0
5000
126.0
0 |
o“‘_“w“u“u“L"_‘h‘_“w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220

8270-BG040822.M Wed Apr 27 16:05:49 2022

024851-98-7 78
1000427-08-8 50
013388-93-7 47
1798297-60-5 43
073583-56-9 43

m/z 83.15 100.00%

DU AN
16.00

m/z 153.25 24.05%
A)\m
16.00

m/z 55.15 23.83%
16.00

m/z 82.15 19.08%
| i
16.00

m/z 41.15 17.89%
16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 11 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.129 2.46 ng 55501  Phenanthrene-d10 17.477
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45
3 9-Acetylphenanthrene 220 C16H120 002039-77-2 43
4 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 42
5 1-Ethyl-2-methylphenanthrene 220 C17H16 061983-53-7 38

Abundance Scan 2509 (18.129 min): BG053329.D\data.ms (-2505) (- m/z 205.15 100.00%
205.2

57.1
175.3
5000
91.2 I
. 261.1 RN T
‘ H 135.1 18.00 18.50
— R m/z 57.15  84.00%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000
175.0 18.00 18.50
m/z 217.15 71.24%
Tt O
0 \\\‘H\\‘H‘\H“\H\‘HH‘H\M\ ‘Hr\\\‘\“\“\\‘h\m Mw”\H\H‘\‘\“‘H”\\‘\h‘\‘\‘H‘\“h\\\H‘hu!‘\‘uu“uu‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl)
205.0
—— —
18.00 18.50
5000 ITI/Z 175.25 57.86%
150.0
430770 1160 ‘ B
NSRRI Y S NS 1 ENN——
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #99390: 9-Acetylphenanthrene T —
205.0 18.00 18.50
m/z 41.15 53.02%
5000
176.0
88.0
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50

8270-BG040822.M Wed Apr 27 16:05:50 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53329.D

Acqg On : 26 Apr 2022 20:48
Operator : CG/JU

Sample : N2481-10

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 4.553 14.2 ng 121097 1 8.101 170508 20.0
3-Hexen-2-one 4.594 8.2 ng 70289 1 8.101 170508 20.0
2-Pentanone, 4-... 5.193 17.1 ng 145913 1 8.101 170508 20.0
2-Propanol, 1-(... 7.631 10.1 ng 85689 1 8.101 170508 20.0
Ethane, 1-ethox... 7.684 10.4 ng 89028 1 8.101 170508 20.0
2-Propanol, 1-(... 7.872 18.6 ng 158863 1 8.101 170508 20.0
1-Hexanol, 2-et... 8.160 12.6 ng 106988 1 8.101 170508 20.0
2,2,4-Trimethyl... 13.089 4.1 ng 69671 3 14.727 338772 20.0
Phenol, 4-(1,1-... 13.570 14.0 ng 236700 3 14.727 338772 20.0
Cyclopentaneace... 16.067 3.0 ng 51505 3 14.727 338772 20.0
7,9-Di-tert-but... 18.129 2.5 ng 55501 4 17.477 451436 20.0
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