LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc :

ALS vial : 7 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: BGO53310.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.192 302 307 313 rBV2 23565 37926 1.16% 0.327%
2 5.674 382 389 401 rVB 338191 549724 16.79% 4.744%
3 7.266 652 660 671 rBV 228081 410177 12.53%  3.540%
4 7.630 717 722 727 rBV 23666 36886 1.13% 0.318%
5 7.683 727 731 738 rVB 23702 37759 1.15% 0.326%
6 7.871 757 763 773 rBV 38287 65663 2.01% 0.567%
7 8.106 795 803 809 rBV 101291 177801 5.43% 1.534%
8 8.159 809 812 824 rVB2 23378 36644 1.12% 0.316%
9 9.269 993 1001 1011 rVB 428302 764688 23.36% 6.599%
10 10.920 1274 1282 1288 rBV 135349 247044 7.55% 2.132%
11 13.094 1645 1652 1660 rBV 47991 82998 2.54% 0.716%

12 13.352 1686 1696 1704 rBV 1128925 1859167 56.80% 16.044%
13 13.569 1727 1733 1745 rVB 229596 349995 10.69% 3
14 14.727 1924 1930 1939 rBV 220919 365518 11.17%  3.154%
15 15.531 2061 2067 2073 rVB 32051 46724 1.43% ©

16 16.066 2153 2158 2162 rBV3 32113 44735 1.37% ©.386%
17 16.219 2177 2184 2194 rBV 1023709 1530239 46.75% 13.205%
18 17.476 2391 2398 2406 rVB 325760 497381 15.19% 4.292%
19 18.134 2505 2510 2514 rVB2 53120 67544  2.06% 0.583%
20 20.078 2835 2841 2848 rBV 2503927 3273332 100.00% 28.248%

21 21.758 3120 3127 3138 rBV 317424 554645 16.94% 4.786%
22 25.054 3679 3688 3699 rVB2 187251 551329 16.84% 4.758%

Sum of corrected areas: 11587919

8270-BGO40822.M Tue Apr 26 16:09:22 2022 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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 .
2500000 TIC: BG053310.D\data.ms

2000000
1500000
1000000

500000 9.269
5.674
7206 10.920
5.192 ]\ Trea8 7815 ' 13.0

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 350 4.00 450 500 550 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: BG053310.D\data.
2500000 \data.ms 20.078

2000000

1500000

13.352
16.219
1000000

500000 17476 01 753
3.569 14.727

15.531 16.0 18.134

R e T A e R T T T T e e S B e 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 .
2500000 TIC: BG053310.D\data.ms

2000000

1500000

1000000

500000
25.054

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@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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 unknown5.192 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.192 4.27 ng 37926 1,4-Dichlorobenzene-d4 8.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 43
2 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 43
3 Diacetamide 101 C4H7NO2 000625-77-4 16
4 Formamide, N-butyl- 101 C5H11NO 000871-71-6 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6EN202 000591-07-1 9

Abundance Scan 307 (5.192 min): BG053310.D\data.ms (-302) (-) m/z 43.15 100.00%

5000 59.1
73.0 R e e AN
101.1 4.80 5.00 5.20 5.40 5.60
Ol el b L 880 L wyz 45,15 44.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5368: Ethanol, 2-propoxy-
43.0
5000 A’AA/\
4.80 5.00 5.20 5.40 5.60
27.0 73.0 m/z 59.15 42.63%
0 15Q ‘\\ ‘ I ‘\ | 55\9 I 86\0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5062: Propane, 1-(1-methylethoxy)-
43.0
e e
4.80 5.00 5.20 5.40 5.60
5000 m/z 73.00 18.93%
73.0
27.0 57.0 87.0
180 | \‘\‘ Al ‘ 00
Ottt e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4516: Diacetamide R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.15 18.48%
5000 59.0
73.0
101.0
Ob e 280l 880
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.630 4.15 ng 36886 1,4-Dichlorobenzene-d4 8.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 45
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 42
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 42
Abundance Scan 722 (7.630 min): BG053310.D\data.ms (-717) (-) m/z 59.15 100.00%
59.1
5000
41. 103.2
ARRANEARRE S

“‘ | 84.0 7.40 7.60 7.80 8.000
O brrprrrrprrrrprrrite el e b m/z 45.15  48.35%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000
7.40 7.60 7.80 8.00
41. 103.0 m/z 73.15 31.19%
0 15\0 M‘\ \‘H il 74.0 -0

H‘\\\\‘\\H‘\\H‘H\\‘\H!‘\\\\‘\\H‘\\\\’HH‘HH’HH‘HH‘HH‘\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)-

59.0 (/\\
RTINS A S S
7.40 7.60 7.80 8.00
5000 m/z 103.15 28.99%
1
31.0 103.0
oL 180 L 750 119.0134.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #5403: Ethane, 1-ethoxy-1-methoxy- e e e
59.0 7.40 7.60 7.80 8.00
m/z 41.15 28.27%
5000
29.0 89.0
0 4+.07'0,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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 5
R.T. EstConc Area Relative to ISTD R.T.

.83 4sng 37759 1,4-Dichlorobenzene-dd  8.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403
3 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004
4 1-Propanol, 2,2'-oxybis- 134 C6H1403
5 Ethyl 2,5,8,11,14,17,20-heptaoxa... 382 C17H3409

Abundance Scan 731 (7.683 min): BG053310.D\data.ms (-727) (-)
1

020324-32-7 72
000106-62-7 72
001638-16-0 42
000108-61-2 38
1000366-80-5 38

m/z 59.15 100.00%

59.
5000
103.1
v e e
‘H ‘ ‘ yr 7.40 7.60 7.80 8.00
O rrrrprrrr et e e e e . M/z 45015 45.20%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000
103.0 7.40 7.60 7.80 8.00
m/z 103.10 28.32%
29.0‘
0H‘\’\w‘\‘\“”\\\”H\\‘\H\‘l\H‘HH.‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
7.40 7.60 7.80 8.00
5000 ITI/Z 41.15 23.52%
103.0
29.0‘ ‘
O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox
59.0 7.40 7.60 7.80 8.00
m/z 73.10 22.07%
5000
103.0
m/z--> 20 40 60 80 100120140160180200220240260 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@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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 Dipropylene glycol (isomer 2) Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.871 7.39 ng 65663 1,4-Dichlorobenzene-d4 8.106
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 74
3 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 74
4 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 64
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 64
Abundance Scan 763 (7.871 min): BG053310.D\data.ms (-757) (-) m/z 59.15 100.00%
59.1
5000 NL/\
431 R R R MR
7.60 7.80 8.00 8.20
Il 752 1042 3
Ot Ao e e m/z 45,15 15.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 /\
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
31.0 7.60 7.80 8.00 8.20
103.0 m/z 43.15 13.65%
ol 150 ‘H‘ 750 119.0134.0
H‘HH‘\\H‘HH[\H\‘\Hf‘\\H‘HH‘HH’HH‘HH’HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
R SRR
7.60 7.80 8.00 8.20
5000 m/z 41.15 11.25%
104.
ol 150 H ‘H\\ | 750 049 1300
e el e T e b T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0 7.60 7.80 8.00 8.20
m/z 42.15 7.73%
5000
01,150 S 7m0 1040 440
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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 1-Hexanol, 2-ethyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.159 4.12 ng 36644 1,4-Dichlorobenzene-d4 8.106
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 42
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 30
4 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 25
5 Bicyclo[3.1.0]hexan-2-0l 98 C6H100 1000194-18-6 25
Abundance Scan 812 (8.159 min): BG053310.D\data.ms (-809) (-) m/z 57.15 100.00%
57.1
41.1
5000 /\&M
702 g3 1 R SN
‘ ‘ ‘ 98.0 7.80 8.00 8.20 8.40
o"_mwwm:‘muupmc_Hu“ww‘wmlwH_m_ m/z 41.15 53.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000
7.80 8.00 8.20 8.40
290 700 83.0 m/z 43.15  49.12%
| \ Lo e
O\\‘\\\\‘\\\H“\\\\‘!\\\‘\H\\‘\\\w‘\\\\‘l!\\‘\\\1‘\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15686: 2-Propyl-1-pentano
57.0
R AR
7.80 8.00 8.20 8.40
5000 m/z 55.25 36.52%
41.0 70.0
obtse ol bl S mee
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3773: 1-Pentene, 2,3-dimethyl-
41.0 69.0 7.80 8.00 8.20 8.40
' m/z 70.15  24.51%
5000 55.0
27.0 ‘ 83"0 98.0
0‘W‘H‘_‘MMH‘W“H‘_\L‘Hﬂuhmhw‘H‘H‘M‘H‘_‘H“ T 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.80 8.00 8.20 8.40

8270-BGR40822.M Tue Apr 26 16:09:44 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.094 4.54 ng 82998  Acenaphthene-di1e 14.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 90
2 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1010309-15-8 43
3 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15NO3 059906-54-6 43
4 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 42
5 Propanoic acid, 2-methyl-, 2-eth... 286 C16H3004 074367-30-9 42
Abundance Scan 1652 (13.094 min): BG053310.D\data.ms (-1645) (- m/z 71.15 100.00%
71.2
43.1
5000 K
98.3
LT e amse
0 _‘me‘w‘H‘_‘muHMW‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H 43 15 70.12%
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 29.43%
0 ‘ \‘\M\ \“ T \‘!“ T \‘U\ “\ \??‘(\)\‘\ T ‘ TT %4‘\3\\0\ ‘J\-?% ‘()\]\_\9\8‘\0\\ T ‘ TT \2\4"\3\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #170575: Sulfurous acid, nonyl 2-pentyl ester
71.0
13.00
5000 43.0 m/z 83.15 26.31%
127.0
0 ol g 970 | 179.0 209.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48625: 3-Hexanone, 2,5-dimethyl-4-nitro- A ‘
43.0 13.00
m/z 55.15  21.55%
71.0
5000
ol ‘ “‘ 10201270 1710
_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H
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\BG@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50

Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.569 19.15 ng 349995  Acenaphthene-d10 14.727
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 C10H140 000098-54-4 86
3 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 64
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
5 Imidazo[1,2-c]pyrimidin-5-0l 135 C6H5N30 055662-66-3 64

Abundance Scan 1733 (13.569 min): BG053310.D\data.ms (-1727) (-  m/z 135.15 100.00%

135.2
5000 107.2
T T
411 772 164.2 13.50
Obereperredtb e L T wyz 107.15  49.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 \/\\ e ‘
13.50
164.0 m/z 95.15 11.95%
41.0 77.0
0\]-\5\.‘0\\\\“‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\‘\“\\‘\\‘f\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27481: Phenol, p-tert-butyl-
135.0 A
v
13.50
5000 ITI/Z 91.15 11.47%
107.0
410 770 ‘
o150 i b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)- — ‘
135.0 13.50
m/z 77.15 11.18%
5000
107.0
57.0
ol 290, 790 | | 1750 206.0 /\
“w“u“u“u“_“w“u“u“u"_“w“u“u‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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 Cyclopentaneacetic acid, 3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.066 2.45 ng 44735  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 90
2 Oxalic acid, cyclohexyl tetradec... 368 C22H4004 1000309-31-5 38
3 2,2-Dimethyl-4-pentenoic acid 128 C7H1202 016386-93-9 38
4 2,6-Dimethyl-6-nitro-2-hepten-4-one 185 C9H15NO3 073583-56-9 37
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 37
Abundance Scan 2158 (16.066 min): BG053310.D\data.ms (-2153) (- m/z 83.15 100.00%
83.2
5000
55.1 153.2 el e
109.1 16.00
0° m/z 55.15 27.97%
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
156.0 16.00
55.0 m/z 153.15  25.15%
09.0
Ot ﬁ%-\(\)““‘\ T \H‘i ‘| \m‘\h\““ 1‘\‘\“!&\ \“\ NRRRRER s RRRRNI }\9\\5‘\0\ \\2%§\(\)‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #277221: Oxalic acid, cyclohexyl tetradecyl ester A
83.0
e
16.00
5000 m/z 82.15 23.88%
55.0
0 220 b A 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14049: 2,2-Dimethyl-4-pentenoic acid . ﬂ —
83.0 16.00
m/z 156.15  23.70%
5000 41.0
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.134 2.72 ng 67544  Phenanthrene-di0 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 74
2 9-Acetylphenanthrene 220 C16H120 002039-77-2 42
3 2-Acetylphenanthrene 220 C16H120 005960-69-0 42
4 3-Acetylphenanthrene 220 C16H120 002039-76-1 38
5 Ethanone, 1-(9-anthracenyl)- 220 C16H120 000784-04-3 38
Abundance Scan 2510 (18 134 min): BG053310.D\data.ms (-2505) (- m/z 205.15 100.00%
57. 205.2
175.2
5000 912
135.2 261.1 i - -
18.00 18.50
0 m/z 217.25 98.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
5000 —— ——
205.0 18.00 18.50
91.0 175.0 m/z 57.15 94.94%
135.0
0 TTT ‘ TTTT \‘H ‘ \H\‘\ \“‘M\‘\‘\H\ “\“\‘\‘\“’H\ }H\H\‘ \M\h\ \“H\ T \Hh‘ T \‘w T ‘W\ T \w‘\ T 1‘\ ‘ T %?“]\_\O\\ ‘ T
m/z--> 20 40 60 80 100120 140 160180200220240260280
Abundance #99390: 9-Acetylphenanthrene
205.0
18.00 18.50
5000 m/z 177.15 55.47%
176.0
88.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99391: 2-Acetylphenanthrene ! ‘ ‘"‘ — A“‘ M
205.0 18.00 18.50
m/z 175.20  53.69%
5000
176.0
44.0
Olerrrretbrrresir e 28 bl e g T
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42522\
Data File : BG@53310.D

Acqg On : 25 Apr 2022 15:50
Operator : CG/JU

Sample : N2481-01

Misc

ALS vial : 7 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|
unknown5.192 5.192 4.3 ng 37926 1 8.106 177801 20.0
1-Propanol, 2-(... 7.630 4.2 ng 36886 1 8.106 177801 20.0
2-Propanol, 1-(... 7.683 4.3 ng 37759 1 8.106 177801 20.0
Dipropylene gly... 7.871 7.4 ng 65663 1 8.106 177801 20.0
1-Hexanol, 2-et... 8.159 4.1 ng 36644 1 8.106 177801 20.0
2,2,4-Trimethyl... 13.094 4.5 ng 82998 3 14.727 365518 20.0
Phenol, 4-(1,1-... 13.569 19.1 ng 349995 3 14.727 365518 20.0
Cyclopentaneace... 16.066 2.5 ng 44735 3 14.727 365518 20.0
7,9-Di-tert-but... 18.134 2.7 ng 67544 4 17.476 497381 20.0
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