LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc :

ALS Vvial : 15 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_ F\Methods\8270-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127959.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.251 328 334 338 rBV 53716 65699 1.70% ©.322%
2 4.457 365 369 377 rBV 258733 279324 7.24% 1.369%
3 5.157 484 488 495 rBV 123948 136750 3.54% 0.670%
4 5.545 550 554 568 rVB 1600351 1389250 35.99% 6.809%
5 6.545 720 724 730 rVB 929061 874074 22.65% 4.284%
6 6.728 752 755 757 rBV 158528 161449 4.18% 0.791%
7 6.757 757 760 769 rVV2 184064 290463  7.53% 1.424%
8 6.851 773 776 786 rVW 203035 302286 7.83% 1.482%
9 6.928 786 789 793 rVB 777231 653716 16.94% 3.204%
106 7.063 801 812 813 rBV3 27553 72125 1.87% ©.354%
11 7.263 843 846 853 rVB2 39733 55537 1.44% 0.272%
12 7.334 853 858 866 rvB 72913 80982 2.10% 0.397%
13 7.492 881 885 888 rVB 2110277 2175991 56.38% 10.666%
14 7.575 894 899 902 rBV 68393 81440 2.11% ©.399%
15 7.633 906 909 917 rVB4 19106 41454 1.07% ©0.203%
16 7.928 955 959 965 rVB3 48962 56338 1.46% 0.276%
17 8.175 992 1001 1003 rBV5 30357 74488 1.93% 0.365%
18 8.210 1003 1007 1011 rVV 895349 823803 21.34% 4.038%
19 8.439 1039 1046 1047 rBV2 25424 38737 1.00% 0.190%
20 8.545 1060 1064 1069 rBV2 97820 115675 3.00% 0.567%
21 8.616 1073 1076 1087 rVB 47678 71174 1.84%  0.349%
22 9.204 1172 1176 1178 rBV3 49658 62619 1.62% 0.307%
23 9.292 1185 1191 1194 rBV 3729733 3859719 100.00% 18.918%
24 9.386 1204 1207 1223 rVB 558417 768321 19.91% 3.766%
25 9.969 1299 1306 1310 rBV 1034668 920004 23.84% 4.509%

26 10.380 1372 1376 1379 rVB 190660 157823 4.09% ©
27 10.674 1422 1426 1428 rBV 123623 105489 2.73% ©
28 10.763 1436 1441 1444 rBV 2188686 1938875 50.23% 9.503%
29 11.463 1556 1560 1563 rBV 983472 817383 21.18% 4
30 11.839 1621 1624 1627 rVB 69336 50120 1.30% ©

31 13.051 1825 1830 1833 rBV 3021375 2664034 69.02% 13.058%
32 14.104 2006 2009 2013 rBV 581139 539992 13.99% 2.647%
33 15.615 2260 2266 2274 rBV 512854 676837 17.54%  3.318%

Sum of corrected areas: 20401971
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF127959.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Acetylacetone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.251 2.01 ng 65699 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetylacetone 100 C5H802 000123-54-6 90
2 3-Penten-2-one, 4-(acetyloxy)-, ... 142 C7H1003 038365-58-1 43
3 Acetic acid, 1-methyl-3-oxo-but-... 142 C7H1003 1000190-85-2 43
4 Hexane, 3-bromo- 164 C6H13Br 003377-87-5 43
5 Hexane, 2-bromo- 164 C6H13Br 003377-86-4 43

Abundance Scan 334 (4.251 min): BF127959.D\data.ms (-328) (-) m/z 43.00 100.00%
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4.00 4.20 4.40 4.60
m/z 100.10 43.68%
15.0
0 \“\ T \“\H\ \"H{ T \‘\“ \G?P\ T \]T “1\0\ LA e B
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Abundance  #22480: Acetic acid, 1-methyl-3-oxo-but-1-enyl ester o REEEE e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50

Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 2 Cyclopentanone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.457 8.55 ng 279324  1,4-Dichlorobenzene-d4 6.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 90
2 3-Hexene 84 C6H12 000592-47-2 72
3 2-Hexene, (E)- 84 C6H12 004050-45-7 64
4 2-Hexene 84 C6H12 000592-43-8 64
5 3-Hexene, (Z)- 84 C6H12 007642-09-3 50

Abundance Scan 369 (4.457 min): BF127959.D\data.ms (-365) (-) m/z 55.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50

Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: 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 3 Ethanol, 2-(1-methylethoxy)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

5.157 4.18 ng 136750 1,4-Dichlorobenzene-d4 6.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 72
2 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 64
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 59
4 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 50

5 Sulfurous acid, bis(1-methylethy... 166 C6H1403S 004773-13-1 45

Abundance Scan 488 (5.157 min): BF127959.D\data.ms (-484) (-) m/z 43.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 5
R.T. EstConc Area Relative to ISTD R.T.
6.728 4.94 ng 161449 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 86
2 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 59
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
4 Ethane, 1l-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 59
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 53

Abundance Scan 755 (6.728 min): BF127959.D\data.ms (-752) (-) m/z 59.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Dipropylene glycol (isomer 2) Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.757 8.89 ng 290463 1,4-Dichlorobenzene-d4 6.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 50
2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 50
3 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 50
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50
5 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 45
Abundance Scan 760 (6.757 min): BF127959.D\data.ms (-757) (-) m/z 59.05 100.00%
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* \‘\\\\‘\\\\’\\\\‘\\\\‘\
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #17322: Dipropylene glycol (isomer 2)
59.0
5000 6.40 6.60 6.80 7.00
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5000 m/z 41.10 26.09%
31.0 45.0 103.0
e e e ST T
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5000
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PSRN | U B AN
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 2
R.T. EstConc Area Relative to ISTD R.T.
6.851 9.25 ng 302286 1,4-Dichlorobenzene-d4 6.928

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 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 72
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
5 Tetraglyme 222 C1eH2205 000143-24-8 50
Abundance Scan 776 (6.851 min): BF127959.D\data.ms (-773) (-) m/z 59.10 100.00%
59.1
5000
45.0 S AREEE SR o

N 7.0 890 104.1 6.60 6.80 7.00 7.20
el S e b e e M/ 45,85 14.27%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0 /J

o

5000 L B I B B U
6.60 6.80 7.00 7.20
m/z 43.10 11.30%
31.0 104.0
O \\‘]-\\5\-\()‘\\\‘\“‘\\\\“‘1‘\‘\\‘\\\‘1‘\\\\‘7\\\\()’H\\‘\\\\‘\‘1\\‘\\\\‘\%\3\‘0\9\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
T
6.60 6.80 7.00 7.20
5000 m/z 41.05 9.86%
oL 120 \\ Wl 750 1080 1300
vt b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5391: Propane, 1,2-dimethoxy- R R AmEEEEEEE
59.0 6.60 6.80 7.00 7.20

m/z 73.05 9.47%

5000
29.0
“ 4&‘ 74.0 89.0 104.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 10

R.T. EstConc Area Relative to ISTD R.T.
7.063 2.21 ng 72125 1,4-Dichlorobenzene-d4 6.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 50

5 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 053800-08-1 50

Abundance Scan 812 (7.063 min): BF127959.D\data.ms (-801) (-) m/z 57.10 100.00%
57.1

e
83 0 6.80 7.00 7.20 7.40
| - 981 1210
0‘H_‘H_‘HM‘Hpaumm‘wuhwu‘wu‘wuq‘HW‘HW‘HW‘H m/z 41.05 37.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 LI L L L L LI L L B
41.0 6.80 7.00 7.20 7.40
27.0 83.0 m/z 43.10 30.31%
I A T2
0\H‘HH‘\H\‘\\H‘HH‘\H\‘\H\’HH‘HH‘HH‘HH‘HH’HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14527: Heptane, 3-ethyl-
57.0
R RS
6.80 7.00 7.20 7.40
5000 43.0 ITI/Z 55.10 22.71%
98.0
290
I e
om_‘wmWmWwmWm,uH‘w_m‘w_m,ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15686: 2-Propyl-1-pentanol P e
57.0 6.80 7.00 7.20 7.40
m/z 70.00 21.61%
5000
41.0
83.0
T S
(LSS NSNS o AUSSY /IS /N S Ml P T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.334 2.48 ng 80982 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 59

2 Diethyl carbitol 162 C8H1803 000112-36-7 45

3 Tetraethylene glycol diethyl ether 250 C12H2605 004353-28-0 33

4 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 32

5 Propane, 1,3-dimethoxy- 104 C5H1202 017081-21-9 25
Abundance Scan 858 (7.334 min): BF127959.D\data.ms (-853) (-) m/z 45.05 100.00%

45.0
5000 730 1050

7.00 7.20 7.40 7.60

O bl bl b M/Z 59.05 53.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 H‘HH‘H\/L\’HH‘HH‘

220 7.00 7.20 7.40 7.60
m/z 73.05 41.62%

L
O\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\1’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 80 100 120 140 160 180
Abundance #38391: Diethyl carbitol
45.0

72.0 7.00 7.20 7.40 7.60
5000 ITI/Z 72.00 41.16%
H“‘H“‘H“‘H“‘H““H,“H“‘H“‘H“‘H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #135271: Tetraethylene glycol diethyl ether ‘w““‘u“,‘Au‘¢“‘
45.0 7.00 7.20 7.40 7.60
m/z 105.00 41.02%
73.0
5000
117.0
o L IR P N 1 O 2 N V| R0 | DN
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Data Path :

Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042722\

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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
Concentration Rank 7

Peak Number 9 Nonanoic acid

R.T. EstConc Area
8.545 2.81 ng 115675
Hit# of 5 Tentative ID

Relative to ISTD R.T.

Naphthalene-d8

1 Nonanoic acid

2 Octanoic acid, silver(1+) salt
3 Hexanoic acid

4 Octanoic acid

5 Propanedioic acid, propyl-

158 C9H1802
250 C8H15Ag02
116 C6H1202
144 C8H1602
146 C6H1004

Abundance Scan 1064 (8.545 min): BF127959.D\data.ms (-1060) (-)

000112-05-0 90
024927-67-1 50
000142-62-1 50
000124-07-2 45
000616-62-6 37

m/z 60.10 100.00%

—

8.20 8.40 8.60 8.80
m/z 73.00 79.30%

=

N R R B

8.20 8.40 8.60 8.80
m/z 57.05 60.75%

-

8.20 8.40 8.60 8.80
m/z 41.10 53.45%

-

8.20 8.40 8.60 8.80
m/z 55.05 44.67%

-

60.1
5000
115.0
mlz--> 50 100 150 200 250 300 350
Abundance #35300: Nonanoic acid
60.0
5000
115.0
OL8@J‘L ‘h“\‘h‘\“““ T L \l‘5§9\ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
127.0
5000
ol \m I HJ LA 2160 2730 950
miz--> 50 100 150 200 250 300 350
Abundance #9147: Hexanoic acid
60.0
5000
01.0
offmm; T
50

miz--> 100 150 200

250 300 350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.386 16.70 ng 768321  Acenaphthene-di10 9.969

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 C1eH140 000098-54-4 83
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 64
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
5 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 64

Abundance Scan 1207 (9.386 min): BF127959.D\data.ms (-1204) (-}  m/z 135.05 100.00%

135.1
5000 107.1

41.0 77.0 164.1 9.00 9.20 9.40 9.60 9.80
bl 890 L Ll L myz 107.05  44.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)- k
135.0
5000 1070 000 5 50 5.40 5160 550

m/z 77.05 10.77%

41.0 77.0 164.0
1 A L. ‘ ‘ Ly \‘ I ‘
O L ‘ T T ‘ T \ T ‘ \ L ‘ L ‘ \ T T ‘ T ‘ T 1T ‘ T T
m/z--> 20 60 80 100 120 140 160
Abundance #27481: Phenol, p-tert-butyl-
135.0

9.00 9.20 9.40 9.60 9.80

5000 m/z 136.05  10.60%
107.0
77.0
o0 000 T L L L
miz--> 20 40 60 80 100 120 140 160
Abundance #27473: Phenol, m-tert-butyl- R AR e
135.0 9.00 9.20 9.40 9.60 9.80

m/z 95.05 10.58%

5000
107.0

NS |
0“““‘ﬂ““( S M N Pt PR P e
m/z--> 60 80 100 120 140 160 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Cyclopentaneacetic acid, 3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.675 2.29 ng 105489  Acenaphthene-di10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 90
2 Isocitronellol 156 C10H200 018479-52-2 50
3 Prop-2-ynyl (E)-2-methylbut-2-en... 138 C8H1002 1000373-72-5 43
4 Undecenyl tiglate, 2E- 252 C16H2802 1000383-56-5 43
5 1,5-Dicyano-2,4-dimethyl-2,4-dia... 152 C7H12N4 1010289-23-5 38
Abundance Scan 1426 (10.674 min): BF127959.D\data.ms (-1422) (- m/z 83.10 100.00%
83.1
5000
153.1
55.0 ‘ —r L. —
109.1 10.50 11.00
0 m,uw,mJ“J,“1““»“!“‘»‘“,”H‘HH_m‘“““1‘95“2”‘2‘2‘91‘ m/z 153.05  27.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106654: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 L T T T T \A\/\“ T T T
10.50 11.00
55.0 153.0 m/z 82.10  23.65%
27.0 109.0 ‘
O TTT ’ \‘\ ‘\ \h’“‘\ T \h‘{ " \“M‘\h\ "‘\ T \m’ \ \h\ T ‘ \ T \‘\“ T \‘“! ‘ T \ TT ‘ \]_\9\?)‘0\\ \\2%6\\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32870: Isocitronello
83.0
ERVEPHEN pespne
10.50 11.00
5000 55.0 m/z 156.10  21.93%
123.0 156.0
0 ‘H,‘U‘H‘,‘HM,“MHM“‘,HHWHW‘lwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #19993: Prop-2-ynyl (E)-2-methylbut-2-enoate A - —
83.0 10.50 11.00
m/z 55.05 20.62%
55.0
5000
290 109.0 138.0
et e b o b g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127959.D

Acqg On : 27 Apr 2022 21:50
Operator : CG\JU

Sample : N2512-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
Acetylacetone 4.251 2.0 ng 65699 1 6.928 653716 20.0
Cyclopentanone 4.457 8.6 ng 279324 1 6.928 653716 20.0
Ethanol, 2-(1-m... 5.157 4.2 ng 136750 1 6.928 653716 20.0
2-Propanol, 1-(... 6.728 4.9 ng 161449 1 6.928 653716 20.0
Dipropylene gly... 6.757 8.9 ng 290463 1 6.928 653716 20.0
2-Propanol, 1-(... 6.851 9.3 ng 302286 1 6.928 653716 20.0
1-Hexanol, 2-et... 7.063 2.2 ng 72125 1 6.928 653716 20.0
Ethanol, 2-(2-e.. 7.334 2.5 ng 80982 1 6.928 653716 20.0
Nonanoic acid 8.545 2.8 ng 115675 2 8.210 823803 20.0
Phenol, 4-(1,1-... 9.386 16.7 ng 768321 3 9.969 920004 20.0
Cyclopentaneace... 10.675 2.3 ng 105489 3 9.969 920004 20.0
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