LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc :

ALS Vvial : 18 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126938.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.457 365 369 376 rVB 336585 365596 8.19% 1.502%
2 5.157 484 488 495 rBV 128861 142502 3.19% 0.585%
3 5.545 549 554 557 rBV 1918563 1681278 37.68% 6.906%
4 6.539 720 723 729 rVB 1186774 1087972 24.38% 4.469%
5 6.722 751 754 756 rBV 263305 191117 4.28% 0.785%
6 6.751 756 759 762 rVB 266545 206281 4.62% 0.847%
7 6.845 771 775 778 rBV 369669 329453  7.38% 1.353%
8 6.928 785 789 792 rBV 802531 605777 13.57%  2.488%
9 6.981 795 798 807 rVB 190553 170094 3.81% 0.699%
106 7.492 880 885 888 rVB 2362359 2459131 55.11% 10.102%
11 7.563 894 897 901 rBV 58798 73606 1.65% 0.302%
12 7.922 954 958 962 rBV3 40761 47181 1.06% 0.194%
13 8.110 986 990 996 rBv3 71184 96432 2.16% 0.396%
14 8.210 1003 1007 1010 rBV 1070098 835472 18.72%  3.432%
15 8.357 1029 1032 1040 rBV 65104 67050 1.50% 0.275%
16 8.539 1060 1063 1069 rVB2 93270 93781 2.10% ©.385%
17 8.610 1072 1075 1082 rVB 49338 64143 1.44% 0.263%
18 9.157 1164 1168 1173 rBV 212339 223291 5.00% 0.917%
19 9.286 1183 1190 1193 rBV 4584590 4462462 100.00% 18.331%
20 9.380 1202 1206 1216 rVB 1047999 805889 18.06%  3.310%

21  9.969 1302 1306 1309 rVB 1116493 899979 20.17% 3
22 10.274 1354 1358 1361 rBV2 49994 45978 1.03% ©
23 10.380 1372 1376 1379 rVB 170358 137042 3.07% ©.563%
24 10.669 1422 1425 1427 rBV 174914 132695 2.97% ©
25 10.763 1436 1441 1444 rBV 2975267 2837198 63.58% 11.

26 11.457 1555 1559 1562 rBV 1202810 939485 21.05%  3.859%
27 11.833 1620 1623 1626 rVB 165697 120369 2.70%  ©.494%
28 13.051 1824 1830 1833 rBV 4066992 4167010 93.38% 17.117%
29 14.098 2004 2008 2012 rBV 642578 527085 11.81% 2.165%
30 15.604 2258 2264 2271 rBV 425776 528542 11.84% 2.171%

Sum of corrected areas: 24343891
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF126938.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Cyclopentanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.457  12.07 ng 365596 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 90
2 2-Hexene, (E)- 84 C6H12 004050-45-7 64
3 3-Hexene 84 C6H12 000592-47-2 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): BF126938.D\data.ms (-365) (-) m/z 55.00 100.00%
55.0
84.0
5000 41.0
AAAREEE
‘ ‘ 4.20 4.40 4.60 4.80
0 et el 890 L m/z 8405 45.55%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1584: Cyclopentanone
553.0
28.0
5000 410
o ARAEEEEEEE S
84.0 4.20 4.40 4.60 4.80
m/z 41.05 38.23%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1651: 2-Hexene, (E)-
55.0
o RAEEREERE S
4.20 4.40 4.60 4.80
5000 42.0 m/z 56.10  32.74%
84.0
29.0 69.0
otse AL Al
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1637: 3-Hexene R R R R
55.0 4.20 4.40 4.60 4.80
41.0 m/z 39.05 18.37%
5000 84.0
69.0
27.0 ‘ ‘ ‘
0H“H“H“c“uw}“u‘,‘“‘1H“H“,HH‘H‘H“\ T T T
m/z--> 10 20 30 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_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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.
5.157 4.70 ng 142502 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 50
2 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 42
3 Oxirane-2-carboxylic acid, methy... 102 C4H603 004538-50-5 36
4 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 28
5 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 28
Abundance Scan 488 (5.157 min): BF126938.D\data.ms (-484) (-) m/z 43.05 100.00%
73.1
101.1 4.80 5.00 5.20 5.40
Ol i 820 e m/z 45.10 56.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5407: Ethanol, 2-(1-methylethoxy)-
43.0
5000 \‘\\\\‘\\\\’\\\I\\‘\\\A\‘\
4.80 5.00 5.20 5.40
m/z 59.10 48.19%
Tl seo 7 e
O ‘\\\{‘\\\\“\‘\\\‘!}\\‘\\‘\\“‘\‘\\\‘\\\\‘\\\\“\\\\‘\\\.\‘\\\\‘\\\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #16424: Butanoic acid, 4-methoxy-, methyl ester

45.0
590 L L B L L BN B
4.80 5.00 5.20 5.40
5000 m/z 73.106 21.97%
74.0
27-0 101.0
N 1 . .
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4764: Oxirane-2-carboxylic acid, methyl ester R R ARRRRERREES
43/0 4.80 5.00 5.20 5.40
29.0 710 m/z 41.e5 21.38%
5000
101.0
0 3R . 80
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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.
6.722 6.31 ng 191117 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 72
2 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 53
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 50
4 Ethane, 1l-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 50
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 50

Abundance Scan 754 (6.722 min): BF126938.D\data.ms (-751) (-) m/z 59.10 100.00%

59.1
5000 45.0
103.1

“ Ao 6.40 6.60 6.80 7.00
‘ 1 .

e e et R e e Mz 45,85 47.42%
miz--> 10 20 30 40 50 60 70 80 90 100110120130

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

59.0 LJLV

o

5000 L L R R B R
6.40 6.60 6.80 7.00
a1, 103.0 m/z 103.10  30.76%
ol 120 [ 2 ‘ 130.0
H‘\\H‘\\\\‘H\\‘\H\‘HH‘\H\‘f!H’HH‘\H\‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17322: Dipropylene glycol (isomer 2) kN
59.0
Crpr e e
6.40 6.60 6.80 7.00
5000 m/z 73.05 25.29%
31.0 103.0
ol 280wl e L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)- ““‘H““““H““‘

59.0 6.40 6.60 6.80 7.00
m/z 41.05 23.20%

5000
31.0 103.0
15.0 il Iyl 75.0
T e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

o

8270-BF021622.M Fri Feb 18 14:22:03 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 4
R.T. EstConc Area Relative to ISTD R.T.
6.751 6.81 ng 206281 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 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 56
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 50
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50
Abundance Scan 759 (6.751 min): BF126938.D\data.ms (-756) (-) m/z 59.05 100.00%
59.0
5000 M
41' 103.1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ i 6.40 6.60 6.80 7.00
0 HWHm“‘;mw‘uc;_mMm_m_m m/z 45.05 47.02%
miz--> 20 40 60 80 100 120 140
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 LI LA B L LA BN B
6.40 6.60 6.80 7.00
41. 103.0 m/z 103.10 30.50%
o0 Ll b0 ‘ 130.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 A
Pt ey
6.40 6.60 6.80 7.00
5000 m/z 73.05 26.01%
103.0
31.0
\‘ \‘H‘ ul 75.0
0ty bt e e e
miz--> 20 40 60 80 100 120 140
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)- “‘H‘,““‘H“““‘,
59.0 6.40 6.60 6.80 7.00
m/z 41.10 24.03%
5000
31.0
103.0
oL 150 o | oo

m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 2-Propanol, 1-(2-methoxypro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.845 10.88 ng 329453  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 74
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
4 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64
5 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 50
Abundance Scan 775 (6.845 min): BF126938.D\data.ms (-771) (-) m/z 59.05 100.00%
59.0
5000 M
43,0 6,60 6.80 7.00 7.20
76.0 104.1 . : : : .
0 H‘WHwH“‘JHH_HM‘HWPH‘w,Wusu,wwl??nqw m/z 45.05 13.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 LA L B I LA L
6.60 6.80 7.00 7.20
m/z 43.05 10.75%
31.0 104.0
oL 50 Uyl ) 750 1300
H‘H\\‘H\\‘HH[H\\‘\H\‘H\\‘\\H‘HH’H\\‘HH’HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
6.60 6.80 7.00 7.20
5000 m/z 41.10 9.29%
31.0
ol 180 Tyl 750 1080 4509
A S e s e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 6.60 6.80 7.00 7.20
m/z 73.10 9.03%
5000
310 103.0
oL 120 ‘\u‘ L. 750 119.0134.0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20

8270-BF021622.M Fri Feb 18 14:22:06 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 6
R.T. EstConc Area Relative to ISTD R.T.
6.981 5.62 ng 170094  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 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 64
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
4 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 53
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 50

Abundance Scan 798 (6.981 min): BF126938.D\data.ms (-795) (-) m/z 57.05 100.00%

57.0
5000
41.0
‘ ‘ ‘ 83"1 1119 6.60 6.80 7.00 7.20 7.40
ol S myz 41,85 36.05%
miz-> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 6.60 6.80 7.00 7.20 7.40
83.0 m/z 43.10 27.67%
miz-> 20 40 60 80 100 120 140
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
‘YTY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_Y—TY_\
6.60 6.80 7.00 7.20 7.40
5000 410 m/z 55.10 26.47%
83.0 112.0
0 B O i "~
miz--> 20 40 60 80 100 120 140
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0 6.60 6.80 7.00 7.20 7.40
m/z 56.05 20.32%
5000
41,0
‘ 83.0 JL
ok ‘1‘8"0“\“‘ Al L “1 ey ‘1‘1“2"0‘ e N Y v/
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hexanoic acid, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.563 2.43 ng 73606  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 50
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 50
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 47
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 40
Abundance Scan 897 (7.563 min): BF126938.D\data.ms (-894) (-) m/z 73.00 100.00%

73.0
5000 41.0
101.0

M 7.20 7.40 7.60 7.80
“““‘HM“WMMHM“Huu“““““““““ m/z 88.05 82.62%

0
m/z--> 20 40 60 100 120 140 160
Abundance #24098: Hexan0|c acid, 2-ethyl-
73.0
5000 410 \‘\\\\‘\\/\\\‘\\\\‘\\\\‘\

7.20 7.40 7.60 7.80
m/z 41.85 44.52%
s

101.0
18.0 | ‘ | | 129.0
\\\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9193: Acetic acid, diethyl-
43.0 88.0 vaﬂvhm

720740760780

o

71,0
260 || ‘ \‘
o
miz--> 20 40 60 80 100 120 140 160
Abundance #35335: Heptanoic acid, 2-ethyl- AR A EaasamaE
88.0 7.20 7.40 7.60 7.80

m/z 57.05 39.14%

5000
41.0
H H 7o 158.0
0 ““““‘J“ ”‘JM\‘W‘\\‘u\\\‘\\\\‘\‘\\‘H

m/z--> 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown8.110 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.110 2.31 ng 96432 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 021129-27-1 45
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 43
3 Levomenthol 156 C10H200 002216-51-5 43
4 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 023283-97-8 38
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 38
Abundance Scan 990 (8.110 min): BF126938.D\data.ms (-986) (-) m/z 57.05 100.00%
57.0
41.
5000 95.1
750 A RARERESEREEST U

‘ ‘ H ‘ ‘ 1231 7.80 8.00 8.20 8.40
 E— ‘;“Uwu‘m‘”‘ iy “c it m/z 45.10  86.10%

m/z--> 20 40 60 80 100 120 140

Abundance  #32982: Cyclohexanol, 1-methyl-4-(1-methylethyl)-

71.0
95.0
5000 41.0
7.80 8.00 8.20 8.40
123.0 m/z 41.85 66.69%
0 \1\5\.0’ T H‘\ \‘M‘ T ‘\“!“‘ T !M \“l ‘1“\ \Hr‘“[ T \“\ T T \1\3‘9‘\0\ T
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
 BEEaEE Rt
7.80 8.00 8.20 8.40
5000 m/z 71.10 55.87%
29.0
75.0
o Ml 10001320
miz--> 20 40 60 80 100 120 140
Abundance #32859: Levomenthol
71.0 7.80 8.00 8.20 8.40
41.0 95.0 m/z 95.10  42.06%
5000
123.0
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_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Nonanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.539 2.24 ng 93781 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
4 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 50
5 Hexanoic acid 116 C6H1202 000142-62-1 47
Abundance Scan 1063 (8.539 min): BF126938.D\data.ms (-1060) (-) m/z 59.95 100.00%
60.0
41.0
5000
115.1 R e A RRmas
H | ‘ 87.0 ‘ ‘ 8.20 8.40 8.60 8.80
Ol Ll L wz 73.e5 85.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35298: Nonanoic acid
60.0
41.0
5000 M\\‘\\\\‘\\\\‘\\\\‘
8.20 8.40 8.60 8.80
115.0 m/z 57.05 64.37%
87.0 ‘
0 \1\5\'(‘)\‘!‘\ T “\‘1“‘\‘\ “h ‘\ T U“i‘\ T T \‘\ T \]\-5\‘8‘(\)
miz--> 20 40 60 80 100 120 140 160
Abundance #24058: Octanoic acid
60.0
B ARERREEE RS
8.20 8.40 8.60 8.80
5000 43.0 m/z 41.05  54.69%
85.0
ol 220 UL L 150 o
miz--> 20 40 60 80 100 120 140 160
Abundance #25222: Propanedioic acid, propyl- T AEmmanEEE R
60.0 8.20 8.40 8.60 8.80
m/z 55.05 43.22%
5000
41
L) o
O v b e S R ey

m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF021622.M Fri Feb 18 14:22:21 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Propanoic acid, 2-methyl-, Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.157 4.96 ng 223291  Acenaphthene-di10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 50
2 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 43
3 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 42
4 2-Decanol, 2-methylpropionate 228 C14H2802 1000447-30-4 40
5 Isopropyl butyrate 130 C7H1402 000638-11-9 37

Abundance Scan 1168 (9.157 min): BF126938.D\data.ms (-1164) (-) m/z 71.10 100.00%

71.1
43.1
5000

5000 A e e
8.80 9.00 9.20 9.40

m/z 56.10 34.51%

o 150 | ‘1010 129.0

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

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

Abundance #152680: Sulfurous acid, octyl 2-pentyl ester
71.0

8.80 9.00 9.20 9.40

98.1 RS AR ARER!
“‘ M I “‘ | 1431 1731 8.80 9.00 9.20 9.40
Ol e T T T m/z 43.18 78.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24295: Propanoic acid, 2-methyl-, 2-methylpropyl ester

43.0 71.0

5000 43.0 m/z 83.05 31.63%
113.0
0L bbb sl b 1659, 1950
miz--> 20 40 60 80 100 120 140 160 180
Abundance #24220: Butanoic acid, 2-methylpropy! ester R RARRN RS RS
71.0 8.80 9.00 9.20 9.40

m/z 55.10  25.81%

5000 43.0

‘ . |10L0

I

0 ,

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

8270-BF021622.M Fri Feb 18 14:22:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.380 17.91 ng 805889  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 90
3 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 72
4 Hexestrol 270 C18H2202 000084-16-2 72
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64

Abundance Scan 1206 (9.380 min): BF126938.D\data.ms (-1202) (-) m/z 135.00 100.00%

135.0
5000
AR o
410 95 9.00 9.20 9.40 9.60 9.80
ol L lLb L2089 nyz 1e7.05  45.02%
mlz--> 50 100 150 200 250 300 350
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 \‘\\\\‘\}\\\\’\\\\‘\\\\‘\\
9.00 9.20 9.40 9.60 9.80
m/z 95.10 10.66%
41.0 95‘- N
0\\”\‘\“”‘\‘\“\\“”‘\“i‘\‘\‘[\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #27481: Phenol, p-tert-butyl-
135.0
T
9.00 9.20 9.40 9.60 9.80
5000 m/z 136.05 10.17%
41.0 95'% | ‘
ot b Ay
miz--> 50 100 150 200 250 300 350
Abundance #275036: Hexestrol, O-trifluoroacetyl- AR
135.0 9.00 9.20 9.40 9.60 9.80
m/z 77.10 9.78%
5000
oL 410 910 | 203.0 295.0  366.
e R RRRRNELss s T ]
m/z--> 50 100 150 200 250 300 350 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\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44

Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: 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 12 Cyclopentaneacetic acid, 3-... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.669 2.95ng 132695 Acenaphthene-dle 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
I Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 96
2 Isocitronellol 156 C10H200 018479-52-2 50

3 Cyclohexane, 1,1'-(1,2-ethanediy... 194
4 6-Hydroxy-10a-methyl-4,7-dimethy... 376
5 2,6-Dimethyl-6-nitro-2-hepten-4-one 185

C14H26
C20H2407
C9H15NO03

Abundance Scan 1425 (10.669 min): BF126938.D\data.ms (-1422) (-]
3.0

003321-50-4 47
1798297-60-5 43
073583-56-9 43

m/z 83.05 100.00%

5000
55.0 153.1 SBURI NN
109.0 H 1050 11.00
om‘_Hw‘mJ“w\M“Jw‘“wm‘w‘mwwﬂ??_zmz‘zf?‘?‘ m/z 82.10  23.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106653: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 —— o
156.0 10.50 11.00
55.0 m/z 153.05 23.43%
109.0
0\\\\‘\\\\““\\\H‘\“\m\h\“u‘\\‘m‘\\\\‘\\\\‘\\w‘\“\\\\‘\]-\9\\5‘\0\\\2‘2\6\\()\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32870: Isocitronello
83.0
N -
10.50 11.00
55.0 o
5000 ITI/Z 55.05 22.26%
123.0 156.0
ow_U“‘H‘M_M”lH“,w,w,ml_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69414: Cyclohexane, 1,1'-(1,2-ethanediyl)bis- R P
83.0 10.50 11.00
55.0 m/z 156.10 19.91%
5000
29.0 194.0
B OO 0 0 -~ S IR O ) S U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF021622.M Fri Feb 18 14:22:23 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 13 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.833 2.56 ng 120369  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 98
2 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 46
3 1,3,5-Cycloheptatriene, 2,4-di-t... 232 C17H28 1000160-92-5 44
4 (1R,3aR,5aR,9asS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 38
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 38

Abundance Scan 1623 (11.833 min): BF126938.D\data.ms (-1620) (- m/z 57.10 100.00%

57.1
205.1
5000 175.1
91.0

Ll b kg L Tt s relo
W‘WW\H h‘H\‘M\MMHM‘\‘\‘\1‘\““”\‘MMH”\“\\‘\‘\h\h\\\‘\‘\\‘l\HM\‘H‘HH‘H‘}“ s 20516 65.39%

0
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 11.50 12.00

m/z 55.05 54.51%

91.0
5.0 ‘ ‘ H 261.0
aanaaaay ‘\‘U ‘ W‘ MHM ‘\HH‘\‘““\\‘ MH} Mw HN}H\‘\‘\“H”‘ ‘\‘h‘ , ‘\H\‘ ‘\‘ - ‘H‘h‘ , !\‘ Rans “‘ e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl)
205.0

o

11. 50 12 00
5000 m/z 41.10 51.64%
150.0
430 770 1160 ‘ B
0 ""H‘“‘Mu‘\‘MH“\"”M‘_“M‘1“‘\“lw‘mwh“w‘ ————
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #114100: 1,3,5-Cycloheptatriene, 2,4-di-t-butyl-7,7-dimetl
57.0 11. 50 12 00
175.0 m/z 175.10 47.18%
5000
217.0
91.0
27 ‘ _0 ‘
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021722\
Data File : BF126938.D

Acqg On : 17 Feb 2022 20:44
Operator : CG\JU

Sample : N1573-04

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 4.457 12.1 ng 365596 1 6.928 605777 20.0
Ethanol, 2-(1-m... 5.157 4.7 ng 142502 1 6.928 605777 20.0
2-Propanol, 1-(... 6.722 6.3 ng 191117 1 6.928 605777 20.0
1-Propanol, 2-(... 6.751 6.8 ng 206281 1 6.928 605777 20.0
2-Propanol, 1-(... 6.845 10.9 ng 329453 1 6.928 605777 20.0
1-Hexanol, 2-et... 6.981 5.6 ng 1706094 1 6.928 605777 20.0
Hexanoic acid, 7.563 2.4 ng 73606 1 6.928 605777 20.0
unknown8.110 8.110 2.3 ng 96432 2 8.210 835472 20.0
Nonanoic acid 8.539 2.2 ng 93781 2 8.210 835472 20.0
Propanoic acid,... 9.157 5.0 ng 223291 3 9.969 899979 20.0
Phenol, 4-(1,1-... 9.380 17.9 ng 805889 3  9.969 899979 20.0
Cyclopentaneace.. 10.669 3.0 ng 132695 3 9.969 899979 20.0
7,9-Di-tert-but... 11.833 2.6 ng 120369 4 11.457 939485 20.0

8270-BF021622.M Fri Feb 18 14:22:24 2022

Pag 16



