LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc :

ALS Vvial : 12 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 M\Methods\8270-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36197.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.281 198 203 214 rVB 1010937 1362372 12.08% 2.328%
2 4,922 307 312 319 rBV2 332781 510030 4.52% 0.871%
3 5.322 374 380 384 rBV 101542 152648 1.35% 0.261%
4 5.416 390 396 411 rVB 2063962 2979364 26.41% 5.090%
5 6.475 567 576 585 rBV 379378 557952 4.95% 0.953%
6 6.881 639 645 652 rBV 86174 146906 1.30% 0.251%
7 7.028 664 670 685 rBV 1139824 1820124 16.13% 3.110%
8 7.828 799 806 813 rBV 909837 1445536 12.81% 2.470%
9 7.898 813 818 826 rvVv 122068 201107 1.78% 0.344%
106 8.093 844 851 864 rBV 91718 184511 1.64% 0.315%
11 8.457 906 913 927 rBV 135000 259316 2.30% 0.443%
12 9.004 998 1006 1017 rBV 2652671 4248066 37.65% 7.257%
13 9.569 1095 1102 1109 rBV 171732 271486 2.41% 0.464%
14 9.992 1165 1174 1188 rVB 161761 304077 2.70% 0.519%
15 10.634 1276 1283 1291 rBV 1192534 1966075 17.43%  3.359%
16 11.016 1342 1348 1361 rBV 51087 128800 1.14% 0.220%
17 11.386 1405 1411 1418 rBV2 57992 115139 1.02% 0.197%
18 11.469 1419 1425 1429 rBV 82240 128047 1.13% 0.219%
19 11.598 1440 1447 1465 rVB 343898 730519 6.47% 1.248%
20 13.104 1693 1703 1718 rBV 6096973 9025334 80.00% 15.419%

21 13.333 1734 1742 1749 rBV 1955467 2738541 24.27% 4
22 14.210 1886 1891 1902 rBV 80704 144172 1.28% o
23 14.475 1928 1936 1944 rBV 1608675 2369304 21.00%  4.048%
24 15.963 2183 2189 2204 rBV 4472738 6266051 55.54% 10.
25 16.563 2286 2291 2298 rVB2 77547 125276 1.11% ©

26 17.216 2396 2402 2409 rBV 1864944 2563393 22.72% 4.379%
27 17.886 2511 2516 2521 rVB2 216212 266586 2.36% ©.455%
28 19.845 2843 2849 2855 rBV 9274456 11282244 100.00% 19.275%
29 20.604 2975 2978 2983 rBV = 123318 152593 1.35% 0.261%
30 21.398 3108 3113 3122 rBV 2337274 2982002 26.43% 5.095%

31 23.745 3506 3512 3523 rVB2 1617179 3106134 27.53% 5.307%

Sum of corrected areas: 58533705
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM036197.D\data.ms
8000000
6000000
4000000
9.004
5.416
2000000
4.281 7.028 7.828 10.634
; 4.%2 5320 6.7\175 6.88 7{\8933938.457 9.569 9.992 11.0161 8
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM036197.D\data.ms
19.845
8000000
13.104
6000000
15.963
4000000
2000000 13.333 14.475 17.216
0 14.210 16.563 17?86 20.€
N e L e e L e e e L B B o B B B
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM036197.D\data.ms
8000000
6000000
4000000
21.398
23.745
2000000
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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.
4.281 18.85 ng 13623760  1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 2-Hexene, (E)- 84 C6H12 004050-45-7 64
3 3-Hexene 84 C6H12 000592-47-2 45
4 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 45
5 2(5H)-Furanone 84 C4H402 000497-23-4 40
Abundance Scan 203 (4.281 min): BM036197.D\data.ms (-198) (-) m/z 55.00 100.00%
55.
5000 84.0
R AREEREEREEE L
H 4.00 4.20 4.40 4.60
Ot b 1290 1908 i/ s4.00  48.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1586: Cyclopentanone
55.0
28.0
5000 840 AR
4.00 4.20 4.40 4.60
m/z 41.00 35.72%
\\\\‘\“\‘\\“i“\\\‘\\\\’\‘\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
ST e
4.00 4.20 4.40 4.60
5000 m/z 56.00 31.12%
84.0
29.0
T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1637: 3-Hexene R
55.0 4.00 4.20 4.40 4.60
m/z 39.00 17.45%
5000 84.0
27.0 ‘
mw‘;‘m i A R e e e AR A NABRAREEN
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 4
R.T. EstConc Area Relative to ISTD R.T.
4.922 7.06 ng 510030 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 78
2 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 78
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 56
4 Tetraethylene glycol diethyl ether 250 C12H2605 004353-28-0 53
5 Sulfurous acid, bis(1-methylethy... 166 C6H1403S 004773-13-1 50
Abundance Scan 312 (4.922 min): BM036197.D\data.ms (-307) (-) m/z 43.00 100.00%
3|0
5000 73.0 J\A/L
R RAREERE I
101.0 4.60 4.80 5.00 5.20
C
el PSR 1279 1929 2208 /7 44,95 97.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5406: Ethanol, 2-(1-methylethoxy)-
43.0
5000 L R R I |
4.60 4.80 5.00 5.20
73.0 m/z 73.00 43.20%
’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
45.0
“_‘H‘H“_‘H‘H‘w
4.60 4.80 5.00 5.20
5000 730 m/z 59.00  30.39%
15.0 103.0
R e B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)- TR
45.0 4.60 4.80 5.00 5.20
m/z 41.00  28.54%
5000
73.0
1030
A e R A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1-Hexanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.322 2.11 ng 152648 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 83
2 Formic acid, hexyl ester 130 C7H1402 000629-33-4 78
3 Cyclopropane, propyl- 84 C6H12 002415-72-7 78
4 Hexyl chloroformate 164 C7H13C1l02 006092-54-2 78
5 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 72
Abundance Scan 380 (5.322 min): BM036197.D\data.ms (-374) (-) m/z 56.05 100.00%
56.0
5000 M
S T T
‘ 84.0 128.0 5.00 5.20 5.40 5.60
H\‘\H\H‘HHHH”HMH\‘HH’\\\.\‘\\\\‘\\\\‘%\9\2\-‘9\\\\ m/Z 43.00 55.3900
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4964: 1-Hexanol
56.0
31.0
5000 UL L B R I R B |
5.00 5.20 5.40 5.60
m/z 55.00 54.41%
‘ | 84.0
‘ il 11 It
\\\‘\\\\ \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
AR
5.00 5.20 5.40 5.60
5000 m/z 41.00 48.26%
31.0 84.0
B L R R o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1678: Cyclopropane, propyl- AR ERRRRARRERERR:
56.0 5.00 5.20 5.40 5.60
m/z 42.00 37.98%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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-butoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.475 7.72 ng 557952  1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 Propane, 2,2'-[ethylidenebis(oxy... 146 C8H1802 004285-59-0 50
3 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 50
4 Propane, 1,1'-[ethylidenebis(oxy... 146 C8H1802 000105-82-8 50
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 47
Abundance Scan 576 (6.475 min): BM036197.D\data.ms (-567) (-) m/z 44.95 100.00%
45.0,
5000 87.1 /\
A S AAREEEEIEN TS
ML 6.20 6.40 6.60 6.80
oL MLl u i 11701468176.92069 282 1/, 57.65 94.50%
miz--> 50 100 150 200 250
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
5000
87.0 6.20 6.40 6.60 6.80
m/z 41.00 44 .,52%
15 “ H‘\ il 117.0
T T T \ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
45.0
A AAREEREEESS
6.20 6.40 6.60 6.80
5000 87.0 m/z 87.10 41.29%
131.0
s T —— T
m/iz--> 50 100 150 200 250
Abundance #4886: Formic acid, 1-methylpropyl ester
45.0 6.20 6.40 6.60 6.80
m/z 56.05 33.69%
- J\M
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Hexanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.881 2.03 ng 146906 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Octanoic acid 144 C8H1602 000124-07-2 74
3 Pentanoic acid 102 C5H1002 000109-52-4 72
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
5 Heptanoic acid 130 C7H1402 000111-14-8 56
Abundance Scan 645 (6.881 min): BM036197.D\data.ms (-639) (-) m/z 59.95 100.00%
60.0
5000 J\\/\
ST
‘ 6.60 6.80 7.00 7.20
i 8o 1410 1909 2670 723 00 46.63%
miz-> 50 100 150 200 250
Abundance #9148: Hexanoic acid
60.0
5000 L L B L BN LR
27.0 6.60 6.80 7.00 7.20
m/z 41.00  28.73%
T T “\‘ HH “‘H W‘ T ‘\99‘.()\ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
60.0
A RaEEE S L
6.60 6.80 7.00 7.20
5000 270 m/z 43.00 18.83%
101.0
144.0
e — T
miz--> 50 100 150 200 250
Abundance #4772: Pentanoic acid AR
60.0 6.60 6.80 7.00 7.20
m/z 44.95 17.25%
5000
27.0
Tl e
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 7
R.T. EstConc Area Relative to ISTD R.T.
7.898 2.78 ng 201107 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 2-Propyl-1-pentanol, chlorodiflu. 242 C1OH17C1F202  1000447-27-3 53
4 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 47
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47

Abundance Scan 818 (7.898 min): BM036197.D\data.ms (-813) (-) m/z 57.05 100.00%

57.0
5000 WJL
830 L LA R L I B B R R
‘ ‘ ‘ 121 7.60 7.80 8.00 8.20
el 11221850 1928 0 41 00 37.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 LA L L B LA R
7.60 7.80 8.00 8.20
20.0 83.0 m/Z 43.00 33.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
A Ra e AR aRE T
7.60 7.80 8.00 8.20
5000 m/z 55.00 28.37%
29.0 83.0
112.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #125243: 2-Propyl-1-pentanol, chlorodifluoroacetate R A RARAREa RE
57.0 7.60 7.80 8.00 8.20
m/z 70.05 20.43%
5000
84.0
90, || w0 g
H“H“_“w"H“H“H“_‘H“H“H“_“w“u R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Heptanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.457 3.59 ng 259316 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 91
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59
3 Hexanoic acid 116 C6H1202 000142-62-1 56
4 Pentanoic acid 102 C5H1002 000109-52-4 53
5 Octanoic acid 144 C8H1602 000124-07-2 45
Abundance Scan 913 (8.457 min): BM036197.D\data.ms (-906) (-) m/z 60.00 100.00%
60.0
5000 JL
S RAREEGEEE NS
I POLO 1510 8.20 8.40 8.60 8.80
et AL 13401649 2079 28LU L 75 95 54.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15392: Heptanoic acid
60.0
5000 L L L LA LR I
8.20 8.40 8.60 8.80
970 m/z 41.05 34.04%
’ 01.0
\H‘\UH“‘\‘H‘W‘\{ \‘W}\:l\\“H\\]‘-:\3\0\\'9\\\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
60.0
S RARRN AR
8.20 8.40 8.60 8.80
5000 m/z 43.00 32.16%
27.0
100.0
T e e e T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9148: Hexanoic acid R R REEAT T
60.0 8.20 8.40 8.60 8.80
m/z 54.95  27.28%
- i M\L
0 e AR
m/z--> 20 40 60 80 100120140160180200220240260280 8.20 8.40 8.60 8.80

8270-BM080122.M Fri Aug 12 04:10:42 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Octanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.992 3.09 ng 304077 Naphthalene-d8 10.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 91
2 Hexanoic acid 116 C6H1202 000142-62-1 60
3 Nonanoic acid 158 C9H1802 000112-05-0 50
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 43
Abundance Scan 1174 (9.992 min): BM036197.D\data.ms (-1165) (-) m/z 59.95 100.00%
60.0
5000 /\\N
101.0 .
L if 184 ‘ 135.9 206.9 280.¢ e
ol MLl L2955 2 B0 m/z 73.e0  73.13%
miz--> 50 100 150 200 250
Abundance #24056: Octanoic acid
60.0
5000 R
10.00
101.0 9%
29.0 ‘ m/z 43.00 43.97
T \H\ W“H“ ‘\‘\““‘\ T \‘\ \14\.4‘0\ L B S S B B e
miz--> 50 100 150 200 250
Abundance
60.0
——
10.00
5000 m/z 41.00 36.14%
27.0
99.0
e e — — —
m/iz--> 50 100 150 200 250
Abundance #35300: Nonanoic acid —
60.0 10.00
m/z 55.00 34.20%
5000
115.0
29.0 ‘
T L T L
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1
R.T. EstConc Area Relative to ISTD R.T.

13.333  23.12 ng 2738540  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 86
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 80
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
5 Hexestrol, O-(n-propyloxycarbonyl)- 356 C22H2804 1000487-65-1 64

Abundance Scan 1742 (13.333 min): BM036197.D\data.ms (-1734) (- | m/z 135.00 100.00%

135.0
5000
‘ —

I
41.0 95.0 164.1 13.00 13.50
| 208.0 266.9

Obrrpreredretpte bbb b d i b 20802669 7 107.00  39.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 Y| G

13.00 13.50
m/z 94.95 9.75%

164.0
41.0 ‘gﬁ'o L
1Ll L ) TR PR |
H\‘HH‘\H\’\\H‘HH‘HH‘\H\‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
135.0
—

T ‘
13.00 13.50

5000 ITI/Z 136.00 9.70%
a10 B0
T T T P e T T T T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27479: Phenol, m-tert-butyl- T T
135.0 13.00 13.50
m/z 76.95 9.01%
5000
41.0 95.0‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.886 2.08 ng 266586  Phenanthrene-di10 17.215
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 50
3 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 46
4 Benzenamine, N,N-diethyl-4-(2-ni... 220 C12H16N202 064462-51-7 38
5 1,3-Pentadiene, 1,1-diphenyl-, (Z)- 220 C17H16 015295-31-5 38
Abundance Scan 2516 (17.886 min): BM036197.D\data.ms (-2511) (- | m/z 57.05 100.00%
57.0 205.0
5000 175.0
91.0
261.1 M T
‘ | h HﬁZS-O 17.50 18.00
‘MQMNWW“NMMWWN m/z 205.00  91.93%
miz--> 50 100 150 200 250
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
205.0
5000 - L
175.0 17.50 18.00
] m/z 217.10  65.30%
| 135.0 ‘ H 2610
e ‘\H\‘ \‘L Hi““\““”““‘”M\H‘ H‘\H\\‘H\M‘\m\Wd‘w\h‘ ‘}”w ‘\M‘ i “\‘ ’ ‘\ ——
miz-> 50 100 150 200 250
Abundance
205.0
— e
17.50 18.00
5000 m/z 55.00 58.96%
150.0
430 770 1160
e e T
miz--> 50 100 150 200 250
Abundance #98932: 2,5-di-tert-Butyl-1,4-benzoquinone — —
205.0 17.50 18.00
163 m/z 175.00 51.10%
5000
67.0
121.7
N‘k‘h‘ — e L s
m/z--> 50 100 150 200 250 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36197.D

Acqg On : 10 Aug 2022 18:09
Operator : CG/JU

Sample : N3972-06

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 4.281 18.9 ng 1362370 1 7.834 1445540 20.0
Ethanol, 2-(1-m... 4.922 7.1 ng 510030 1 7.834 1445540 20.0
1-Hexanol 5.322 2.1 ng 152648 1 7.834 1445540 20.0
2-Propanol, 1-b... 6.475 7.7 ng 557952 1 7.834 1445540 20.0
Hexanoic acid 6.881 2.0 ng 146906 1 7.834 1445540 20.0
1-Hexanol, 2-et... 7.898 2.8 ng 201107 1 7.834 1445540 20.0
Heptanoic acid 8.457 3.6 ng 259316 1  7.834 1445540 20.0
Octanoic acid 9.992 3.1 ng 304077 2 10.634 1966080 20.0
Phenol, 4-(1,1-... 13.333 23.1 ng 2738540 3 14.475 2369300 20.0
7,9-Di-tert-but... 17.886 2.1 ng 266586 4 17.215 2563390 20.0
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