LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BM101223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@42332.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.258 8 12 22 rVvB 41288 61321 0.99% 0.104%
2 3.369 28 31 32 rBvV 35773 33644 0.54% 0.057%
3 3.399 32 36 48 rVW 478803 604014 9.77% 1.022%
4 3.499 506 53 59 rVB4 7280 11805 0.19% 0.020%
5 3.722 87 91 98 rVB 23972 33779 ©0.55% 0.057%
6 3.810 102 106 117 rBV2 301256 578682 9.36% 0.979%
7 4.005 133 139 146 rVB 42552 66712 1.08% 0.113%
8 4.099 150 155 163 rVB 88164 130776  2.12% 0.221%
9 4.234 174 178 181 rBV3 7443 11553 0.19% 0.020%
10 4.275 181 185 190 rVB2 19448 26759 0.43% 0.045%
11  4.381 198 203 212 rVW 113014 168409 2.73% 0.285%
12 4.457 212 216 221 rVV3 17331 26512 0.43% 0.045%
13 4.505 221 224 230 rVB6 7573 12770 0.21% 0.022%
14 4.569 230 235 241 rBV 157502 208322 3.37% 0.352%
15 4.640 242 247 255 rVB 108073 141417  2.29% 0.239%
16 5.028 306 313 322 rBV 264944 383557 6.21% 0.649%
17 5.540 398 400 408 rVB3 7522 11461 0.19% 0.019%
18 5.646 413 418 420 rBv2 4203 7456 0.12% 0.013%
19 5.910 458 463 470 rVB2 24360 34069 0.55% 0.058%
20 6.963 637 642 649 rVB6 8031 15973 0.26% 0.027%
21 7.157 669 675 685 rBV 273337 418321 6.77% 0.708%
22 7.351 701 708 718 rBV 991456 1495696 24.20% 2.530%
23 7.534 732 739 747 rBV 864967 1370319 22.18% 2.318%
24 8.010 812 820 830 rBV 708530 1125025 18.21% 1.903%
25 8.551 906 912 919 rBvVS8 3475 7603 0.12% 0.013%
26 8.716 933 940 956 rBV 722448 1113031 18.01% 1.883%
27 8.863 959 965 969 rBvV2 23862 38639 0.63% 0.065%
28 9.210 1016 1024 1034 rBV 1135273 1838633 29.75% 3.110%
29 9.375 1048 1052 1057 rVB3 6521 9669 0.16% 0.016%
30 9.434 1057 1062 1069 rVB3 6994 16274 0.26% 0.028%
31 9.922 1137 1145 1158 rBV 916050 1447677 23.43% 2.449%
32 10.045 1159 1166 1171 rVB4 8863 19718 0.32% 0.033%
33 10.098 1171 1175 1179 rBV6 8260 12614 0.20% 0.021%
34 10.281 1202 1206 1212 rBV6 3852 7626 0.12% 0.013%

3.

35 10.445 1226 1234 1244 rBV 1155549 1916813 31.02%

36 10.834 1292 1300 1308 rBV 1053736 1673802 27.09%  2.831%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BM101223.MA.M
Title : SVOA CALIBRATION
37 10.992 1318 1327 1343 rBV 986311 1612064 26.09% 2.727%
38 11.322 1377 1383 1388 rBV 77751 122829 1.99% 0.208%
39 11.386 1388 1394 1410 rVB 110564 190154 3.08% 0.322%
40 11.575 1422 1426 1432 rBV5 10601 22960 0.37% 0.039%
41 11.657 1436 1440 1445 rVB5 6726 12895 0.21% 0.022%
42 12.410 1564 1568 1575 rVB2 19310 31229 0.51% 0.053%
43 12.539 1584 1590 1594 rBV5 5185 9444 0.15% 0.016%
44 12.975 1659 1664 1669 rBV6 4358 7320 0.12% 0.012%
45 13.498 1747 1753 1762 rVB 32700 55109 ©0.89% 0.093%
46 13.622 1767 1774 1778 rVV8 5112 7761 0.13% 0.013%
47 13.722 1787 1791 1796 rBV5 5267 7290 0.12% 0.012%
48 14.069 1843 1850 1860 rVV 2440411 3250679 52.60% 5.499%
49 14.357 1892 1899 1909 rBV 2565523 3754018 60.75% 6.350%
50 14.651 1943 1949 1960 rBV 1572963 2244402 36.32% 3.797%
51 14.863 1979 1985 1998 rBV 229187 367252 5.94% 0.621%
52 15.016 2009 2011 2014 rBvV3 5414 7090 0.11% 0.012%
53 15.386 2068 2074 2078 rVB7 4136 8615 ©0.14% 0.015%
54 15.445 2078 2084 2090 rBV5 17665 35026 ©.57% 0.059%
55 15.645 2111 2118 2124 rBV 3452605 4765226 77.11% 8.061%
56 15.704 2124 2128 2133 rVV3 24412 36441 0.59% 0.062%
57 15.769 2133 2139 2154 rVV 1369376 1757980 28.45% 2.974%
58 15.880 2154 2158 2162 rVB3 14702 21162 0.34% 0.036%
59 17.074 2356 2361 2367 rBvVS8 3787 7660 0.12% 0.013%
60 17.192 2375 2381 2388 rBV7 5005 8581 0.14% 0.015%
61 17.404 2410 2417 2427 rBV 1910446 2627679 42.52% 4.445%
62 17.504 2427 2434 2446 rBV 4015193 5342972 86.46% 9.038%
63 18.033 2518 2524 2531 rBV9 8310 14900 0.24% 0.025%
64 18.245 2555 2560 2572 rBV 103118 147851 2.39% 0.250%
65 18.345 2572 2577 2582 rVB 17850 27459 0.44% 0.046%
66 18.921 2669 2675 2680 rBV9 4331 7216 0.12% 0.012%
67 19.351 2744 2748 2753 rBV2 36340 50137 ©0.81% 0.085%
68 19.421 2754 2760 2765 rVV2 44060 81590 1.32% 0.138%
69 19.521 2770 2777 2783 rBV2 64006 92558 1.50% 0.157%
70 19.662 2798 2801 2804 rBV 15132 14967 0.24% 0.025%

71 19.792 2817 2823 2832 rBV 4550668 6179520 100.00% 10.453%

72 20.009 2858 2860 2864 rVB3 8820 8576 0.14% 0.015%
73 21.239 3065 3069 3075 rBV2 56637 100015 1.62% ©.169%
74 21.445 3101 3104 3107 rBV2 42484 45074 0.73% 0.076%
75 21.580 3122 3127 3134 rBV 2171178 2675254 43.29%  4.525%

76 23.892 3513 3520 3534 rVB2 2942513 5682133 91.95% 9.612%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BM101223.MA.M
Title : SVOA CALIBRATION
77 24.050 3540 3547 3556 rBV 1301404 2595465 42.00%  4.390%

Sum of corrected areas: 59117004
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM042332.D\data.ms
4000000
3000000
2000000
9.210 10.445_L
7.3 9.922 0: 3492
1000000 7534 cot0 8716
3.810 5.028 7.15
0}%@?\@@%&0 | 55426.910 6.963| 8.5518.863 8 11%??%657
\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\ T
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11. 50
Abundance TIC: BM042332.D\data.ms
19.792
4000000 17.504
15.645
3000000
14.0&6'357
2000000 17.404
14.651
15.769
1000000
4.863 L—
oL 1214188912.075 13148722 ' 15.01 6553845794880 1710702 18. é&ﬁ%ﬁs 18. 92119@3@6& 0009
I e e e e e e B B e R B e e e R e e e e e Sl BN
Time--> 12.00 1250 13.00 13 50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18. 50 19. 00 19. 50 20.00 20.50
Abundance TIC: BM042332.D\data.ms
4000000
23.892
3000000
21.580
2000000
24.050
1000000
21.23A
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
Quant Title : SVOA 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 Isobutyl acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.099 2.32 ng/ul 130776 1,4-Dichlorobenzene-d4 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 64
2 Isobutyl acetate 116 C6H1202 000110-19-0 64
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
4 Isobutyl acetate 116 C6H1202 000110-19-0 50
5 Isobutyl acetate 116 C6H1202 000110-19-0 45
Abundance Scan 155 (4.099 min): BM042332.D\data.ms (-150) (-) m/z 43.05 100.00%

43.0
5000

‘ 380400420440
[

ob— ‘;‘u o 1189 2080 2804 ./, se.10  26.55%
miz--> 50 100 150 200 250
Abundance #9157: Isobutyl acetate
43.0
5000 H\‘HH‘H/\\T‘HH‘HH

3.80 4.00 4.20 4.40
m/z 73.05 17.32%

‘ 73.0
0 A ‘\‘” T o \“ T ‘1;6\0\ L L B B B B B B B
miz-> 50 100 150 200 250
Abundance #9159: Isobutyl acetate

43.0

3.80 4.00 4.20 4.40

5000 m/z 41.05 13.71%
‘ 73.0
miz--> 50 100 150 200 250
Abundance #9201: Acetic acid, butyl ester R ARARERNS RS
43.0 3.80 4.00 4.20 4.40

m/z 39.00 7.49%

5000
73.0
140) | ||| 1uso

L e e s
miz--> 50 100 150 200 250 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
Quant Title : SVOA 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 Propanoic acid, 2-methyl-, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.381 2.99 ng/ul 168409 1,4-Dichlorobenzene-d4 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 53
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 50
5 2,3-Hexanedione 114 C6H1002 003848-24-6 50
Abundance Scan 203 (4.381 min): BM042332.D\data.ms (-198) (-) m/z 43.05 100.00%
3.0
5000
‘ 89.0 4.00 4.20 4.40 4.60 4.80
Ol 21892080 281U sz 7110 32.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 \‘\\/\\‘\‘\/\\H‘HH‘HH‘H
4.00 4.20 4.40 4.60 4.80
m/z 41.05 23.08%
89.0
O \H‘\‘H\“‘NH\"\\\‘\‘\i‘\\‘H\‘\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester
43.0
RN EanaEas o)
4.00 4.20 4.40 4.60 4.80
5000 89.0 m/z 39.00 8.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester R A REAR SRR
43.0 4.00 4.20 4.40 4.60 4.80
m/z 89.05 7.72%
5000
om‘“:u““:‘Hm,"H_“H‘m‘H‘:w‘,‘m,"H_HWWWW,H V—&L
m/z--> 20 40 60 80 100120140160180200220240260280 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
Quant Title : SVOA 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 Propanoic acid, propyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.569 3.70 ng/ul 208322 1,4-Dichlorobenzene-d4 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 56
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 45
Abundance Scan 235 (4.569 min): BM042332.D\data.ms (-230) (-) m/z 57.10 100.00%
57.1
5000 A\
A RERE EEESs S
M 87.0 4.20 4.40 4.60 4.80
obdbpd L0 1470 2080 2810 /7 75,05  35.67%
miz-> 50 100 150 200 250
Abundance #9259: Propanoic acid, propyl ester
57.0
5000 T T T T T
27,0 4.20 4.40 4.60 4.80

m/z 43.10 23.16%

87.0
T T “}‘ ‘ ‘H\ T ! T ‘\ ‘ 1\]-7\-0\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #9263: Propanoic acid, propyl ester

57.0

4.20 4.40 4.60 4.80

o

5000 m z 41.10 14.76%
27,0
‘ 87.0
o- ““‘m”_ e
miz--> 50 100 150 200 250
Abundance #9262: Propanoic acid, propyl ester R e e R R R
57.0 4.20 4.40 4.60 4.80

m/z 42.05 9.70%

5000

e
i A

m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
Quant Title : SVOA 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 Acetic acid, butyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.640 2.51 ng/ul 141417 1,4-Dichlorobenzene-d4 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 53
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 40
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 40
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 28
Abundance Scan 247 (4.640 min): BM042332.D\data.ms (-242) (-) m/z 43.05 100.00%
3.0
5000
L 73"0 4.40 4.60 4.80 5.00
Ol b 2150 1658 2079 sz s6.e5  35.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9201: Acetic acid, butyl ester
43.0
5000 \\\\‘\\\\A‘\\\\‘\\\\‘\\\
4.40 4.60 4.80 5.00
73.0 m/z 41.10 17.59%
15.0 ‘ | ‘
0 \\‘\‘\‘M‘H"HH‘\“\\‘\\‘H:\lwo‘lwlwou‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9208: Acetic acid, butyl ester
43.0

4.40 4.60 4.80 5.00

5000 ITI/Z 73.05 14.82%
73.0
0 ;
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9207: Acetic acid, butyl ester R RREEASEEE TSRS
43.0 4.40 4.60 4.80 5.00

m/z 61.00 14.68%
5000

73.0

15.0 101.0
0 ‘Hw“:“w,“m“““‘H‘wHH‘HH“m“m‘mwm‘m‘ P .

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
Quant Title : SVOA 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 Isopropyl butyrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.028 6.82 ng/ul 383557 1,4-Dichlorobenzene-d4 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 90
4 Isopropyl butyrate 130 C7H1402 000638-11-9 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
Abundance Scan 313 (5.028 min): BM042332.D\data.ms (-306) (-) m/z 43.05 100.00%
43.0
71.1
5000
‘ 480500520540
115.1 . : : .
Ol L 2 2089 s 7110 67.e4%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15396: Isopropyl butyrate
43.0
710
5000 L B I L LI LN B
4.80 5.00 5.20 5.40
m/z 41.05 30.27%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15398: Isopropyl butyrate
43.0
R ERRNEERREE Sy
71.0 4.80 5.00 5.20 5.40
5000 m/z 89.10 24.02%
“ 115.0
(o} HwHm_H“HH,‘wwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15400: Isopropy! butyrate R  EAmaEEEE
43.0 4.80 5.00 5.20 5.40
m/z 42.05 12.44%
71.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
Quant Title : SVOA 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-Propanol, 2,2'-oxybis- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.386 2.27 ng/ul 190154  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 78
2 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 ©029911-28-2 78
3 2,4-Diethyl-6-methyl-1,3,5-trioxane 160 C8H1603 117888-04-7 78
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 74
Abundance Scan 1394 (11.386 min): BM042332.D\data.ms (-1388) (- | m/z 59.10 100.00%
59.1
5000 M
103.1 — P
H ‘ ‘ 60 11.00 11.50
ol 19802090 28LOC 4505 25.92%
miz-> 50 100 150 200 250
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0
5000 ]\ e
11.00 11.50
1030 m/z 57.05 24.16%
Aol
0 T T “\ ‘\H‘ ‘ H} 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  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
- A,
11.00 11.50
5000 m/z 41.10 22.97%
103.0
20 || o
L | vt — —
miz--> 50 100 150 200 250 AL
Abundance #36693: 2,4-Diethyl-6-methyl-1,3,5-trioxane = e
59.0 11.00 11.50
m/z 103.05  22.28%
5000
29.0‘ ‘ 103.0 M
I N S N [ E— LN
m/z--> 50 100 150 200 250 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42332.D

Acqg On : 17 Oct 2023 22:04
Operator : MA/JU

Sample : 04885-01 10X

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
Quant Title : SVOA 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|
Isobutyl acetate 4 2.3 ng/ul 130776 1 8.010 1125030 20.
Propanoic acid,... 4 3.0 ng/ul 168409 1 8.010 1125030 20.
Propanoic acid,... 4.569 3.7 ng/ul 208322 1 8.010 1125030 20.
Acetic acid, bu... 4 2.5 ng/ul 141417 1 8.010 1125030 20.
Isopropyl butyrate 5 6.8 ng/ul 383557 1 8.010 1125030 20.
1-Propanol, 2,2... 11. 2.3 2 0

ng/ul 190154 .834 1673800 20.
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