LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator : JU

Sample - K4895-20

Misc :

ALS Vial : 54 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.163 27 30 39 rvB 53048 76179 1.60% 0.119%
2 3.275 45 49 50 rBV 88462 103110 2.16% 0.162%
3 3.304 50 54 69 rvv 2793005 3541383 74.15% 5.550%
4 3.404 69 71 83 rvB2 23635 43102 0.90% 0.068%
5 3.610 103 106 111 rVB 22432 30726 0.64% 0.048%
6 3.669 112 116 122 rBvV 74072 97908 2.05% 0.153%
7 3.728 122 126 132 rBV 314152 377827 7.91% 0.592%
8 3.916 151 158 165 rVvB4 38794 78629 1.65% 0.123%
9 3.987 166 170 178 rVB2 95461 147662 3.09% 0.231%
10 4.151 194 198 206 rVB 48235 68026 1.42% 0.107%

11 4.269 213 218 225 rBV 662226 859930 18.01% 1.348%
12 4.334 225 229 239 rVB2 82575 120344 2.52% 0.189%
13 4.446 243 248 256 rBV 905605 1182618 24.76% 1.853%
14 4.510 256 259 265 rVB 49271 70792 1.48% 0.111%
15 4.898 317 325 335 rBV 1120640 1499393 31.39% 2.350%

16 4.987 336 340 348 rvB2 19715 34181 0.72% 0.054%
17 5.316 391 396 400 rvB2 9600 17950 0.38% 0.028%
18 5.393 405 409 415 rBvV 40124 58903 1.23% 0.092%
19 5.451 415 419 428 rVB 29590 60423 1.27% 0.095%
20 5.604 441 445 451 rVB2 9765 15517 0.32% 0.024%
21 5.663 451 455 461 rBvY 13031 20435 0.43% 0.032%
22 5.757 466 471 477 rVwV 158212 221396 4.64% 0.347%
23 5.822 477 482 488 rVB 35984 55329 1.16% 0.087%
24 6.798 640 648 655 rBv2 15383 40120 0.84% 0.063%
25 6.892 659 664 670 rvv 24417 37876 0.79% 0.059%
26 6.969 670 677 685 rvv2 261764 496333 10.39% 0.778%
27 7.028 685 687 691 rVB 24148 27759 0.58% 0.044%
28 7.128 698 704 712 rBV 674833 1083501 22.69% 1.698%
29 7.192 712 715 722 rVB 34631 52213 1.09% 0.082%

30 7.334 732 739 748 rVvV 841431 1301359 27.25% 2.039%

31 7.451 750 759 766 rVB 76071 125120 2.62% 0.196%
32 7.798 811 818 826 rBV 861168 1338603 28.03% 2.098%
33 7.869 826 830 833 rvv 21039 32402 0.68% 0.051%
34 7.916 833 838 846 rVvB 48179 80313 1.68% 0.126%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator : JU

Sample - K4895-20

Misc :

ALS Vial : 54 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_M
Title = SVOA CALIBRATION

35 8.151 873 878 880 rBvV 26198 41331 0.87% 0.065%
36 8.298 897 903 906 rBV3 9218 14757 0.31% 0.023%
37 8.345 906 911 919 rvv3 7807 19743 0.41% 0.031%
38 8.439 922 927 932 rVvv2 19590 32131 0.67% 0.050%
39 8.504 932 938 947 rvVv 705529 1135737 23.78% 1.780%
40 8.616 951 957 965 rvB2 22501 51657 1.08% 0.081%
41 8.757 974 981 985 rBV 11625 21416 0.45% 0.034%
42 8.804 985 989 995 rvB2 11075 17806 0.37% 0.028%
43 8.904 1000 1006 1008 rBV2 22494 33815 0.71% 0.053%
44 8.951 1008 1014 1026 rVB 896567 1473387 30.85% 2.309%
45 9.075 1031 1035 1041 rvv2 18125 30775 0.64% 0.048%
46 9.134 1041 1045 1055 rvvs8 5550 16857 0.35% 0.026%
47 9.233 1058 1062 1070 rvVvB2 10127 17310 0.36% 0.027%
48 9.392 1085 1089 1092 rBV 16322 26014 0.54% 0.041%
49 9.428 1092 1095 1100 rvVv 23604 34107 0.71% 0.053%
50 9.486 1100 1105 1113 rVB 42267 65307 1.37% 0.102%
51 9.669 1130 1136 1145 rBV 733019 1229890 25.75% 1.927%
52 9.845 1161 1166 1173 rVB2 13307 20894 0.44% 0.033%
53 9.992 1186 1191 1199 rVvv3 41965 74694 1.56% 0.117%

54 10.210 1220 1228 1239 rVV 1210219 1997977 41.83% 3.131%
55 10.586 1283 1292 1298 rVV 1245418 2079535 43.54% 3.259%

56 10.639 1298 1301 1308 rVV 90604 140970 2.95% 0.221%
57 10.722 1308 1315 1327 rVV 973113 1702990 35.66% 2.669%

58 10.810 1327 1330 1336 rVB4 10218 14943 0.31% 0.023%
59 11.245 1400 1404 1410 rVB3 7632 14017 0.29% 0.022%
60 11.380 1423 1427 1432 rBvV4 9489 17090 0.36% 0.027%
61 11.504 1441 1448 1454 rBV2 7769 14262 0.30% 0.022%
62 12.174 1559 1562 1568 rVB 17150 26652 0.56% 0.042%

63 12.251 1568 1575 1582 rVB 64875 100693 2.11% 0.158%
64 12.469 1603 1612 1618 rBV 78432 131713 2.76% 0.206%

65 13.269 1745 1748 1753 rVB2 11262 17922 0.38% 0.028%
66 13.610 1798 1806 1811 rBV3 12476 29613 0.62% 0.046%
67 13.757 1820 1831 1836 rBV2 24482 48149 1.01% 0.075%

68 13.845 1836 1846 1850 rVV 2193959 3090204 64.70% 4.843%
69 13.886 1850 1853 1863 rVV 1084543 1491118 31.22% 2.337%
70 13.992 1865 1871 1874 rVV3 15563 26577 0.56% 0.042%
71 14.127 1887 1894 1903 rVB 2514322 3648488 76.39% 5.718%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator : JU

Sample - K4895-20

Misc :

ALS Vial : 54 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_M
Title = SVOA CALIBRATION

72 14.339 1925 1930 1935 rVB5 11984 19569 0.41% 0.031%
73 14.433 1938 1946 1955 rVV 1951026 2876601 60.23% 4._.508%
74 14.498 1955 1957 1964 rVB3 19689 27771 0.58% 0.044%
75 14.627 1973 1979 1989 rBV 205150 344296 7.21% 0.540%
76 14.851 2009 2017 2021 rVB6 27130 48778 1.02% 0.076%
77 14.910 2021 2027 2030 rBV5 10617 14851 0.31% 0.023%
78 15.039 2044 2049 2056 rBV5 5651 14095 0.30% 0.022%

79 15.204 2070 2077 2083 rBV 71234 132233 2.77% 0.207%
80 15.427 2108 2115 2121 rBV 3086447 4441212 92.99% 6.960%

81 15.474 2121 2123 2128 rVB2 19339 24283 0.51% 0.038%
82 15.539 2128 2134 2141 rBV 723482 990352 20.74% 1.552%
83 15.604 2141 2145 2149 rVV3 12442 22636 0.47% 0.035%
84 15.663 2149 2155 2164 rVB2 38211 65630 1.37% 0.103%
85 16.210 2243 2248 2254 rVV4 11668 22013 0.46% 0.034%
86 16.957 2370 2375 2378 rVVv4 8868 16783 0.35% 0.026%

87 17.174 2405 2412 2418 rBV2 2020794 2895000 60.62% 4_537%
88 17.274 2422 2429 2439 rBV 3273674 4722247 98.88% 7.401%

89 17.409 2448 2452 2459 rBV6 10556 19640 0.41% 0.031%
90 17.539 2469 2474 2479 rBV2 14928 26387 0.55% 0.041%
91 17.845 2521 2526 2531 rBV5 17165 24985 0.52% 0.039%
92 18.068 2559 2564 2571 rBV 152034 202051 4.23% 0.317%
93 19.198 2752 2756 2759 rBV 40441 55920 1.17% 0.088%
94 19.351 2778 2782 2791 rBV3 48107 76521 1.60% 0.120%
95 19.450 2795 2799 2803 rVV 31827 45329 0.95% 0.071%

96 19.562 2812 2818 2826 rBV 3605036 4775943 100.00% 7.485%
97 21.062 3070 3073 3080 rBV 226122 268403 5.62% 0.421%
98 21.350 3117 3122 3135 rBV 1770217 2426522 50.81% 3.803%
99 23.468 3475 3482 3496 rVB 2221393 4321304 90.48% 6.772%
100 23.609 3500 3506 3524 rVB 1311329 2539484 53.17% 3.980%

Sum of corrected areas: 63808742

SOM-EPA-BM092719MA_.M Thu Oct 03 18:13:41 2019 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator :© JU

Sample - K4895-20

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM022908.D
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Abundance TIC: BM022908.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator :© JU

Sample - K4895-20

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Propanoic acid, 1-methyleth... Concentration Rank 4

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

3.73 5.65 ng/ul 377827 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 1l-methylethyl ester 116 C6H1202 000637-78-5 83
2 Propanoic acid, l-methylethyl ester 116 C6H1202 000637-78-5 78
3 Propanoic acid, l-methylethyl ester 116 C6H1202 000637-78-5 72
4 Propanoic acid, l-methylethyl ester 116 C6H1202 000637-78-5 42
5 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 17

Abundance Scan 126 (3.728 min): BM022908.D (-122) (-) m/z 57.05 100.00%
g7
43
5000
75
101 340 3.60 3.80 4.00
0 et B8 o m/z 43.05  62.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7968: Propanoic acid, 1-methylethyl ester
57
43
5000 29
3.40 3.60 3.80 4.00
15 75 m/z 75.10 26.65%
| 101
0 "h‘“ HRSURIRE §7"J"%%?"' L UL LY S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
4s 340 360 380 400
5000 m/z 41.05 19.02%
29
75
gg 101
e L L I S S S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7967: Propanoic acid, 1-methylethy! ester
57 3.40 3.60 3.80 4.00
m/z 59.10 9.56%
5000 43
75
29
101
ol 12 L‘ A | 8 | 116
m/z--> 20 40 60 80 100 120 140 160 180 200 340 3.60 3.80 400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator :© JU

Sample - K4895-20

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Acetic acid, 2-methylpropyl... Concentration Rank 7

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

3.99 2.21 ng/ul 147662 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, 2-methylpropyl ester 116 C6H1202 000110-19-0 78
2 Acetic acid, 2-methylpropyl ester 116 C6H1202 000110-19-0 78
3 Acetic acid, 2-methylpropyl ester 116 C6H1202 000110-19-0 64
4 l1sobutylamine 73 C4H11N 000078-81-9 9
5 Isobutylamine 73 C4H11N 000078-81-9 9

Abundance Scan 171 (3.993 min): BM022908.D (-166) (-) m/z 43.05 100.00%
43
5000
56
73 o1
3.60 3.80 4.00 4.20 4.40
o.”,”.w.“.“.”,”.mhh.“.mﬁ§9pk.w§?wh“.“.”,”.w.” m/z 56.05 29.28%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7959: Acetic acid, 2-methylpropy! ester
43
5000
56 3.60 3.80 4.00 4.20 4.40
73 m/z 73.10 20.78%
15 29 | 86 101
e L R RS AR AR RS RS AR AR RARAS RARNN SARAN RARRI
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
3.60 3.80 4.00 4.20 4.40
5000 m/z 91.10 12 .30%
56
73
0 29 36 86 93 101 116
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7955: Acetic acid, 2-methylpropyl ester TR TR T
43 3.60 3.80 4.00 4.20 4.40

m/z 41.05 12 .22%

5000

56
15 o 73

2 | Ll L | 8 101

O P e e e e

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator :© JU

Sample - K4895-20

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Propanoic acid, 2-methyl-, ... Concentration Rank 3

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

4.27 12.85 ng/ul 859930 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 50
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 50
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 39

Abundance Scan 218 (4.269 min): BM022908.D (-213) (-) m/z 43.05 100.00%
a3
5000
71
89 4.00 4.20 4.40 4.60
59
Ol b e A2 488208 sz 71.05 36.15%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #13126: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000
71 4.00 4.20 4.40 4.60
a9 m/z 41.05 22 .33%
. 15 2( 59 | 115 159
m/z--> 0 20 40 eb 80 100 150 140 160 180 200
Abundance
43
4.00 4.20 4.40 4.60
5000 m/z 89.10 9.65%
27 71
o 59 89 101 115 130
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7448 Hexane, 2,3- dlmethyl L L L N I A L
43 4.00 4.20 4.40 4.60
m/z 39.10 7.81%
70
5000
55
5 15 H ‘h‘ 85 99 114
||||||||||||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—r
m/z--> 0 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\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator :© JU

Sample - K4895-20

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Propanoic acid, propyl ester Concentration Rank 2

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

4.45 17.67 ng/ul 1182620 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 74
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 39

Abundance Scan 249 (4.451 min): BM022908.D (-243) (-) m/z 57.05 100.00%
g7
5000 75
¥ 87 420 440 460 480
o...,....-,|'|....,....,.'...,..1.1.5,..1.3?,....,....,.1.9.1.,2]0.7.. m/z 75.10 38.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7928: Propanoic acid, propyl ester
57
5000 LR A A LU
° 420 440 460 480
29 43 m/z 43.05 20.21%
87
o5 L. .
'”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
4.20 4.40 4.60 4.80
5000 75 m/z 41.05 12.88%
29
43
15 87
G S S S S WL WL B B LI WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7924: Propanoic acid, propyl ester
57 4.20 4.40 4.60 4.80
m/z 42.05 8.31%
29
5000
75
0= |""|""| ""lﬁT'}P%'%%ﬁ"' SN SN B S
m/z--> 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator :© JU

Sample - K4895-20

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Butanoic acid, l-methylethy... Concentration Rank 1

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

4.90 22.40 ng/ul 1499390 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 94
2 Butanoic acid, 1l-methylethyl ester 130 C7H1402 000638-11-9 90
3 Butanoic acid, 1l-methylethyl ester 130 C7H1402 000638-11-9 90
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 53

Abundance Scan 325 (4.898 min): BM022908.D (-317) (-) m/z 43.10 100.00%
71
5000
89
60
102 115 460 4.80 5.00 5.20
o bl LR s 7 Tm/z 71.10 0 75.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13062: Butanoic acid, 1-methylethyl ester
43
71
5000 SR S L SR
85 460 4.80 5.00 5.20
- 60 m/z 89.10 27 .99%
I | 102115 139
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
71 460 480 500 520
5000 m/z 41.05 27.32%
59 89
27 102 115
G S L I I I WL B L S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13067: Butanoic acid, 1-methylethyl ester R e e e R
43 7 460 4.80 5.00 5.20
m/z 42.05 12 .50%
5000 89
27 60
s | LTt g
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator :© JU

Sample - K4895-20

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Butanoic acid, propyl ester Concentration Rank 5

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

5.76 3.31 ng/ul 221396 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 86
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 83
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 78
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 78

Abundance Scan 471 (5.757 min): BM022908.D (-466) (-) m/z 71.10 100.00%
43 "
89
5000
| 60 101 540 560 580 600
Obrrrprrrr e prrgier ettt ey || M/ 43.05  78.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13027: Butanoic acid, propy! ester
a3 7
5.40 5.60 5.80 6.00
60 m/z 89.10 54 _.82%
0 36| | 53,01 g ] 101 115 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
71
43 89 540 560 580 600
5000 m/z 41.10 31.28%
27 60
o 15 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13018: Butanoic acid, propyl ester R SBBARE
43 7 5.40 5.60 5.80 6.00
m/z 42.05 19.29%
27
60
15
b sl sl e | 100 ws 19
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 560 580 600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator :© JU

Sample - K4895-20

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 E-15-Heptadecenal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.06 2.21 ng/ul 268403 Chrysene-di2 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 98
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3073 (21.062 min): BM022908.D (-3070) (-) m/z 57.10 100.00%
HRUS BN SUNIL B
139 /168 207 281 20.80 21.00 21.20 21.40
ol J bt i b 222 200325 395 A0l Lso7T43.10 0 95.58%
m/z--> 50 150 200 250 300 350 400
Abundance #89757: E-15-Heptadecenal
43
5000 UL SRR SR SO
20.80 21.00 21.20 21.40
m/z 55.10 94 _34%
o L 1139 168 196 224 252
m/z--> 150 200 2éo 300 350 400
Abundance
43
69 HRUS R BN SUNIL B
97 20.80 21.00 21.20 21.40
5000 m/z 83.10 91.63%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester L L B e )
57 20.80 21.00 21.20 21.40
a3 m/z 97.10 85.03%
5000
111
29
oL ‘ ‘L |130 109 210 2B 53
m/z--> éo 100 1éo 260 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022908.D

Acq On : 03 Oct 2019 00:27

Operator : JU

Sample - K4895-20

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propanoic acid, 1... 3.73 5.7 ng/ul 377827 1 7.80 1338600 20.0
Acetic acid, 2-me... 3.99 2.2 ng/ul 147662 1 7.80 1338600 20.0
Propanoic acid, 2... 4.27 12.9 ng/ul 859930 1 7.80 1338600 20.0
Propanoic acid, p..-. 4.45 17.7 ng/ul 1182620 1 7.80 1338600 20.0
Butanoic acid, 1-... 4.90 22.4 ng/ul 1499390 1 7.80 1338600 20.0
Butanoic acid, pr... 5.76 3.3 ng/ul 22139 1 7.80 1338600 20.0
E-15-Heptadecenal 21.06 2.2 ng/ul 268403 5 21.35 2426520 20.0
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