LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLM120219WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.216 33 39 47 rBV2 29866 51155 1.83% 0.219%
2 1.319 64 71 83 rBv 298025 302746 10.84% 1.295%
3 1.557 141 145 161 rVB 293689 342801 12.28% 1.466%
4 2.123 312 321 334 rBV 577335 808249 28.95% 3.456%
5 2.386 401 403 407 rVB5 1331 930 0.03% 0.004%
6 2.412 407 411 415 rBvV6 1601 1341 0.05% 0.006%
7 2.460 417 426 438 rVvVv 13615 27806 1.00% 0.119%
8 2.534 440 449 463 rVB 25774 43540 1.56% 0.186%
9 2.647 481 484 492 rVB8 2355 3160 0.11% 0.014%
10 2.682 492 495 501 rvVvB5 1795 1662 0.06% 0.007%
11 2.807 531 534 539 rVBY 1433 1067 0.04% 0.005%
12 2.836 539 543 549 rVBS8 1231 1228 0.04% 0.005%
13 2.878 552 556 559 rBvV4 2179 1872 0.07% 0.008%
14 2.987 586 590 592 rBvV4 1088 830 0.03% 0.004%
15 3.032 601 604 608 rVB5 1074 907 0.03% 0.004%
16 3.065 608 614 617 rBV6 1899 1797 0.06% 0.008%
17 3.196 652 655 658 rBv4 1481 1238 0.04% 0.005%
18 3.621 784 787 789 rVV3 1337 851 0.03% 0.004%
19 3.666 796 801 804 rvB4 1487 1372 0.05% 0.006%
20 3.920 868 880 906 rBV2 160954 430580 15.42% 1.841%
21 4.132 942 946 949 rBV5 1489 1355 0.05% 0.006%
22 4.238 976 979 983 rBV3 1226 808 0.03% 0.003%
23 4.315 1001 1003 1007 rvB4 1974 1151 0.04% 0.005%
24 4.389 1007 1026 1051 rBv2 354077 866797 31.05% 3.707%
25 4.524 1063 1068 1070 rBv4 1096 1019 0.04% 0.004%
26 4.679 1114 1116 1120 rVB5 2079 1325 0.05% 0.006%
27 4.698 1120 1122 1127 rBv4 1426 1063 0.04% 0.005%
28 4.724 1127 1130 1133 rBv4 1137 1036 0.04% 0.004%
29 4.759 1139 1141 1148 rVB7 1166 1312 0.05% 0.006%
30 4.888 1177 1181 1188 rVB8 1620 2103 0.08% 0.009%
31 4.920 1188 1191 1195 rBv4 1363 1247 0.04% 0.005%
32 4.981 1206 1210 1213 rBvV5 1566 1199 0.04% 0.005%
33 5.003 1214 1217 1219 rVB4 1666 981 0.04% 0.004%

34 5.090 1224 1244 1270 rBV2 843500 2137405 76.56% 9.140%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
Title : VOC Analysis

35 5.277 1299 1302 1305 rBV3 1242 952 0.03% 0.004%
36 5.322 1305 1316 1341 rVVv 70297 154452 5.53% 0.660%
37 5.505 1371 1373 1379 rVB7 2116 1628 0.06% 0.007%
38 5.582 1388 1397 1401 rBV6 17775 31072 1.11% 0.133%

39 5.659 1408 1421 1438 rBV 770604 1517540 54.36% 6.489%
40 6.113 1548 1562 1580 rBV 466717 931291 33.36% 3.982%

41 6.499 1670 1682 1713 rBV 1611503 2791733 100.00% 11.938%
42 6.910 1806 1810 1812 rBvV4 1900 1585 0.06% 0.007%
43 7.023 1834 1845 1866 rBB 252148 448603 16.07% 1.918%
44 7.222 1897 1907 1918 rBV 189354 318601 11.41% 1.362%
45 7.354 1936 1948 1969 rBV 969193 1723935 61.75% 7.372%

46 7.656 2031 2042 2060 rBvV2 233681 405619 14.53% 1.735%

47 7.904 2117 2119 2122 rVB3 1711 1055 0.04% 0.005%
48 7.961 2122 2137 2153 rBV 348881 578857 20.73% 2.475%
49 8.071 2157 2171 2177 rVV5 42114 89841 3.22% 0.384%

50 8.125 2178 2188 2209 rVvV2 622791 1156444 41.42% 4.945%

51 8.225 2210 2219 2238 rVB 663228 1025625 36.74% 4 _.386%
52 8.341 2248 2255 2270 rVB 32690 53682 1.92% 0.230%
53 8.717 2359 2372 2391 rBV 781625 1213968 43.48% 5.191%
54 8.891 2411 2426 2444 rBV 1150602 1854493 66.43% 7.930%

55 9.183 2515 2517 2523 rVB6 3388 2466 0.09% 0.011%
56 9.341 2564 2566 2568 rBV2 1754 1032 0.04% 0.004%
57 9.386 2576 2580 2583 rBv4 1436 1020 0.04% 0.004%
58 9.424 2583 2592 2600 rBV3 17441 28094 1.01% 0.120%
59 9.582 2631 2641 2656 rBvV 87175 143792 5.15% 0.615%
60 9.685 2670 2673 2677 rVB5 1837 1420 0.05% 0.006%
61 9.727 2680 2686 2688 rBV6 1905 1860 0.07% 0.008%
62 9.743 2688 2691 2692 rBV3 1722 1006 0.04% 0.004%
63 9.846 2719 2723 2724 rBV3 1388 909 0.03% 0.004%
64 9.916 2743 2745 2749 rBV3 1239 868 0.03% 0.004%
65 10.084 2794 2797 2800 rBV3 1821 1393 0.05% 0.006%
66 10.209 2830 2836 2837 rBv4 1678 1443 0.05% 0.006%
67 10.254 2838 2850 2864 rVvVv 663433 1050854 37.64% 4.494%
68 10.431 2903 2905 2909 rvVB4 1599 924 0.03% 0.004%
69 10.707 2989 2991 2997 rVB6 1536 1101 0.04% 0.005%
70 10.756 3004 3006 3010 rVB3 2140 1371 0.05% 0.006%
71 10.926 3057 3059 3062 rVB3 1873 856 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
Title : VOC Analysis

72 10.952 3062 3067 3068 rBv4 1847 1506 0.05% 0.006%
73 11.100 3109 3113 3114 rBV3 1540 1047 0.04% 0.004%
74 11.174 3131 3136 3138 rBvV4 1737 1177 0.04% 0.005%

75 11.289 3160 3172 3191 rBV 920601 1414852 50.68% 6.050%

76 11.666 3272 3289 3308 rBV 853810 1350987 48.39%% 5.777%

77 11.955 3377 3379 3384 rVB5 1402 868 0.03% 0.004%
78 12.293 3481 3484 3487 rBV5 1689 1201 0.04% 0.005%
79 12.392 3511 3515 3516 rBV3 2067 1072 0.04% 0.005%
80 12.575 3567 3572 3577 rVV7 1343 1481 0.05% 0.006%
81 12.688 3601 3607 3608 rBVv4 1615 1524 0.05% 0.007%
82 12.720 3612 3617 3619 rBV5 1785 1550 0.06% 0.007%
83 12.810 3641 3645 3652 rVBS8 1671 1341 0.05% 0.006%
84 12.852 3652 3658 3660 rBV7 1016 1005 0.04% 0.004%
85 12.990 3695 3701 3705 rBVS 1486 1781 0.06% 0.008%
86 13.373 3817 3820 3821 rBV2 1340 879 0.03% 0.004%
87 13.421 3833 3835 3838 rvB4 1643 859 0.03% 0.004%
88 13.546 3871 3874 3877 rBv4 1337 1264 0.05% 0.005%
89 13.878 3973 3977 3978 rBV3 1250 803 0.03% 0.003%
90 14.038 4025 4027 4030 rBV3 1440 980 0.04% 0.004%
91 14.054 4030 4032 4036 rVvVv3 1535 949 0.03% 0.004%
92 14.125 4049 4054 4056 rBV5 1106 916 0.03% 0.004%
93 14.164 4064 4066 4071 rVB5 1788 1325 0.05% 0.006%
94 14.286 4100 4104 4108 rVB6 1888 1455 0.05% 0.006%
95 14.318 4110 4114 4117 rBv4 1616 1330 0.05% 0.006%
96 14.363 4125 4128 4133 rVV5 1182 1049 0.04% 0.004%
97 14.862 4281 4283 4286 rVB4 2202 1026 0.04% 0.004%
98 14.910 4296 4298 4305 rVB7 1677 1840 0.07% 0.008%
99 15.353 4434 4436 4440 rBV4 1964 1555 0.06% 0.007%
100 15.601 4509 4513 4515 rBv4 2034 1675 0.06% 0.007%
Sum of corrected areas: 23384615
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M

VOC Analysis

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV013961.D
6|50
1500000
1000000
5.09 5 66
2.12
500000 6.11
132 156 4.39
3.92
5.32
0 12 23 R650REBBANS. 20 3587 J\ 4.182432\ 4.52 528 5. N L
T T T S e e e, i ) s
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VV013961.D
1500000
8.89
1000000 7.35 11.29
11.67
8.72
10.25
500000
7.02
222 7.66
9.58
0 6.9 ; 9.18998292 \ 9% 820.08,2110.43 10aImnm5n1mT\ 11.95
e S A L B e e T L
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV013961.D
1500000
1000000
500000
oL 1210392 SERGRZBA. 00 13343.55 13 84UREIIEIZT6 14861 15.35 15.60
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.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 Isopropyl acetate Concentration Rank 7

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

5.32 5.09 ug/L 154452 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl acetate 102 C5H1002 000108-21-4 72
2 Isopropvl acetate 102 C5H1002 000108-21-4 45
3 Isopropvl acetate 102 C5H1002 000108-21-4 42
4 Thiocvanic acid. ethvl ester 87 C3H5NS 000542-90-5 9
5 Thioacetic acid 76 C2H40S 000507-09-5 9

Abundance Scan 1315 (5.319 min): VV013961.D (-1305) (-) m/z 43.05 100.00%
43
5000
i i 500 520 540 560
o...,....,....,..??','!.-..?.1...',....7,1....8,0...|.,....1,°.1...,1.1.2..,. m/z 61.00 22.22%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4254 1sopropy!| acetate
a3
5000
5.00 5.20 5.40 5.60
61 m/z 87.10 18.16%
15 27 87
0 '"I""I""I"?Flh:"I""IL"'I" "|"J'|""}Q?"|""|'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
5.00 5.20 5.40 5.60
5000 m/z 41.05 16.44%
61
87
2y 101
G R UL L L I R RS SRS RS RS LR o
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4252: Isopropyl acetate
43 5.00 5.20 5.40 5.60
m/z 42.05 10.32%
5000
61
87
o 15 2 37| 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.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 n-Propyl acetate Concentration Rank 1

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

6.50 91.98 ug/L 2791730 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 n-Propvl acetate 102 C5H1002 000109-60-4 78
3 n-Propvl acetate 102 C5H1002 000109-60-4 78
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 36
5 Isobutyl acetate 116 C6H1202 000110-19-0 9

Abundance Scan 1682 (6.499 min): VV013961.D (-1670) (-) m/z 43.05 100.00%

43
5000
61

73 IIIIIIII TTrorT TTr T IIIII
| 87 101 121 207 6.20 6.40 660 6.80
o LN — LA m/z 61.00 31.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: n-Propyl| acetate
43
5000 LIS L L L L BN LR |
6.20 6.40 6.60 6.80
61 m/z 72.95 16.25%
27 73
o Y I 103
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
R e REE e ]
6.20 6.40 6.60 6.80
5000 m/z 42.10 11.58%
61
27 73
O T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4249: n-Propy| acetate
43 6.20 6.40 6.60 6.80

m/z 41.05 9.37%

5000
61
73
27
0 15 L1 Il | ‘ 87

m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 640 660 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.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, l1-methyleth... Concentration Rank 6

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

7.22 10.50 ug/L 318601 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 86
2 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 78
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 59
4 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 50
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 33

Abundance Scan 1906 (7.219 min): VV013961.D (-1897) (-) m/z 57.10 100.00%
57
43
5000
75
| 101115 - 6.80 7.00 7.20 7.40 7.60
Obrrrrprrr et e b e e e e || M7z 43.05 56 17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8200: Propanoic acid, 1-methylethyl ester
57
43
5000
29 6.80 7.00 7.20 7.40 7.60
& m/z 75.05 28.52%
J | 101
0”” ”” IIII III|I R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
6.80 7.00 7.20 7.40 7.60
5000 43 m/z 41.05 19.52%
75
29
101
ol 15 116
WTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8199: Propanoic acid, 1-methylethy| ester
57 6.80 7.00 7.20 7.40 7.60
43 m/z 59.00 10.94%
5000 29
5 75
101
0.”hﬂtﬂbnﬂ.”k“”.“}%Q.”“.”..”..”..”..”..”“.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.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 Propanoic acid, 2-methyl-, ... Concentration Rank 4

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

7.96 15.61 ug/L 578857 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 78
3 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 72
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64

Abundance Scan 2137 (7.961 min): VV013961.D (-2122) (-) m/z 43.05 100.00%
43
5000 71
59 89 7.60 7.80 8.00 8.20
115 - - - -
0...,....'i:'...',...'.,.:l..1,0.1..'.,.1.2.9.,....,....,....,2.0.7.. m/z 71.10 40.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000
71 7.60 7.80 8.00 8.20
a9 m/z 41.10 25.00%
s s | 1512
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
7.60 7.80 8.00 8.20
5000 - m/z 89.10 16.08%
89
olis 2 L woMSao
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13515: Butanoic acid, 1-methylethyl ester
43 7.60 7.80 8.00 8.20
m/z 42.10 10.38%
71
5000
59 89
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:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.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 Propanoic acid, propyl ester Concentration Rank 3

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

8.23 27.65 ug/L 1025630 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 33

Abundance Scan 2221 (8.232 min): VV013961.D (-2210) (-) m/z 57.05 100.00%
g7
5000 75 /\_
e 7.80 8.00 8.20 8.40 8.60
| SRR S VN SN BN — s - m/z 75.05 44 _44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8157: Propanoic acid, propyl ester
g7
29
75
5000 RIS LN UL L L
780 8.00 8.20 8.40 8.60
43 m/z 43.10 18.76%
A N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
7.80 8.00 8.20 8.40 8.60
5000 75 m/z 41.10 12.76%
29
43
oL15 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8164: Propanoic acid, propyl ester
57 7.80 8.00 8.20 8.40 8.60
m/z 87.05 9.51%
5000 75
29 43
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.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 Butanoic acid, l-methylethy... Concentration Rank 2

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

8.72 32.73 ug/L 1213970 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 97
2 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 91
3 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 78
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72

Abundance Scan 2373 (8.720 min): VV013961.D (-2359) (-) m/z 43.10 100.00%
71
5000
89
6"0 | 102 U5 0140 158 007 8.40 8.60 8.80 9.00
o T e B a3 I m/z 71.10 86.64Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13507: Butanoic acid, 1-methylethyl ester
43
71
5000 T T T T T T
85 8.40 8.60 8.80 9.00
- 60 m/z 89.10 33.74%
s | 100115 130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 71
840 8.60 880 9.00
5000 89 m/z 41.05 31.64%
27 60
ol 15 102 11544,
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13515: Butanoic acid, 1-methylethyl ester
43 8.40 8.60 8.80 9.00
m/z 42.10 15.31%
71
5000
59 89
0 2 || 1 || weus
m/z--> 20 40 60 8 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013961.D

Aca On : 09 Dec 2019 14:32

Operator : SY/MD

Sample : K6146-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.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 8 Butanoic acid, propyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
958 3.88 ug/L 143792 Chlorobenzene-ds 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid. proovl ester 130 C7H1402 000105-66-8 86

3 Propanoic acid. 2-methvl-. propv... 130 C7H1402

000644-49-5 56

4 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 56
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 56
Abundance Scan 2640 (9.579 min): VV013961.D (-2631) (-) m/z 71.10 100.00%
!
5000
5> 60 80 101 147 9.20 9.40 9.60 9.80
o Y I . A F S — A S Y 5 2k T {0 B < P 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13470: Butanoic acid, propy! ester
7
43 85
5000
9.20 9.40 9.60 9.80
27 60 m/z 89.10 69.22%
0 .q.%?q..Jq...hl:.q.s.JL...ﬁL..P...p..?ﬂ%..v...P...P...,”..,.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 71
9.20 9.40 9.60 9.80
5000 27 89 m/z 41.10 34.33%
60
o 101 115 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43 9.20 9.40 9.60 9.80
m/z 42.05 21.65%
71
5000 89
27
8 | “ 59 101
O P e T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.20 9.40 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV120919\
Data File : VV013961.D

Acq On : 09 Dec 2019 14:32

Operator : SY/MD

Sample - K6146-05

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl acetate 5.32 5.1 ug/L 154452 1 5.66 1517540 50.0
n-Propyl acetate 6.50 92.0 ug/L 2791730 1 5.66 1517540 50.0
Propanoic acid, 1... 7.22 10.5 ug/L 318601 1 5.66 1517540 50.0
Propanoic acid, 2... 7.96 15.6 ug/L 578857 2 8.89 1854490 50.0
Propanoic acid, p-.-. 8.23 27.6 ug/L 1025630 2 8.89 1854490 50.0
Butanoic acid, 1-... 8.72 32.7 ug/L 1213970 2 8.89 1854490 50.0
Butanoic acid, pr... 9.58 3.9 ug/L 143792 2 8.89 1854490 50.0
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