LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013959.D

Aca On : 09 Dec 2019 13:43

Operator : SY/MD

Sample : K6146-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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 1.212 32 38 47 rBV2 39747 74525 2.09% 0.269%
2 1.319 64 71 81 rvB 302309 290809 8.15% 1.049%
3 1.569 142 149 160 rvVB 294381 343634 9.63% 1.239%
4 2.126 313 322 333 rVB 615503 844048 23.66% 3.043%
5 2.425 412 415 418 rvVvvs 2243 1414 0.04% 0.005%
6 2.463 418 427 437 rvv2 12496 22366 0.63% 0.081%
7 2.531 439 448 461 rvVB2 29997 51135 1.43% 0.184%
8 2.659 486 488 497 rVB8 2288 2166 0.06% 0.008%
9 2.746 509 515 516 rBV6 2006 2142 0.06% 0.008%
10 2.788 523 528 531 rBV5 2489 2213 0.06% 0.008%
11 2.852 545 548 551 rBV4 1550 1199 0.03% 0.004%
12 2.962 577 582 584 rBV5 1531 1066 0.03% 0.004%
13 2.978 584 587 589 rBV3 1740 1060 0.03% 0.004%
14 3.106 621 627 630 rBV7Y 1918 2378 0.07% 0.009%
15 3.158 641 643 646 rVvv3 1305 994 0.03% 0.004%
16 3.235 663 667 673 rVBS8 2217 2596 0.07% 0.009%
17 3.306 686 689 693 rBV6 1640 1289 0.04% 0.005%
18 3.399 715 718 720 rBV3 1451 1041 0.03% 0.004%
19 3.476 738 742 746 rBV5 1499 1233 0.03% 0.004%
20 3.527 753 758 761 rBV7Y 1843 1855 0.05% 0.007%
21 3.730 818 821 826 rVB6 1738 1731 0.05% 0.006%
22 3.759 826 830 831 rBv4 1792 1349 0.04% 0.005%
23 3.849 855 858 862 rvB4 1229 958 0.03% 0.003%
24 3.920 866 880 908 rBV 205415 531361 14.89% 1.916%
25 4.174 956 959 962 rBV5 1802 1244 0.03% 0.004%
26 4.331 1003 1008 1009 rBvV5 1386 1123 0.03% 0.004%
27 4.396 1009 1028 1048 rVvv 422352 1009760 28.30% 3.641%
28 4.521 1065 1067 1074 rVB9 2156 1602 0.04% 0.006%
29 4.605 1090 1093 1096 rBv5 1585 1415 0.04% 0.005%
30 4.939 1194 1197 1200 rVvB3 1557 1108 0.03% 0.004%
31 5.090 1226 1244 1276 rBv2 993157 2506874 70.27% 9.039%
32 5.264 1296 1298 1303 rBV6 1421 1114 0.03% 0.004%
33 5.318 1305 1315 1331 rVVv 82649 175057 4.91% 0.631%
34 5.537 1379 1383 1385 rBV5 1366 933 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013959.D

Aca On : 09 Dec 2019 13:43

Operator : SY/MD

Sample : K6146-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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 5.576 1393 1395 1398 rBV5 1822 1390 0.04% 0.005%

36 5.659 1398 1421 1439 rBV 899519 1852759 51.93% 6.681%
37 6.113 1549 1562 1586 rVB 546049 1092515 30.62% 3.939%
38 6.498 1670 1682 1704 rBV 2053850 3567543 100.00% 12.864%
39 6.826 1781 1784 1787 rBV5 1557 1063 0.03% 0.004%
40 7.022 1833 1845 1865 rBV 297182 534701 14.99% 1.928%

41 7.174 1889 1892 1896 rBV5 2688 2368 0.07% 0.009%
42 7.222 1896 1907 1920 rBV 233387 393362 11.03% 1.418%
43 7.354 1936 1948 1988 rBV 1134506 2019676 56.61% 7.282%
44 7.656 2032 2042 2060 rBvV2 267209 470570 13.19% 1.697%
45 7.794 2083 2085 2090 rBV6 1651 1235 0.03% 0.004%

46 7.961 2125 2137 2155 rBV 420063 689451 19.33% 2.486%
47 8.045 2157 2163 2165 rBV3 18783 20981 0.59% 0.076%
48 8.125 2178 2188 2209 rBvV2 755183 1316975 36.92% 4._.749%
49 8.225 2210 2219 2247 rVB 806619 1269782 35.59% 4_579%
50 8.341 2248 2255 2269 rVB2 41270 66782 1.87% 0.241%

51 8.717 2360 2372 2396 rBV 943361 1471062 41.23% 5.304%
52 8.891 2412 2426 2441 rBV 1415423 2265331 63.50% 8.168%

53 9.154 2498 2508 2517 rBV 5932 12093 0.34% 0.044%
54 9.292 2548 2551 2555 rBV5 2029 1519 0.04% 0.005%
55 9.424 2584 2592 2606 rVB2 20436 33662 0.94% 0.121%
56 9.582 2632 2641 2655 rBvV 106389 169862 4._76% 0.612%
57 9.746 2688 2692 2702 rVB 3877 6416 0.18% 0.023%
58 9.971 2759 2762 2764 rBV4 1895 1450 0.04% 0.005%
59 10.019 2774 2777 2778 rBV3 1843 1019 0.03% 0.004%
60 10.254 2834 2850 2873 rBV 796126 1242667 34.83% 4.481%
61 10.411 2896 2899 2903 rVB6 1817 1147 0.03% 0.004%
62 10.463 2912 2915 2916 rBV2 2193 1109 0.03% 0.004%
63 10.492 2921 2924 2928 rVV4 2432 1334 0.04% 0.005%
64 10.530 2931 2936 2939 rBV6 1176 1027 0.03% 0.004%
65 10.582 2950 2952 2958 rVB7 3196 2241 0.06% 0.008%
66 10.675 2977 2981 2984 rBV5 1714 1289 0.04% 0.005%
67 10.720 2993 2995 3000 rVB4 1691 1151 0.03% 0.004%
68 10.942 3059 3064 3069 rBV9 1982 2691 0.08% 0.010%
69 10.971 3069 3073 3075 rvv4 1213 1036 0.03% 0.004%
70 11.141 3124 3126 3128 rBV3 1940 931 0.03% 0.003%
71 11.199 3140 3144 3145 rBV3 1555 1034 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013959.D

Aca On : 09 Dec 2019 13:43

Operator : SY/MD

Sample : K6146-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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
Title

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

: VOC Analysis

72 11.289 3160 3172 3190 rBV 1111237 1710658 47.95% 6.168%
73 11.665 3276 3289 3309 rBV 981716 1568554 43.97% 5.656%

74 12.218 3457 3461 3462 rBvV4 1895 1266 0.04% 0.005%
75 12.280 3473 3480 3485 rBv4 2236 3244 0.09% 0.012%
76 12.392 3510 3515 3516 rBv4 4274 2734 0.08% 0.010%
77 12.482 3541 3543 3547 rVB5 3257 1686 0.05% 0.006%
78 12.530 3554 3558 3560 rBV4 1831 1608 0.05% 0.006%
79 12.678 3600 3604 3605 rBV4 1682 1166 0.03% 0.004%
80 12.781 3633 3636 3638 rBV3 2055 1414 0.04% 0.005%
81 12.884 3665 3668 3673 rBV6 1742 1659 0.05% 0.006%
82 13.025 3709 3712 3717 rVB6 2883 2517 0.07% 0.009%
83 13.247 3779 3781 3784 rBV4 1572 999 0.03% 0.004%
84 13.402 3825 3829 3830 rBV4 1735 1271 0.04% 0.005%
85 13.517 3860 3865 3867 rBV5 1999 1808 0.05% 0.007%
86 13.559 3873 3878 3880 rBvV4 3416 2703 0.08% 0.010%
87 13.726 3926 3930 3931 rBV3 2126 1697 0.05% 0.006%
88 13.787 3941 3949 3951 rBV9 3370 4093 0.11% 0.015%
89 13.884 3975 3979 3984 rVB7 1790 1826 0.05% 0.007%
90 13.916 3984 3989 3991 rBV6 2353 1825 0.05% 0.007%
91 13.932 3992 3994 3998 rVB4 1798 1119 0.03% 0.004%
92 14.025 4020 4023 4026 rVB4 1762 1242 0.03% 0.004%
93 14.193 4072 4075 4077 rBv4 2051 1417 0.04% 0.005%
94 14.228 4081 4086 4090 rBV7 2902 2467 0.07% 0.009%
95 14.405 4139 4141 4145 rVB4 1576 1046 0.03% 0.004%
96 14.742 4244 4246 4250 rVB4 2627 1573 0.04% 0.006%
97 14.765 4250 4253 4256 rBV4 1469 1100 0.03% 0.004%
98 14.836 4273 4275 4280 rBV5 1365 1225 0.03% 0.004%
99 14.935 4302 4306 4308 rBV5 2834 2183 0.06% 0.008%
100 15.713 4546 4548 4552 rBVv4 2126 1365 0.04% 0.005%
Sum of corrected areas: 27733481
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
VV013959.D

09 Dec 2019 13:43

SY/MD

K6146-03

5.0mL/MSVOA V/WATER

9 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV013959.D
2000000 6|50
1500000
1000000 5,09 5 66
2.13
6.11
500000 4.40
1.32 1.57
3.92
1.2 5.32 k
o= 224@6352 m%amzﬂmm 337353@ 4.174.834.8%60 _ 4.9 .
i i e T e e e e e e e e |
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: VV013959.D
2000000
1500000 8.89
7.35 11.29
1000000 8.72 11.67
10.25
500000
o JL 915; 2@42A 9.75 susmz mmums;zmmlu
s ey : , : e st
Time--> 9.00 9.50 1000 10,50 11.00 11.50 12.00
Abundance TIC: VV013959.D
2000000
1500000
1000000
500000
12228 B ERTA 8E.03 13, 263. 465363 I HENB0IM1Z34.40  _ 1WIAEBA 04 15.71
e e e B e e e e e e g
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 : VV013959.D

Aca On : 09 Dec 2019 13:43

Operator : SY/MD

Sample : K6146-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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 4.72 ug/L 175057 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl acetate 102 C5H1002 000108-21-4 78
2 Isopropvl acetate 102 C5H1002 000108-21-4 78
3 Isopropvl acetate 102 C5H1002 000108-21-4 64
4 Acetaldehvde. O-ethvloxime- 87 C4H9NO 1000288-34-6 12
5 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 9

Abundance Scan 1316 (5.322 min): VV013959.D (-1305) (-) m/z 43.10 100.00%
a3
5000
T 55 5k 50 sbp
o....,....',"...',|....,.|...1?.1...,...1.‘,‘9...,.... B4 Thzz 60.95  20.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4254 1sopropy| acetate
43
5000
5.00 5.20 5.40 5.60
61 m/z 41.05 14 _.58%
15 87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
5.00 5.20 5.40 5.60
5000 m/z 87.10 13.27%
61
87
o2 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4252: Isopropyl acetate
43 5.00 5.20 5.40 5.60
m/z 42.05 11.42%
5000
61
87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 500 520 540 560
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013959.D

Aca On : 09 Dec 2019 13:43

Operator : SY/MD

Sample : K6146-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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 96.28 ug/L 3567540 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 83
3 n-Propvl acetate 102 C5H1002 000109-60-4 78
4 Isopropvl acetate 102 C5H1002 000108-21-4 36
5 Isobutyl acetate 116 C6H1202 000110-19-0 9

Abundance Scan 1683 (6.502 min): VV013959.D (-1670) (-) m/z 43.05 100.00%
43
5000
61
73 620 640 6.60 6.80
ol 87 101 112 135 168 m/z 61.05 30.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #4251: n-Propyl| acetate
43
5000 A LS UL L L
6.20 6.40 6.60 6.80
61 m/z 73.00 16.19%
27 73
ol 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43
620 640 6.60 6.80
5000 m/z 42.10 11.09%
61
73
15 27 87

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #4250: n-Propy! acetate S B B
43 6.20 6.40 6.60 6.80
m/z 41.05 9.49%
5000
61
F I
O o PP ==

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013959.D

Aca On : 09 Dec 2019 13:43

Operator : SY/MD

Sample : K6146-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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 10.62 ug/L 393362 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 90
2 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 74
3 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 56
4 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 53
5 Propanoic acid, 1l-methylethyl ester 116 C6H1202 000637-78-5 50

Abundance Scan 1906 (7.219 min): VV013959.D (-1896) (-) m/z 57.05 100.00%
57
43
5000
75
101 6.80 7.00 7.20 7.40 7.60
o....,....'i|':-..:-|,...'.,?7..,'...1?‘?..1.3.4,....,....,....,210.7.. m/z 43.10 55.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8200: Propanoic acid, 1-methylethyl ester
57
43
5000
29 6.80 7.00 7.20 7.40 7.60
75 m/z 75.10 27 .23%
i ] g 101
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
6.80 7.00 7.20 7.40 7.60
5000 29 m/z 41.10 20.92%
5 75
Oy |'"'|""|?7'}O%'}%6""|""| BB SRRBY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propanoic acid, propyl ester
57 6.80 7.00 7.20 7.40 7.60

m/z 101.10 11.32%

5000 75

87
15 [

Ol et e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VV013959.D

Aca On : 09 Dec 2019 13:43

Operator : SY/MD

Sample : K6146-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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.
7.6 15.22 ug/L 689451  Chlorobenzene-ds 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Propanoic acid. 2-methvi-. l-met... 130 C7H1402 000617-50-5 83

2 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 78
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
4 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 64
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
Abundance Scan 2137 (7.961 min): VV013959.D (-2125) (-) m/z 43.10 100.00%
a3
5000 71
89 7.60 7.80 8.00 8.20
115 - :
0 > 130 262 m/z 71.05  39.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
a3
5000
71 7.60 7.80 8.00 8.20
, 89 m/z 41.05 25.01%
7
0 57 115199
B = RN AR RARA R AR s = a e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
7.60 7.80 8.00 8.20
5000 - m/z 89.10 15.27%
89
oL 2 115939
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43 7.60 7.80 8.00 8.20
m/z 42.05 10.83%
71
5000 89
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VV013959.D

Aca On : 09 Dec 2019 13:43

Operator : SY/MD

Sample : K6146-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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 28.03 ug/L 1269780 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 72
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 28

Abundance Scan 2221 (8.231 min): VV013959.D (-2210) (-) m/z 57.10 100.00%
g7
5000 75 /\_
43 R e e e e A
7.80 8.00 820 8.40 8.60
0...,....',|'|... A 38102015 154 206 2% | sz 7505 44.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8164: Propanoic acid, propyl ester
57
5000 75 R LN UL AR L
780 8.00 8.20 8.40 8.60
29 43 m/z 43.10 19.71%
0"W“W'M"H'H'V'“l“'w'“'w'“ RESE SRR SURAS BRARE BEREY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
7.80 8.00 8.20 8.40 8.60
5000 75 m/z 41.05 12.41%
29
43
ol 15 88
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8160: Propanoic acid, propyl ester
57 7.80 8.00 8.20 8.40 8.60
m/z 87.00 9.70%
29
5000
43 | 7
0 ‘h‘ L | 88101115
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 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 : VV013959.D

Aca On : 09 Dec 2019 13:43

Operator : SY/MD

Sample : K6146-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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 32.47 ug/L 1471060 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 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72

Abundance Scan 2373 (8.720 min): VV013959.D (-2360) (-) m/z 43.05 100.00%
a3 71
5000
89
115 8.40 8.60 8.80 9.00
0 ...,....|i‘|-..5.7,..:'.,.!..,-...'.,.1.3.0.,.1.4.9.,....,....,2]97..,2?.‘3..,....,..217.?. m/z 71.05 81.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13507: Butanoic acid, 1-methylethyl ester
43
71
5000 T T T T T T T
85 8.40 8.60 8.80 9.00
- m/z 89.10 32.39%
. dost | | 15130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 71
840 8.60 880 9.00
5000 89 m/z 41.05 30.41%
27
115
ol.13 57 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13515: Butanoic acid, 1-methylethyl ester
43 8.40 8.60 8.80 9.00
m/z 42.05 15.13%
71
5000
o2 4 | | J 115
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 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 : VV013959.D

Aca On : 09 Dec 2019 13:43

Operator : SY/MD

Sample : K6146-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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.

9.58 3.75 ug/L 169862 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 86
2 Butanoic acid. octvl ester 200 C12H2402 000110-39-4 72
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
4 Butanoic acid. hexvl ester 172 C10H2002 002639-63-6 64
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 64

Abundance Scan 2640 (9.579 min): VV013959.D (-2632) (-) m/z 71.10 100.00%
7
43
89
5000
|h 7 101455 177 197 920 040 960 980
Ol e M2 A7 197 Tz 43.05  66.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13470: Butanoic acid, propy! ester
7
43 89
5000
9.20 9.40 9.60 9.80
27 60 m/z 89.10 56.61%
15 101
01 S LS I L S R RN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 71
89 920 940 9.60 9.80
5000 56 m/z 41.05 28.94%
27
112
0 101 129 144 157 172
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43 9.20 9.40 9.60 9.80
m/z 42.10 18.79%
71
5000 89
27
Jas ) s ||
m/z--> 20 40 60 8 100 120 140 160 180 200 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 : VV013959.D

Acq On : 09 Dec 2019 13:43

Operator : SY/MD

Sample - K6146-03

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 9 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 4.7 ug/L 175057 1 5.66 1852760 50.0
n-Propyl acetate 6.50 96.3 ug/L 3567540 1 5.66 1852760 50.0
Propanoic acid, 1... 7.22 10.6 ug/L 393362 1 5.66 1852760 50.0
Propanoic acid, 2... 7.96 15.2 ug/L 689451 2 8.89 2265330 50.0
Propanoic acid, p-.-. 8.23 28.0 ug/L 1269780 2 8.89 2265330 50.0
Butanoic acid, 1-... 8.72 32.5 ug/L 1471060 2 8.89 2265330 50.0
Butanoic acid, pr... 9.58 3.8 ug/L 169862 2 8.89 2265330 50.0
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