LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 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\SOMVLMO81120WMA .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 1.315 64 70 81 rvB2 145059 153762 0.40% 0.177%
2 1.476 112 120 144 rVwV 665154 890866 2.32% 1.028%
3 1.579 145 152 163 rVB 110941 128697 0.34% 0.148%
4 1.817 220 226 235 rVB 25503 31827 0.08% 0.037%
5 2.074 248 306 335 rBVY 4145312 38376043 100.00% 44.272%
6 2.447 415 422 480 rVB 334606 904544 2.36% 1.044%
7 2.676 483 493 518 rVvB 65434 134381 0.35% 0.155%
8 3.068 606 615 625 rVB9 1530 3471 0.01% 0.004%
9 3.203 648 657 673 rVB6 2794 7467 0.02% 0.009%
10 3.367 696 708 711 rBV6 1534 2777 0.01% 0.003%

11 3.521 711 756 805 rBv2 385096 3521010 9.18% 4.062%
12 3.913 865 878 894 rBvV2 88275 301058 0.78% 0.347%
13 3.994 894 903 922 rvv2 89593 259503 0.68% 0.299%
14 4.093 922 934 972 rVB 181996 481426 1.25% 0.555%
15 4.376 1004 1022 1054 rBV2 187301 509795 1.33% 0.588%

16 4.521 1055 1067 1101 rVB 200182 469761 1.22% 0.542%

17 4.974 1203 1208 1211 rBV3 647 557 0.00% 0.001%
18 5.071 1218 1238 1296 rBV2 372431 1038348 2.71% 1.198%
19 5.389 1319 1337 1358 rVB 25966 62270 0.16% 0.072%
20 5.553 1375 1388 1403 rBV2 24017 53503 0.14% 0.062%

21 5.640 1403 1415 1439 rVB 297937 593647 1.55% 0.685%
22 5.810 1456 1468 1489 rVB2 13265 27915 0.07% 0.032%
23 6.007 1497 1529 1548 rBvV2 917827 3720865 9.70% 4.292%
24 6.093 1550 1556 1580 rVB 246791 499507 1.30% 0.576%

25 6.318 1621 1626 1629 rBV6 2673 3603 0.01% 0.004%
26 6.380 1630 1645 1671 rVB 261700 537167 1.40% 0.620%
27 6.492 1672 1680 1693 rBV 10885 19374 0.05% 0.022%
28 6.563 1693 1702 1713 rBv4 10682 30010 0.08% 0.035%
29 6.627 1713 1722 1750 rVB 114032 212279 0.55% 0.245%
30 7.016 1834 1843 1856 rVB3 4018 7088 0.02% 0.008%
31 7.129 1866 1878 1886 rBVS8 3503 7425 0.02% 0.009%
32 7.206 1891 1902 1905 rBV3 9694 14073 0.04% 0.016%
33 7.248 1905 1915 1925 rBV 270123 456706 1.19% 0.527%
34 7.296 1925 1930 1934 rVV 40422 556375 0.14% 0.064%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 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\SOMVLMO81120WMA .M
VOC Analysis

35 7.338 1934 1943 1953 rVV 412031 680613 1.77% 0.785%

36 7.389 1953 1959 1974 rVB6 40957 91586 0.24% 0.106%
37 7.646 2030 2039 2051 rVB3 73792 127128 0.33% 0.147%
38 7.717 2052 2061 2083 rVB 36455 78704 0.21% 0.091%
39 7.884 2105 2113 2123 rBV2 5069 9866 0.03% 0.011%

40 7.949 2123 2133 2155 rBvV 122850 309133 0.81% 0.357%

41 8.052 2156 2165 2174 rVV 213126 327541 0.85% 0.378%
42 8.106 2174 2182 2198 rVB 261396 433724 1.13% 0.500%

43 8.212 2208 2215 2225 rVB2 22603 33233 0.09% 0.038%
44 8.267 2225 2232 2240 rVB5 7779 11157 0.03% 0.013%
45 8.402 2268 2274 2282 rBV4 2431 4419 0.01% 0.005%
46 8.466 2285 2294 2309 rVB 57889 89588 0.23% 0.103%

47 8.740 2341 2379 2410 rBV 6482756 24144802 62.92% 27.854%
48 8.871 2411 2420 2449 rVB 469716 846300 2.21% 0.976%
49 9.129 2492 2500 2516 rVB 33843 57840 0.15% 0.067%
50 9.273 2533 2545 2574 rBV2 32740 92372 0.24% 0.107%

51 9.498 2604 2615 2630 rBV 264638 470476 1.23% 0.543%
52 9.592 2636 2644 2671 rVB 163418 265398 0.69% 0.306%
53 9.720 2674 2684 2704 rVB2 41462 76820 0.20% 0.089%
54 9.862 2719 2728 2747 rVB 37060 65083 0.17% 0.075%
55 9.981 2749 2765 2774 rBV 144810 257062 0.67% 0.297%

56 10.106 2790 2804 2834 rBV 528348 1153256 3.01% 1.330%
57 10.238 2835 2845 2869 rVB 312057 490244 1.28% 0.566%

58 10.367 2878 2885 2899 rVVv8 3621 7906 0.02% 0.009%
59 10.441 2901 2908 2912 rVVv2 5586 8384 0.02% 0.010%
60 10.476 2914 2919 2929 rVB2 9792 14469 0.04% 0.017%
61 10.540 2931 2939 2950 rVB3 9785 16543 0.04% 0.019%
62 10.788 3006 3016 3025 rBV 81322 142240 0.37% 0.164%
63 10.836 3025 3031 3040 rvVv 29582 46939 0.12% 0.054%
64 10.903 3046 3052 3061 rVVv3 20616 38039 0.10% 0.044%
65 10.955 3061 3068 3079 rVB 86186 125698 0.33% 0.145%
66 11.077 3094 3106 3120 rBV3 45338 86714 0.23% 0.100%
67 11.145 3121 3127 3143 rVB 14899 26729 0.07% 0.031%

68 11.270 3155 3166 3183 rVB 460099 698970 1.82% 0.806%
69 11.354 3183 3192 3206 rBV 98685 182075 0.47% 0.210%
70 11.431 3209 3216 3232 rVB4 19484 40410 0.11% 0.047%
71 11.553 3247 3254 3268 rBV5 6319 12070 0.03% 0.014%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 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\SOMVLMO81120WMA .M
VOC Analysis

72 11.646 3272 3283 3304 rVB 419817 653362 1.70% 0.754%

73 11.746 3308 3314 3321 rVV3 3796 4520 0.01% 0.005%
74 11.797 3322 3330 3342 rVB7 4751 8748 0.02% 0.010%
75 12.022 3386 3400 3439 rBV 487252 854774 2.23% 0.986%
76 12.254 3468 3472 3480 rVB5 4416 5434 0.01% 0.006%
77 12.302 3482 3487 3500 rVB2 7400 11947 0.03% 0.014%
78 12.392 3509 3515 3530 rVB2 8921 14770 0.04% 0.017%
79 12.508 3545 3551 3561 rVB3 3519 5590 0.01% 0.006%
80 12.730 3616 3620 3626 rVB3 1252 1081 0.00% 0.001%
81 12.897 3664 3672 3678 rBV2 4895 7599 0.02% 0.009%
82 13.116 3729 3740 3747 rBV6 4696 10653 0.03% 0.012%
83 13.148 3747 3750 3756 rVB5 2470 2910 0.01% 0.003%
84 13.456 3840 3846 3851 rBV7 469 701 0.00% 0.001%
85 13.537 3865 3871 3872 rBvV4 1156 1073 0.00% 0.001%
86 13.563 3875 3879 3888 rVB3 2847 4164 0.01% 0.005%
87 13.653 3903 3907 3915 rVB3 1069 1298 0.00% 0.001%
88 13.739 3928 3934 3940 rVV5 1316 1960 0.01% 0.002%
89 13.778 3940 3946 3952 rVV6 686 1043 0.00% 0.001%
90 13.807 3952 3955 3961 rVvv3 617 532 0.00% 0.001%
91 13.907 3984 3986 3993 rVvB4 688 671 0.00% 0.001%
92 13.977 4002 4008 4010 rBV3 806 815 0.00% 0.001%
93 14.058 4025 4033 4042 rVB3 2891 4524 0.01% 0.005%
94 14.151 4054 4062 4064 rBvV4 656 910 0.00% 0.001%
95 14.334 4111 4119 4120 rBV5 996 1064 0.00% 0.001%
96 14.858 4272 4282 4285 rBV6 435 655 0.00% 0.001%
97 14.890 4289 4292 4301 rVvB4 433 500 0.00% 0.001%
98 14.958 4307 4313 4320 rVvVv4 894 1082 0.00% 0.001%
99 15.379 4438 4444 4446 rBV4 618 579 0.00% 0.001%
100 16.624 4828 4831 4833 rBV3 846 599 0.00% 0.001%
Sum of corrected areas: 86683189
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO81120WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV017957.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 Methanethiol Concentration Rank 5

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

1.48 75.03 ug/L 890866 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
2 Methanethiol 48 CH4S 000074-93-1 90
3 Hvdroxvlamine. O-methvl- 47 CH5NO 000067-62-9 7
4 Hvdroxvlamine. O-methvl- 47 CH5NO 000067-62-9 7
5 Methane, nitroso- 45 CH3NO 000865-40-7 5

Abundance Scan 121 (1.479 min): VV017957.D (-112) (-) m/z 47.00 100.00%
47
5000
e e
4 50 1.20 140 160 1.80
Obrrrrrrrprrrr e oA R 85 Tm/z 48.00 8L1.70%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #113: Methanethiol
47
5000 AL LA AL N
1.20 140 160 1.80
m/z 45.00 54 _.81%
14 33 4
50
0'W'”W'”“”'W””I””IJLﬁq”P'JJ'lb”'P”W'”W“'W“”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
47
120 140 160 180
5000 m/z 45.95 13.06%
. 122 33 44 50
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #109: Hydroxylamine, O-methyl- e
47 1.20 140 160 1.80
m/z 44.00 7.89%
5000 0g 32
4144
Obr e e e e AL L AL R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 31

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

1.82 2.68 ug/L 31827 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 3-Buten-1-ol 72 C4H80 000627-27-0 50

Abundance Scan 227 (1.820 min): VV017957.D (-220) (-) m/z 43.00 100.00%
a3
5000 ////H\\/\\
* 57 72 140 160 180 200 220
46 51 6265 - : ; :
Olrererrrrrereeerrreerrerreee ULAS L ] €265 L S 00 60 . 22%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #709: Pentane
43
5000 [T ey
1.40 1.60 1.80 2.00 2.20
27 39 57 72 m/z 41.00 47.23%
0 15 ‘ﬁo 5053, | 6265 69
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
1.40 1.60 1.80 2.00 2.20
5000 27 m/z 38.95 16.20%
39
57
ol 2 1" 30 5053 72
TFWFFWFFWFFWFWFFWFFWFWFFWFFWWWWWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #707: Pentane e A
43 1.40 1.60 1.80 2.00 2.20

m/z 57.10 15.01%

5000
27

39 57 72

2 1215 ‘Eo 53 | 69\

Obrrrrrr e e

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 140 160 1.80 2.00 2.20

g
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO081120WMA _M
Quant Title : 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 3 2-Propanethiol Concentration Rank 16

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

2.68 11.32 ug/L 134381 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanethiol 76 C3H8S 000075-33-2 91
2 2-Propanethiol 76 C3H8S 000075-33-2 91
3 2-Propanethiol 76 C3H8S 000075-33-2 91
4 2-Propanethiol 76 C3H8S 000075-33-2 91
5 Thiourea 76 CHAN2S 000062-56-6 50

Abundance Scan 494 (2.679 min): VV017957.D (-483) (-) m/z 43.00 100.00%
43
76
5000 39 61
a5 240 260 280 3.00
3 69
o.,....,....,....,....,....,....,ﬁ!.:.! .|.'...,....,.:ﬁ',..:.,....,....,.:-..,....,... m/z 41.00 83.78%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #950: 2-Propanethiol
43
76
5000
21 39 61 2.40 2.60 2.80 3.00
m/z 75.95 75.70%
15 35 47 58
O'P“W““F“W““HWW““Lwﬁ“*L“WH“VAMHHVHWH“Phg““P“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
76 240 260 280 3.00
5000 - o1 m/z 60.95 50.58%
35 39
o 15 32 47 5558 64 71 79
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #951: 2-Propanethiol SN AN
43 2.40 2.60 2.80 3.00
76 m/z 38.95 39.00%
27
5000 61
39
35
58
o q..”,.”.,”..“..ql.”,ﬁ%lL:lN.l:l?ﬁ.“..q.:Hi.”.,”..z%.q.::q..”,.”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 1-Propanol Concentration Rank 3

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

3.52 296.56 ug/L 3521010 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol 60 C3H80 000071-23-8 78
2 1-Propanol 60 C3H80 000071-23-8 72
3 2-Fluoropropene 60 C3H5F 001184-60-7 52
4 2-Fluoropropene 60 C3H5F 001184-60-7 47
5 Allyl fluoride 60 C3H5F 000818-92-8 47

Abundance Scan 756 (3.521 min): VV017957.D (-711) (-) m/z 59.00 100.00%
42 9
5000 39 ///f\\\\\_
USRS SR SRR
45 3.20 3.40 3.60 3.80
3 | 5255| ||62 82
0'W”“P“W””P”W””P”WﬁLL“ﬂ””P“”“'P”W”“P”W”“P“W“”P m/z  41.95 83.74%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #291: 1-Propanol
31
5000 USRS SR SRR
3.20 3.40 3.60 3.80
4 59 m/z 60.00 57.90%
0 1518 \ 39 45 55
s T B R e
Abundance
31
3.20 3.40 3.60 3.80
5000 m/z 41.00 53.99%
21 42 59
o 1519 24 363 45 55
S R K LA KA AR KL LA KA RARAN KALLS RAALA KL AR KAALN LA KALLY R I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #286: 2-Fluoropropene EmE B R
3.20 3.40 3.60 3.80
m/z 39.00 37.74%
5000
39
0 121519 24 36|42 | 56
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 320 340 360 380
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 Ethyl Acetate Concentration Rank 8

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

4.09 40.55 ug/L 481426 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 86
3 Ethvl Acetate 88 C4H802 000141-78-6 78
4 Ethvl Acetate 88 C4H802 000141-78-6 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 38

Abundance Scan 933 (4.090 min): VV017957.D (-922) (-) m/z 43.00 100.00%
43
5000
. 6|1 70 o8 380 400 420 440
) B O . m/z 45.00 15.35%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate
43
5000
3.80 4.00 4.20 4.40
m/z 61.00 14 _.95%
29 61 4o
0 1\5 \“ ! “ 55 ‘ | 83 8\8
miz--> 10 20 30 4 50 60 70 80 90
Abundance
43
3.80 4.00 4.20 4.40
5000 m/z 70.00 11.41%
29 61
15 55 70 88
e L L S L L UL S IS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate s EaREsREELe S
43 3.80 4.00 4.20 4.40
m/z 42.00 6.57%
5000
29 61 70
m/z--> 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 Methyl propionate Concentration Rank 9

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

4.52 39.57 ug/L 469761 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl propionate 88 C4H802 000554-12-1 86
2 Methvl propionate 88 C4H802 000554-12-1 86
3 Methvl propionate 88 C4H802 000554-12-1 80
4 Methvl propionate 88 C4H802 000554-12-1 59
5 tert-Butyl isopropyl carbonate 160 C8H1603 030221-21-7 9

Abundance Scan 1067 (4.521 min): VV017957.D (-1055) (-) m/z 56.95 100.00%
57
5000
R A e
420 4.40 4.60 4.80
45
o/ B ST 1 NS - BN DU m/z 59.00 32.93%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2027: Methyl propionate
29
57
5000
420 4.40 4.60 4.80
88 m/z 88.00 32.39%
0 24/, 39 4 . w 74
LRI LI FURLLLN SLELELEL UL LRI SR SURLLEN SN U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
29 57
420 4.40 4.60 4.80
5000 m/z 55.00 5.06%
88
39 45
e S L L S UL L LIS S L IS LI
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2030: Methy!| propionate
57 420 4.40 4.60 4.80
29 m/z 45.00 3.83%
5000
88
15
0 ‘ \“ | 39 45 1y 71 78 L
m/z--> 10 20 30 40 50 60 70 80 90 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 Thiophene Concentration Rank 22

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

5.39 5.24 ug/L 62270 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene 84 C4H4S 000110-02-1 97
2 Thiophene 84 C4H4S 000110-02-1 94
3 Thiophene 84 C4H4S 000110-02-1 91
4 Thiophene 84 C4H4S 000110-02-1 91
5 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4 43

Abundance Scan 1337 (5.389 min): VV017957.D (-1319) (-) m/z 84.00 100.00%
an
58
5000
45
39 A LR LS I B
3 50 69 5.00 5.20 5.40 5.60 5.80
Otrrrrreprrrrprrr e A P et e m/z 58.00 59.27%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1350: Thiophene
84
58
5000
45 500 520 540 5.60 5.80
39 m/z 44.95 31.89%
50 69
b 283230 e T m e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
84
58 5.00 5.20 5.40 5.60 5.80
5000 m/z 39.00 17.07%
45
39
0 12 18 26 3236 50 61 69 7680 87
R Ry ) LA RELL) LAL) RARLA AL KA LAY RARL) KAL) RALL) LARE) RALAEEALL) NALS) ALY RARLA L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1352: Thiophene
84 5.00 5.20 5.40 5.60 5.80
58 m/z 56.90 14 .06%
45
5000
39
0..““.“.”“.“,”“?f.qﬁa?ﬁu,“.q.“?ﬁ.““.ulnuluéﬁzg..“§?”,ﬁ?q.“q.
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 2-Butanone, 3-methyl- Concentration Rank 25

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

5.55 4_.51 ug/L 53503 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 72
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 59
3 2-Pentanone 86 C5H100 000107-87-9 59
4 2-Pentanone 86 C5H100 000107-87-9 53
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 47

Abundance Scan 1387 (5.550 min): V\V017957.D (-1375) (-) m/z 43.00 100.00%
43
5000
39 8 T T e T
50 55 71 : : : '
OP”W“”W”P“WWW””PJP!W”W””P“W“W”“H”W”W““JMP”W“ m/z 86.00 18.55%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1769: 2-Butanone, 3-methyl-
43
5000 /\"I"'r{>""l' T T
520 5.40 5.60 5.80
o m/z 40.95 16.38%
0 2l 3 39 55 61 71
miz-> & 10 15 % 25 30 35 40 45 50 65 80 66 70 75 30 8 90 98
Abundance
43
520 540 560 580
5000 m/z 38.95 8.75%
86

27
31 39 46 515558 67 'L

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Abundance #1706: 2-Pentanone Ry R

43 5.20 5.40 5.60 5.80
m/z 42.00 5.41%

5000
58 71 8
0 15 221 || s055) 62 67 ]

P T P T e B A RERE N

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 9 1-Butanol Concentration Rank 2

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

6.01 313.39 ug/L 3720870 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 91
2 1-Butanol 74 C4H100 000071-36-3 90
3 1-Butanol 74 C4H100 000071-36-3 90
4 1-Butanol 74 C4H100 000071-36-3 78
5 1-Butanol 74 C4H100 000071-36-3 53

Abundance Scan 1530 (6.010 min): VV017957.D (-1497) (-) m/z 56.10 100.00%
56
41
5000
R e
3 ‘45 5.60 5.80 6.00 6.20 6.40
o..,....,....,....,....,....,...?’,“?.f}'...::...?,‘??f?, 159 8669 377~ m/z 41.00 67.46%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #839: 1-Butanol
31 56
41
5000 I I R UL
27 560 580 6.00 620 6.40
m/z 43.00 53.74%
. 1519 || 3438 4 5053 59 69 73
mz> 8 10 15 20 %5 30 3'5 B S E R R
Abundance
31 41 56
o7 560 580 6.00 6.20 6.40
5000 m/z 42.00 29.81%
15
o 127 192 3438 4 59 7073
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #838: 1-Butanol R REaraEssa e
56 5.60 5.80 6.00 6.20 6.40
m/z 55.00 18.31%
31
41
5000
27
. 1518 | | 3438 /|4 s053|| 59 69 73
iz R T B s B e o E | | Sk s ek e e
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 10 Propanoic acid, ethyl ester Concentration Rank 7

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

6.38 45.24 ug/L 537167 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. ethvl ester 102 C5H1002 000105-37-3 91
2 Propanoic acid. ethvl ester 102 C5H1002 000105-37-3 90
3 Propanoic acid. ethvl ester 102 C5H1002 000105-37-3 86
4 Propanoic acid. ethvl ester 102 C5H1002 000105-37-3 72
5 Propanoic acid, ethyl ester 102 C5H1002 000105-37-3 64

Abundance Scan 1645 (6.380 min): VV017957.D (-1630) (-) m/z 57.00 100.00%
g7
5000
45 7 102 6.00 620 6.40 6.60 6.80
o8l Sl 8T | Tm/z 75.00  12.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4306: Propanoic acid, ethyl ester
57
5000 29 SSAEPENAERL AR NRRE R
6.00 6.20 6.40 6.60 6.80
45 75 102 m/z 45.00 11.70%
oL 15 | s | | JAI 14
HSURURELIN SURELELN SRR SULELIL SURBLELS SURILEL IR SURLEL SUEL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
29 57
6.00 6.20 6.40 6.60 6.80
5000 m/z 74.00 11.44%
45 74
39 87 102
e U S I S UL SR IS SIS UL S
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4302: Propanoic acid, ethyl ester
29 57 6.00 6.20 6.40 6.60 6.80
m/z 102.00 10.43%
5000
45 75 102
0 "|'%§'|" "”"'??'“t'l"*‘l"" |”H"|"§?|"" |l"'|" SRS NAERL AR SRR N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 11 Ethane, 1,l1-diethoxy- Concentration Rank 32

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

6.56 2.53 ug/L 30010 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1l.l1-diethoxv- 118 C6H1402 000105-57-7 53
2 Ethane. 1.1-diethoxv- 118 C6H1402 000105-57-7 42
3 Boronic acid. ethvl- 74 C2H7B0O2 004433-63-0 37
4 2-Propanol. 1-propoxv- 118 C6H1402 001569-01-3 36
5 Isoxazolidine 73 C3H7NO 000504-72-3 32

Abundance Scan 1701 (6.560 min): VV017957.D (-1693) (-) m/z 44.95 100.00%
45
73
5000
59 103
26 || | | 6.20 6.40 6.60 6.80
Ol el et A Tm/z 72.95  58.354%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8831: Ethane, 1,1-diethoxy-
45
5000 73
6.20 6.40 6.60 6.80
29 103 m/z 43.95 22.19%
0 1\5 ““ 1 M \‘ ql i 89 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
620 640 660 680
5000 3 m/z 103.00 21.57%
29
15 103
0 39 61 89 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #786: Boronic acid, ethyl- R e I
45 6.20 6.40 6.60 6.80
m/z 47.00 19.12%
5000
o 27, 3 57 67 74
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 12 Butanoic acid, methyl ester Concentration Rank 12

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

6.63 17.88 ug/L 212279 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 72
2 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 56
3 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 45
4 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 32
5 Propanoic acid, 2-methyl-, methy... 102 C5H1002 000547-63-7 32

Abundance Scan 1723 (6.630 min): VV017957.D (-1713) (-) m/z 74.00 100.00%
43 i
5000
59 87
6.20 6.40 6.60 6.80 7.00
0 ...,....,....,..??'il:-..,??'..,....-,. 2 "m/z 43.00 99.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4305: Butanoic acid, methyl ester
43
74
5000 27
15 6.20 6.40 6.60 6.80 7.00
59 87 m/z 71.00 77 .08%
b L s | el [ awe
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 74
620 6.40 6.60 6.80 7.00
5000 m/z 41.00 35.94%
27 87
15 59
33 53 68 102 \v\,wvﬁ\—A‘r/\\
e S S IR SULIULS SURILIL IS IULILS SULIURS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4300: Butanoic acid, methy! ester A RREEE EE e
43 620 6.40 6.60 6.80 7.00
“ m/z 87.00 27 .99%
5000
15 2 59 87
m/z--> fo 25 ' 0 50 60 75 80 90 100 110 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 13 2-Pentanol, 4-methyl- Concentration Rank 23

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

7.72 4._.65 ug/L 78704 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 78
2 2-Hexanol 102 C6H140 000626-93-7 72
3 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 72
4 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 56
5 2-Hexanol 102 C6H140 000626-93-7 56

Abundance Scan 2062 (7.720 min): VV017957.D (-2052) (-) m/z 45.00 100.00%
45
5000
69
39‘ 56 T 7.40 7.60 7.80 8.00
) 1 U0 RS S ./ A m/z 43.00 28.30%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4443: 2-Pentanol, 4-methyl-
45
5000
7.40 7.60 7.80 8.00
27 29 69 m/z 69.00 24 _41%
0 18 133 | 515 63 | 8 am
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
45
7.40 7.60 7.80 8.00
5000 m/z 40.95 24 _01%
69
19 20 30 55 8  1m
G L U UL U UL SULILS UL UL IS R
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4455: 2-Pentanol, 4-methyl-
45 7.40 7.60 7.80 8.00
m/z 38.95 10.70%
5000
69
27 39‘ 57 ‘ 87
oSNNI B | O O U A NS 1 S
m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 14 Butanoic acid, ethyl ester Concentration Rank 11

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

8.05 19.35 ug/L 327541 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. ethvl ester 116 C6H1202 000105-54-4 97
2 Butanoic acid. ethvl ester 116 C6H1202 000105-54-4 72
3 Butanoic acid. ethvl ester 116 C6H1202 000105-54-4 72
4 Butanoic acid. ethvl ester 116 C6H1202 000105-54-4 49
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 47

Abundance Scan 2165 (8.052 min): VV017957.D (-2156) (-) m/z 71.00 100.00%
!
43
88
5000
T 101 TT7h0 80 520 40
116 : : : :
o...,....,....,..3.?|,I:|..,.5.‘-‘..!'....I:|...,....,....,'....,...-.,... m/z 43.00 78.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8148: Butanoic acid, ethyl ester
43 7
29
5000 8
7.80 8.00 8.20 8.40
‘ 60 m/z 88.00 54.44%
101
o2 Al osnlll sl Al g wms
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
29 43 71
7.80 8.00 8.20 8.40
5000 88 m/z 41.00 27 .22%
60
0 37 53 77 101 116
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8144: Butanoic acid, ethyl ester L e e e e
29 43 7 7.80 8.00 8.20 8.40
m/z 60.00 21.05%
5000 88
60
. alll sl m | s
m/z--> 10 20 3'0 40 50 60 7'0 80 90 100 110 120 780 8.00 8.0 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 15 Methyl valerate Concentration Rank 21

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

8.47 5.29 ug/L 89588 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl valerate 116 C6H1202 000624-24-8 83
2 Methvl valerate 116 C6H1202 000624-24-8 83
3 Methvl valerate 116 C6H1202 000624-24-8 83
4 Methvl isovalerate 116 C6H1202 000556-24-1 64
5 Methyl valerate 116 C6H1202 000624-24-8 50

Abundance Scan 2295 (8.470 min): VV017957.D (-2285) (-) m/z 74.00 100.00%
74
5000
43 57 85
8.20 8.40 860 8.80
o..,....,....,....|,|!‘...‘??-.'!J,....,.-..,...:,....1,0.1...,1.1.‘.‘.,... m/z 85.00 33.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8072: Methyl valerate
74
5000 57 ""I""I""I"*wﬁ""
43 85 8.20 840 8.60 8.80
29 m/z 57.00 32.00%
oL 15 ] 37\‘“ L A T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
74
8.20 8.40 860 8.80
0
5000 43 57 o m/z 87.00 31.49%
29
15
0 "I""I""I"??I""?%"'I"§?I""I""I""lg}"'l'%%§l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8073: Methyl valerate
74 8.20 8.40 860 8.80
m/z 43.00 29.65%
5000 29 B
85
0 ! 37‘ 1, 51‘\ ‘ 68 | ‘ 101 116 AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 16 Propanoic acid, 2-hydroxy-,... Concentration Rank 1

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

8.74 1426.49 ug/L 24144800 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-hvdroxv-. ethy... 118 C5H1003 000097-64-3 78
2 Propanoic acid. 2-hvdroxv-. ethv... 118 C5H1003 000687-47-8 64
3 Propanoic acid. 2-hvdroxv-. ethv... 118 C5H1003 000687-47-8 56
4 Propanoic acid. 2-hydroxyv-. ethv... 118 C5H1003 000097-64-3 40
5 Propanoic acid, 2-hydroxy-, ethy... 118 C5H1003 000687-47-8 25

Abundance Scan 2379 (8.740 min): VV017957.D (-2341) (-) m/z 45.00 100.00%

45
5000

75 840 860 880 900
36 ||, 56 64 89 103 118 144
Obrrrrrrr ot e b prrr e prre et .| M/z 43.00 9.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8722: Propanoic acid, 2-hydroxy-, ethyl ester
45
5000 LA LN L L L L L LB LB L B}

8.40 8.60 8.80 9.00
m/z 75.00 9.19%

‘\ | 56 > g9 103 119
SN N PUNNBN N NN N -,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

o

Abundance
45

8.40 8.60 8.80 9.00

5000 m/z 46.00 3.01%
29
19
0 37 56 ™ 89 103 118
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8737: Propanoic acid, 2-hydroxy-, ethyl ester, (S)-
45 8.40 8.60 8.80 9.00

m/z 47.00 2.20%

5000
29
‘¥9 H 56 7? 89 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 860 880 9.00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 17 Thiophene, 2-ethyl- Concentration Rank 27

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

9.13 3.42 ug/L 57840 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvl- 112 C6H8S 000872-55-9 91
2 Thiophene. 2-ethvl- 112 C6H8S 000872-55-9 87
3 Thiophene. 3-ethvl- 112 C6H8S 001795-01-3 87
4 1.1-Dimethvl-1-silacvclo-3-pentene 112 C6H12Si 016054-12-9 86
5 Thiophene, 2-ethyl- 112 C6H8S 000872-55-9 83

Abundance Scan 2500 (9.129 min): VV017957.D (-2492) (-) m/z 97.00 100.00%
o7
5000 112
— e
55 63 77 84 8.80 9.00 9.20 9.40
o...,....,....,..3.6.',!.'.‘.‘;'.'.'..,....';...'.,....,...!',....i'.-...,.. m/z 111.95  37.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6435: Thiophene, 2-ethyl-
o7
5000 L UL LR L I
45 112 8.80 9.00 9.20 9.40
5, 39 m/z 41.95 11.66%
. AL AR
miz--> A A e A A P A
Abundance
97
8.80 9.00 9.20 9.40
5000 m/z 98.00 11.38%
112
45
0 15 2733 % 6369 77 g4 105
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6437: Thiophene, 3-ethyl- R A L
o7 8.80 9.00 9.20 9.40

m/z 69.00 10.02%

5000 112

45
39
P33 [ | 58 6369 7784 g | 105

T TN AT W T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 18 (S)-I1sopropyl lactate Concentration Rank 20

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

9.27 5.46 ug/L 92372 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-1sopropvl lactate 132 C6H1203 063697-00-7 64
2 (2R.4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 43
3 (25.4S)-(+H)-Pentanediol 104 C5H1202 072345-23-4 43
4 2.4-Pentanediol 104 C5H1202 000625-69-4 40
5 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 39

Abundance Scan 2544 (9.270 min): VV017957.D (-2533) (-) m/z 45.00 100.00%
45
5000 \\\__
39 50, 8o " 900 920 940 9.60
O e o T L T e e m/z 43.00 49_41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14268: (S)-Isopropyl lactate
45
5000 A L L R UL
9.00 9.20 9.40 9.60
m/z 41.00 18.21%
o 15 2‘? 39‘ 59 73 8? 117
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
900 920 940 9.60
5000 m/z 39.00 7.21%
71
19 27 39 55 63 89
e s R R RS AR AR RARRN REARS AR SAARS RS RA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4779: (2S,4S)-(+)-Pentanediol
45 9.00 9.20 9.40 9.60
m/z 42.00 5.92%
5000
71
10 27 39l g 63 89
O o B e S O
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 19 1-Hexanol Concentration Rank 10

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

9.50 27.80 ug/L 470476 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol 102 C6H140 000111-27-3 78
2 1-Hexanol 102 C6H140 000111-27-3 78
3 1-Hexanol 102 C6H140 000111-27-3 78
4 1-Hexanol 102 C6H140 000111-27-3 78
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 72

Abundance Scan 2615 (9.498 min): VV017957.D (-2604) (-) m/z 56.05 100.00%
56
43
5000
69
84 920 940 960 980
o..,....,....,..??I;.!-.?,O.-: L83l 5 i 0 WS “n/z 43.00 56.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4414 1-Hexanol
56
5000 43
920 9.40 9.60 9.80
- 69 m/z 55.00 56.73%
ol 15 || 37 s0 | 63 77 84 101
mz> 10 20 30 40 % 80 70 80 90 100 110 130
Abundance
56
43
31 9.20 9.40 9.60 9.80
5000 m/z 41.00 47 .99%
69
o 25 37 50 63 77 84 101
RSN AU IR UL SV SURIULE SURIUL UL UL B B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4412: 1-Hexanol
56 9.20 9.40 9.60 9.80
m/z 42.00 38.49Y%
43
5000
21 69
84
L1 |l e s ) es ‘ 7|
m/z--> 15 25 35 45 55 éo fo 85 95 160 1io 150 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 20 Pentanoic acid, ethyl ester Concentration Rank 13

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

9.59 15.68 ug/L 265398 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. ethvl ester 130 C7H1402 000539-82-2 94
2 Pentanoic acid. ethvl ester 130 C7H1402 000539-82-2 93
3 Pentanoic acid. ethvl ester 130 C7H1402 000539-82-2 91
4 Pentanoic acid. ethvl ester 130 C7H1402 000539-82-2 90
5 Pentanoic acid, ethyl ester 130 C7H1402 000539-82-2 62

Abundance Scan 2643 (9.588 min): VV017957.D (-2636) (-) m/z 85.00 100.00%
57 a5
5000 a1
i 101 LU I N
9.20 9.40 9.60 9.80 10.00
0.,....,....l,!.|..?1.-.|!:,....,.:..,.-.'.-,....,:'...,.1.1-?.,...1.3,9..., m/z 88.00 99.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13463: Pentanoic acid, ethyl ester
29 57 88
5000 41 RRNUSEAE SRS SRR N
73 101 9.20 9.40 9.60 9.80 10.00
m/z 57.05 81.02%
0 11 | ‘H ‘ \“ ‘\ (AN \‘ 115 130
JUNIRIUNEIES SR UL UL UL UL UL B SRS SRS B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
29
57 85 9.20 9.40 9.60 9.80 10.00
5000 41 m/z 60.00 46.96%
73
0 51 67 101 115 130
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13465: Pentanoic acid, ethyl ester R RERT pRanaE S o
29 5 9.20 9.40 9.60 9.80 10.00
57 m/z 41.00 39.75%
5000 41
73 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 21 2-Heptanone Concentration Rank 24

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

9.72 4 .54 ug/L 76820 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 90
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 87
3 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 87
4 2-Heptanone 114 C7H140 000110-43-0 87
5 2-Heptanone 114 C7H140 000110-43-0 86

Abundance Scan 2684 (9.720 min): VV017957.D (-2674) (-) m/z 43.00 100.00%
i}
58
5000
it 9.40 9.60 9.80 10.00
85 99 114 : - : :
0|”..“..W.?ﬁhhh.?%”h“..wL.]?nn.“..q..”|J..“. m/z 58.00 66.37%

mz--> 10 20 30 40 50 60 70 80 90

100 110 120

Abundance #7431: 2-Heptanone
43
58
5000
27 71
0 || 37 51,] e | 77 8 91 99 114
R e o o L B e e o o e e s
m/z-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
5000
58
27
T g 99 114
O T T T T T T T
m/z-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7507: 2-Hexanone, 5-methyl-
43
5000
58
27 71
20 |y 37[| 51 | 64 [ 8 o1 99 114
(O e I o o o LA B o o B R REERE e

mz--> 10 20 30 40 50 60 70 80 90

100 110 120

9.40 9.60 9.80 10.00

m/z 57.00 20.65%

9.40 9.60 9.80 10.00

m/z 71.00 18.20%

9.40 9.60 9.80 10.00

m/z 41.00 14 _.47%

9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 22 2-Heptanol Concentration Rank 26

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

9.86 3.85 ug/L 65083 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanol 116 C7H160 000543-49-7 90
2 2-Heptanol 116 C7H160 000543-49-7 83
3 2-Heptanol. (S)- 116 C7H160 006033-23-4 74
4 2-Heptanol 116 C7H160 000543-49-7 74
5 2-Octanol, (S)- 130 C8H180 006169-06-8 64

Abundance Scan 2727 (9.859 min): VV017957.D (-2719) (-) m/z 45.00 100.00%
45
5000
55 SURSUSN A W S NN
3ﬂ| 70 83 o0 9 9.60 9.80 10.00 10.20
o O] R O N M- A S m/z 55.00 23.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8313: 2-Heptanol
45
5000
55 9.60 9.80 10.00 10.20
m/z 43.00 20.91%
3%‘ 70 83 98
0 "|"'%?"J'|""|""|"h'|§§"u""|'h"|"' l|‘""|'1'1'5'|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
9.60 9.80 10.00 10.20
5000 m/z 41.00 17.80%
55
ol 15 29 39 o 8 93 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8326: 2-Heptanol, (S)-
45 9.60 9.80 10.00 10.20
m/z 56.00 10.62%
5000
55
oo Byl T m ®
m/z--> 10 20 30 4I 50 60 7'0 8|0 90 100 110 120 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 23 unknown-01 Concentration Rank 14

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

9.98 15.19 ug/L 257062 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lactic acid 90 C3H603 000050-21-5 42
2 Silane. trimethvl-2-propenvl- 114 C6H14Si 000762-72-1 39
3 Boronic acid. ethvl- 74 C2H7B0O2 004433-63-0 9
4 Silane. diethvimethvl- 102 C5H14Si 000760-32-7 9
5 2-Butanol, (R)- 74 C4H100 014898-79-4 9

Abundance Scan 2765 (9.981 min): VV017957.D (-2749) (-) 45.00 100.00%
45
73
5000
| ss g7 102 144 9.60 9.80 10.00 10.20
Obrrrprrrrprrrr e e e m/z 73.00 77.67%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2250: Lactic acid
45
5000

9.60 9.80 10.00 10.20
m/z 43.00 13.77%

29
18 Ll ‘ 56 65 7‘4 89
oSNNS L . N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
9.60 9.80 10.00 10.20
5000 m/z 102.00 9.45%
45 59
0 29 37 83 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 A
Abundance #786: Boronic acid, ethyl- P AR
45 9.60 9.80 10.00 10.20

m/z 73.95 6.52%

5000

27 35 57 74

o e e e e e e EEASE S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 24 2-Butanol, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.11 82.50 ug/L 1153260 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 50
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 50
3 2-Butanol. 3-methvl-. (9)- 88 C5H120 001517-66-4 50
4 L-Lactic acid 90 C3H603 000079-33-4 50
5 Hydrazine, propyl- 74 C3H10N2 005039-61-2 40
Abundance Scan 2805 (10.109 min): VV017957.D (-2790) (-) m/z 45.00 100.00%
45
5000
75 9.80 10.00 10.20 10.40
Obrr eS8l 2l 88103 A7 132 | 770 43,00 28.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2120: 2-Butanol, 3-methyl-
45
5000
55 9.80 10.00 10.20 10.40
73 m/z 41.00 11.74%
oL 15 s, w 62 | a7
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
9.80 10.00 10.20 10.40
5000 m/z 74.95 6.89%
73
. 27 38 59 88
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2133: 2-Butanol, 3-methyl-, (S)-
45 9.80 10.00 10.20 10.40

m/z 39.00 3.72%

- ¢
55 73
27
19 4L 3gl] | &

_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 25 Butanoic acid, 2-hydroxy-3-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.79 10.18 ug/L 142240 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-hvdroxy-3-methy... 146 C7H1403 002441-06-7 78
2 Butanoic acid. 2-hvdroxvy-3-methv... 146 C7H1403 002441-06-7 78
3 Butanoic acid. 2-hvdroxvy-3-methv... 146 C7H1403 002441-06-7 78
4 Pentanoic acid. 2-hvdroxv-. ethv... 146 C7H1403 006938-26-7 38
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 32
Abundance Scan 3017 (10.791 min): VV017957.D (-3006) (-) m/z 73.00 100.00%
7B
5000
55
v ‘ 104 10.40 10.60 10.80 11.00 11.20
o..,....,.?.6.,|=|.|..,....,....,::'..,....,....,.'!..,..1.1.7,..1.2.?....,....,.... m/z 55.00 29.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21997: Butanoic acid, 2-hydroxy-3-methyl-, ethyl ester
73
10.40 10.60 10.80 11.00 11.20
,g 43 55 m/z 76.00 29.75%
0 Il 36, \“‘ \ 62 || 85092 J 117 128 146
miz> % 30 4 50 60 70 80 60 100 110 130 130 140 180
Abundance
73
10.40 10.60 10.80 11.00 11.20
5000 m/z 42.95 20.64%
55
29 43 104
0 85 93 117 131 146
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21995: Butanoic acid, 2-hydroxy-3-methyl-, ethyl ester B REEE S e
7B 10.40 10.60 10.80 11.00 11.20
m/z 45.00 13.13%
5000
55
a3 104
o \\‘ N Ll 8 95 "7 117 128 146
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 26 1-Heptanol Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
10.84 3.36 ug/L 46939 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol 116 C7H160 000111-70-6 90
2 1-Heptanol 116 C7H160 000111-70-6 90
3 1-Heptanol 116 C7H160 000111-70-6 86
4 Cvclobutanone. 2.2-dimethvl- 98 C6H100 001192-14-9 78
5 Formic acid, heptyl ester 144 C8H1602 000112-23-2 74
Abundance Scan 3032 (10.839 min): VV017957.D (-3025) (-) m/z 70.05 100.00%
56 D
41
5000
| 50 | | 83 08 10.60 10.80 11.00 11.20
O e e e e b e e e m/z 56.00 86.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8324: 1-Heptanol
41 56 70
5000 31 AN SUMURE BN BN RN
10.60 10.80 11.00 11.20
m/z 41.00 73.23%
83
0..,....,..:l“...}.U.?ﬂﬂ.y,§?ulM.??,J...,..?FP...,....,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56 70
41 R U SRS BN SUR
10.60 10.80 11.00 11.20
5000 m/z 55.00 64 .40%
31
o 15 50 63 7 & 98 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8311: 1-Heptanol R REEE BE L
56 70 10.60 10.80 11.00 11.20
43 m/z 43.00 52.33%
5000
29
oL 18 | s 63 |, 775 %
m/z--> 10 20 30 & % 60 70 8 90 100 110 120 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 27 Hexanoic acid, ethyl ester Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.72 ug/L 38039 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. ethvl ester 144 C8H1602 000123-66-0 83
2 Hexanoic acid. ethvl ester 144 C8H1602 000123-66-0 64
3 Hexanoic acid. ethvl ester 144 C8H1602 000123-66-0 59
4 Hexanoic acid. ethvl ester 144 C8H1602 000123-66-0 50
5 Hexanoic acid, ethyl ester 144 C8H1602 000123-66-0 50
Abundance Scan 3051 (10.900 min): VV017957.D (-3046) (-) m/z 88.00 100.00%
88
43 99
5000 60
71 ﬁ A
115 10.60 10.80 11.00 11.20
o} m/z 99.05 60.57%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20895: Hexanoic acid, ethyl ester
29 43 88
99
5000 60 Ay |/$"
73 10.60 10.80 11.00 11.20
m/z 43.00 57 .68%
i (I
0"W?”'P'”I”'W'”'P"?'J“P'”“”""'I”'”'”'PJ“I”%?Q”'ﬁ?ﬁI”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
29 88
43 SR SRR AL BN B
10.60 10.80 11.00 11.20
5000 60 99 m/z 60.00 42 _.69%
70
o 51 79 115 995 144
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 A A
Abundance #20901: Hexanoic acid, ethyl ester R e R
88 10.60 10.80 11.00 11.20
m/z 101.00 30.36%
43
5000 29 60 99
71
. 5| \\\51\ H\ g | 7 129 1m
m/z--> 0 10 20 30 40 50 6|0 70 80 90 100 11'0 120 130 140 150 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 28 3-Octanone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.96 8.99 ug/L 125698 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 94
2 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 56
3 3-Octanone 128 C8H160 000106-68-3 53
4 3-0Octanone 128 C8H160 000106-68-3 50
5 Ethanone, 1-(3,3-dimethyloxiranyl)- 114 C6H1002 004478-63-1 47
Abundance Scan 3070 (10.961 min): VV017957.D (-3061) (-) m/z 43.00 100.00%
72 99
5000
85 128 10,60 10.80 11.00 11.20
o...,....,....,....hh:.?ﬁ'.-.':.,.‘??.,.'...,..':.,....;....,....,...!,...., m/z 57.00 83.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12435: 3-Octanone
43 57
72 99
5000 29
10.60 10.80 11.00 11.20
a5 128 m/z 72.00 61.21%
0"'l”"l”'*w"JM*'?g'M*w§§'wh"w't'w"ﬂ"}pq"w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
29 43 57
71 10.60 10.80 11.00 11.20
5000 99 m/z 71.10 56.28%
128
ol 15 36 50 64 83 113
wmmwﬁﬂTwwwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12427: 3-Octanone
43 57 10.60 10.80 11.00 11.20
72 m/z 99.05 54 _.80%
29
5000 9
85 128
obr 15 Ll so) es | & 14 |
m/z--> fo ﬁo 50 45 55 eb 75 éo do 160 110 150 1éo ' 10k0 10.80 11.00 11.20 !
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 29 3-Octanol Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.08 6.20 ug/L 86714 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol 130 C8H180 000589-98-0 86
2 3-0Octanol 130 C8H180 000589-98-0 83
3 3-Heptanol. 6-methvl- 130 C8H180 018720-66-6 78
4 3-Heptanol. 6-methvl- 130 C8H180 018720-66-6 72
5 5-Ethyl-3-methylhept-1-en-4-ol 156 C10H200 286424-80-4 59

Abundance Scan 3107 (11.080 min): VV017957.D (-3094) (-) m/z 59.00 100.00%
59
83
5000 a1
101
70 112 10.80 11.00 11.20 11.40
o..,....,....,....|,.|...‘??.!h;....':....,.:..,....,....,!...,..???.... m/z 54.95 60.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13641: 3-Octanol
59
83
5000 L UL B SUULE S
41 1080 11.00 11.20 11.40
‘ 101 m/z 83.00 59.21%
70
N U T N N+ 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
83 10.80 11.00 11.20 11.40
5000 a1 m/z 41.00 38.33%
29 101
14 51 70 112
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13704: 3—Heptan0|, 6—methy|— LI L L L L L L L L
59 10.80 11.00 11.20 11.40
83 m/z 101.10 22.62%
5000
41
101
oL 15 i ‘\ sl % | 12 128
m/z--> 10 20 30 4'0 50 60 7'0 80 90 1(')0 110 120 130 10.80 11.00 11.20 11.40

SOMVLMO81120WMA .M Thu Aug 13 14:44:55 2020

Page: 33



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 30 Propanoic acid, 2-hydroxy-,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.35 13.02 ug/L 182075 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-hvdroxv-. butv... 146 C7H1403 000138-22-7 78
2 Propanoic acid. 2-hvdroxv-. butv... 146 C7H1403 000138-22-7 64
3 1-Butene. 4-methoxy 86 C5H100 004696-30-4 64
4 2-Pentanol. 3-methvl- 102 C6H140 000565-60-6 56
5 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 56
Abundance Scan 3191 (11.350 min): VV017957.D (-3183) (-) m/z 45.00 100.00%
45
5000
57
75 85 11.00 11.20 11.40 11.60
o..,....,....,.F??,L'::.,..'!.,..‘?7.,..'..,..'..,....1,9.2..,....,....,....,....,.. m/z 57.05 23.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21983: Propanoic acid, 2-hydroxy-, butyl ester
45
5000
29 11.00 11.20 11.40 11.60
57 m/z 41.00 21.30%
o ‘\“ w758 n
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
11.00 11,20 11.40 11.60
5000 m/z 56.05 12.60%
57
29
ol 15 37 65 /5 8 101 115 130 145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1748: 1-Butene, 4-methoxy s EREEEEEESELLL S
45 11.00 11.20 11.40 11.60
m/z 43.00 9.31%
5000
29
1 [1] ?? 71 85
G B B A AR AR RN AL ARAAS AR LR LR AN AR N BN SN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081220\
Data File : VV017957.D

Aca On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 31 Cyclohexanone, 4-ethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.43 2.89 ug/L 40410 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 4-ethvl- 126 C8H140 005441-51-0 72
2 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001839-88-9 43
3 2-Cvclohexen-1-ol. 1-methvl- 112 C7H120 023758-27-2 37
4 Cvclopentane. (1-methvlbutv)- 140 C10H20 004737-43-3 37
5 2,3-Dimethyl-3-heptene 126 C9H18 1000113-49-3 35
Abundance Scan 3216 (11.431 min): VV017957.D (-3209) (-) m/z 97.00 100.00%
55 a7
69 126
5000 41
| | | |‘ | 111 11.20 11.40 11.60 11.80
o..,....,....,...l;.'..'.,'.!..,. ,'!..'.'...... e || M7z 55.00  87.17%
m/z--> 10 20 30 40 50 60 70 90 100 110 120 130
Abundance #11364: Cyclohexanone, 4-ethyl-
55
5000 4 97 LRI SULR LN B S
70 126 11.20 11.40 11.60 11.80
27 84 m/z 69.00 63.18%
WN \‘ mﬂ\‘ 63| 77 1 | 11
O T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 69
4 97 11.20 11.40 11.60 11.80
5000 m/z 126.00 57 .92%
27 111
15
e R A R RS AR AR RARRA RARRS RARAS LRSS RAARN SRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance H#HE577: 2—Cyc|0hexen—l—o|, l—methyl— ,l LI L L BN B
97 11.20 11.40 11.60 11.80
m/z 41.00 46.91%
69
5000 43
55 84
‘ 71 112
3 SR | N_—_T “,“l“,‘,‘,,,, e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11. 40 11.60 11. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV081220\
Data File : VV017957.D

Acq On : 13 Aug 2020 04:03

Operator : SY/MD

Sample : L3644-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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]
Methanethiol 1.48 75.0 ug/L 890866 1 5.64 593647 50.0
(DEL) Alkane: Str... 1.82 2.7 ug/L 31827 1 5.64 593647 50.0
2-Propanethiol 2.68 11.3 ug/L 134381 1 5.64 593647 50.0
1-Propanol 3.52 296.6 ug/L 3521010 1 5.64 593647 50.0
Ethyl Acetate 4.09 40.5 ug/L 481426 1 5.64 593647 50.0
Methyl propionate 4.52 39.6 ug/L 469761 1 5.64 593647 50.0
Thiophene 5.39 5.2 ug/L 62270 1 5.64 593647 50.0
2-Butanone, 3-met... 5.55 4.5 ug/L 53503 1 5.64 593647 50.0
1-Butanol 6.01 313.4 ug/L 3720870 1 5.64 593647 50.0
Propanoic acid, e... 6.38 45.2 ug/L 537167 1 5.64 593647 50.0
Ethane, 1,1-dieth... 6.56 2.5 ug/L 30010 1 5.64 593647 50.0
Butanoic acid, me... 6.63 17.9 ug/L 212279 1 5.64 593647 50.0
2-Pentanol, 4-met... 7.72 4.7 ug/L 78704 2 8.87 846300 50.0
Butanoic acid, et... 8.05 19.4 ug/L 327541 2 8.87 846300 50.0
Methyl valerate 8.47 5.3 ug/L 89588 2 8.87 846300 50.0
Propanoic acid, 2... 8.74 1426.5 ug/L 24144800 2 8.87 846300 50.0
Thiophene, 2-ethyl- 9.13 3.4 ug/L 57840 2 8.87 846300 50.0
(S)-1sopropyl lac... 9.27 5.5 ug/L 92372 2 8.87 846300 50.0
1-Hexanol 9.50 27.8 ug/L 470476 2 8.87 846300 50.0
Pentanoic acid, e... 9.59 15.7 ug/L 265398 2 8.87 846300 50.0
2-Heptanone 9.72 4.5 ug/L 76820 2 8.87 846300 50.0
2-Heptanol 9.86 3.9 ug/L 65083 2 8.87 846300 50.0
unknown-01 9.98 15.2 ug/L 257062 2 8.87 846300 50.0
2-Butanol, 3-methyl- 10.11 82.5 ug/L 1153260 3 11.27 698970 50.0
Butanoic acid, 2-... 10.79 10.2 ug/L 142240 3 11.27 698970 50.0
1-Heptanol 10.84 3.4 ug/L 46939 3 11.27 698970 50.0
Hexanoic acid, et... 10.90 2.7 ug/L 38039 3 11.27 698970 50.0
3-Octanone 10.96 9.0 ug/L 125698 3 11.27 698970 50.0
3-Octanol 11.08 6.2 ug/L 86714 3 11.27 698970 50.0
Propanoic acid, 2... 11.35 13.0 ug/L 182075 3 11.27 698970 50.0
Cyclohexanone, 4-... 11.43 2.9 ug/L 40410 3 11.27 698970 50.0
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