LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 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\SOMVLMO30620WMA .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 1.116 4 8 21 rVB3 12073 12127 0.23% 0.058%
2 1.219 35 40 58 rvB 107385 109670 2.05% 0.525%
3 1.315 63 70 88 rvB 141745 153155 2.87% 0.733%
4 1.396 88 95 108 rBvV 28791 46692 0.87% 0.223%
5 1.479 114 121 138 rVB 140863 159777 2.99% 0.765%
6 1.579 144 152 168 rVB 117885 144147 2.70% 0.690%
7 2.119 310 320 331 rBV 250775 363559 6.81% 1.740%
8 2.232 337 355 373 rBv4 41010 133977 2.51% 0.641%
9 2.454 405 424 502 rBV3 173413 1201870 22.52% 5.752%
10 2.984 579 589 602 rVB3 6178 13236 0.25% 0.063%
11 3.540 747 762 777 rBV6 4458 10752 0.20% 0.051%
12 3.637 787 792 796 rBV3 1022 862 0.02% 0.004%

13 3.730 807 821 867 rBv2 121187 377308 7.07% 1.806%
14 3.929 871 883 905 rBvV2 68652 257591 4.83% 1.233%
15 4.380 1004 1023 1049 rBvV 210655 526168 9.86% 2.518%

16 4.711 1123 1126 1129 rVB3 973 584 0.01% 0.003%
17 5.074 1217 1239 1263 rBV2 523961 1316845 24.67% 6.302%
18 5.270 1286 1300 1342 rBv4 51396 186091 3.49% 0.891%

19 5.489 1364 1368 1371 rBv4 753 633 0.01% 0.003%
20 5.502 1371 1372 1379 rVB5 686 645 0.01% 0.003%
21 5.566 1379 1392 1403 rBV2 6019 15783 0.30% 0.076%
22 5.643 1403 1416 1442 rVB 458017 891592 16.71% 4.267%
23 5.929 1498 1505 1506 rBv4 2019 2069 0.04% 0.010%
24 6.096 1542 1557 1583 rBV 291963 604064 11.32% 2.891%
25 6.309 1620 1623 1625 rBV2 1314 901 0.02% 0.004%
26 6.370 1639 1642 1644 rBv4 1086 650 0.01% 0.003%
27 6.608 1656 1716 1721 rBV3 73916 531510 9.96% 2.544%
28 6.949 1818 1822 1824 rBV3 739 645 0.01% 0.003%
29 7.010 1828 1841 1866 rVvB2 160955 297499 5.57% 1.424%
30 7.260 1906 1919 1930 rBV3 11310 23207 0.43% 0.111%
31 7.338 1931 1943 1963 rVV 646717 1107026 20.74% 5.298%
32 7.495 1990 1992 1994 rBV3 958 608 0.01% 0.003%
33 7.643 2024 2038 2054 rBV 125971 222915 4.18% 1.067%
34 7.791 2080 2084 2085 rBV2 1052 605 0.01% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 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\SOMVLMO30620WMA .M
Title : VOC Analysis
35 7.865 2100 2107 2108 rBV5 770 822 0.02% 0.004%
36 7.961 2126 2137 2148 rBV9 5071 10979 0.21% 0.053%
37 8.112 2168 2184 2214 rBV3 541806 1130676 21.18% 5.411%
38 8.334 2246 2253 2265 rVB2 8706 17236 0.32% 0.082%
39 8.559 2318 2323 2326 rBV7 937 882 0.02% 0.004%
40 8.604 2334 2337 2348 rVB7 1455 2270 0.04% 0.011%
41 8.727 2366 2375 2379 rBV6 4725 7219 0.14% 0.035%
42 8.875 2404 2421 2444 rBV 693072 1196805 22.42% 5.728%
43 9.055 2468 2477 2495 rBvV 34102 67808 1.27% 0.325%
44 9.170 2499 2513 2528 rVB4 50336 102621 1.92% 0.491%
45 9.270 2538 2544 2552 rBVv4 4333 5996 0.11% 0.029%
46 9.402 2579 2585 2586 rBv4 1596 1351 0.03% 0.006%
47 9.563 2628 2635 2637 rBV7 4785 5043 0.09% 0.024%
48 9.611 2640 2650 2664 rVB3 54512 101334 1.90% 0.485%
49 9.698 2671 2677 2683 rBV9 1085 1565 0.03% 0.007%
50 9.749 2690 2693 2695 rBV3 1072 732 0.01% 0.004%
51 9.852 2718 2725 2728 rBV5 2648 3503 0.07% 0.017%
52 9.971 2751 2762 2774 rVB5 9220 18982 0.36% 0.091%
53 10.029 2774 2780 2781 rBvV4 1183 1054 0.02% 0.005%
54 10.119 2799 2808 2813 rBV6 6277 9866 0.18% 0.047%

55 10.167 2813 2823 2834 rVV 196014 300842 5.64% 1.440%

56 10.238 2834 2845 2859 rVB 447071 701026 13.13% 3.355%

57 10.379 2873 2889 2900 rBVS8 10419 26323 0.49% 0.126%
58 10.450 2902 2911 2927 rVB3 31629 55788 1.05% 0.267%
59 10.534 2928 2937 2942 rBV5 5341 8871 0.17% 0.042%
60 10.665 2968 2978 2987 rBV9 7465 16202 0.30% 0.078%
61 10.829 3026 3029 3034 rVB5 950 803 0.02% 0.004%
62 10.884 3034 3046 3055 rBVS 6092 11123 0.21% 0.053%
63 10.936 3057 3062 3069 rVB5 3955 4785 0.09% 0.023%
64 11.013 3080 3086 3087 rBv4 1440 1567 0.03% 0.007%
65 11.042 3087 3095 3108 rVB4 13774 22833 0.43% 0.109%
66 11.116 3109 3118 3127 rBVS 8514 14232 0.27% 0.068%
67 11.183 3136 3139 3140 rBV2 1374 729 0.01% 0.003%
68 11.212 3140 3148 3154 rVVv4 7537 13009 0.24% 0.062%
69 11.267 3155 3165 3179 rVvVv 721756 1117225 20.93% 5.347%
70 11.334 3179 3186 3203 rVB5 41734 83947 1.57% 0.402%
71 11.521 3234 3244 3251 rBV2 42336 70339 1.32% 0.337%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 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\SOMVLMO30620WMA .M

: VOC Analysis

72 11.643 3271 3282 3299 rBV 687613 1091791 20.46% 5.225%
73 11.730 3300 3309 3327 rVB 99685 170788 3.20% 0.817%
74 11.852 3339 3347 3360 rVB6 19067 35470 0.66% 0.170%
75 11.942 3360 3375 3417 rBV 3322622 5337271 100.00% 25.544%

76 12.109 3417 3427 3438 rVvVv4 25894 41687 0.78% 0.200%
77 12.405 3512 3519 3529 rBV9 6428 11150 0.21% 0.053%
78 12.482 3536 3543 3557 rVB3 19022 32238 0.60% 0.154%
79 12.572 3561 3571 3581 rVB2 15641 27247 0.51% 0.130%
80 12.739 3620 3623 3625 rBV3 1325 889 0.02% 0.004%
81 12.800 3635 3642 3652 rBV6 11369 17439 0.33% 0.083%
82 12.855 3655 3659 3667 rVB9 3529 4675 0.09% 0.022%
83 12.919 3668 3679 3696 rVB2 61155 105490 1.98% 0.505%
84 13.144 3743 3749 3754 rBV6 5342 6751 0.13% 0.032%
85 13.183 3757 3761 3771 rVB6 6692 8956 0.17% 0.043%
86 13.276 3784 3790 3801 rVB10 5581 10250 0.19% 0.049%
87 13.344 3804 3811 3818 rVB5 6260 9261 0.17% 0.044%
88 13.437 3825 3840 3856 rBV3 16402 34682 0.65% 0.166%
89 13.527 3861 3868 3875 rBV3 6059 7993 0.15% 0.038%
90 13.588 3883 3887 3891 rBV5 1003 938 0.02% 0.004%
91 13.630 3896 3900 3901 rBV3 2229 1583 0.03% 0.008%
92 13.768 3934 3943 3957 rBV3 33381 57918 1.09% 0.277%
93 13.984 4008 4010 4017 rVB6 1773 1730 0.03% 0.008%
94 14.238 4075 4089 4100 rBV6 6596 13713 0.26% 0.066%
95 14.296 4100 4107 4111 rBvVS 2449 3318 0.06% 0.016%
96 14.363 4125 4128 4132 rVB2 1222 962 0.02% 0.005%
97 14.402 4132 4140 4144 rBV4 1926 2369 0.04% 0.011%
98 14.501 4166 4171 4174 rBV5 2446 2223 0.04% 0.011%
99 14.617 4204 4207 4211 rBv4 867 709 0.01% 0.003%
100 14.836 4265 4275 4276 rBV7 3409 3454 0.06% 0.017%
Sum of corrected areas: 20894096
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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\VV031020\
Vv014813.D

10 Mar 2020 19:51

SY/MD

L1840-05

5.0mL/MSVOA V/WATER

27 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 Dimethyl ether Concentration Rank 9

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

1.22 6.15 ug/L 109670 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl ether 46 C2H60 000115-10-6 83
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Ethanol 46 C2H60 000064-17-5 7
4 Ethanol 46 C2H60 000064-17-5 7
5 Formic acid 46 CH202 000064-18-6 5

Abundance Scan 40 (1.219 min): VV014813.D (-35) (-) m/z 45.00 100.00%
45
5000
1.20 1.30 1.40 1.50 1.60
43
S e~ U EE— m/z 46.00 48.95%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #98: Dimethyl ether
45
29
15
5000

1.20 1.30 1.40 1.50 1.60
m/z 43.00 3.01%

3

133 394143

0 13 11719 222426 | 48
I R B A e e A A s B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance
45
1.20 1.30 1.40 1.50 1.60
5000 29 m/z 47.00 1.31%
15
13 | 1719 31 4143
L L R e = ST
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #94: Ethanol
31 1.20 1.30 1.40 1.50 1.60
m/z 42.00 0.91%
5000 45
29
2 43
o 1951719 2 | s a
R E B e R ERARa RS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 unknown-01 Concentration Rank 16

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

1.40 2.62 ug/L 46692 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 9
2 Acetaldehvde 44 C2H40 000075-07-0 9
3 Ethvlene oxide 44 C2H40 000075-21-8 5
4 Ethvlene oxide 44 C2H40 000075-21-8 5
5 Carbon dioxide 44 C02 000124-38-9 4

Abundance Scan 96 (1.399 min): VV014813.D (-88) (-) m/z 43.95 100.00%
4
5000
B e
120 1.40 1.60 1.80
0 ...,....,....,..3.6.-1 O e e et || M/z 43.00  56.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #72: Acetaldehyde
29
44
5000 ISR I R N
15 120 1.40 1.60 1.80
m/z 41.95 18.04%
0 ‘ | i ‘
R R AR R AR AR AR RS RS RN RARAS AR LARRN SARRA L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
29 24
120 1.40 1.60 1.80
5000 15 m/z 41.00 7.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #75: Ethylene oxide I R e AR
29 120 1.40 1.60 1.80
a4 m/z 39.95 3.54%
15
5000
0'”PHW'JM”'W““I”“P“'P”W'“W””I“”P'”P”'P”W' S ISR AL R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 3 Ethane, methoxy- Concentration Rank 7

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

1.48 8.96 ug/L 159777 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. methoxv- 60 C3H80 000540-67-0 78
2 Ethane. methoxv- 60 C3H80 000540-67-0 78
3 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 9
4 2-Butanol. (R)- 74 C4H100 014898-79-4 9
5 Urea 60 CH4N20 000057-13-6 5

Abundance Scan 121 (1.479 min): VV014813.D (-114) (-) m/z 45.00 100.00%
45
5000
60
120 1.40 1.60 1.80
Obrreprereprrerr S8 bbb B e 38 Tm/z 60.10  34.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #293: Ethane, methoxy-
45
5000 29 A I AL N
120 1.40 1.60 1.80
15 60 m/z 59.00 13.51%
R L A AR AR R AR AARRA A LR LARAN SARSN SRR BB RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
AT e
120 1.40 1.60 1.80
5000 29 m/z 43.00 6.45%
15 60
o 37
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #275: Hydrazine, ethyl-
45 120 1.40 1.60 1.80
m/z 46.10 2.43%
5000 60
31
R L A AR AR R AN AARRA AN LR LARAN SARSN SR BB AN S SADE SRS SRS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 Butanal Concentration Rank 3

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

3.73 21.16 ug/L 377308 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 83
4 Butanal 72 C4H80 000123-72-8 72
5 Ethene, ethoxy- 72 C4H80 000109-92-2 53

Abundance Scan 821 (3.730 min): VV014813.D (-807) (-) m/z 44.00 100.00%

aft 72
5000
57

3

340 360 380 400
50 54
.,....,....,....,....,....,....,.:!.:.I etttk o b || M/z . 43.00 91.51%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: Butanal
41 N
72 \
5000 29

57 3.40 3.60 3.80 4.00
m/z 41.00 81.46%

o

3

0 1519 28 33 3 ‘ 50 54 6669
T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
27 44
a1 R RRAREEE SN ey
72 3.40 3.60 3.80 4.00
5000 m/z 72.10 79.45%
15 57
38
o 18 24 |3l34 50 54 60 6669
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #648: Butanal
44 3.40 3.60 3.80 4.00

m/z 39.00 40.84%

27 40 72
5000
57
24 |||31 3534 |||, 50 54 69,

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.40 3.60 380 4.00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 1,3-Dioxolane, 4-methyl- Concentration Rank 6

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

5.27 10.44 ug/L 186091 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 4-methvl- 88 C4H802 001072-47-5 91
2 1.3-Dioxolane. 4-methvl- 88 C4H802 001072-47-5 64
3 N.N-Dimethvlacetamide 87 C4H9NO 000127-19-5 52
4 N.N-Dimethvlacetamide 87 C4H9NO 000127-19-5 42
5 Diazene, butyl[1-(2,2-dimethylhy... 172 C8H20N4 061940-95-2 38

Abundance Scan 1300 (5.270 min): \V\V014813.D (-1286) (-) m/z 87.00 100.00%
44 87
58
5000
41
- |‘ 55| 7|3 5.00 520 540 5.0
O'W“P“Wmﬁ“”PmP“WWWJ"WP”WJW””P”W”W”W””'LP”WM m/z  43.95 98.45%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2050: 1,3-Dioxolane, 4-methyl-
44
87
58
31 5.00 5.20 5.40 5.60
a1 m/z 58.00 55.37%
2‘ 73
0 W'”'I“'d'agP'“l'ﬂ'P'” ?Z'P"I”'W'?ﬁld"ﬁ%'W'”'P'Ll”'W'”'P'hl“'ﬁ'“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
44
5.00 5.20 5.40 5.60
5000 29 58 87 m/z 45.00 34.69%
41
15
o 18 %6 3337 53 61 I
L AR AL ALY KRN RAAA RALSARALKY RRALY NARL) RARRD LARLIALS) RARRI LAREE LAASA LAAK) LALAA RRRA LALN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1884: N,N-Dimethylacetamide
44 5.00 5.20 5.40 5.60
m/z 42.95 29.06%
87
5000
30 ﬂ‘ 2
0 w'“'v'“|“'w'“'?§l4'“'?§“4h' v'"|?%'ﬁ§“|“'ﬁ§'§2'“'v'?g'“'v'“l“'w'“
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 2-Propanone, 1-methoxy- Concentration Rank 2

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

6.61 29.81 ug/L 531510 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. l-methoxv- 88 C4H802 005878-19-3 90
2 2-Propanone. 1l-methoxv- 88 C4H802 005878-19-3 90
3 2-Propanone. 1l-methoxv- 88 C4H802 005878-19-3 86
4 2-Hexanol. 3-methvl- 116 C7H160 002313-65-7 42
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 42

Abundance Scan 1717 (6.611 min): \V\\V014813.D (-1656) (-) m/z 44.95 100.00%

45
5000 58

620 640 660 680 700

Ol Bl 7o 8l 88 100 | sz 43.00  81.70%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2049: 2-Propanone, 1-methoxy-
45
5000 ARPARARE RS RARAS R
58 620 6.40 660 6.80 7.00

15 29 m/z 58.00 36.53%

| | 39 71 88
O e T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
45

6.20 6.40 6.60 6.80 7.00

5000 o m/z 42.00 9.63%
29
15 39 88
O T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2048: 2-Propanone, 1-methoxy-
45 6.20 6.40 6.60 6.80 7.00

m/z 57.00 4_.01%

5000 29 58
15
\‘ \‘ Il 39 ‘ 88
ot et e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80 7.00

SOMVLMO30620WMA .M Wed Mar 11 12:37:42 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 1-(1-Methoxypropan-2-yloxy)... Concentration Rank 15

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

9.05 2.83 ug/L 67808 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(1-Methoxvpropan-2-vloxv)propa... 260 C14H2804 1000367-13-1 64
2 1-(1-Methoxvpropan-2-vloxv)propa... 190 C9H1804 1000367-08-6 64
3 1-(1-Methoxvpropan-2-vloxv)propa... 232 C12H2404 1000367-13-2 56
4 2-Propanol. 1-T2-(2-methoxv-1-me... 206 C10H2204 020324-33-8 56
5 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 50

Abundance Scan 2476 (9.051 min): VV014813.D (-2468) (-) m/z 58.95 100.00%
59
5000
41 73
|| | o8 8.80 9.00 9.20 9.40
L L = = SR, m/z 41.05 21.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #110652: 1-(1-Methoxypropan-2-yloxy)propan-2-yl heptanoate
59
5000
8.80 9.00 9.20 9.40
43 73 113 m/z 73.00 16.62%
o5 2 || 85 103 130 15057 171 199 50p
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
8.80 9.00 9.20 9.40
5000 m/z 39.00 11.42%
43
73
15 29 87 101 119130
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #87363: 1-(1-Methoxypropan-2-yloxy)propan-2-yl 3-methylbut...
59 8.80 9.00 9.20 9.40

m/z 42.95 7.74%

5000

73 35
41
15 20 Y ||| 108 ,,,130143 4 4,

o e s MMM,

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 unknown-02 Concentration Rank 11

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

9.17 4.29 ug/L 102621 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. 2-I(1-butvl-2-propvnvl... 196 C12H2002 000831-83-4 37
2 7-0Octene-2.4-dione 140 C8H1202 010151-22-1 35
3 1.1°-Bicvclopentvl-1.1"-diol 170 C10H1802 005181-75-9 35
4 2-Cvclohexen-1-ol. 2.6.6-trimethvl- 140 C9H160 054345-59-4 35
5 1-Decanol, 10-[(tetrahydro-2H-py... 258 C15H3003 043047-93-4 25

Abundance Scan 2513 (9.170 min): VV014813.D (-2499) (-) m/z 85.10 100.00%
85
43
5000
56 67 125 140
” | “ || |97 1(|’7 8.80 9.00 9.20 9.40 9.60
Ol e fsblie ot '“ )8 YR S m/z 43.00 60.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #58047: 2H-Pyran, 2-[(1-butyl-2-propynyl)oxy]tetrahydro-
85
5000
95 8.80 9.00 9.20 9.40 9.60
‘ m/z 125.10 38.55%
0"|“"|“'J|”"|'“'|'“Ll“?"Jl'lﬂ"”“'%ﬁ%"v"'v'}ig"w"'w"“l"“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43 85
880 9.00 9.20 9.40 9.60
5000 m/z 41.00 32.51%
) 55 o o
o 7 77 112 105 140
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #37956: 1,1'-Bicyclopentyl-1,1'-diol
86 8.80 9.00 9.20 9.40 9.60
m/z 140.10 31.34%
5000 67
41 55
o 29 7l 95103111 123 134 152 170
RN LR L Rl RSN RAARE AN L LS LLAE LA RN RS LU RARAE R rrrrrTyrTTTT T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 880 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 2,2,5,5-Tetramethyltetrahyd... Concentration Rank 12

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

9.61 4.23 ug/L 101334 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.5.5-Tetramethvltetrahvdro-3-... 142 C8H1402 005455-94-7 72
2 Hexvlene alvcol 118 C6H1402 000107-41-5 37
3 2-l1sopropvlideneaminooxy-2-methy... 187 C9H17NO3 1000187-67-8 37
4 2.4-Dimethvl-5-hexanolide 142 C8H1402 1000360-40-9 35
5 2-Propanol, 1-methoxy-2-methyl- 104 C5H1202 003587-64-2 27

Abundance Scan 2650 (9.611 min): V\V014813.D (-2640) (-) m/z 55.95 100.00%
56
5000 a1 /\gﬂ
e 020 94 560 55 1000
85 142 : : : : :
bl L8 00 | 127 M2 n/7 59.00  78.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19824: 2,2,5,5-Tetramethyltetrahydro-3-ketofuran
56
5000 41
9.20 9.40 9.60 9.80 10.00
69 114 m/z 40.95 37 .80%
ol 18 29 || | 84 99 | 127 142
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59
43 9.20 9.40 9.60 9.80 10.00
5000 m/z 42.95 36.93%
31 85
oL 15 69 103 445
LR LR FUL L S S UARLELELES UL SARLELELA SRR UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51268: 2-Isopropylideneaminooxy-2-methylpropionic acid, e... LI o e e
56 9.20 9.40 9.60 9.80 10.00
114 m/z 114.10 20.71%
5000
29 43 . 87
0 ‘M A ﬂ 103 | 131142 186 172 187
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80 10.00

SOMVLMO30620WMA .M Wed Mar 11 12:37:48 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 4-Heptanone, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.17 13.46 ug/L 300842 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 3-methvl- 128 C8H160 015726-15-5 95
2 4-Heptanone. 3-methvl- 128 C8H160 015726-15-5 91
3 2.2.3-Triethvloxirane 128 C8H160 053229-40-6 80
4 4-Octanone 128 C8H160 000589-63-9 64
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 53
Abundance Scan 2824 (10.170 min): VV014813.D (-2813) (-) m/z 70.95 100.00%

57 7
43
5000
85 OO 128 lllll TTTT T lllll

1 9.80 10.00 10.20 10.40

o..,....,....,..3.6.|',:=.?P.~.'::,....i!...,....,....l....,l.l.:?.,...l,...., m/z 57.00 87.58%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12546: 4-Heptanone, 3-methyl-
43 57 71
5000

9.80 10.00 10.20 10.40

29 85 128 m/z 43.00 72.54%
100
A S S B e
(O R o o LA R o e e e e RARRREERE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 57 71
R e e RN OB
9.80 10.00 10.20 10.40
5000 m/z 40.95 33.84%
21 85 128
ol 15 50 100 453
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12496: 2,2,3-Triethyloxirane
7 9.80 10.00 10.20 10.40
m/z 128.10 19.76%
43 57
5000
29
128
0..,....,...&,...Nﬂ:...,.M.,....;:...,.??.,...jl....ll%.,....,...., e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9. 80 10. OO 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 unknown-03 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.33 3.76 ug/L 83947 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. tridec-2-vnvl ester 294 C19H3402 1000299-36-0 14
2 6.6-Dimethvl-9-methvlene-undecan... 238 C14H2203 070412-59-8 14
3 Hexanoic acid. 6-ethvl-3-octvl e... 256 C16H3202 1000279-28-4 14
4 T1.2.41Triazolol4.3-alauinoline 169 C10H7N3 000235-06-3 14
5 Silane, dimethyldi-2-propenyl- 140 C8H16Si 001113-12-8 12
Abundance Scan 3185 (11.331 min): VV014813.D (-3179) (-) m/z 115.00 100.00%
115
99
43 169
5000 69
@ (| b gen 11700 11720 1140 1160
ol LS e m/z 99.00 76.62%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #139696: Hexanoic acid, tridec-2-ynyl ester
99
5000 43 71
11.00 11.20 11.40 11.60
m/z 169.10 59.36%
o 29 57 1 Jﬁ m 1#2l25139152167181195209223237251265
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 99
11.00 11.20 11.40 11.60
5000 m/z 43.00 56.61%
121 139
71
o2 L5 B5 153167180195 220 238
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107603: Hexanoic acid, 6-ethyl-3-octyl ester
99 11.00 11.20 11.40 11.60
43 m/z 97.00 53.02%
5000
29 4, 84
140
0 M " % \‘\ w L ‘ \ 157 185 227
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60

SOMVLMO30620WMA .M Wed Mar 11 12:37:52 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 unknown-04 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.52 3.15 ug/L 70339 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 1.1"-Tethvlidenebis(oxv)... 174 C10H2202 000871-22-7 35
2 Boronic acid. ethvl-. diethvl ester 130 C6H15B02 053907-92-9 35
3 Succinic acid. butvl propvl ester 216 C11H2004 1000324-85-2 22
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 22
5 4-Penten-2-ol, 4-methyl- 100 C6H120 002004-67-3 16
Abundance Scan 3244 (11.521 min): VV014813.D (-3234) (-) m/z 56.95 100.00%
101
5000
PAa
1 11.20 11.40 11.60 11.80
143 . . ) .
ol s ML sz 56.00 95360
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #40929: Butane, 1,1'-[ethylidenebis(oxy)]bis-
45 57 101
5000 S UM DU BRI UL
11.20 11.40 11.60 11.80
29 159 m/z 101.00 75.32%
o 15 MM o 728 117 131 173
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance
45
SR AR RARRA RARAY
11.20 11.40 11.60 11.80
5000 ” 73 101 m/z 73.00 74.03%
57
o2 1 85 115 129
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #73868: Succinic acid, butyl propyl ester
101 11.20 11.40 11.60 11.80
m/z 45.00 62 .58%
5000
3
o 4 N ey | moge | 1T g7
m/z--> 0 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 unknown-05 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.73 7.64 ug/L 170788 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazole. 2-acetamido- 125 C5H7N30 052737-49-2 38
2 1H-Pvrazole. 4.5-dihvdro-5.5-dim... 98 C5H10N2 004320-85-8 38
3 Oxalic acid. cvclohexvl ethvl ester 200 C10H1604 1000309-30-2 16
4 (TrimethvisilvDacetvlene 98 C5H10Si 001066-54-2 12
5 Glycine, N-methyl-N-(trifluoroac... 269 C11H18F3NO3 057983-78-5 12
Abundance Scan 3309 (11.730 min): VV014813.D (-3300) (-) m/z 83.00 100.00%
83
43
5000
56 141
o || o 1140 1160 1180 1200
o ek 209 125 2 "m/z 43.00  75.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10752: Imidazole, 2-acetamido-
83
5000 43
56 125 11.40 11.60 11.80 12.00
m/z 141.00 38.24Y%
0 J o 89 |, 96 110
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
83
1140 11.60 11.80 1200
5000 42 m/z 56.00 32.59Y%
28 56 98
68
R L S S L U B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60819: Oxalic acid, cyclohexyl ethyl ester B
83 11.40 11.60 11.80 12.00
m/z 85.00 22.81%
55
5000
41
29
0 |'d"JW"”“|§Z"fW' '??"'%%Q LRI IR UL WL S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.94 238.86 ug/L 5337270 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 96
2 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 96
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 91
4 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 86
5 1H-1,2,4-Triazole, 3-(2-methylpr... 125 C6H11N3 040515-29-5 50
Abundance Scan 3374 (11.939 min): VV014813.D (-3360) (-) m/z 83.00 100.00%
a3
5000 69
55
4l 140 LN PRI S UL I
| 97 107 117 125 11.60 11.80 12.00 12.20
Obrrrprrrrrrrrr ekt e b e S e e peeee || M/Z 69.00 47 . 14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83
5000 69 R LA B U SRR
55 11/60 11.80 12.00 12.20
140 m/z 54.95 34.16%
21 \‘ o7 107 1%
0'”P'”P”M'”Wh'ﬂLMI”“V'”PL'P”M'”W”'W”MI””P'“P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
83
11560 11.80 12,00 12.20
5000 o 69 m/z 56.00 30.95%
4 . 140
ol 15 29 97 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl- BRI B B
83 11.60 11.80 12.00 12.20
m/z 40.95 24 _56%
69
5000 41 55
140
ol “ ‘m Al || 97 11p 19
m/z--> 10 20 30 40 50 60 fo éo %0 160 110 120 130 140 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 Bis(2-ethylhexyl) hydrogen ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.92 4.72 ug/L 105490 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) hvdroaen phosp... 306 C16H3503P 003658-48-8 50
2 Cvclohexane. methvl- 98 C7H14 000108-87-2 47
3 (2E.2"E)-2.2"-(Ethane-1.2-divlbi... 314 C16H2606 1000366-99-2 43
4 1-Methvl-1H-1.2.4-triazole 83 C3H5N3 006086-21-1 38
5 2-Butenoic acid, 3-methyl-, 2-et... 212 C13H2402 085567-31-3 37
Abundance Scan 3679 (12.919 min): VV014813.D (-3668) (-) m/z 83.00 100.00%
88
43
5000
56 71
| ‘ ‘ 97 127
112 170 12.60 12.80 13.00 13.20
s M—' .~.'|.'~', . ", - |, b AR T Tm/z 42.95  53.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #149385: Bis(2-ethylhexyl) hydrogen phosphite
83
a1 71 12.60 12.80 13.00 13.20
29 96 113 m/z 71.00 31.67%
ol 18 | WJ M “ || 124137 151 165 179 195
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83
55
12.60 12.80 13.00 13.20
m/z 56.00 29.62%
5000 41 98 0
69
27
15
G L S L S L I WL B L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #156078: (2E,2'E)-2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane...
83 12.60 12.80 13.00 13.20
127 m/z 40.95 25.75%
5000 55
oL1s % 43 | 70 || 9911 142 157 170 186 199 214
m/z--> 20 40 60 8 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031020\
Data File : VV014813.D

Aca On : 10 Mar 2020 19:51

Operator : SY/MD

Sample : L1840-05

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 Cyanamide, dibutyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.59 ug/L 57918 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvanamide. dibutvl- 154 C9H18N2 002050-54-6 64
2 4a(2H)-Naphthalenol. octahvdro-.... 154 C10H180 001654-87-1 41
3 3-Heptene. 4-methvl- 112 C8H16 004485-16-9 38
4 Cvclohexanone. 2-methvl-5-(1-met... 154 C10H180 059471-80-6 35
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 30
Abundance Scan 3944 (13.771 min): VV014813.D (-3934) (-) m/z 55.00 100.00%
% 69 111
5000 4l
13.40 13.60 13.80 14.00
0 m/z 111.10 83.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27790: Cyanamide, dibutyl-
69
55 111
5000 AR SRR U AR
41 154 13.40 13.60 13.80 14.00
g1 98 125 139 m/z 69.10 79.63%
0 ||||||||‘|“|||l‘|||‘|||‘M|||H‘|||||||‘|||‘||||‘||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
111
13.40 13.60 13.80 14.00
5000 55 98 m/z 41.00 51.61%
41 154
67 g3
125136
e L U S S WL W WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6672: 3-Heptene, 4-methyl-
56 69 13.40 13.60 13.80 14.00
m/z 96.00 31.35%
5000 41
112
27 83
0 ||1|5|||||||||||||| |”|‘h||9|‘7||||‘||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV031020\
Data File : VV014813.D

Acq On : 10 Mar 2020 19:51

Operator : SY/MD

Sample - L1840-05

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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]
Dimethyl ether 1.22 6.2 ug/L 109670 1 5.64 891592 50.0
unknown-01 1.40 2.6 ug/L 46692 1 5.64 891592 50.0
Ethane, methoxy- 1.48 9.0 ug/L 159777 1 5.64 891592 50.0
Butanal 3.73 21.2 ug/L 377308 1 5.64 891592 50.0
1,3-Dioxolane, 4-_.. 5.27 10.4 ug/L 186091 1 5.64 891592 50.0
2-Propanone, 1-me... 6.61 29.8 ug/L 531510 1 5.64 891592 50.0
1-(1-Methoxypropa. .. 9.05 2.8 ug/L 67808 2 8.87 1196810 50.0
unknown-02 9.17 4.3 ug/L 102621 2 8.87 1196810 50.0
2,2,5,5-Tetrameth. .. 9.61 4.2 ug/L 101334 2 8.87 1196810 50.0
4-Heptanone, 3-me... 10.17 13.5 ug/L 300842 3 11.27 1117230 50.0
unknown-03 11.33 3.8 ug/L 83947 3 11.27 1117230 50.0
unknown-04 11.52 3.1 ug/L 70339 3 11.27 1117230 50.0
unknown-05 11.73 7.6 ug/L 170788 3 11.27 1117230 50.0
Cyclohexanone, 3,... 11.94 238.9 ug/L 5337270 3 11.27 1117230 50.0
Bis(2-ethylhexyl) ... 12.92 4.7 ug/L 105490 3 11.27 1117230 50.0
Cyanamide, dibutyl- 13.77 2.6 ug/L 57918 3 11.27 1117230 50.0
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