LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042920\
Data File : VV015816.D

Aca On : 30 Apr 2020 02:28

Operator : SY/MD

Sample : L2431-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 44 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMVTR042220WMA .M
Title - TRACE VOA SOMO1.0
Signal - TIC: VV015819.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.113 3 7 20 rvB2 11996 12768 3.06% 0.288%
2 1.222 32 41 44 rBV3 8870 10896 2.61% 0.246%
3 1.248 44 49 59 rvB 36689 40589 9.72% 0.915%
4 1.312 60 69 80 rBv2 67706 77841 18.64% 1.755%
5 1.386 83 92 102 rBvV2 17263 31208 7.47% 0.704%
6 1.576 144 151 162 rVB 52025 61507 14.73% 1.387%
7 1.644 167 172 180 rVB7 3946 4949 1.19% 0.112%
8 2.123 311 321 333 rvv 94787 140609 33.68% 3.170%
9 2.180 334 339 347 rVB2 4351 6684 1.60% 0.151%
10 2.306 370 378 389 rvB4 2961 4776 1.14% 0.108%
11 2.528 434 447 462 rVB9 2662 5920 1.42% 0.133%

12 3.907 862 876 904 rBV2 50445 142237 34.07% 3.207%
13 4_.380 1005 1023 1052 rBV3 64181 191849 45.95% 4_.325%
14 5.074 1222 1239 1267 rBV2 162544 417509 100.00% 9.413%
15 5.643 1402 1416 1438 rBV 157300 319063 76.42% 7.194%

16 6.093 1533 1556 1573 rBvV 92940 198789 47.61% 4.482%

17 6.540 1684 1695 1707 rVB7 2792 5546 1.33% 0.125%
18 7.010 1831 1841 1859 rBvV 40203 75447 18.07% 1.701%
19 7.338 1932 1943 1960 rBvV 191392 335534 80.37% 7.565%
20 7.418 1963 1968 1984 rVB4 5991 10916 2.61% 0.246%
21 7.646 2029 2039 2058 rBvV 23265 42409 10.16% 0.956%
22 8.109 2173 2183 2217 rBV 207093 394844 94 .57% 8.902%
23 8.273 2226 2234 2246 rVBS8 3444 6016 1.44% 0.136%
24 8.875 2408 2421 2444 rBV 241774 400422 95.91% 9.028%
25 9.039 2460 2472 2483 rBvV2 11880 19103 4._.58% 0.431%
26 9.164 2503 2511 2524 rVB3 6630 11476 2.75% 0.259%
27 9.566 2626 2636 2653 rBV3 19477 35385 8.48% 0.798%
28 9.952 2747 2756 2764 rVB2 3749 5417 1.30% 0.122%
29 10.039 2772 2783 2792 rBV5 3839 7168 1.72% 0.162%
30 10.238 2834 2845 2859 rBV 64394 101701 24.36% 2.293%
31 10.762 2998 3008 3017 rBV2 13924 20806 4.98% 0.469%
32 10.939 3053 3063 3075 rBV2 13991 22005 5.27% 0.496%
33 11.203 3141 3145 3154 rVB9 3757 5724 1.37% 0.129%

34 11.273 3155 3167 3181 rBV 255877 395597 94.75% 8.919%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042920\
Data File : VV015816.D

Aca On : 30 Apr 2020 02:28

Operator : SY/MD

Sample : L2431-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 44 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMVTR042220WMA .M
Title - TRACE VOA SOMO1.0

35 11.360 3185 3194 3204 rBvV4 7843 14592 3.50% 0.329%
36 11.482 3224 3232 3238 rBV4 3990 5625 1.35% 0.127%
37 11.550 3244 3253 3263 rBV2 21909 34454 8.25% 0.777%
38 11.646 3272 3283 3301 rVB 193928 304182 72.86% 6.858%
39 11.768 3311 3321 3328 rBV2 17428 27098 6.49% 0.611%
40 11.810 3329 3334 3346 rVB2 8361 14071 3.37% 0.317%
41 11.916 3358 3367 3379 rVB6 5677 8990 2.15% 0.203%
42 12.087 3413 3420 3426 rBV6 5328 7665 1.84% 0.173%
43 12.186 3443 3451 3459 rVB9 3231 4536 1.09% 0.102%
44 12.267 3466 3476 3491 rBV3 29623 51540 12.34% 1.162%
45 12.347 3491 3501 3502 rVv7 5243 7230 1.73% 0.163%
46 12.379 3502 3511 3524 rVB4 32822 60960 14.60% 1.374%

47 12.492 3533 3546 3551 rBV6 45869 101283 24.26% 2.284%
48 12.531 3552 3558 3567 rVB 89318 135095 32.36% 3.046%

49 12.617 3581 3585 3597 rVvB9 3251 6227 1.49% 0.140%
50 12.688 3602 3607 3614 rVB7 3509 4630 1.11% 0.104%
51 12.884 3655 3668 3683 rBV7 7599 18902 4_.53% 0.426%
52 12.971 3688 3695 3706 rBV9 5037 7879 1.89% 0.178%
53 13.080 3721 3729 3742 rVB10 9345 16228 3.89% 0.366%
54 13.167 3749 3756 3763 rBvVS8 3859 5721 1.37% 0.129%
55 13.424 3826 3836 3837 rBV6 3198 4461 1.07% 0.101%
56 13.460 3841 3847 3858 rVB10 9127 15959 3.82% 0.360%
57 13.540 3861 3872 3874 rBvVS8 5165 7933 1.90% 0.179%
58 13.694 3913 3920 3927 rVB5 5102 7335 1.76% 0.165%
Sum of corrected areas: 4435306
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042920\
Data File : VV015816.D

Aca On - 30 Apr 2020 02:28

Operator : SY/MD

Sample : L2431-10

Misc - 25.0mL/MSVOA V/WATER

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTR042220WMA.M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: VV015819.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042920\
Data File : VV015816.D

Aca On : 30 Apr 2020 02:28

Operator : SY/MD

Sample : L2431-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .M
Quant Title : TRACE VOA SOM01.0

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 Oxirane, phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.27 0.65 ug/L 51540 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. phenvl- 120 C8H80 000096-09-3 81
2 Benzofuran. 2.3-dihvdro- 120 C8H80 000496-16-2 74
3 Benzofuran. 2.3-dihvdro- 120 C8H80 000496-16-2 70
4 Benzaldehvde. 2-methvl- 120 C8H80 000529-20-4 53
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 53
Abundance Scan 3477 (12.270 min): VV015816.D (-3466) (-) m/z 91.00 100.00%
1
120
5000
39 63
77l 105 o867 12.00 12.20 12.40 12.60
0’ I o SRR ERREEE m/z 120.00 70.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9371: Oxirane, phenyl-
91
5000 L S SULIURE UM UM
120 12.00 12.20 12.40 12.60
39 65 m/z 119.00 26.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
91 120
12.00 12.20 12.40 12.60
5000 m/z 92.00 21.57%
39 63
0 7 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9390: Benzofuran, 2,3-dihydro- T AL L ma
120 12.00 12.20 12.40 12.60
91 m/z 89.00 21.40%
5000
39
ol 28 22 \.\...,..h..,lf’?.. —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

SOMVTR042220WMA .M Thu Apr 30 12:57:20 2020 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042920\
Data File : VV015816.D

Aca On : 30 Apr 2020 02:28

Operator : SY/MD

Sample : L2431-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .M
Quant Title : TRACE VOA SOM01.0

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 Benzofuran, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.38 0.77 ug/L 60960 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 90
2 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 89
3 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 81
4 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 81
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 81
Abundance Scan 3511 (12.379 min): VV015816.D (-3502) (-) m/z 131.00 100.00%
13
5000 [[\‘
51 7 o3 103 ”””””””””
? d | || M| 123 12100 1220 12,40 12.60
0..,....,....,...'!,"." |I.|..I .||...|||||||..I. i .|| S | E— m/z 132.00 90.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14527: Benzofuran, 2-methyl-
131
5000 T ---- T T
nmnmnmnm
m/z 77.00 27 .87%

o
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15 27 39 [ 6 | 8 | 13 |
B LA B R o o A Baanan
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
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132

12.00 12.20 12.40 12.60

5000 m/z 50.95 26.87%
51 77
07 39 63 103
o 89 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14536: 3-Phenyl-2-propyn-1-ol
131 12.00 12.20 12.40 12.60

m/z 103.00 25.12%

103
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o 115
39 63 89 ‘ ‘ /\
0 29 | \‘\ N 1 | 122 mill

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042920\
Data File : VV015816.D

Aca On : 30 Apr 2020 02:28

Operator : SY/MD

Sample : L2431-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .M
Quant Title : TRACE VOA SOM01.0

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 2-Propenal, 3-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.49 1.28 ug/L 101283 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 93
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 93
3 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 93
4 2-Propenal. 3-phenvl- 132 C9H80 000104-55-2 91
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 90

Abundance Scan 3545 (12.489 min): VV015816.D (-3533) (- m/z 131.00 100.00%

131
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Abundance #14532: Benzofuran, 2-methyl-
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042920\
Data File : VV015816.D

Aca On : 30 Apr 2020 02:28

Operator : SY/MD

Sample : L2431-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .M
Quant Title : TRACE VOA SOM01.0

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 Cinnamaldehyde, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.53 1.71 ug/L 135095 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
3 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
4 Cinnamaldehvde. (E)- 132 C9H80 014371-10-9 86
5 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 86
Abundance Scan 3558 (12.531 min): VV015816.D (-3552) (-) m/z 131.00 100.00%
131
5000 /Jk
51 77 103 o "" RN SRR B
39 63 89 1220 12.40 12.60 1280
Obreerrerrrerrethtere e et B3 140248 m/z 132.00 63.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14531: Benzofuran, 2-methyl-
131
5000 T ---- AR SURILR SR
1220 12.40 12.60 1280
m/z 51.00 14.18%
|

o

103
27 ‘
\\\\\89\115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131

12.20 12.40 12.60 12.80

5000 m/z 77.00 14.07%
51 77 103
ol 15 27 39 63 89 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14532: Benzofuran, 2-methyl-
131 12.20 12.40 12.60 12.80

m/z 103.00 11.98%

5000
77 103
15 27 39 ‘\ 63 | 8 | 115 /\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12. 20 12. 40 12. 60 12. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV042920\
Data File : VV015816.D

Acq On : 30 Apr 2020 02:28

Operator : SY/MD

Sample : L2431-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .M
Quant Title : TRACE VOA SOM01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Oxirane, phenyl- 12.27 0.7 ug/L 51540 3 11.27 395597 5.0
Benzofuran, 2-met... 12.38 0.8 ug/L 60960 3 11.27 395597 5.0
2-Propenal, 3-phe... 12.49 1.3 ug/L 101283 3 11.27 395597 5.0
Cinnamaldehyde, (E)- 12.53 1.7 ug/L 135095 3 11.27 395597 5.0
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