LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038817.D

Acq On 11 Jun 2020 12:20

Operator : SY/MD

Sample : L2789-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_U\METHOD\SOMUTRO53120WMA .M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.369 3 9 24 rVB 68124 68420 5.81% 0.694%
2 1.610 75 84 97 rBvV 109383 128317 10.89% 1.302%
3 1.932 175 184 200 rBvY 86950 113988 9.68% 1.156%
4 2.594 376 390 405 rBvV2 215649 400861 34.03% 4.066%
5 2.675 407 415 441 rVB 11506 36842 3.13% 0.374%
6 3.221 571 585 599 rBv 10924 22694 1.93% 0.230%
7 3.395 626 639 654 rvB6 10665 24959 2.12% 0.253%
8 3.739 732 746 762 rVB3 8161 17578 1.49% 0.178%
9 4_568 988 1004 1018 rBv4 11398 27917 2.37% 0.283%
10 4.678 1018 1038 1076 rBv3 169021 577587 49.03% 5.859%

11 4.845 1077 1090 1119 rVB 94311 227901 19.35% 2.312%
12 5.102 1154 1170 1195 rBvV4 219226 562718 47.77% 5.708%
13 5.420 1257 1269 1284 rBV6 7410 15826 1.34% 0.161%
14 5.758 1352 1374 1401 rBV2 332715 879513 74.66% 8.922%
15 6.282 1518 1537 1561 rBV 388012 749097 63.59% 7.599%

16 6.572 1613 1627 1645 rBvV2 105170 200917 17.05% 2.038%
17 6.723 1656 1674 1691 rBV 203939 397220 33.72% 4.029%
18 7.070 1767 1782 1798 rBV 94722 176449 14.98% 1.790%
19 7.591 1932 1944 1963 rBV 108977 189746 16.11% 1.925%
20 7.925 2031 2048 2066 rBvV 380516 693900 58.90% 7.039%

21 8.205 2121 2135 2152 rBV 67716 117721 9.99% 1.194%
22 8.578 2238 2251 2263 rBV2 53697 94995 8.06% 0.964%
23 8.658 2263 2276 2317 rVV 630276 1178087 100.00% 11.951%
24 9.440 2504 2519 2535 rBvV 555637 945693 80.27% 9.593%
25 10.774 2921 2934 2952 rBV 172050 273993 23.26% 2.779%

26 10.903 2965 2974 2983 rBV3 8358 12341 1.05% 0.125%

27 11.825 3249 3261 3281 rVB 593172 955007 81.06% 9.688%

28 12.083 3332 3341 3354 rBV3 7043 12024 1.02% 0.122%

29 12.208 3367 3380 3394 rBV 414960 683052 57.98% 6.929%

30 13.253 3696 3705 3714 rBV5 7499 11925 1.01% 0.121%

31 17.404 4986 4996 5008 rBV2 30293 60731 5.16% 0.616%
Sum of corrected areas: 9858019
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061220\
Data File : VvU038817.D

Acq On : 11 Jun 2020 12:20

Operator : SY/MD

Sample : L2789-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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

Abundance TIC: vU038817.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038817.D

Acq On : 11 Jun 2020 12:20

Operator : SY/MD

Sample : L2789-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
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 1 Ethyl Acetate Concentration Rank 1

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

4.84 1.52 ug/L 227901 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 90
2 Ethyl Acetate 88 C4H802 000141-78-6 90
3 Ethyl Acetate 88 C4H802 000141-78-6 90
4 Ethyl Acetate 88 C4H802 000141-78-6 90
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 33

Abundance Scan 1088 (4.838 min): VU038817.D (-1077) (-) m/z 43.00 100.00%
43
5000
s L 88 460 480 500 520
S\ NI S S S c— m/z 44.95 14.15%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate
43
5000
4.60 4.80 5.00 5.20
- 61 7o . m/z 61.00 14.12%
S N ISt - I T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2017: Ethyl Acetate
43
460 480 500 520
5000 m/z 70.10 11.46%
15 29 61 70
"'|'J”l"*th""J‘M'l""l'”'l'“"|"??w"'
m/z--> 10 20 30 40 50 60 70 80 90 N
Abundance #2019: Ethyl Acetate R E s R ma
43 4.60 4.80 5.00 5.20
m/z 42.05 7.09%
5000
29 61 -
Lo A5 | 83 88
m/z--> 10 20 30 40 50 60 70 80 90 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038817.D

Acq On : 11 Jun 2020 12:20

Operator : SY/MD

Sample : L2789-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
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 n-Propyl acetate Concentration Rank 3

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

7.07 1.18 ug/L 176449 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 74
2 n-Propyl acetate 102 C5H1002 000109-60-4 40
3 Isopropyl acetate 102 C5H1002 000108-21-4 36
4 Isopropyl acetate 102 C5H1002 000108-21-4 9
5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 1782 (7.070 min): VU038817.D (-1767) (-) m/z 43.00 100.00%
a3
5000
61
73 L LU UL AL IR
a7, | g7 6.80 7.00 7.20 7.40
e e m/z 61.00 32.24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4249: n-Propyl| acetate
43
5000 U A R L I
o1 6.80 7.00 7.20 7.40
73 m/z 73.00 17.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4251: n-Propyl acetate
43
680 7.00 7.20 7.0
5000 m/z 42.00 11.75%
61
73
21 37 “ \ 103
mz-> 10 20 30 40 5 e 70 80 8 10 110
Abundance #4252: Isopropyl acetate
43 6.80 7.00 7.20 7.40
m/z 41.00 10.25%
5000
61
87
15 2 s, 101 . }L%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038817.D

Acq On : 11 Jun 2020 12:20

Operator : SY/MD

Sample : L2789-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOMO01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethyl Acetate 4.84 1.5 ug/L 227901 1 6.28 749097 5.0
n-Propyl acetate 7.07 1.2 ug/L 176449 1 6.28 749097 5.0
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