LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038822.D

Acq On 11 Jun 2020 14:15

Operator : SY/MD

Sample - L2933-06

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 1.613 76 85 94 rBvV 103530 111802 8.26% 1.107%
2 1.932 175 184 194 rVB 97316 120728 8.92% 1.196%
3 2.591 376 389 402 rBvY 193973 320451 23.67% 3.174%
4 2.668 403 413 434 rVB2 26928 69440 5.13% 0.688%
5 2.864 446 474 476 rBV6 47196 146827 10.85% 1.454%
6 3.218 572 584 601 rBV2 19997 47912 3.54% 0.475%
7 3.398 625 640 655 rvB3 23917 54744  4.04% 0.542%
8 3.735 726 745 761 rBV5 9978 23271 1.72% 0.230%
9 4.571 988 1005 1021 rBV2 154629 372031 27.48% 3.684%
10 4_.671 1021 1036 1074 rVvv3 222170 676672 49.99% 6.701%

11 4.845 1078 1090 1112 rVB2 43785 101820 7.52% 1.008%
12 5.102 1151 1170 1193 rBV2 208696 551175 40.72% 5.459%
13 5.758 1351 1374 1407 rBV2 369622 1003612 74.14% 9.939%
14 6.279 1518 1536 1557 rBV 334886 659100 48.69% 6.527%
15 6.719 1659 1673 1695 rBvV 236379 462714 34.18% 4 _.583%

16 7.591 1929 1944 1960 rBV 118509 204889 15.14% 2.029%
17 7.739 1972 1990 2004 rBV3 51179 96581 7.13% 0.956%
18 7.922 2027 2047 2061 rBvV 425996 756926 55.91% 7.496%
19 8.202 2120 2134 2148 rBV 74463 127957 9.45% 1.267%
20 8.491 2214 2224 2239 rVB2 9815 16725 1.24% 0.166%

21 8.655 2261 2275 2304 rBvV 736895 1353709 100.00% 13.407%
22 9.436 2503 2518 2541 rBV 503248 851179 62.88% 8.430%
23 10.771 2920 2933 2949 rBV 204208 321244 23.73% 3.181%
24 10.902 2962 2974 2984 rBV3 17905 28066 2.07% 0.278%
25 11.822 3243 3260 3276 rBV 524876 835014 61.68% 8.270%

26 12.205 3366 3379 3395 rBvV 475498 768092 56.74% 7.607%
27 12.909 3590 3598 3608 rVB6 10369 14677 1.08% 0.145%

Sum of corrected areas: 10097358
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Vu038822.D

11 Jun 2020 14:15

SY/MD

L2933-06

25_0mL/MSVOA_U/WATER

1 Sample Multiplier: 1

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

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038822.D

Acq On 11 Jun 2020 14:15

Operator : SY/MD

Sample - L2933-06

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 (DEL) Alkane: Cyclic4.57 Concentration Rank 1

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

4_.57 2.82 ug/L 372031 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 1005 (4.571 min): VU038822.D (-988) (-) m/z 56.10 100.00%
56
5000 41 69
84 420 440 4.60 4.80 5.00
37 | o1 || | 65 79
........,....,....,....,....,....,....,....,....|,.I!.,....,-..!.,...,....,.!:.,....,....,....',....,...., m/z 41.00  48.45%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80 5.00
o8 o m/z 69.10 42 .36%
"“'“'v'“|“'w'“}ﬁ“'v“'v!hl“'wﬁzh'h'v'“?%’j"w'“ﬁ§”'v'“|Z?w'“!v'“|“'w
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
56
41 420 440 460 4.80 500
5000 m/z 55.10 26.96%
69
21 84
1 15 || 3337, ‘\ 51, “ 6165 | 77
miz--> ST e T 55 3 % 40 4 5 45 e eb 75 e 3b ab 88
Abundance #1491: Cyclopentane, methy!- R mma e
56 420 440 460 480 5.00
m/z 39.10 23.62%
5000 4l
69
- 84
15 | 31 37 ‘\ 51 “ 6165,| 7377
miz--> T T e e 420 440 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038822.D

Acq On 11 Jun 2020 14:15

Operator : SY/MD

Sample - L2933-06

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 Ethyl Acetate Concentration Rank 3

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

4.84 0.77 ug/L 101820 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 83
4 Ethyl Acetate 88 C4H802 000141-78-6 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 78

Abundance Scan 1089 (4.842 min): VU038822.D (-1078) (-) m/z 43.00 100.00%
43 h
5000
61
| | 73 88 007 460 4.80 5.00 5.20
L B o B SN w2 m/z 61.00 16.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2018: Ethyl Acetate
43
5000 RS S U S
460 4.80 5.00 5.20
29 61 m/z 44.95 14.14%
15 | ] | 73 8
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2017: Ethyl Acetate
43
460 4.80 5.00 5.20
5000 m/z 70.10 12 .46%
15 2 61
”.t,JL.HL..J”ﬁ%,ﬁg.,”..,”..,”..,”..,”..,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2019: Ethyl Acetate
43 460 4.80 5.00 5.20
m/z 42.10 8.13%
5000
61
s T | o
mz-> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038822.D

Acq On 11 Jun 2020 14:15

Operator : SY/MD

Sample - L2933-06

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 4 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 4

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

7.74 0.73 ug/L 96581 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 83
2 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 72
3 Furan, tetrahydro-2,2,4,4-tetram... 128 C8H160 003358-28-9 53
4 4-Piperidinone, 1l-methyl- 113 C6H11NO 001445-73-4 50
5 4-Piperidinone, l-methyl- 113 C6H11NO 001445-73-4 49

Abundance Scan 1990 (7.739 min): VU038822.D (-1972) (-) m/z 43.00 100.00%
a3
70 113
5000 55
95
Ul | 81 7.40 7.60 7.80 8.00
A s o o A AUAN RaEas ey S S m/z 113.10 65.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
43
5000 RS IR UL R
55 70 113 7.40 7.60 7.80 8.00
m/z 70.10 59.80%
15 27 || 95
| .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12642: Furan, tetrahydro-2,2,5,5-tetramethyl-
43
7.40 7.60 7.80 8.00
5000 55 m/z 55.10 50.00%
113
70
27 95
e Bl e e e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12643: Furan, tetrahydro-2,2,4,4-tetramethyl- A REEER VAV Tt
43 7.40 7.60 7.80 8.00
m/z 95.10 29.09%
5000 - 113
70 83
"|'”'|"'5?'§QHH"'|"l'F%"l”"'|i"|'?§' }pﬁl'*"l'}%ﬂ"' AU IR R U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038822.D

Acq On 11 Jun 2020 14:15

Operator : SY/MD

Sample - L2933-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 4_57 2.8 ug/L 372031 1 6.28 659100 5.0
Ethyl Acetate 4.84 0.8 ug/L 101820 1 6.28 659100 5.0
Furan, tetrahydro... 7.74 0.7 ug/L 96581 1 6.28 659100 5.0
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