LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052920\
Data File : VV016346.D

Aca On : 30 May 2020 06:02

Operator : SY/MD

Sample : L2788-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 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\SOMVTR052620WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
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 rvB 85534 78699 31.17% 2.782%
2 1.315 62 70 78 rvB 37168 37515 14.86% 1.326%
3 1.579 143 152 164 rBvV 27491 33899 13.43% 1.198%
4 2.123 310 321 332 rBV 62153 94551 37.45% 3.343%
5 2.775 515 524 539 rVB4 5983 13486 5.34% 0.477%
6 3.052 601 610 621 rVB2 9626 18127 7.18% 0.641%
7 3.209 647 659 667 rBvV2 5565 10766 4.26% 0.381%
8 3.775 815 835 855 rVB3 12728 33275 13.18% 1.176%
9 3.965 874 894 896 rBV6 11991 29086 11.52% 1.028%
10 4.129 932 945 1000 rVB2 59594 219813 87.05% 7.771%

11 4_.380 1006 1023 1060 rBV3 45688 154505 61.19% 5.463%
12 4.695 1107 1121 1132 rVB5 3070 7575 3.00% 0.268%
13 5.071 1223 1238 1259 rBvV2 108018 252501 100.00% 8.927%
14 5.640 1404 1415 1440 rBV 101133 201086 79.64% 7.109%
15 5.939 1497 1508 1525 rVB2 30187 59210 23.45% 2.093%

16 6.097 1544 1557 1576 rBV 58057 118265 46.84% 4.181%
17 6.499 1671 1682 1717 rBV 99231 215804 85.47% 7.630%

18 7.010 1830 1841 1861 rBV2 24193 43818 17.35% 1.549%
19 7.338 1930 1943 1960 rBV 120924 207902 82.34% 7 .350%
20 7.646 2030 2039 2061 rvB2 13701 23960 9.49% 0.847%

21 7.997 2137 2148 2162 rBV 85167 140459 55.63% 4._.966%
22 8.122 2173 2187 2215 rBV 106191 222649 88.18% 7.872%
23 8.875 2409 2421 2451 rBV 145606 239437 94.83% 8.465%
24 10.238 2831 2845 2859 rBV 33952 53767 21.29% 1.901%
25 11.273 3154 3167 3184 rBV 116679 178612 70.74% 6.315%

26 11.646 3273 3283 3297 rBV 86096 133139 52.73% 4.707%
27 13.530 3860 3869 3883 rBvV 4371 6547 2.59% 0.231%

Sum of corrected areas: 2828453
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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 VA\DATA\VV052920\
VV016346.D

30 May 2020 06:02

SY/MD

L2788-02

25.0mL/MSVOA V/WATER

39 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 V\DATA\VV052920\
Data File : VV016346.D

Aca On : 30 May 2020 06:02

Operator : SY/MD

Sample : L2788-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 Ethane, 1,1-difluoro- Concentration Rank 3

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

1.11 1.96 ug/L 78699 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
4 Propiolonitrile 51 C3HN 001070-71-9 3
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 2

Abundance Scan 6 (1.110 min): VV016346.D (-3) (-) m/z 50.95 100.00%
51
65
5000
a7 HLE R L L |
44} 1.20 1.30 1.40 1.50
Obrrrrrrrprrrrprrrrprrrrprrrr e e m/z  65.00 55.44%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65
1.20 1.30 1.40 1.50
o7 47 m/z 47.00 26.89Y%
o 2 121519 24 3y M 62,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
ey
65 1.20 1.30 1.40 1.50
5000 m/z 45.00 18.47%
47
o 27131 4044
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #365: Ethane, 1,1-difluoro- R E e e
51 1.20 1.30 1.40 1.50
m/z 46.00 7.21%
5000 65
47
21 31 44 | 62
e A S AN AR NN LA KAL) RARR RARAN RARAS NARS RS RARL) RARS) RARAS HRIAN L L L LR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052920\
Data File : VV016346.D

Aca On : 30 May 2020 06:02

Operator : SY/MD

Sample : L2788-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 (DEL) Alkane: Cyclic3.78 Concentration Rank 5

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

3.78 0.83 ug/L 33275 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59

Abundance Scan 837 (3.782 min): VV016346.D (-815) (-) m/z 56.00 100.00%
56
41
5000 69
| |I 1 340 3.60 3.80 4.00 4.20
ounmqmqmqmqmqmqmqm.J.m.uqnq!mnqnmnququqnquq m/z 41.00 57 .70%
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
3.40 360 3.80 4.00 4.20
o8 o m/z 69.00 37 .14%
15 I 51 ‘ ! 65\\ " ‘
0““mwmwmwmwmwmwmwmwmwmwmwm|“WMHMmemwmwmwmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
MRS RARASRARSE RS Y
41 340 3.60 3.80 4.00 4.20
5000 m/z 55.10 28.19%
69
27 84
o 1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- S L
56 3.40 360 3.80 4.00 4.20
21 m/z 39.00 26.25%
5000
42
8, v
ARSI LA A Mk AR SAARY LA A LAk AR AARAL AR AL MR W i
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052920\
Data File : VV016346.D

Aca On : 30 May 2020 06:02

Operator : SY/MD

Sample : L2788-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 3 Ethyl Acetate Concentration Rank 1

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

4.13 5.47 ug/L 219813 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 90
3 Ethvl Acetate 88 C4H802 000141-78-6 90
4 Ethvl Acetate 88 C4H802 000141-78-6 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 64

Abundance Scan 945 (4.129 min): VV016346.D (-932) (-) m/z 43.00 100.00%
43
5000 K
| 7 o8 3.80 400 4.20 4.40
0'I""I""I""I""I""I"''I""I'!:I""I""I"''I""I""I"I'I""I"''I"I'I""I"' m/z 45.00 13.27%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate
43
5000

3.80 4.00 4.20 4.40
m/z 60.95 12.63%

29 61 70
o 1519 26 33 58| 74 88
[ T T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43

3.80 4.00 4.20 4.40

5000 m/z 70.00 9.74%
29 61
70

o 1518 26 57 74 g3 88

R s s AR AARNLALR) Rkl LAsky wAMLy LRSS RAML) RARE) RARE) LARK) RARAN LAAS) LEAR) LAARA LA LAAN
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate R ARa s LR S

43 380 4.00 4.20 4.40

m/z 42.00 6.89%
5000

15 2 61 70

L
T T T T T T T I T T LN L B L LB |

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.80 4.00 4.20 4.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052920\
Data File : VV016346.D

Aca On : 30 May 2020 06:02

Operator : SY/MD

Sample : L2788-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 n-Propyl acetate Concentration Rank 2

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

6.50 5.37 ug/L 215804 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 n-Propvl acetate 102 C5H1002 000109-60-4 78
3 n-Propvl acetate 102 C5H1002 000109-60-4 78
4 Isopropvl acetate 102 C5H1002 000108-21-4 36
5 Isopropyl acetate 102 C5H1002 000108-21-4 33

Abundance Scan 1682 (6.499 min): VV016346.D (-1671) (-) m/z 43.00 100.00%
a3
5000
61
3 6.20 6.40 6.60 6.80
0 Sl ' | & m/z 61.00 27.23%
LU UL SR FURLL AL UL SR SULELL SR SURLALELN SR I B - - ¢
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4251: n-Propyl acetate
43
5000
6.20 6.40 6.60 6.80
61 m/z 73.00 14 _.29%
27 ‘ 73
o L 37 ‘ | 103
LU UL SR SURLL AL SN SR SULELL SR SURLLIL SRR I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
620 640 660 680
5000 m/z 42.00 11.24%
61
73
15 21 g 87
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4250: n-Propyl acetate
43 6.20 6.40 6.60 6.80
m/z 41.00 10.30%
5000
61
27 73
0"|"'w"*”W"”Hl“'|"“\""wh"l'“'l"“l""w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80

SOMVTRO52620WMA .M Mon Jun 01 11:48:03 2020 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV052920\
Data File : VV016346.D

Acq On : 30 May 2020 06:02

Operator : SY/MD

Sample : L2788-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 39 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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]
Ethane, 1,1-diflu... 1.11 2.0 ug/L 78699 1 5.64 201086 5.0
(DEL) Alkane: Cyc... 3.78 0.8 ug/L 33275 1 5.64 201086 5.0
Ethyl Acetate 4.13 5.5 ug/L 219813 1 5.64 201086 5.0
n-Propyl acetate 6.50 5.4 ug/L 215804 1 5.64 201086 5.0
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