LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100518\
Data File : VV008115.D

Aca On : 05 Oct 2018 23:10

Operator : SY/MD

Sample = J5278-10

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 29 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\SOMVTR100518WMA .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 1.322 63 72 80 rBv 44839 48640 15.07% 1.695%
2 1.586 147 154 165 rvVB 40658 45496 14.10% 1.585%
3 2.135 315 325 337 rBV 85729 120938 37.47% 4.215%
4 2.209 342 348 359 rVB5 2350 4635 1.44% 0.162%
5 2.373 380 399 431 rBV 17850 75211 23.30% 2.621%
6 3.962 876 893 910 rBV 41929 118331 36.66% 4.124%
7 4.148 939 951 971 rVB2 19577 47903 14.84% 1.669%
8 4.409 1013 1032 1054 rvB 58797 140273 43.46% 4 .888%
9 5.100 1228 1247 1276 rBv2 136360 322750 100.00% 11.247%
10 5.669 1410 1424 1456 rBV 121818 239221 74.12% 8.337%
11 5.955 1503 1513 1523 rBV7 2027 3703 1.15% 0.129%
12 6.126 1551 1566 1589 rVB 75860 153308 47 .50% 5.343%
13 7.036 1838 1849 1870 rBV 34088 60678 18.80% 2.115%
14 7.364 1936 1951 1967 rBV 155018 266286 82.51% 9.280%
15 7.669 2035 2046 2062 rBvV2 20076 34689 10.75% 1.209%

16 8.142 2182 2193 2228 rBV2 145575 301109 93.29% 10.493%
17 8.900 2414 2429 2456 rBvV 176411 292101 90.50% 10.179%

18 10.267 2841 2854 2872 rVB 54645 86291 26.74% 3.007%
19 11.299 3164 3175 3203 rBV 154198 263539 81.65% 9.184%
20 11.592 3257 3266 3280 rBV4 2525 4685 1.45% 0.163%

21 11.675 3281 3292 3312 rVV 145114 239754 74.28% 8.355%

Sum of corrected areas: 2869541
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100518\
Data File : VV008115.D

Aca On : 05 Oct 2018 23:10

Operator : SY/MD

Sample : J5278-10

Misc - 25.0 mL/MSVOA V/WATER

ALS Vial :© 29 Sample Multiplier: 1

Quant Method

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA .M

Quant Title TRACE VOA SOM01.0

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

Abundance

150000

100000

50000

TIC: VV008115.D

2.14

4.41
3.96

4.15

5.10

5.67

0
Time-->

4.50

[
3.50 4.00

5.96

6.00

6.13

6.50

Abundance

150000

100000

50000

TIC: VV008115.D
8]90

7.36
8.14

10.27

7.04

11.30

11.59

11.68

N

0
Time-->

I
10.00

I
9.50

10.50

I
11.00

11.50

T
12.00

Abundance

150000

100000

50000

TIC: VV008115.D

0
Time-->

I
15.50

R
14.50

15.00

T
14.00

I
13.50

I
13.00

I
12.50

T
16.00

I
16.50

T
17.00

T
17.50

SOMVTR100518WMA.M Tue Oct 09 14:33:47 2018

Page: 2




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100518\
Data File : VV008115.D

Aca On : 05 Oct 2018 23:10

Operator : SY/MD

Sample = J5278-10

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA .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 Isopropyl Alcohol Concentration Rank 1

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

2.37 1.57 ug/L 75211 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 74
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 43
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Ethylamine 45 C2H7N 000075-04-7 5

Abundance Scan 398 (2.370 min): VV008115.D (-380) (-) m/z 45.00 100.00%
45
5000
g 41 . 200 220 240 260 2.80
0.,....,....,....,....,....,....,....,'.!.! e m/z 42.95 23.34Y%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: |sopropy! Alcohol
45
5000

2.00 2.20 2.40 2.60 2.80
m/z 40.95 9.53%

27
19
i 3+ a 59
Ot e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45
2.00 2.20 2.40 2.60 2.80
5000 m/z 38.90 6.67%
27 4
3 S . . AN IS, STy vl . B /N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: |sopropy! Alcohol
45 2.00 2.20 2.40 2.60 2.80
m/z 43.90 6.23%
5000
27
1519 % md 59
O e e o R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100518\
Data File : VV008115.D

Aca On : 05 Oct 2018 23:10

Operator : SY/MD

Sample = J5278-10

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA .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._.15 1.00 ug/L 47903 1,4-Difluorobenzene 5.67
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 40

Abundance Scan 952 (4.151 min): VV008115.D (-939) (-) m/z 42.95 100.00%
43
5000 /\\
w0 | ®ow o8 380 400 420 440
0'I""I""I""I""I""I"''I""I'I'II""I""I"''I""I""I"!'I""I"''I"I'I""I"' m/z 44.95 14.70%

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 R AR man maE RS N L
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m/z 61.00 14 _.41%
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1519 26| 33 . 58 | | 74 88
Obrprrrr e e H e e e e
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Abundance #2019: Ethyl Acetate
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A e e
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5000 m/z 70.00 11.22%
29 61
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1518 26 | i 57| 74 8388
Obrprrrr P e R e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate R B L R
43 3.80 4.00 4.20 4.40

m/z 41.90 7.01%
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15 2 61 70
s U | Y S O

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.80 4.00 420 4.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100518\
Data File : VV008115.D

Aca On : 05 Oct 2018 23:10

Operator : SY/MD

Sample = J5278-10

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA .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 unknown-01 Concentration Rank 2

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

7.04 1.27 ug/L 60678 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 32
2 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 25
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
4 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 9
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9

Abundance Scan 1850 (7.039 min): VV008115.D (-1838) (-) m/z 79.00 100.00%
70
5000 42
51 114 R 5 SO
6.80 7.00 7.20 7.40
o...,....,....,...~'.I....',|.'...,‘??..,..'.-.;.?‘.6.,....,....,..!.,....,.... m/z 42.00 43.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11979: 2-Propanol, 1,3-dichloro-
70
5000
43 6.80 7.00 7.20 7.40
15 m/z 81.00 34.42%
0 29 36 | 51 61 72 || 91 100 111 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7038: Methane, oxybis[chloro-
79
680 7.00 7.20 7.0
5000 49 m/z 113.90 24 _73%
29
oL 14 227" 36 | 63 || 87 95 113
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1075: 1,3-Cyclohexadiene L B e ma
79 6.80 7.00 7.20 7.40
m/z 51.00 23.13%
5000
7 ¥ 8l o
0'“|}?w'”Mw'“F“'ww“'w““lﬁ'w”“'w'“l“'w'”'w'“l”" BRI UL IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV100518\
Data File : VV008115.D

Acq On : 05 Oct 2018 23:10

Operator : SY/MD

Sample - J5278-10

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 29 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA .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]

Isopropyl Alcohol 2.37 1.6 ug/L 75211 1 5.67 239221 5.0
Ethyl Acetate 4.15 1.0 ug/L 47903 1 5.67 239221 5.0
unknown-01 7.04 1.3 ug/L 60678 1 5.67 239221 5.0
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