LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV041720\
Data File : VV015563.D

Aca On : 17 Apr 2020 18:23

Operator : SY/MD

Sample : L2333-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 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\SOMVTR040920WMA .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 1.315 62 70 82 rBv3 45535 74734 22.95% 2.285%
2 1.576 145 151 166 rVB 38789 48520 14.90% 1.484%
3 2.129 310 323 336 rVB3 136429 233233 71.62% 7.132%
4 2.338 366 388 392 rBV 10180 25638 7.87% 0.784%
5 3.212 649 660 672 rBV3 3462 6557 2.01% 0.201%
6 3.929 864 883 925 rBV4 85322 325647 100.00% 9.958%
7 4_.376 1005 1022 1048 rVB 52685 131883 40.50% 4.033%
8 4.640 1087 1104 1117 rBvV2 8998 20939 6.43% 0.640%
9 5.074 1222 1239 1260 rBV3 118484 289741 88.97% 8.860%
10 5.640 1403 1415 1441 rBV 116339 234096 71.89% 7.159%
11 5.939 1497 1508 1527 rBvV2 35511 70179 21.55% 2.146%
12 6.093 1542 1556 1575 rBV 71499 143403 44.04% 4 .385%
13 7.010 1831 1841 1864 rVB2 24828 43856 13.47% 1.341%
14 7.338 1932 1943 1961 rBV 139951 242455 74 .45% 7.414%
15 7.643 2026 2038 2054 rBV3 13854 23339 7.17% 0.714%

16 7.997 2137 2148 2163 rVB 72732 121159 37.21% 3.705%
17 8.109 2173 2183 2216 rBV 174525 321025 98.58% 9.817%

18 8.267 2225 2232 2244 rVB7 2785 4831 1.48% 0.148%
19 8.875 2409 2421 2449 rBvV 179672 288717 88.66% 8.829%
20 10.238 2833 2845 2858 rBvV 47982 74699 22.94% 2.284%

21 11.270 3156 3166 3185 rBV 184286 282610 86.78% 8.642%
22 11.646 3272 3283 3301 rVB 142326 219750 67.48% 6.720%
23 16.588 4810 4820 4831 rBV 29430 43042 13.22% 1.316%

Sum of corrected areas: 3270053
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV041720\
VV015563.D

17 Aor 2020 18:23

SY/MD

L2333-03

25_0mL/MSVOA V/WATER

21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR040920WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

150000

100000

50000

1.32 1.58

TIC: VV015563.D

2.13

5.07 5.64

3.93
6.09

0
Time-->

Abundance

150000

100000

50000

TIC: VV015563.D
87

7.34 11.65

8.00

10.24

0
Time-->

1
11.50

T
12.00

I
10.50

I
11.00

I
9.00 9.50

1
10.00

Abundance

150000

100000

50000

TIC: VV015563.D

16.59

0

Time-->

T
17.00

I
17.50

I
16.50

I
15.50

=t == ]
16.00

T
14.50

15.00

I
13.50

=T
14.00

I
12.50

1
13.00

SOMVTRO40920WMA .M Mon Apr 20 12:27:53 2020

Page: 2




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV041720\
Data File : VV015563.D

Aca On : 17 Apr 2020 18:23

Operator : SY/MD

Sample : L2333-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O40920WMA .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 unknown-01 Concentration Rank 3

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

2.34 0.55 ug/L 25638 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 43
2 lIsopropvl Alcohol 60 C3H80 000067-63-0 9
3 4-Penten-2-ol 86 C5H100 000625-31-0 9
4 Methane. nitroso- 45 CH3NO 000865-40-7 4
5 2-Propanone, l-methoxy- 88 C4H802 005878-19-3 4

Abundance Scan 389 (2.341 min): VV015563.D (-366) (-) m/z 45.00 100.00%
45
5000
3% 5 200 220 240 2.60
o v — m/z 42.95 21.67%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: 1sopropy! Alcohol
45
5000
2.00 2.20 2.40 2.60
27 m/z 41.00 9.84%
15 19 31 gg41 59
OI””P”H”JP”W“JP”W””JMI””P“W”“P”W””P”W”“P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
2.00 2.20 2.40 2.60
5000 m/z 39.00 8.04%
. 1519 2031 g4 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1719: 4-Penten-2-ol
45 2.00 220 2.40 2.60
m/z 42.00 6.19%
5000

27 394
| 3134 || 5053 57 63 67 71

e S —

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV041720\
Data File : VV015563.D

Aca On : 17 Apr 2020 18:23

Operator : SY/MD

Sample : L2333-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O40920WMA .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 Phenol, 2,4-bis(l1,1-dimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.59 0.76 ug/L 43042 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-bis(l.1-dimethvlethvl)- 206 C14H220 000096-76-4 95
2 Phenol. 2.4-bis(l.1-dimethvlethvl)- 206 C14H220 000096-76-4 94
3 Phenol. 3.5-bis(l.1-dimethvlethvl)- 206 C14H220 001138-52-9 91
4 Phenol. 3.5-bis(1l.1-dimethvlethvI)- 206 C14H220 001138-52-9 87
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 87
Abundance Scan 4821 (16.591 min): VV015563.D (-4810) (-) m/z 191.20 100.00%
191
5000
=7 I I I I I
41 206 NN BN BN B
| 7ﬁ | 1031}5 133 147 163175 | 16.20 16.40 16.60 16.80 17.00
O e et e e e e e m/z 57.00 26.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66115: Phenol, 2,4-bis(1,1-dimethylethyl)-
191
5000 R BN SRR I
5 16.20 16.40 16.60 16.80 17.00
a1 206 m/z 206.10 15.26%
oL 15 29 ‘ 74 91 107 128 147 163175
m/z--> 20 40 eb 80 160 120 140 1éo 1é0 260
Abundance
191
AR IR AR RN
16.20 16.40 16.60 16.80 17.00
5000 m/z 192.20 14.06%
57
41 206
ol 15 29 74 91 403115 135147 163175
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66105: Phenol, 3,5—b|s(l,l—dlmethylethyl)— LSS NN L BN N
191 16.20 16.40 16.60 16.80 17.00
57 m/z 41.00 13.33%
5000
206
29 41 74
0 15 ‘ ‘ b 91 107 121 135 147 163 175 ‘ .
m/z--> 20 40 & % ﬁoﬁ01%1® 180 200 1620 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV041720\
Data File : VV015563.D

Acq On : 17 Apr 2020 18:23

Operator : SY/MD

Sample - L2333-03

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O40920WMA .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]
unknown-01 2.34 0.6 ug/L 25638 1 5.64 234096 5.0
Phenol, 2,4-bis(1... 16.59 0.8 ug/L 43042 3 11.27 282610 5.0
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