LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032753.D

Aca On 15 Jun 2019 04:46

Operator : JC/SP

Sample : K3385-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 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 U\METHOD\SOMUTRO60419WMA .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 1.180 23 28 33 rBv2 7373 7527 1.82% 0.236%
2 1.396 88 95 104 rBV 43566 44914 10.88% 1.410%
3 1.557 135 145 161 rVB3 15526 29911 7.25% 0.939%
4 1.672 174 181 195 rVvB 35961 47275 11.45% 1.484%
5 2.267 356 366 377 rBV 74802 112354 27.22% 3.527%

2.441 410 420 439 rVB 74075 125766 30.46% 3.948%
2.833 533 542 553 rvB2 12160 24896 6.03% 0.782%
4.184 945 962 993 rBvV 63447 186821 45.25% 5.865%
4.640 1085 1104 1127 rVB 63269 148628 36.00% 4_.666%
5.328 1295 1318 1346 rBVv3 115812 333722 80.84% 10.476%

=
QO ~NO®

11 5.878 1474 1489 1507 rBV 121556 234206 56.73% 7.352%
12 6.325 1611 1628 1647 rBV 81905 163045 39.49% 5.118%

13 7.222 1893 1907 1922 rBV 40917 73502 17.80% 2.307%
14 7.560 1998 2012 2032 rBV 148048 256126 62.04% 8.041%
15 7.846 2091 2101 2114 rBV 24489 44003 10.66% 1.381%

16 8.309 2232 2245 2274 rBV 230633 412830 100.00% 12.960%
17 9.084 2474 2486 2508 rBvV 175242 290762 70.43% 9.128%
18 10.428 2893 2904 2917 rBV2 70191 113194 27.42% 3.553%
19 10.605 2945 2959 2970 rBv4 3407 6591 1.60% 0.207%
20 11.479 3220 3231 3257 rBV 170588 278080 67.36% 8.730%

21 11.855 3336 3348 3368 rBV 150861 251290 60.87% 7.889%

Sum of corrected areas: 3185443
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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 U\DATA\VU061419\
VU032753.D

15 Jun 2019 04:46

JC/SP

K3385-04

25.0mL/MSVOA U/WATER

35 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .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\VU061419\
Data File : VU032753.D

Aca On 15 Jun 2019 04:46

Operator : JC/SP

Sample = K3385-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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.

1.56 0.64 ug/L 29911 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (4-Carbamovl-2-nitrophenvDaceti... 224 C9H8N205 1000304-35-6 17
2 dI-Allo-cvstathionine 222 C7H14N204S 1000130-49-6 9
3 Propane 44 C3H8 000074-98-6 5
4 Hvdroaen chloride 36 CIH 007647-01-0 5
5 Hydrogen chloride 36 CIH 007647-01-0 5

Abundance Scan 146 (1.560 min): VU032753.D (-135) (-) m/z 44.00 100.00%
5000 63
91 I SRSE BAREE LRSS R
1.20 1.40 1.60 1.80
o} m/z 35.95 82.93%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81505: (4-Carbamoyl-2-nitrophenyl)acetic acid

5000
1.20 1.40 1.60 1.80

m/z 49.10 54 _.47%

29

181
o 196211 237 2%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
44
R e N S A
1.20 1.40 1.60 1.80
5000 m/z 63.10 45 .48%

59 74 90 117
131 148 177 222

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79: Propane R e AR
29 1.20 1.40 1.60 1.80
m/z 44.95 37.55%
5000
15
0.f”.wﬂ..M.”,”.w.”.“.”,”.w.”...” R E e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032753.D

Aca On 15 Jun 2019 04:46

Operator : JC/SP

Sample = K3385-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 Isopropyl Alcohol Concentration Rank 1

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

2.44 2.68 ug/L 125766 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 72
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 72
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 420 (2.441 min): VU032753.D (-410) (-) m/z 45.00 100.00%
45 ﬂ
5000
R B
41 2.20 2.40 2.60 2.80
59
Obeprrrrrrrrererrprrrrrerr et b o 28 by S || M7z 43.00  22.10%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #294: 1sopropy! Alcohol
45
5000
2.20 2.40 2.60 2.80
27 m/z 41.10 9.20%
15 19 31 gg4l 59
OW““P”H”JP”W“JP“W“”“MI””P”W”“P”W””P“W“”P”W“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45
220 240 260 280
5000 m/z 39.00 7.35%
o 1519 '3; 3841 59
T T T T T T T e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #297: Isopropyl Alcohol L A EaE mpte e
45 2.20 2.40 2.60 2.80
m/z 42.05 6.03%
5000
0 1510 2131 gt 53 99
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032753.D

Aca On 15 Jun 2019 04:46

Operator : JC/SP

Sample = K3385-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 Tert-butyl(methoxy)dimethyl.._. Concentration Rank 4

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

2.83 0.53 ug/L 24896 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tert-butvl(methoxv)dimethvisilane 146 C7H180Si 1000364-10-7 74
2 Silane. methoxvtrimethvl- 104 C4H120Si 001825-61-2 74
3 Tricvclol5.2.2.0(2.6)lundecan-11... 352 C18H2407 1000155-17-7 74
4 2-Cvclopentene. 1.4-bis(methoxve... 276 C13H2406 1000156-00-3 64
5 Silane, methoxytrimethyl- 104 C4H120Si 001825-61-2 56

Abundance Scan 541 (2.830 min): VU032753.D (-533) (-) m/z 89.00 100.00%
59 89
5000
4 240 260 2.80 3.00 3.20
oﬁﬁ—ﬁj,ﬂ.h. o B T e A S O m/z 59.00 89.33%
m/z--> 50 100 150 200 250 300 350
Abundance #22048: Tert-butyl(methoxy)dimethylsilane
89
5000 USRI RN SR R
59 240 260 2.80 3.00 3.20
m/z 43.00 18.56%
15 41 | . 115 146
m/z--> 50 100 150 200 250 300 350
Abundance
89
240 2.60 2.80 3.00 3.20
5000 59 m/z 90.00 9.36%
ol,_29
m/z--> 50 100 150 200 250 300 350
Abundance #185081: Tricyclo[5.2.2.0(2,6)]undecan-11-one-8,9-dicarbox... e
59 89 240 260 2.80 3.00 3.20
m/z 57.90 8.24%
5000
0 ﬁl L | 107 131149 173191 219 247265 292 320 352
m/z--> 50 100 150 200 250 300 350 240 260 2.80 3.00 3.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061419\
Data File : VU032753.D

Acq On 15 Jun 2019 04:46

Operator : JC/SP

Sample - K3385-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 35 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 1.56 0.6 ug/L 29911 1 5.88 234206 5.0
Isopropyl Alcohol 2.44 2.7 ug/L 125766 1 5.88 234206 5.0
Tert-butyl (methox. .. 2.83 0.5 ug/L 24896 1 5.88 234206 5.0
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