LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032757.D

Aca On 15 Jun 2019 06:25

Operator : JC/SP

Sample - K3385-08

Misc : 25.0mL/MSVOA U/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 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 rBv 8148 8731 2.13% 0.275%

2 1.396 88 95 102 rBvV 45219 44198 10.78% 1.390%

3 1.560 135 146 157 rVB3 13779 26740 6.52% 0.841%

4 1.675 175 182 200 rvB 36851 48838 11.91% 1.536%

5 2.267 356 366 376 rBV 73249 110462 26.93% 3.475%
2.318 378 382 394 rVB3 5285 9501 2.32% 0.299%
2.441 410 420 437 rVB 76201 128575 31.35% 4 .045%
2.833 534 542 554 rVB 11570 21923 5.35% 0.690%

4.183 945 962 994 rBV 64160 183777 44.81% 5.781%
4.640 1084 1104 1122 rBV 63316 147684 36.01% 4.646%

=
QO ~NO®

11 5.328 1296 1318 1349 rBvV2 117973 337835 82.37% 10.627%
12 5.878 1474 1489 1507 rBV 120342 234235 57.11% 7.368%
13 6.325 1612 1628 1647 rBV 82058 160079 39.03% 5.036%
14 7.222 1896 1907 1924 rBV2 40023 71442 17.42% 2.247%
15 7.559 1997 2012 2030 rBV 145811 255356 62.26% 8.033%

16 7.845 2091 2101 2113 rBV2 24615 42473 10.36% 1.336%
17 8.170 2193 2202 2219 rVB5 2266 4496 1.10% 0.141%
18 8.308 2233 2245 2273 rBV 228567 410121 100.00% 12.901%
19 9.083 2468 2486 2504 rBvV 170078 285107 69.52% 8.969%
20 10.427 2889 2904 2924 rBV 71296 115587 28.18% 3.636%

21 10.604 2948 2959 2972 rVB2 4234 7364 1.80% 0.232%
22 11.479 3215 3231 3261 rBV 168137 275146 67.09% 8.655%
23 11.855 3336 3348 3369 rBvV 152184 249234 60.77% 7.840%

Sum of corrected areas: 3178904
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032757.D

Aca On - 15 Jun 2019 06:25

Operator : JC/SP

Sample . K3385-08

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial : 39 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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

Abundance TIC: VU032757.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032757.D

Aca On 15 Jun 2019 06:25

Operator : JC/SP

Sample - K3385-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 39 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 0.57 ug/L 26740 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azetidin-2-one 3.3-dimethvl-4-(1... 142 C7H14N20 1000161-94-5 10
2 Ethanol. 2-(methvlamino)- 75 C3HONO 000109-83-1 9
3 1-Propanol. 2-amino-. (S)- 75 C3H9NO 002749-11-3 9
4 Ethvl 2-(2-chloroacetamido)-3.3.... 263 C7H9CIF3NO4 1000224-74-2 9
5 4-Fluorohistamine 129 C5H8FN3 049872-60-8 9

Abundance Scan 146 (1.560 min): VU032757.D (-135) (-) m/z 44.00 100.00%
4
5000 36
63
55 8 g 115 120 140 160 1.80
o} m/z 35.95 47 .31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19555: Azetidin-2-one 3,3-dimethyl-4-(1-aminoethyl)-
44
£y
2000 84 1.'20 1.'40 1.|60 1.|80 '
m/z 45.00 34 .79%
o 27 35 | 57 70 | 99 109 124132 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
44
1.20 1.40 1.60 1.80
5000 m/z 63.00 31.68%
s 28 56 75
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #901: 1-Propanol, 2-amino-, (S)- e ARREOEEE
44 1.20 1.40 1.60 1.80
m/z 48.85 26 .50%
5000
18 2? 56 79
B L R KA AN RN AR RRALS RARAN AL AL LARAN LARAS R WAL AL S I I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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 : VU032757.D

Aca On 15 Jun 2019 06:25

Operator : JC/SP

Sample - K3385-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 39 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 2.74 ug/L 128575 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 64
2 Isopropvl Alcohol 60 C3H80 000067-63-0 43
3 Formic acid. 1-methvlethvl ester 88 C4H802 000625-55-8 40
4 Formic acid. 1-methvlethvl ester 88 C4H802 000625-55-8 9
5 2-Propanol, 1-bromo- 138 C3H7BroO 019686-73-8 9

Abundance Scan 420 (2.441 min): VU032757.D (-410) (-) m/z 45.00 100.00%
45
5000 4
59 220 240 2.60 2.80
Ol T e e oo || M7z 43.00  22.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #295: Isopropy! Alcohol
45
5000
220 240 2.60 2.80
- m/z 41.00 8.74%
| ‘M ul, 59
e S S I I I L LS W SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
220 240 260 280
5000 m/z 39.00 7.48%
27
15 59
G S S I I I L LS S WA SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2069: Formic acid, 1-methylethyl ester R e S
45 220 240 2.60 2.80
m/z 42.00 5.41%
5000
27 73
0"'w""w"??“"|?§'|"”l"'w""w"'l“"l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.40 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061419\
Data File : VU032757.D

Acq On 15 Jun 2019 06:25

Operator : JC/SP

Sample - K3385-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 39 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 26740 1 5.88 234235 5.0
Isopropyl Alcohol 2.44 2.7 ug/L 128575 1 5.88 234235 5.0
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