LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112719\
Data File : VU035894.D

Aca On 27 Nov 2019 14:10

Operator : JC/SP

Sample : K6057-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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\SOMUTR112119WMA_.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 1.617 78 86 97 rBv 195465 218654 5.74% 1.545%
2 1.932 176 184 195 rVB 183773 227860 5.98% 1.610%
3 2.594 375 390 403 rBV 264892 455521 11.96% 3.219%
4 2.806 443 456 479 rBV 61694 126151 3.31% 0.892%
5 3.234 571 589 606 rBV 72418 166254 4 .36% 1.175%

4.694 1023 1043 1080 rBv4 228260 756330 19.85% 5.345%
5.115 1157 1174 1200 rBV 240593 566563 14.87% 4._.004%
5.771 1355 1378 1407 rBV2 483156 1286192 33.76% 9.090%
1526 1540 1560 rBV 296463 581462 15.26% 4_.109%
6.584 1615 1631 1642 rBV6 20295 40416 1.06% 0.286%

=
QO ~NO®
(9}
N
<}
N

11 6.732 1661 1677 1698 rBV 315389 631535 16.58% 4._.463%
12 7.604 1934 1948 1965 rBV 131590 251078 6.59% 1.774%
13 7.935 2036 2051 2069 rBvV 490806 899359 23.61% 6.356%
14 8.214 2127 2138 2163 rBV2 79906 160953 4.22% 1.138%
15 8.584 2239 2253 2271 rBV 2202189 3809941 100.00% 26.927%

16 8.684 2272 2284 2328 rVB2 457164 1599494 41.98% 11.304%
17 9.449 2508 2522 2557 rBV 452686 869258 22.82% 6.143%
18 10.787 2925 2938 2956 rBV 239862 419523 11.01% 2.965%
19 11.841 3252 3266 3282 rBV 291927 520208 13.65% 3.677%
20 12.221 3371 3384 3399 rVB 324570 562641 14.77% 3.976%

Sum of corrected areas: 14149393
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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\VU112719\
VU035894.D

27 Nov 2019 14:10

JC/SP

K6057-08

25_0mL/MSVOA U/WATER

13 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112119WMA .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\VU112719\
Data File : VU035894.D

Aca On : 27 Nov 2019 14:10

Operator : JC/SP

Sample : K6057-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112119WMA .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 3

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

2.81 1.08 ug/L 126151 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 78
2 Isopropvl Alcohol 60 C3H80 000067-63-0 56
3 Isopropvl Alcohol 60 C3H80 000067-63-0 40
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 40
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40

Abundance Scan 457 (2.810 min): VU035894.D (-443) (-) m/z 45.10 100.00%
45
5000
S EmmmasE e S S A
59 240 2.60 2.80 3.00 3.20
Ob el i 0 %8 . Tm/z 43.00  27.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #294: |sopropy! Alcohol
45
5000
240 2.60 2.80 3.00 3.20
27 m/z 41.00 12.07%
15 | 59
O'HLHJh'wl”'ﬁ'“'|'“'|'“'l'“'l'”'l'”'l'”'l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
240 2.60 2.80 3.00 3.20
5000 m/z 39.00 8.14%
15 27 59
e S L I I I WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #297: Isopropy! Alcohol
45 240 2.60 2.80 3.00 3.20
m/z 41.95 6.54%
5000
0"}?\?K“'N*"ﬁ?""l""l""l"' R S B B
m/z--> 20 40 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00 3.20

SOMUTR112119WMA_.M Fri Nov 29 14:03:01 2019

Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112719\
Data File : VU035894.D

Aca On : 27 Nov 2019 14:10

Operator : JC/SP

Sample : K6057-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112119WMA_M
Quant Title : 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 1

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

7.60 2.16 ug/L 251078 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 25
2 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
3 Thiophosaene 114 CCl2s 000463-71-8 16
4 3-Thiatricvclol3.1.1.0(2.4)Theptane 112 C6H8S 1000221-37-0 9
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9

Abundance Scan 1947 (7.600 min): VU035894.D (-1934) (-) m/z 79.00 100.00%
79
5000 42
51 ‘ 114 1ﬂrrTTTwwﬂ1X=a—rrrrTTTvT
7.20 7.40 7.60 7.80 8.00
o...,....,....,..3’.9.!....-,|.'...,‘?.3..,7.?'.~.;..8.6.,....,....,.I!.,.... m/z 42.10  43.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7038: Methane, oxybis[chloro-
79
5000 49
7.20 7.40 7.60 7.80 8.00
m/z 81.00 31.62%
29
obdf 2o e Jler e  us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
79
7.20 7.40 7.60 7.80 8.00
5000 m/z 51.00 23.11%
27 ¥ 81 o
15 73
G s R RN AR UL RS AR AR RS LS RAARS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7674: Thiophosgene
79 7.20 7.40 7.60 7.80 8.00
m/z 114.00 19.76%
5000
114
N
12 L |, 56 67 || ‘
G s R RN R RS IR RS AN AR RS LS RERRS RAR RIS UL LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112719\
Data File : VU035894.D

Acq On : 27 Nov 2019 14:10

Operator : JC/SP

Sample : K6057-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112119WMA _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 2.81 1.1 ug/L 126151 1 6.29 581462 5.0
unknown-01 7.60 2.2 ug/L 251078 1 6.29 581462 5.0
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