LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN032219\
Data File : VN054593.D

Aca On : 23 Mar 2019 8:18

Operator : JC/SP

Sample : K2045-19

Misc : 5.93a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 50 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 N\METHODS\82N032019W_.M
Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.188 116 129 143 rBV2 47311 76561 2.58% 0.475%
2.487 203 222 223 rBV2 30554 63245 2.13% 0.392%
rvv4 42880 50242 1.70% 0.311%
2.561 232 245 259 rVB5 87100 229498 7.75% 1.422%
6.825 1550 1571 1594 rBV2 269315 784135 26.46% 4 _860%
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7.587 1790 1808 1819 rBV2 362798 898861 30.34% 5.571%
7.661 1819 1831 1852 rVB 670281 1597079 53.90% 9.899%
8.024 1926 1944 1964 rBV 425185 997053 33.65% 6.180%
8.583 2103 2118 2157 rVB 995017 2143150 72.33% 13.283%
8.834 2184 2196 2207 rBV3 54209 111153 3.75% 0.689%
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11 10.088 2572 2586 2618 rBV 1465337 2962923 100.00% 18.364%
12 11.406 2983 2996 3019 rBV 1293075 2418243 81.62% 14.988%
13 12.400 3294 3305 3325 rVB 1046577 1783651 60.20% 11.055%
14 13.342 3586 3598 3619 rVB 1182055 2018290 68.12% 12.509%

Sum of corrected areas: 16134084
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO032219\
Data File : VNO054593.D

Aca On - 23 Mar 2019 8:18

Operator : JC/SP

Sample : K2045-19

Misc : 5.93a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N032019W.M
Quant Title : SW846 8260

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

Abundance TIC: VN054593.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO032219\
Data File : VN054593.D

Aca On : 23 Mar 2019 8:18

Operator : JC/SP

Sample : K2045-19

Misc : 5.93a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
Quant Title : SW846 8260

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 unknown2.56 Concentration Rank 1

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

2.56 7.18 ug/l 229498 Pentafluorobenzene 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiirane 60 C2H4S 000420-12-2 17
2 Ethvne. chloro- 60 C2HCI 000593-63-5 9
3 Methvl formate 60 C2H402 000107-31-3 5
4 Formic acid hvdrazide 60 CH4N20 000624-84-0 5
5 Diglycolic acid 134 C4H605 000110-99-6 4

Abundance Scan 245 (2.561 min): VN054593.D (-232) (-) m/z 60.00 100.00%
60.0
5000
35.1
e e e SRR
220 2.40 2.60 2.80
0..,....,....,..‘..,.!'.-.,....".l...,...?,1..5?.,...1.?.2..7.,..1..2,9.5.;.1?.4.ﬁ....}ﬁ?.?....,.. m/z 35.10 31.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #271: Thiirane
45.0 60.0
5000 27.0
220 2.40 2.60 2.80
m/z 63.00 13.06%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #284: Ethyne, chloro-
60.0
220 240 260 280
5000 m/z 45.00 11.97%
25.0
47.0 |
O”P”WJhPLW”MP”'M”'”W““P“W””P”W””'”W”“P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #266: Methyl formate AR RREEETEECR L
31.0 220 2.40 2.60 2.80
m/z 61.00 7.29%
5000
60.0
15.0
44.0
B L R B A AR A NN LAY LA LA LA NALAN AR AR B AR AN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 220 2.40 2.60 2.80

82N032019W.M Mon Mar 25 20:33:51 2019 Page: 3



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
Data File : VN054593.D

Acq On : 23 Mar 2019 8:18

Operator : JC/SP

Sample - K2045-19

Misc : 5.939/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial =: 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
Quant Title : SW846 8260

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown2 .56 2.56 7.2 ug/l 229498 1 7.66 1597080 50.0
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