LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN032219\
Data File : VNO054575.D

Aca On : 23 Mar 2019 00:02

Operator : JC/SP

Sample : K2045-01

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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

2.503 204 227 228 rBV2 37265 91131 3.37% 0.606%
2.561 228 245 253 rVB2 88367 228839 8.46% 1.523%
1819 rBV 343886 851958 31.50% 5.669%
7.661 1819 1831 1853 rVB 601467 1441939 53.32% 9.595%
8.024 1916 1944 1964 rBV 401859 945048 34.94% 6.289%
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8.583 2103 2118 2142 rBV 915492 1929183 71.33% 12.838%
10.088 2571 2586 2617 rBV 1374190 2704465 100.00% 17.997%
11.406 2981 2996 3034 rBV 1176534 2246606 83.07% 14.950%
12.400 3292 3305 3326 rBVY 931087 1623354 60.02% 10.803%
13.284 3570 3580 3586 rBV3 22105 39044 1.44% 0.260%

=
QO ~NO®

11 13.342 3586 3598 3615 rVB 1070213 1835026 67.85% 12.211%
12 13.654 3686 3695 3711 rVB2 66057 127750 4.72% 0.850%

13 14.059 3810 3821 3830 rVB8 16571 35225 1.30% 0.234%
14 14.191 3848 3862 3879 rBV6 24201 79561 2.94% 0.529%
15 14.307 3887 3898 3901 rBV6 25814 47329 1.75% 0.315%
16 14.728 4021 4029 4035 rBV3 36865 62726 2.32% 0.417%
17 14.905 4074 4084 4097 rBV3 34171 89373 3.30% 0.595%

18 15.127 4145 4153 4162 rVB3 107381 183049 6.77% 1.218%
19 15.776 4348 4355 4371 rVB3 248186 465756 17.22% 3.099%

Sum of corrected areas: 15027362
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO032219\
Data File : VN0O54575.D

Aca On : 23 Mar 2019 00:02

Operator : JC/SP

Sample : K2045-01

Misc : 5.650/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 Sample Multiplier: 1

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

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

Ablu&gj(%&? TIC: VN054575.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO032219\
Data File : VNO054575.D

Aca On : 23 Mar 2019 00:02

Operator : JC/SP

Sample : K2045-01

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .M
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 2

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

2.56 7.94 ug/l 228839 Pentafluorobenzene 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Allose 180 C6H1206 002595-97-3 39
2 Thiirane 60 C2H4S 000420-12-2 9
3 1.2-Ethanediol. diformate 118 C4H604 000629-15-2 8
4 Ethvne. chloro- 60 C2HCI 000593-63-5 7
5 Formic acid hydrazide 60 CH4N20 000624-84-0 5

Abundance Scan 245 (2.561 min): VN054575.D (-228) (-) m/z 59.95 100.00%
60.0
5000
35.1 IS W————.
220 2.40 2.60 2.80
Obrrrprrrbpl Al 221398 2071 2360 /53510 25.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45881: D-Allose
60.0
5000
220 2.40 2.60 2.80
42.0 m/z 63.10 12.48%
o 00 801160 14401630
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #271: Thiirane
60.0
220 240 260 280
5000 27.0 m/z 45.00 11.82%
0 ”'I”"P"'"'W"”I'”'I”"P"W"” T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8670: 1,2-Ethanediol, diformate e B m o
310 600 220 2.40 2.60 2.80
m/z 44.00 7.56%
5000
0 1':?*'Ol""l"""''|6"8:'0'|"''|""|""|"" [T T AR RS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO032219\
Data File : VNO054575.D

Aca On : 23 Mar 2019 00:02

Operator : JC/SP

Sample : K2045-01

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .M
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 2 Nonane, 2-methyl-5-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.78 12.69 ug/Il 465756 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 72
2 Tetratetracontane 619 C44H90 007098-22-8 64
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
4 Hexane. 2.4.4-trimethvl- 128 C9H20 016747-30-1 53
5 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 53
Abundance Scan 4356 (15.779 min): VN054575.D (-4348) (-) m/z 57.10 100.00%
57.1
5000
N 16140 15,60 1580 1600 |
o : m/z 71.10 87.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48913: Nonane, 2-methyl-5-propy!-
57.0
5000 NI UL B IR B

15.40 15.60 15.80 16.00
m/z 43.10 42.52%

112.0
oyt e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
R e R e
15.40 15.60 15.80 16.00
5000 m/z 85.10 38.27%
13. O
O ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
R o e e o e LA R S N e Sa RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #71411: Dodecane, 2,6,11-trimethyl- A ERa e e S
57.0 15.40 15.60 15.80 16.00
m/z 41.10 31.44%
5000
oL 113.0 149 o
e e e e e e e e e R e R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15. 60 15. 80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
Data File : VNO054575.D

Acq On : 23 Mar 2019 00:02

Operator : JC/SP

Sample - K2045-01

Misc : 5.659/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 Sample Multiplier: 1

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

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?2 .56 2.56 7.9 ug/l 228839 1 7.66 1441940 50.0
Nonane, 2-methyl-_.. 15.78 12.7 ug/I1 465756 4 13.34 1835030 50.0
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