LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004749.D

Aca On - 27 Sep 2018 03:18

Operator : JC/MD

sample - J5029-05 -
Misc - 5.0mL/MSVOA X/WATER I
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 X\METHOD\82X092618W.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
1 2.617 234 240 249 rBV 166638 309071 1.60% 1.095%
2 5.507 701 714 728 rBV 223028 620088 3.20% 2.197%
3 5.665 728 740 759 rBV 285282 810915 4_.19% 2.873%
4 6.068 794 806 824 rBV 227086 591385 3.06% 2.095%
5 6.860 925 936 957 rBV 420625 1009939 5.22% 3.578%
6 8.714 1233 1240 1266 rBV 921173 1594147 8.24% 5.648%
7 10.116 1463 1470 1490 rBV 824995 1210943 6.26% 4 _.290%
8 11.140 1632 1638 1657 rBV 850191 1124293 5.81% 3.983%
9 12.079 1787 1792 1801 rBV 1096420 1353205 6.99% 4.794%
10 12.280 1819 1825 1861 rBVY 15865711 19357015 100.00% 68.581%

rBv2 124092 244119 1.26% 0.865%
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Sum of corrected areas: 28225120
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004749.D

Aca On - 27 Sep 2018 03:18

Operator : JC/MD

sample - J5029-05 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: VX004749.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004749.D

Aca On - 27 Sep 2018 03:18

Operator : JC/MD

sample - J5029-05 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Isopropyl Alcohol Concentration Rank 2

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

2.62 19.06 ug/Il 309071 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 40
3 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
4 Formamide 45 CH3NO 000075-12-7 5
5 Oxirane, (methoxymethyl)- 88 C4H802 000930-37-0 4

Abundance Scan 240 (2.617 min): VX004749.D (-234) (-) m/z 45.05 100.00%
45
5000
5 220 240 260 2.80 3.00
o..W.H.M.”u”.ﬁ¥ﬁ?ﬁ¥9,”??”.w.”...”,”.w.%ﬁ. m/z 43.10 21.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #297: Isopropy! Alcohol
45
5000

220 240 2.60 2.80 3.00
m/z 41.10 8.85%

15 27 I 59
ot e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #275: Hydrazine, ethyl-
45
2.20 2.40 2.60 2.80 3.00
5000 60 m/z 39.05 7.30%
o \M ‘
O B o I N B o s e R R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #278: Hydrazine, 1,2-dimethyl-
45 60 2.20 2.40 2.60 2.80 3.00
m/z 42.10 4.82%
30
5000
15
o Y N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\
Data File : VX004749.D

Aca On - 27 Sep 2018 03:18

Operator : JC/MD

sample - J5029-05 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.28 715.23 ug/Il 19357000 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 56
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
4 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 47
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
Abundance Scan 1825 (12.280 min): VX004749.D (-1819) (-) m/z 57.05 100.00%
g7
5000 a1
70 83 SR UL BRI BN B
98 112 12.00 12.20 12.40 12.60
0 “Ju.i..J“..w??§.“¥@w.¥ﬁ,.”.391. m/z 41.10 38.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57

.

5000 L e

43 12. OO 12 20 12. 40 12 60
29 70 33 m/z 43.10 33.69%
18 l %8 112
)} ,”..,”..,”..,.”.,.”.,.”.,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57
L S R
12.00 12.20 12.40 12.60
5000 43 m/z 55.10 28.55%
29 ‘ ‘ 69 83
NN N Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13668: 2-Propyl-1-pentanol T

57 12:00 12.20 12.40 12.60
m/z 70.10 23.59%

5000 41
29 70
83
R W L % 12

m/z--> 20 40 60 80 100 120 140 160 180 200 12. 00 12 20 12. 40 12 60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004749.D

Aca On - 27 Sep 2018 03:18

Operator : JC/MD

sample - J5029-05 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 3 Butylated Hydroxytoluene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.18 9.02 ug/l 244119 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 98
2 Phenol. 4.6-di(l.1-dimethvlethvl... 220 C15H240 000616-55-7 87
3 2H-1-Benzopvran. 6.7-dimethoxv-2... 220 C13H1603 000644-06-4 80
4 Phenol. 2.4.6-tris(l-methvlethvl)- 220 C15H240 002934-07-8 72
5 2,6-Di-t-butyl-4-methylphenol ac... 262 C17H2602 029311-34-0 59
Abundance Scan 2465 (16.182 min): VX004749.D (-2455) (-) m/z 205.20 100.00%
205
5000
- 220 Y B
41
77 91 1151311%° 161177 15.80 16.00 16.20 16.40
Ol ettt el bt L”,“J,%}“.“p.”,3§?§ﬂ¥?. m/z 220.20 25.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytolue(pe
205
5000 NAUVABUVAUARRE I

15.80 16.00 16.20 16.40
220 m/z 57.05 15.68%

57
41 91105 og 177 |
SN P L R N P -| ..1?.1...1,.1.91. S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77579: Phenol, 4,6-di(1,1- dlmethylethyl) 2-methyl-
_r'_'_'_'—l_'_'_'_l—l_'_'_'_'—r'—'_'_'—l_h

15.80 16.00 16.20 16.40

o

5000 m/z 206.20 14 .50%
57 220
ol 27 av e 105121135149 175189 \ \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77215: 2H-1-Benzopyran, 6,7-dimethoxy-2,2-dimethyl- e
205 15.80 16.00 16.20 16.40

m/z 145.10 12 _.38%

oL152043 69 91 110 199144 161, 5189 - !>

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX092618\

Data File : VX004749.D

Acg On - 27 Sep 2018 03:18

Operator : JC/MD

Sample - J5029-05 -
Misg - 5.0mL/MSVOA_X/WATER LI L0 P2 B O PO
ALS Vial : 32 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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]
Isopropyl Alcohol 2.62 19.1 ug/I1 309071 1 5.67 810915 50.0
1-Hexanol, 2-ethyl- 12.28 715.2 ug/l1 19357000 4 12.08 1353210 50.0
Butylated Hydroxy... 16.18 9.0 ug/Il 244119 4 12.08 1353210 50.0
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