LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101821\
Data File : VV022879.D

Acqg On : 18 Oct 2021 20:15
Operator : SY/MD

Sample : M4200-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR100721WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@22879.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.301 72 81 94 rVB2 62852 84031 4.61% 1.455%
2 1.564 155 163 180 rBV 55558 63116 3.46% 1.093%
3 2.165 321 331 344 rBV 99506 143220 7.86%  2.480%
4 2.179 345 354 369 rVB 8425 19936 1.09% 0.345%
5 2.352 378 408 409 rBV 606701 1823286 100.00% 31.568%
6 3.889 875 886 923 rBV 54745 185278 10.16%  3.208%
7 4.349 1013 1029 1055 rBV 82636 206378 11.32%  3.573%
8 5.047 1230 1246 1274 rBV2 182296 463766 25.44%  8.030%
9 5.619 1412 1424 1447 rBV 129233 265135 14.54% 4.590%
10 6.072 1552 1565 1582 rBV2 106404 222927 12.23% 3.860%
11 6.989 1840 1850 1873 rBV 43218 83981 4.61% 1.454%
12 7.317 1940 1952 1967 rBV 207266 366831 20.12% 6.351%
13 7.394 1967 1976 1995 rVB 31922 61808 3.39% 1.070%
14  7.625 2038 2048 2064 rBV 26839 49319 2.70% ©0.854%
15 8.091 2182 2193 2233 rBV 246735 449085 24.63% 7.775%

16 8.854 2418 2430 2448 rBV 203551 337139 18.49%
17  9.143 2510 2520 2533 rBV2 13309 22659 1.24%
18 10.220 2843 2855 2869 rBV 80775 128096 7.03%

L uUuN O UV
N
[y
©
R

19 11.252 3162 3176 3192 rBV 203456 320217 17.56% 544%

20 11.529 3252 3262 3276 rBV 39275 66474 3.65% 151%

21 11.625 3281 3292 3309 rVB 227132 352899 19.36% 6.110%

22 12.249 3474 3486 3501 rBV2 9284 18833 1.093% 0.326%

23 17.101 4984 4995 5003 rBV 26859 41322 2.27% 0.715%
Sum of corrected areas: 5775736

SFAMVTR100721WMA.M Tue Oct 19 18:21:39 2021 1



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Abundance
600000

500000

400000

300000

200000

100000

o

. 26

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101821\

: VVe22879.D

: 18 Oct 2021 20:15

: SY/MD

: M4200-06

: 25.0mL/MSVOA_V/WATER
Sample Multiplier: 1

: TRACE VOA SFAM1.0

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.M

: C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101821\
Data File : VV022879.D

Acqg On : 18 Oct 2021 20:15
Operator : SY/MD

Sample : M4200-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Isopropyl Alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.352 34.38 ug/L 1823290 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 64
5 Isopropyl Alcohol 60 C3H80 000067-63-0 56
Abundance Scan 408 (2.352 min): VV022879.D\data.ms (-378) (-) m/z 45.05 100.00%
45.0
5000 }/W\\\\\
200220240260
31, 30991 2, 43.10  19.93
O+ e A e e m/z 43.10 19.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #343: Isopropyl Alcohol
45.0
5000 L L L B R I
2.00 2.20 2.40 2.60
m/z 41.10 8.06%
27.0
O\‘\\H‘:\Lﬁlw’\]\-a"c\)\\\‘\!\1‘1\\\’\\33.‘?1!} MH’\H\‘\\52.‘0\\\\‘\\\\’
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #342: Isopropyl Alcoho
45.0
T
2.00 2.20 2.40 2.60
5000 m/z 39.10 6.38%
27.0
0 L el w0
O b e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #345: Isopropyl Alcohol R A ARASAREEES
45.0 2.00 2.20 2.40 2.60
m/z 42.05 4.74%
5000
27.0
‘19‘-0 | 39.0 59.0
O vy e e FrrE e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101821\
Data File : VV022879.D

Acqg On : 18 Oct 2021 20:15
Operator : SY/MD

Sample : M4200-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.529 1.04 ug/L 66474 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 80
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 80
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 80
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 56

Abundance Scan 3262 (11.529 min): VV022879.D\data.ms (-3252) (-  m/z 57.10 100.00%

57.1 ‘
5000
701 g3 WA
\ b %t L
0‘H‘H‘W‘H‘_‘H_‘H‘M‘Muwuhuumu‘w‘m‘uu‘u‘W‘u m/z 41.10 36.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
i A\ el
5000 —\/\‘\\\‘\\\\
27.0 70.0 83.0 m/z 43. 19 32.54%
\\\ L ‘ \‘ ‘\ %89 1120
OH\‘\H\‘\HH\H\‘HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
11.50
70.0 83.0
\ | \ | 9801120
om_m_m_m‘!‘H_m_‘H‘,w_lu,m!_www
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #15695: 1-Hexanol, 2-ethyl- N PP B WA
57.0 11. 50
m/z 70.10 25.93%
5000
43.0
29.0 ‘ 70.0 830 980
112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101821\
Data File : VV022879.D

Acqg On : 18 Oct 2021 20:15
Operator : SY/MD

Sample : M4200-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.101 0.65 ug/L 41322 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 78
2 Diethylmalonic acid, monochlorid... 262 C12H19C1l04 1000370-65-0 53
3 Fumaric acid, nonyl tetrahydrofu... 326 C18H3005 1000330-58-3 53
4 Methylamine, N-(1-methylhexylide... 127 C8H17N 022058-71-5 53
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 53

Abundance Scan 4995 (17.101 min): VV022879.D\data.ms (-4984) (- m/z 71.10 100.00%
71.1

5000 43.0

- -
111.1 159.0 243.2 17.00 17.50
Ot bt b 0 1929 S m/z 43.00  38.69%
miz—> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #181446: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0

5000 gl b,

43.0 17.00 17.50
m/z 41.00 10.39%

111.0 159.0 243.0

Ly \ 1l 2150 | 271.(

[~ |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #150115: Diethylmalonic acid, monochloride, tetrahydroft
71.0

o

17.00 17.50
5000 m/z 111.10 7.54%

43.0
) 980 1280 161.0 199.0227.0

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #231550: Fumaric acid, nonyl tetrahydrofurfuryl ester T 7
71.0 17.00 17.50

m/z 56.10 7.11%

o

5000

43.0
\‘ - \\Hlooo 139.0 184.0 22‘60 A

m/z--> 20 40 60 80 100120140160 180200220 240 260 17.00 17.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101821\
Data File : VV022879.D

Acqg On : 18 Oct 2021 20:15
Operator : SY/MD

Sample : M4200-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Isopropyl Alcohol 2.352 34.4 ug/L 1823290 1 5.619 265135 5.0
1-Hexanol, 2-et... 11.529 1.0 ug/L 66474 3 11.252 320217 5.0
2,2,4-Trimethyl... 17.101 0.7 ug/L 41322 3 11.252 320217 5.0
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