LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\
Data File : VV025571.D

Acqg On : 15 Apr 2022 16:29
Operator : SY/MD

Sample : N2384-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 14 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\SFAMVTRO40822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25571.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.114 17 23 26 rBV 172969 155914 20.74%  3.213%
2 1.134 26 29 40 rVB 98642 89335 11.88% 1.841%
3 1.221 50 56 72 rBV 51297 47849 6.37% 0.986%
4 1.311 74 84 94 rBV2 185177 256797 34.16% 5.292%
5 1.420 114 118 132 rVB3 16417 19691 2.62% 0.406%
6 1.571 156 165 175 rVB 75790 91309 12.15% 1.882%
7 1.638 176 186 199 rWVW 49286 61685 8.21% 1.271%
8 1.776 220 227 234 rBV 33303 42981 5.72% ©0.886%
9 1.812 234 240 259 rVB3 40992 71075 9.46% 1.465%
106 1.989 286 295 303 rBV3 11638 17250 2.29% 0.356%
11 2.114 323 334 352 rVB 128757 197083 26.22% 4.062%
12 2.301 383 392 402 rVB 12325 18383 2.45% 0.379%
13  2.963 585 598 611 rBV9 6486 15083 2.01% 0.311%
14 3.918 882 895 923 rBvV4 45816 163584 21.76%  3.371%
15 4.355 1013 1031 1059 rBvV2 74185 197891 26.33% 4.078%
16 5.053 1232 1248 1278 rBV2 159060 409328 54.45%  8.436%
17 5.622 1414 1425 1447 rBV 117483 243555 32.40% 5.020%
18 5.921 1507 1518 1534 rBV6 15369 35004 4.66% 0.721%
19 6.072 1552 1565 1581 rBV 93566 194546 25.88% 4.010%
20 6.992 1841 1851 1870 rBV 33387 64492 8.58% 1.329%
21  7.317 1942 1952 1968 rBV 167822 296090 39.39% 6.102%
22 7.397 1969 1977 1991 rVB 14381 27155 3.61% 0.560%
23 7.629 2039 2049 2071 rBvV2 18832 39571 5.26% 0.816%
24  7.976 2134 2157 2180 rBV = 432212 751710 100.00% 15.492%
25 8.092 2184 2193 2231 rVW 142685 310363 41.29% 6.396%
26  8.854 2418 2430 2450 rBV 189303 319335 42.48% 6.581%
27 9.018 2472 2481 2495 rBV 14911 25486 3.39% 0.525%
28 10.217 2842 2854 2866 rBV 59132 92072 12.25% 1.898%
29 10.381 2892 2905 2918 rBV4 11445 19838 2.64% 0.409%
30 11.249 3164 3175 3192 rBV 169520 267005 35.52% 5.503%
31 11.529 3253 3262 3273 rBV 21359 36817 4.90% 0.759%
32 11.622 3280 3291 3311 rVB 148965 237475 31.59% 4.894%
33 12.249 3476 3486 3497 rVB2 8131 13505 1.80% 0.278%
34 12.342 3506 3515 3528 rBv4 13851 22863 3.04% 0.471%
Sum of corrected areas: 4852120
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\

: VVe25571.D

: 15 Apr 2022 16:29

: SY/MD

: N2384-08

: 25mL/MSVOA_V/WATER

: 14  Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA .M
: TRACE VOA SFAM1.0

: 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\VVv041522\
Data File : VV025571.D

Acqg On : 15 Apr 2022 16:29
Operator : SY/MD

Sample : N2384-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.220 0.98 ug/L 47849  1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Isobutane 58 C4H10 000075-28-5 47

2 Isobutane 58 C4H1e 000075-28-5 47

3 Isobutane 58 C4H1e 000075-28-5 47

4 Isobutane 58 C4H1e 000075-28-5 47

5 Isobutane 58 C4H10 000075-28-5 47

Abundance  Scan 56 (1.220 min): VV025571.D\data.ms (-50) (-) m/z 43.05 100.00%

43.0
5000 ﬂLA¥
65.0

‘ s ‘ 120 140 1.60
"w“w“H“H"_‘uu‘UH“JQ‘H“_“W‘uH“H m/z 41.85 47.82%

0 84.9
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Abundance #269: Isobutane
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120 140 1.60
27.0 m/z 41.95 33.70%
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O \\\‘\\\\‘\\‘\\‘\\\‘H‘\\\\‘\}\\‘\\\w‘\\\\‘\\\\‘\\\\‘\\\
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Abundance #267: Isobutane
43.0

1.20 140 1.60

5000 m/z 38.95 23.50%
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o 10 15\0 “\ ‘ 570
B R AN
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Abundance #266: Isobutane
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025571.D

Acqg On : 15 Apr 2022 16:29
Operator : SY/MD

Sample : N2384-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.638 1.27 ug/L 61685 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Pentane 72 C5H12 000109-66-0 36
5 Pentane 72 C5H12 000109-66-0 28
Abundance Scan 186 (1.638 min): VV025571.D\data.ms (-176) (-) m/z 43.10 100.00%
43.1
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5000 }\ J\
‘ 72.1 1.40 1.60 1.80 2.00
Ol el el w2 42,05 9e.45%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
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sso L LT
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\\\
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Abundance #813: Butane, 2-methyl-
43.0
57.0 1.40 1.60 1.80 2.00
5000 27.0 m/z 57.10  73.76%
15.0
72.0
0“‘%Q‘W‘J‘W“H“H‘}J“wuﬂiw“wﬂ‘u“u
miz--> 0 10 20 30 40 50 60 70
Abundance #752: 3-Buten-1-ol il CREEE 1 LSoa—
42.0 1.40 1.60 1.80 2.00
310 m/z 39.00 31.90%
5000
57.0 72.0
0 150 I
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025571.D

Acqg On : 15 Apr 2022 16:29
Operator : SY/MD

Sample : N2384-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Cyclicl.77e Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.770 0.88 ug/L 42981 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 91
2 2-Pentene 70 C5H10 000109-68-2 86
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 83
4 1-Pentene 70 C5H10 000109-67-1 68
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 68
Abundance Scan 227 (1.770 min): VV025571.D\data.ms (-220) (-) m/z 42.00 100.00%
42.0
55.0
70.1
5000 /L\\
R RRRNANS Ea o
1.40 1.60 1.80 2.00
0 ‘H““‘_““H““Hﬂl“‘qhhl‘Nuuupu““u m/z 55.05 80.22%
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Abundance #657: Cyclopropane, ethyl-
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55.0
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270 70.0 1.40 1.60 1.80 2.00
m/z 70.10 52.05%
15.0 ‘
O\\\‘\\\\‘\H\\‘\\l\‘\\\\l‘\\\f‘\‘f}\‘f\\\[\\\\‘\\\
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‘ WAL

A
L L L L L L B B
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o |||
0 H“H“‘H“‘H‘M‘H“ “‘yﬁl“u‘wyu“‘u‘
miz--> 0 10 20 50 60 70 80 A\A
Abundance #656.Cydopr0pane,ethyL N
42.0

1.40 1.60 1.80 2.00
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5000 55.0
27.0
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2.0
0 H“Hu“l‘u‘u!l‘uw l L R R

|
m/z--> 0O 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025571.D

Acqg On : 15 Apr 2022 16:29
Operator : SY/MD

Sample : N2384-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.812 1.46 ug/L 71075 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86

4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 80

Abundance Scan 240 (1.812 min): VV025571.D\data.ms (-234) (-) m/z 43.10 100.00%

43.1
5000
570 IR R R
‘ 72.0 1.40 1.60 1.80 2.00 2.20
om‘m‘_m‘mwmumww‘_m;“m_ m/z 42.85 57.55%

m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0

5000 N1V W1/ OV P
1.40 1.60 1.80 2.00 2.20

27.0 57.0 m/z 41.05 45 .44%

‘ 72.0
15.0 ‘ ‘ ‘
O\\\‘\\\\‘\\\\‘\\\‘\\\\i\}\\‘\‘\u\‘\\\\‘\\\\‘\
m/z--> 0 10 40 50 60 70 80
Abundance #807. Pentane

43.0

1.40 1.60 1.80 2.00 2.20
5000 m/z 39.00 18.67%

27.0
57.0
15.0 ‘ 72.0
“‘%P‘“‘NH‘“:l‘w“M‘l‘w“w“w“‘l“w‘
m/z--> 0 10 20 30 40 50 60 70 80 M
Abundance #806: Pentane

43.0 1.40 1.60 1.80 2.00 2.20
m/z 57.05 18.09%

o

5000 27.0

15.0 ‘ ‘ 570 250
Ul ‘

0\\\‘2'\9\\‘\\‘”“”“”H“} M‘ ‘ V\

m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025571.D

Acqg On : 15 Apr 2022 16:29
Operator : SY/MD

Sample : N2384-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.529 0.69 ug/L 36817 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59

Abundance Scan 3262 (11.529 min): VV025571.D\data.ms (-3253) (- m/z 57.10 100.00%

57.1 ‘
5000 41.0 01
83.0 VNP o

I N
H_‘H‘H‘w‘HW‘H‘whu‘Hﬂwm‘wwu‘w‘w_‘u‘mwu‘u m/z 55.10  37.80%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000

o

11.50
70.0 83.0 m/z 41.00 37.51%
M\ L s
O\\‘HH‘\H\[\H\‘HH‘!H\‘\H‘HHH‘\\H’\H\‘HHMH\’\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
11.50
5000 ITI/Z 43.00 34.96%
43.0
29.0 70.0 83.0 06.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0 11.50
m/z 70.10 30.87%
5000 41.0
70.0 83.0
980
X N N S PO L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@41522\
Data File : VV025571.D

Acqg On : 15 Apr 2022 16:29
Operator : SY/MD

Sample : N2384-08

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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|
(DEL) Alkane: S 1.0 ug/L 47849 1 5.622 243555 5.0
(DEL) Alkane: S... 1.3 ug/L 61685 1 5.622 243555 5.0
(DEL) Alkane: C... 1.770 0.9 ug/L 42981 1 5.622 243555 5.0
(DEL) Alkane: S... 1.5 ug/L 71075 1 5.622 243555 5.0
1-Hexanol, 2-et... 0.7 ug/L 36817 3 11.249 267005 5.0
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