LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@81324\
Data File : VU@60432.D

Acqg On : 13 Aug 2024 18:08
Operator : MD/SY

Sample : P3501-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 22 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_ U\Method\SFAMUTRO80824WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@60432.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 84 95 109 rVB2 30954 45332 14.50% 1.696%
2 1.908 182 192 208 rBV 30083 41835 13.38% 1.565%
3 2.560 384 395 411 rVB 51215 81970 26.22% 3.066%
4 2.644 411 421 460 rBV2 14208 43587 13.94% 1.631%
5 3.229 580 603 605 rBv3 5481 13508 4.32% 0.505%
6 4.432 964 977 992 rBV4 8262 21086 6.74% 0.789%
7 4.634 1026 1040 1075 rBV 43030 143099 45.77%  5.353%
8 5.055 1157 1171 1192 rBV3 60503 135063 43.20% 5.052%
9 5.718 1359 1377 1402 rBV3 109918 293947 94.02% 10.996%
10 6.242 1529 1540 1565 rBV 94273 185010 59.18% 6.921%
11 6.685 1664 1678 1701 rBV 72938 146370 46.82% 5.475%
12 7.155 1805 1824 1846 rBV3 11712 28957 9.26% 1.083%
13 7.560 1940 1950 1969 rBV2 29209 51787 16.56% 1.937%
14  7.894 2041 2054 2076 rBV 116445 212572 67.99%  7.952%
15 8.177 2133 2142 2158 rBV 17128 29900 9.56% 1.119%
16 8.467 2222 2232 2246 rVB4 7764 14554 4.66% 0.544%
17 8.628 2269 2282 2297 rBV 162622 312646 100.00% 11.696%
18 9.412 2514 2526 2549 rBV 139669 246753 78.92%  9.231%
19 10.750 2930 2942 2958 rBV 61541 101211 32.37% 3.786%
20 10.888 2973 2985 2996 rBV 23412 38186 12.21% 1.428%
21 11.576 3190 3199 3210 rVB3 6689 9752  3.12% 0.365%
22 11.807 3256 3271 3288 rBV 132018 218552 69.90% 8.176%
23 11.888 3288 3296 3311 rVB5 12149 22340 7.15% 0.836%
24 12.187 3375 3389 3405 rBV 122726 207636 66.41% 7.767%
25 12.766 3558 3569 3581 rBV2 7663 12054 3.86% 0.451%
26 13.377 3751 3759 3772 rBV3 7057 11683 3.74% 0.437%
27 14.573 4122 4131 4139 rVB 2559 3826 1.22% 0.143%
Sum of corrected areas: 2673216
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue81324\

: VUe60432.D

: 13 Aug 2024 18:08

: MD/SY

¢ P3501-15

: 25.0mL/MSVOA_U/WATER

: 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80824WMA .M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
160000

140000

120000

100000

80000

60000

40000

20000

o

TIC: VU060432.D\data.ms

5.718

242
6.68
5.055
2.560
4.634
1.596 1.908
644
K 3.229 4432
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\1\\‘\ [l T (I}

Time-->

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 420440460 4.80 5.00 5.20 5.40 560 580 6.00 6.20 6.40 6.60
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160000

140000

120000
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TIC: VU060432.D\data.ms
8.628
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0
Time-->
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TIC: VU060432.D\data.ms

12.766 13.377
k N 14.573 .

Time-->

12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU081324\
Data File : VU@60432.D

Acqg On : 13 Aug 2024 18:08
Operator : MD/SY

Sample : P3501-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80824WMA .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 Propanal, 2,2-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.432 0.57 ug/L 21086 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 90
2 Diazene, bis(1,1-dimethylethyl)- 142 C8H18N2 000927-83-3 50
3 2-Ethyl-oxetane 86 C5H100 1010386-40-2 45
4 Propane, 2-methyl-2-nitro- 103 C4HSNO2 000594-70-7 40
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 38

Abundance Scan 977 (4.432 min): VU060432.D\data.ms (-964) (-) m/z 57.00 100.00%

41.0 51.0
5000
86.0
RS S B A -
‘ ‘ 4.20 4.40 4.60 4.80
Ol el - M/z 41,00 86.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2005: Propanal, 2,2-dimethyl-
41.0 510
5000 HH‘HH‘H\M/\\'}H‘H\
86.0 4.20 4.40 4.60 4.80
m/z 86.00  34.22%
27,0 ‘
O H‘\H\‘H\‘\i\H{‘iHH“\‘\‘H“HZJ‘-\-\O\\‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #22915: Diazene, bis(1,1-dimethylethyl)-
57.0
e ERRREEEIE
41.0 4.20 4.40 4.60 4.80
5000 m/z 39.00 26.52%
0 N T 71"0 85.0 100.0 127.0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1948: 2-Ethyl-oxetane R AR .‘ RamERREs
57.0 4.20 4.40 4.60 4.80
m/z 43.00 15.94%
41.0
5000
27.0 86.0
H ‘ | 71.0
LSRN NN 1S/ A SRS N S| S——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU081324\
Data File : VU@60432.D

Acqg On : 13 Aug 2024 18:08
Operator : MD/SY

Sample : P3501-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80824WMA .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 2-Butanone, 3,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.155 0.78 ug/L 28957 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 90
2 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 72
3 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 72
4 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 42
5 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 42
Abundance Scan 1824 (7.155 min): VU060432.D\data.ms (-1805) (-) m/z 57.00 100.00%
57.0
5000 41.0 j\
100.0 T
‘ ‘ 85.0 6.80 7.00 7.20 7.40
o+t e e e e m/z 41.00 50.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4397: 2-Butanone, 3,3-dimethyl-
57.0
41.0
5000 \‘\\\\’\\\\‘\\\\‘\\\\’\
29.0 6.80 7.00 7.20 7.40
100.0 m/z 43.00 36.33%
2o | |, 690 850 |
O\\\‘\\\\‘\\\}‘\\\\‘\\\\’\\‘\\‘\\\\‘-\\\\’\\\\‘\\\\‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4394: 2-Butanone, 3,3-dimethyl-
57.0
NWM,W_WW,‘
41.0 6.80 7.00 7.20 7.40 .
5000 m/z 100.00 19.74%
29.0
100.0
15.0 85.0
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4398: 2-Butanone, 3,3-dimethyl- e A RARSa RS
57.0 6.80 7.00 7.20 7.40
41.0 m/z 39.00  12.55%
5000 29.0
100.0
15.0
R K Y N U OO o S
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU081324\
Data File : VU@60432.D

Acqg On : 13 Aug 2024 18:08
Operator : MD/SY

Sample : P3501-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80824WMA .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 5 1,3-Hexadiene, 3-ethyl-2,5-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.888 0.51 ug/L 22340 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexadiene, 3-ethyl-2,5-dimet... 138 C10H18 062338-07-2 76
2 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H1l6 019781-47-6 53
3 (1,3-Dimethyl-2-methylene-cyclop... 140 C9H160 1000190-16-2 50
4 Cyclopentanone, 2-(2-methylpropy... 138 C9H140 016856-72-7 46
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 43
Abundance Scan 3296 (11.888 min): VU060432. D\data ms (-3288) (- m/z 109.10 100.00%
67.0 109.1
80.9
5000 138.0
95.0
40.9 RSN I |
H ‘ ‘ 11.50 12.00
oww_m‘,“‘H,M‘\w“!‘w\\!Hw“H‘WHMHwwww‘w m/z 67.00  88.46%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19502: 1,3-Hexadiene, 3-ethyl-2,5-dimethyl-
67.0 g10
: 109.0
123.0
41.0 138.0 L
5000 RLUEN B -
11.50 12.00
27.0 950 m/z 80.90  70.10%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12239: Cyclohexane, 1,3-dimethyl-2-methylene-, cis-
67.0
109.0 L
e —
11.50 12.00
82.0 5
5000 ITI/Z 138.00 49.50%
41.0
970 H 124.0
0 wHMHH;wm,hm_m;‘H“‘mMwm‘}w_!”_ww
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #21632: (1,3-Dimethyl-2-methylene-cyclopentyl)-methanc e |1, —
41.0 67.0 109.0 11.50 12.00
m/z 79.00 43.50%
27.0
5000 81.0
o T
AR 0 = A
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@81324\
Data File : VU@60432.D

Acqg On : 13 Aug 2024 18:08
Operator : MD/SY

Sample : P3501-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80824WMA .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|
Propanal, 2,2-d... 4.432 0.6 ug/L 21086 1 6.245 185010 5.0
2-Butanone, 3,3... 7.155 0.8 ug/L 28957 1 6.245 185010 5.0
1,3-Hexadiene, ... 11.888 0.5 ug/L 22340 3 11.807 218552 5.0
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