LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@34033.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.089 8 15 30 rVB 157236 157423 51.10% 4.340%
2 1.156 30 36 41 rBV 8207 7723 2.51% 0.213%
3 1.192 41 47 61 rVB 99743 89616 29.09% 2.471%
4 1.282 65 75 86 rBV 161614 180151 58.48% 4.966%
5 1.356 93 98 104 rBV 3808 4960 1.61% 0.137%
6 1.397 107 111 118 rVB2 5050 5597 1.82% 0.154%
7 1.532 145 153 164 rVW 36080 42683 13.86% 1.177%
8 1.597 164 173 186 rVB 70886 90089 29.24%  2.484%
9 1.725 206 213 218 rBV3 3843 4752 1.54% 0.131%
10 1.767 218 226 242 rVB 47980 64260 20.86% 1.772%
11 2.060 306 317 331 rBV 75364 113300 36.78% 3.124%
12 2.124 332 337 350 rVB4 3757 7116 2.31% 0.196%
13 2.471 425 445 454 rBV2 12576 30001 9.74% 0.827%
14 2.516 454 459 471 rVB 6822 11417 3.71% 0.315%
15 2.696 504 515 532 rVB2 7422 15181 4.93% 0.419%
16 2.970 589 600 617 rVB3 10398 20825 6.76% 0.574%
17 3.671 805 818 839 rVB3 11120 29355 9.53% 0.809%
18 3.802 848 859 893 rBV 28779 86011 27.92% 2.371%
19 4,253 984 999 1025 rBV 47071 122006 39.60% 3.364%
20 4.581 1089 1101 1117 rVB5 9537 25396 8.24% 0.700%
21  4.960 1205 1219 1253 rBV2 109071 308068 100.00%  8.493%
22 5.240 1292 1306 1308 rBv4 2659 4180 1.36% 0.115%
23 5.417 1352 1361 1372 rBV4 2989 6542 2.12% 0.180%
24  5.535 1385 1398 1430 rBV2 97342 203301 65.99% 5.605%
25 5.841 1488 1493 1508 rVBS8 2484 5125 1.66% 0.141%
26 5.992 1529 1540 1552 rBV 60876 125865 40.86%  3.470%
27 6.230 1600 1614 1626 rBv4 5734 13614 4.42% 0.375%
28 6.918 1819 1828 1847 rBV 29166 54182 17.59%  1.494%
29 7.195 1905 1914 1919 rBVS 2743 4505 1.46% 0.124%
30 7.246 1919 1930 1944 rVV 135060 238236 77.33% 6.568%
31 7.320 1944 1953 1974 rVB 49141 92015 29.87% 2.537%
32 7.561 2018 2028 2050 rBV 16084 32790 10.64% 0.904%
33 8.027 2164 2173 2207 rBV 131808 261474 84.88% 7.208%
34 8.175 2210 2219 2247 rW 86409 156865 50.92%  4.325%
35 8.786 2399 2409 2444 rBV 148631 249527 81.00% 6.879%
36 8.953 2452 2461 2473 rBV 16432 26197 8.50% 0.722%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0
37 9.079 2491 2500 2513 rBV2 19672 32376 10.51% ©0.893%
38 9.484 2618 2626 2638 rBv2 10163 16555 5.37% ©.456%
39 9.754 2700 2710 2734 rBV5 8980 17749 5.76% 0.489%
40 10.156 2825 2835 2850 rBvV 41547 65747 21.34% 1.813%
41 10.326 2882 2888 2897 rVB4 2743 4562 1.48% 0.126%
42 10.391 2900 2908 2915 rBV4 3769 5932 1.93% 0.164%
43 10.481 2929 2936 2948 rVB5 2250 3220 1.05% ©0.089%
44 10.677 2986 2997 3008 rVB3 2855 4633 1.50% ©.128%
45 10.857 3045 3053 3062 rBV3 5254 7861  2.55% ©.217%
46 11.095 3117 3127 3144 rBV3 19388 32164 10.44% 0.887%
47 11.185 3144 3155 3176 rVV 164800 256035 83.11% 7.058%
48 11.278 3177 3184 3194 rVB 4033 5590 1.81% 0.154%
49 11.497 3242 3252 3256 rBV7 3580 5394 1.75% 0.149%
50 11.561 3262 3272 3292 rVB 136548 216995 70.44%  5.982%
51 12.288 3489 3498 3516 rBV2 40008 62179 20.18% 1.714%

Sum of corrected areas: 3627340
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV034033.D\data.ms
1600001089L.282

140000

120000
4.960
1.192

100000 5.535

80000 1.597 2.060

60000 5.992

4.253

40000

20000

3.802
' 2411 2.970 3.67 4581
. . 124 51@.696 /\ J\ 5.246.41 5.841 6.230
TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ [l (i ‘ T

L L L L I L B L L L B I I LN B B L L R I

Time--> 1.20 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 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VV034033.D\data.ms

160000 11.185
8.786

140000 7.246 8.027 11.561

120000
100000
8.175
80000

60000

10.156
40000
6.918

20000 7.561 8.98979 11.08
7 ;,La N 9184 9.754 10089350 629857 || 11.2781.49
0+ L LA e T L . B s s /‘\ T \/\\ —— % /\\J“ T M - =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV034033.D\data.ms
160000

140000
120000
100000

80000

60000
40000 12.288
20000

N
T

0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

T ‘ T
17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.089 3.87 ug/L 157423  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 74
2 Propane 44 C3H8 000074-98-6 9
3 Propene 42 C3H6 000115-07-1 9
4 Propane 44 C3H8 000074-98-6 9
5 Cyclopropene 40 C3H4 002781-85-3 4

Abundance  Scan 15 (1.089 min): VV034033.D\data.ms (-8) (-) m/z 43.95 100.00%

44.0
- \J\\Jxﬂy,n\w
37.9 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
‘M 1.101.201.301.401.50
ot e e m/z 43.00 99.39%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
5000
0 1.101.201.301.401.50
44. m/z 39.00 89.07%
150, s, |
0 1 |
\\\\\\\\’\\\\’HH’\H\’HH’\H\‘\H ‘HH‘HH HH‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #90: Propane
29.0
1.101.201.301.401.50
5000 m/z 41.00 79.08%
44.0
150
2.0 |,
0 ,,,,, RSN TH 14—
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0 1.101.201.301.401.50
m/z 42.00 32.93%
5000 27.0
10 0210 | I
O RRRAEEREEEESSESEERRSRRRY
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.192 2.20 ug/L 89616 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H1ie 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 59
5 Isobutane 58 C4H1e 000075-28-5 50
Abundance  Scan 47 (1.192 min): VV034033.D\data.ms (-41) (-) m/z 42.95 100.00%
43.0 h
5000
1.20 140 1.60
36 49.957.0 S
O rrrrrrrr e e e e e m/z 40.95 50.38%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
5000
270 1.20 140 1.60
' m/z 42.00 32.56%
o 1.0 “m 360/, 500570
\H\H\\‘\H\‘\\H‘H\\‘\H\‘HH‘HH’HH‘HH‘H \’\\H‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
e e I
1.20 140 1.60
5000 m/z 38.95 24.30%
27.0
10 180 1 369 500570
T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0 1.20 140 1.60
m/z 57.00 3.98%
5000
27.0
15.0
0 20 \‘ o | | 500 57\\0
I e e e —
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.597 2.22 ug/L 90089 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47

4 Pentane 72 C5H12 000109-66-0 33
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28

Abundance Scan 173 (1.597 min): VV034033.D\data.ms (-164) (-) m/z 43.00 100.00%

43.0
57.0
5000
‘ 72.0 1.20 1.40 1.60 1.80 2.00
ot L m/z 41,00 91.19%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.20 1.40 1.60 1.80 2.00
m/z 42.00 85.47%
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0 \
e e e e
1.20 1.40 1.60 1.80 2.00
27.0 57.0
5000 . m/z 57.00 67 .20%
15.0
0 ““ZIQ‘ww‘u‘ul!‘uu} 1“1“““1‘””7“21.9”_
m/z--> 0 10 20 30 40 50 60 70 80 /\A
Abundance #752: 3-Buten-1-ol /‘\HH,HHWHWH,H
42.0 1.20 1.40 1.60 1.80 2.00
310 m/z 39.00 36.21%
5000
PN TN H 1 VA |
m/z--> 0 10 20 30 40 50 60 70 80 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.767 1.58 ug/L 64260 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 90
4 Pentane 72 C5H12 000109-66-0 90
5 Pentane 72 C5H12 000109-66-0 86
Abundance Scan 226 (1.767 min): VV034033.D\data.ms (-218) (-) m/z 42.95 100.00%
43.0
5000
57.0
‘ w09 | 6a7 72.0 1.40 1.60 1.80 2.00
Ol prrrrereprereprere e e o oo e m/z 41,95 59.10%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 L L L B I B I
1.40 1.60 1.80 2.00
. m/z 40.95 55.10%
27.0 57.0 720 /
Ok 150 L1500, es0
‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘ \‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808: Pentane
43.0
e
1.40 1.60 1.80 2.00
5000 m/z 38.90 21.12%
27.0 57.0 72.0
0 15.0 H |, 500 ,| 650 ‘
[T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane ol P e
43.0 1.40 1.60 1.80 2.00
m/z 57.00 17.62%
5000
27.0
57.0
72.0
15.0 ‘ | IR
O Fprrrrprrr e e e NS A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.471 0.74 ug/L 30001 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 80
Abundance Scan 445 (2.471 min): VV034033.D\data.ms (-425) (-) m/z 43.00 100.00%
43.0
5000 710 /
B e R
‘ 57‘-0 86.0 2.20 2.40 2.60 2.80
0 "‘_H‘_‘H"H‘_m\mm“”_mlmwlwm m/z 41.90  56.64%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0
5000 71.0 /\{\‘”/\ﬁ/
2.20 2.40 2.60 2.80
27.0 57.0 m/z 71.00  41.43%
86.0
015.0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
R e A NERRRE
2.20 2.40 2.60 2.80
5000 71.0 m/z 41.00 41.25%
27.0 57.0
P 1 T [
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl- “M?ﬁ““w““‘u““‘u
43.0 2.20 2.40 2.60 2.80
m/z 57.00 13.75%
5000
27.0 71.0
0 | T we
ol e e e e e e b e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 2-Ethyl-oxetane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.970 0.51 ug/L 20825 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 90
2 n-Hexane 86 C6H14 000110-54-3 86
3 n-Hexane 86 C6H14 000110-54-3 86
4 n-Hexane 86 C6H14 000110-54-3 86
5 n-Hexane 86 C6H14 000110-54-3 78

Abundance Scan 600 (2.970 min): VV034033.D\data.ms (-589) (-) m/z 57.00 100.00%

57.0
40.9
5000
e AREEaaREE
‘ 709 2690 2.60 2.80 3.00 3.20
ol e m/z 40.90 68.20%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0
5000 \‘\\\\‘\\/l\\\‘\\\\’\\\\‘\
2.60 2.80 3.00 3.20
29.0 86.0 m/z 42.98  57.82%
71.0
015.0r|
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0 S LSS SO
29.0 2.60 2.80 3.00 3.20
5000 m/z 56.00 44 .,92%
86.0
"0 15.0 ‘ ‘ 71.0
ol 29l
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane N““‘W‘ﬂ“_“‘,‘u“‘
41.0 57.0 2.60 2.80 3.00 3.20
m/z 42.00 31.29%
29.0
5000
86.0
15.0 71.0
(] R S| AR ] et NS NN SR R AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 7 (DEL) Alkane: Cyclic3.671 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.671 0.72 ug/L 29355 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
Abundance Scan 818 (3.671 min): VV034033.D\data.ms (-805) (-) m/z 56.00 100.00%
56.0
40.9
5000 69.0
e e
“ ‘ 83.9 3.40 3.60 3.80 4.00
ol el L m/z 40.90  64.63%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0 \H‘HH"‘HH(/‘L\\]H\‘HH

3.40 3.60 3.80 4.00

m/z 69.00  48.40%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
AR R
41.0 3.40 3.60 3.80 4.00
5000 ITI/Z 54.90 28.20%
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 ""H‘Wm_m,‘mwwuWm,mwmw
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- R RARRRRE
56.0 3.40 3.60 3.80 4.00
m/z 42.00 25.68%
5000 41.0
84.0
wo”o ‘ ‘ 68.0 ‘
0 \H‘H\\‘HH‘HH‘HH‘\‘\H‘H‘\‘\\\‘“‘“HH‘HH‘M m_m_m“m‘u.u
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 9 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.175 3.14 ug/L 156865 Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 72
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 59

Abundance Scan 2219 (8.175 min): VV034033.D\data.ms (-2210) (-) m/z 43.95 100.00%

44.0 56.0
5000
72.0
T R TR
7.80 8.00 8.20 8.40
\H \‘\ L 8#0 B
0Frrrrrr e e e e e e M/Z 56.00 0 93.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 58.0
5000 7.808.00820840
29.0 . : : : :
2.0 m/z 40.95 88.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0
P T e
7.80 8.00 8.20 8.40
m/z 42.95 65.74%
5000 20.0
72.0
o M ea0 3000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal R Rama e AR R
44.0 7.80 8.00 8.20 8.40
56.0 m/z 57.00  64.95%
27.0
5000
72.0
15.0 ‘
oo i 880, 000 L
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 10 Octanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.095 0.63 ug/L 32164 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 86
3 Octanal 128 C8H160 000124-13-0 78
4 Octanal 128 C8H160 000124-13-0 78
5 Octanal 128 C8H160 000124-13-0 64
Abundance Scan 3127 (11.095 min): VV034033.D\data.ms (-3117) (- m/z 40.90 100.00%
409
57.0
5000
N W
owHwWH}HW\WH}w‘W,Hwa”,ww m/z 42.90  97.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0
5000 L /\\“
270 11.00
m/z 57.00 79.11%
‘ 100.0
OH‘H\\‘\\H“\H\l\\\\“\” \‘HH‘HH\‘HH’HH‘HH}\\H’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 4.
57.0 84.0 /\
—— ‘
11.00
5000 29.0 m/z 84.10 65.85%
100.0
0 1280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal - ! ]
43.0 11.00
m/z 55.00 65.51%
29.0 o170
: 4.
5000 84.0
1000
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 11 unknown-01 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.288 1.21 ug/L 62179 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonen-1-0l1, (E)- 142 C9H180 031502-14-4 35
2 6-Hepten-1-0l, 3-methyl- 128 C8H160 004048-32-2 27
3 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 22
4 Hexanal, 5-methyl- 114 C7H140 001860-39-5 22
5 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 22

Abundance Scan 3498 (12.288 min): VV034033.D\data.ms (-3489) (- m/z 56.90 100.00%
41.0 56.9
5000
g2.0 980
—— —
N
o‘m_m\‘m‘ Al “1‘” b M/z 41.00 91.08%
miz-> 20 40 60 80 100 120 140
Abundance #22994: 2-Nonen-1-ol, (E)-
57.0
41.0
5000 o =7
12.00 12.50
82.0 m/z 42.90 68.85%
04 \1\5‘\.0‘ \‘M\ T }H‘ T ‘i‘ “H‘H‘ T H‘\‘\ r%g[(\) T \1‘2?\0\ :!-4‘.2\(\)\
miz-> 20 40 60 80 100 120 140
Abundance #14410: 6-Hepten-1-ol, 3-methyl-
55.0
fh——14—1 -}
12.00 12.50
5000 m/z 55.00 56.54%
95.0
31.0
0
RO O 10 7 N TSy S
miz--> 20 40 60 80 100 120 140
Abundance #3776: (Z2)-Hex-2-ene, 5-methyl- — it
56.0 12.00 12.50
m/z 56.00 56.48%
5000 39
98.0
180 | | mo
e —
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034033.D

Acqg On : 07 Feb 2024 16:06
Operator : SY/MD

Sample : P1383-13

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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.. 1.089 3.9 ug/L 157423 1 5.535 203301 5.0
(DEL) Alkane: S.. 1.192 2.2 ug/L 89616 1 5.535 203301 5.0
(DEL) Alkane: S.. 1.597 2.2 ug/L 90089 1 5.535 203301 5.0
(DEL) Alkane: S.. 1.767 1.6 ug/L 64260 1 5.535 203301 5.0
(DEL) Alkane: S.. 2.471 0.7 ug/L 30001 1 5.535 203301 5.0
2-Ethyl-oxetane 2.970 0.5 ug/L 20825 1 5.535 203301 5.0
(DEL) Alkane: C... 3.671 0.7 ug/L 29355 1 5.535 203301 5.0
Hexanal 8.175 3.1 ug/L 156865 2 8.786 249527 5.0
Octanal 11.095 0.6 ug/L 32164 3 11.188 256035 5.0
unknown-01 12.288 1.2 ug/L 62179 3 11.188 256035 5.0
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