LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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@34039.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 8 14 31 rVB 57836 61163 38.31% 3.990%
2 1.166 31 39 41 rBV2 2156 2319 1.45% 0.151%
3 1.191 41 47 61 rVB 42700 39592 24.80% 2.583%
4 1.278 64 74 85 rBV2 86570 117346 73.50% 7.656%
5 1.349 91 96 104 rVB 3698 4039 2.53% 0.264%
6 1.458 104 130 134 rBV3 10191 21391 13.40% 1.396%
7 1.497 134 142 146 rW 14771 18856 11.81% 1.230%
8 1.522 146 150 159 rVB 12734 14910 9.34% 0.973%
9 1.587 161 170 180 rBV 29438 38249 23.96% 2.495%
106 1.667 188 195 204 rBV 7318 8962 5.61% ©.585%
11 1.760 216 224 237 rVB2 19590 25786 16.15% 1.682%
12 2.056 306 316 326 rBV 28135 43594 27.31% 2.844%
13 2.114 329 334 354 rVB3 4967 9309 5.83% 0.607%
14 2.378 410 416 428 rVW 2988 5591 3.50% 0.365%
15 2.448 428 438 451 rV4 12906 27731 17.37% 1.809%
16 2.513 453 458 466 rVv2 2433 3945 2.47% 0.257%
17 2.558 466 472 481 rVB4 1191 2039 1.28% 0.133%
18 2.693 505 514 528 rBVS 2869 6121 3.83% 0.399%
19 2.969 589 600 616 rBv3 4072 8842 5.54% 0.577%
20 3.667 800 817 831 rBv4 4236 10092 6.32% 0.658%
21 3.792 848 856 884 rBV 19614 56768 35.56% 3.704%
22 4,255 981 1000 1022 rBV2 16788 45102 28.25% 2.943%
23 4.519 1068 1082 1090 rBV6 3477 7749 4.85% 0.506%
24  4.587 1091 1103 1117 rVB10O 3899 9965 6.24% 0.650%
25 4.831 1169 1179 1181 rBV4 1248 1720 1.08% 0.112%
26 4.960 1205 1219 1235 rBV3 40559 105029 65.79% 6.852%
27 5.416 1353 1361 1374 rVB7 1831 3322 2.08% 0.217%
28 5.542 1389 1400 1428 rBV 33134 71122 44.55% 4.640%
29 5.841 1482 1493 1515 rBvV3 19076 39945 25.02% 2.606%
30 5.995 1527 1541 1553 rBV3 22151 47018 29.45% 3.068%
31 6.924 1819 1830 1845 rBV2 10475 21282 13.33% 1.389%
32 7.194 1906 1914 1921 rBVS5S 1222 1975 1.24% 0.129%
33 7.249 1921 1931 1945 rW 46671 83145 52.08% 5.425%
34 7.323 1945 1954 1972 rVB 19063 35705 22.36% 2.330%
35 7.506 2004 2011 2021 rBvV3 1336 2118 1.33% 0.138%
36 7.567 2021 2030 2044 rBV2 6311 12626 7.91% 0.824%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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 7.876 2117 2126 2131 rBvV4 1783 2590 1.62% 0.169%
38 7.915 2131 2138 2144 rVB5S 2291 3546 2.22% 0.231%
39 8.027 2165 2173 2207 rBV 84431 159654 100.00% 10.416%
40 8.191 2215 2224 2252 rVB4 7693 18101 11.34% 1.181%
41 8.789 2401 2410 2435 rBV 52990 88380 55.36% 5.766%
42 8.959 2454 2463 2475 rBV2 3753 6505 4.07% 0.424%
43 9.085 2492 2502 2517 rBV3 3656 6190 3.88% 0.404%
44 9.487 2620 2627 2639 rBV 2080 3368 2.11% 0.220%
45 10.156 2823 2835 2850 rBV 23082 37026 23.19% 2.416%
46 10.326 2878 2888 2898 rVB4 3570 5234 3.28% 0.341%
47 11.188 3147 3156 3175 rBV 58739 92950 58.22% 6.064%
48 11.516 3249 3258 3263 rBVS 999 1672 1.05% 0.109%
49 11.564 3263 3273 3290 rVB 52759 82566 51.72% 5.387%
50 12.294 3493 3500 3510 rBv4 6699 10470 6.56% 0.683%
Sum of corrected areas: 1532720
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20724\

: VV034039.D

: 07 Feb 2024 18:31

: SY/MD

: P1383-20

: 25.0mL/MSVOA_V/WATER
. 24

Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance
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TIC: VV034039.D\data.ms
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Time-->
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Time-->

TIC: VV034039.D\data.ms
8.027
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TIC: VV034039.D\data.ms

12.294

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_V\Data\VVv020724\
Data File : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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.
1.085 4.30 ug/L 61163 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 56
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Cyclopropene 40 C3H4 002781-85-3 4

Abundance  Scan 14 (1.085 min): VV034039.D\data.ms (-8) (-) m/z 43.95 100.00%

44.0
R e RAAARS
“ ‘ 1.101.201.301.401.50
0"H‘H‘WH‘W‘HW‘H,HH,HH‘H‘WH‘W‘HW“ S RAanaas m/z 43.00 95.04%
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
a4 m/z 39.00 84.15%
150, 30 |
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 #89: Propane
29.0 /
‘H‘WH‘W‘H‘_‘H_‘H
1.101.201.301.401.50
5000 m/z 40.90 67 .89%
44.0
o mong | )
0"H‘H‘V‘H,HH,H‘W‘H‘VH‘““,H‘W‘mw‘u‘“‘u,u‘
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #90: Propane RARTARRZ S e
29.0 1.101.201.301.401.50
m/z 41.90 27.13%
5000
44.0
150 ‘ H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.101.201.301.401.50

SFAMVTRO12524WMA.M Fri Feb 09 15:25:53 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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 2
R.T. EstConc Area Relative to ISTD R.T.
1.191 2.78 ug/L 39592 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 80
2 Isobutane 58 C4H1e 000075-28-5 72
3 Isobutane 58 C4H1e 000075-28-5 72
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H10 000075-28-5 59
Abundance  Scan 47 (1.191 min): VV034039.D\data.ms (-41) (-) m/z 43.00 100.00%
43.0
5000
120 140 1.60
36 49.9 57.0
O v e e e e e e e m/z 41.00 48.60%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0 JL
5000 LN L L B I B B
270 120 140 1.60
' m/z 42.00 32.96%
. 150 M 6.0, |, 500570
HHHH‘HH‘HH‘H\\‘HH‘HH‘\H\’HH‘HH‘H \’HH‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
SAWAW. NPV I
1.20 140 1.60
5000 m/z 38.90 23.30%
27.0
o 1.0 “m 36.0. |, 500570
T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 A
Abundance #269: Isobutane e “‘ 1
43.0 120 1.40 160
m/z 57.00 4.45%
5000
27.0
0 S N .. N B S O SV 1
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 : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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 3
R.T. EstConc Area Relative to ISTD R.T.
1.587 2.69 ug/L 38249 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 36
5 Pentane 72 C5H12 000109-66-0 28
Abundance Scan 170 (1.587 min): VV034039.D\data.ms (-161) (-) m/z 43.00 100.00%
43.0
57.0
5000
‘ 72.0 1.20 1.40 1.60 1.80 2.00
obrr et b m/z 4@.95 91.63%
mfz--> 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 91.48%
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
WAV 174 VT A =R N,
1.20 1.40 1.60 1.80 2.00
27.0 57.0
5000 : ITI/Z 57.00 73.41%
15.0
0 “‘%Q““NH“‘EE‘H“} 1‘quuﬁi“u‘7%9‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 /\
Abundance #752: 3-Buten-1-ol MA BV NN AN 2
42.0 1.20 1.40 1.60 1.80 2.00
310 m/z 38.90 37.35%
5000
P O 1 1 S MM
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 : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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 Fluorodichloromethane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.667 0.63 ug/L 8962 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluorodichloromethane 102 CHCI12F 000075-43-4 91
2 Fluorodichloromethane 102 CHC12F 000075-43-4 86
3 Fluorodichloromethane 102 CHC12F 000075-43-4 78
4 Chlorine dioxide 67 C102 010049-04-4 5
5 Methanamine, N,N-difluoro- 67 CH3F2N 000753-58-2 4

Abundance Scan 195 (1.667 min): VV034039.D\data.ms (-188) (-) m/z 66.85 100.00%

66.8
5000
R S e
46‘-9 828 1019 1.40 1.60 1.80 2.00
0brrrprerrprerrprrreprepb i el b e m/z 68.96 32.73%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5071: Fluorodichloromethane
67.0
5000 /\\\\‘\\\\‘\\\\’\\\\‘\\\\

1.40 1.60 1.80 2.00
m/z 46.90 14.05%

35.0
48.0
OH\2‘\.\0\\‘\\]\-\9‘.(\)\H‘H\‘\‘\‘Hﬁ‘i\\H‘HH‘\\\\8‘%\“\0\‘\\\]_\0“\2}.9‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5070: Fluorodichloromethane
67.0 A
AV S
1.40 1.60 1.80 2.00
5000 ITI/Z 47 .80 9.05%
0 13'0 3]‘"0\ 47“.\9 ‘ 83’\.\0 10\2\.0
rrrr e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 A‘
Abundance #5072: Fluorodichloromethane | m‘.m“HH,M‘M‘MH
67.0 1.40 1.60 1.80 2.00
m/z 82.80 7.78%
5000
31.0 47‘-0 83.0 1020
O e e e e R Emamaa e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 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 : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.760 1.81 ug/L 25786  1,4-Difluorobenzene 5.538

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 72
4 Pentane 72 C5H12 000109-66-0 50
5 Oxirane, ethyl- 72 C4H80 000106-88-7 50
Abundance Scan 224 (1.760 min): VV034039.D\data.ms (-216) (-) m/z 43.00 100.00%
43.0
5000
‘ 57"0 72,0 1.40 1.60 1.80 2.00
oH‘_HwHH_m_mwww‘_m‘!m_” m/z 42.00 61.33%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
5000 /\\‘/\\\H‘HH‘\H‘\‘H/\\\’\
270 1.40 1.60 1.80 2.00 .
57.0 720 m/z 40.95 59.15%
so || |l "
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\\i\f‘\\‘\\‘f‘\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70
Abundance #806: Pentane
43.0
SRR R AR
1.40 1.60 1.80 2.00
5000 270 m/z 38.85 18.98%
15.0 ‘ ‘ 570 720
NN 1| N O R
m/iz--> 0 10 20 30 40 50 60 70
Abundance #807: Pentane R ERRESRa RS e
43.0 1.40 1.60 1.80 2.00
m/z 57.00 15.28%
5000
27.0
57.0 72.0
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\VVv020724\
Data File : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.969 0.62 ug/L 8842 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 64
3 n-Hexane 86 C6H14 000110-54-3 53

4 n-Hexane 86 C6H14 000110-54-3 50
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 600 (2.969 min): VV034039.D\data.ms (-589) (-) m/z 57.00 100.00%

40.9 57.0
5000 \
86.0 SN ARSI U B
‘ ‘ 2.60 2.80 3.00 3.20
Ol el A myz 4e.90 9e.59%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 L L B B LI BN B

2.60 2.80 3.00 3.20
m/z 43.00 70.02%

86.0
15.0 71.0
O\\‘\i‘\\‘\\1\‘\\\i’\}\\‘\\\\’\\\\“\\\\’\\\\‘\\\
m/z--> 10 20 30 40 60 70 80 90
Abundance #1948: 2—Ethyl—oxetane
57.0
41.0 2.60 2.80 3.00 3.20
5000 m/z 56.00  55.58%
29.0 86.0
71.0
s |
0H‘HH‘H“WHH,NH“‘l,uui‘uu,‘mu_u
miz--> 10 60 70 80 90
Abundance #2041: n-Hexane \wmwm‘mwm_
57.0 2.60 2.80 3.00 3.20
m/z 42.00 43.33%
43.0
5000
86.0
71.0
o e et SRS
m/z--> 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20

SFAMVTRO12524WMA.M Fri Feb 09 15:26:00 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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 8 (DEL) Alkane: Cyclic3.667 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.667 0.71 ug/L 10092 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 50
5 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 40
Abundance Scan 817 (3.667 min): VV034039.D\data.ms (-800) (-) m/z 56.00 100.00%
56.0
000 40.9
5 69.0
R RARR mEaE T
M “ ‘ 87-8 3.40 3.60 3.80 4.00
) AN | S | R A B m/z 40.90  52.51%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L L B L LA LR
3.40 3.60 3.80 4.00
m/z 69.00 38.69%
280 M ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-
56.0
R E RRRREEES T
3.40 3.60 3.80 4.00
5000 41.0 m/z 54.90 22.70%
69.0
84.0
gl N A
YN .t A IS S N
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl- N RRGREEEE T
56.0 3.40 3.60 3.80 4.00
m/z 41.90 21.08%
41.0
5000
69.0
27.0
84.0
oo =0 M Al
m/z--> 0 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 : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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 Hexanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.191 1.02 ug/L 18101 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 53
5 Hexanal 100 C6H120 000066-25-1 45
Abundance Scan 2224 (8.191 min): VV034039.D\data.ms (-2215) (-) m/z 41.00 100.00%
41.0 56.0
5000
67.0 81.9 Lt
“ | “ ‘ 7.80 8.00 8.20 8.40 8.60
-+t m/z 56.00 94.22%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 58.0
I
5000 DL B LN B R
290 720 7.80 8.00 8.20 8.40 8.60
' ' m/z 43.85 84.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44.0 56.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 56.90 69.05%
27.0
72.0
ohoi159 LMl ss0 1m0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal R R
44.0 56.0 7.80 8.00 8.20 8.40 8.60
' m/z 42.90  60.69%
5000 29.0
72.0
ot s w00 UL
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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 11
R.T. EstConc Area Relative to ISTD R.T.
12.294 0.56 ug/L 10470 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 37
2 2-Nonen-1-o0l 142 CS9H180 022104-79-6 32
3 Cyclobutanone, 2,3-dimethyl-, tr... 98 C6H100 001942-42-3 27
4 2-Propenoic acid, ethenyl ester 98 C5H602 002177-18-6 23
5 2-Hepten-1-o0l, (Z)- 114 C7H140 055454-22-3 16
Abundance Scan 3500 (12.294 min): VV034039.D\data.ms (-3493) (- m/z 40.90 100.00%
40.9 56.9
5000
—— —
‘ 12.00 12.50
04—t “““““““““‘ ‘ m/z 56.90 94.17%
m/z--> 20 40 60 100 120 140
Abundance #22994.2-N0nen4:oL(E}
57.0
41.0
5000 —r— ——
12.00 12.50
82.0 m/z 42.90 72.14%
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 #22982: 2-Nonen-1-ol
57.0
41.0
—— —
12.00 12.50
5000 m/z 54.90 53.45%
82.0
o259 L L so 1240 a0
m/iz--> 20 40 60 80 100 120 140
Abundance #3693: Cyclobutanone, 2,3-dimethyl-, trans- P A
56.0 12.00 12.50
m/z 56.00 50.48%
5000
98.0
o‘m_‘w‘!”‘_“H_m‘m‘_m‘m —r —r
m/z--> 20 40 60 80 100 120 140 12.00 12.50

SFAMVTRO12524WMA.M Fri Feb 09 15:26:04 2024 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034039.D

Acqg On : 07 Feb 2024 18:31
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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... 1.085 4.3 ug/L 61163 1 5.538 71122 5.0
(DEL) Alkane: S... 1.191 2.8 ug/L 39592 1 5.538 71122 5.0
(DEL) Alkane: S... 1.587 2.7 ug/L 38249 1 5.538 71122 5.0
Fluorodichlorom... 1.667 0.6 ug/L 8962 1 5.538 71122 5.0
(DEL) Alkane: S... 1.760 1.8 ug/L 25786 1 5.538 71122 5.0
(DEL) Alkane: S... 2.969 0.6 ug/L 8842 1 5.538 71122 5.0
(DEL) Alkane: C... 3.667 0.7 ug/L 10092 1 5.538 71122 5.0
Hexanal 8.191 1.0 ug/L 18101 2 8.789 88380 5.0
unknown-01 12.294 0.6 ug/L 10470 3 11.188 92950 5.0
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