LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 11 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@34105.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 31 rVB 236080 240984 57.47% 6.164%
2 1.191 40 47 62 rBv 169387 151270 36.08% 3.869%
3 1.278 63 74 93 rVV2 302428 419297 100.00% 10.725%
4 1.532 146 153 164 rBV 37117 44494 10.61% 1.138%
5 1.600 164 174 188 rVV 108926 137970 32.91% 3.529%
6 1.671 188 196 207 rVB 24503 29611 7.06% 0.757%
7 1.728 207 214 218 rBV2 5095 5873 1.40% 0.150%
8 1.767 218 226 243 rVB 71742 93682 22.34%  2.396%
9 2.060 306 317 330 rBvV 78372 117259 27.97% 2.999%
106 2.117 330 335 345 rVB 3359 5438 1.30% 0.139%
11 2.471 424 445 453 rBV 14845 33480 7.98% 0.856%
12 2.516 453 459 471 rVB2 10670 18443 4.40% 0.472%
13  2.696 504 515 530 rVB2 9766 19347 4.61% 0.495%
14 2.970 586 600 615 rBV3 12742 25417 6.06% 0.650%
15 3.670 803 818 834 rBV3 14051 34931 8.33% 0.894%
16 3.796 848 857 885 rBV 27228 85864 20.48% 2.196%
17 4.252 983 999 1025 rBV 44164 113821 27.15% 2.911%
18 4.587 1087 1103 1118 rBV4 13467 34173 8.15% 0.874%
19 4.825 1165 1177 1186 rBV5 3218 7903 1.88% 0.202%
20 4.960 1204 1219 1234 rBV3 104785 270920 64.61% 6.930%
21 5.240 1293 1306 1322 rVB7 3382 8375 2.00% 0.214%
22 5.413 1351 1360 1372 rBvV3 4964 10605 2.53% 0.271%
23 5.535 1385 1398 1423 rBV 87469 180900 43.14% 4.627%
24  5.838 1480 1492 1517 rBV 70918 146319 34.90%  3.743%
25 5.992 1528 1540 1551 rBV 55950 115086 27.45%  2.944%
26 6.050 1552 1558 1574 rVB4 17956 36001 8.59% 0.921%
27 6.918 1818 1828 1848 rBV 28715 55299 13.19% 1.414%
28 7.194 1905 1914 1920 rBV4 3293 5985 1.43% 0.153%
29 7.246 1920 1930 1944 rVvV 131460 232897 55.54% 5.957%
30 7.320 1944 1953 1979 rVB 57732 107966 25.75% 2.762%
31 7.506 2001 2011 2019 rBV4 3392 5285 1.26% ©.135%
32 7.561 2019 2028 2048 rBV3 16103 33569 8.01% 0.859%
33 7.915 2129 2138 2148 rVB4 6377 11554 2.76% 0.296%
34 8.027 2163 2173 2212 rBV 111782 224389 53.52% 5.740%
35 8.185 2212 2222 2246 rVB4 9612 25226 6.02% 0.645%

36 8.786 2397 2409 2428 rBV 131885 219491 52.35% 5.614%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 11 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 8.953 2452 2461 2475 rBV 16096 26618 6.35% 0.681%
38 9.075 2491 2499 2512 rBV2 14754 24445 5.83% ©0.625%
39 9.484 2618 2626 2643 rBV3 8764 14780 3.52% 0.378%
40 10.156 2824 2835 2854 rBV 37742 59536 14.20% 1.523%
41 10.857 3045 3053 3063 rBV3 6293 9140 2.18% 0.234%
42 11.098 3119 3128 3142 rBV7 5262 8959  2.14% 0.229%
43 11.185 3145 3155 3175 rVWW 145166 227500 54.26% 5.819%
44 11.278 3175 3184 3195 rVB4 2781 4242 1.01% ©0.109%
45 11.497 3241 3252 3254 rBV5 3710 4531 1.08% 0.116%
46 11.561 3262 3272 3292 rVB 126093 199736 47.64% 5.109%
47 12.291 3490 3499 3514 rVB3 13397 20838 4.97% ©0.533%

Sum of corrected areas: 3909449
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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\VVve20924\

: VV034105.D

: 09 Feb 2024 12:26

: SY/MD

: P1383-20

: 25.0mL/MSVOA_V/WATER
11

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
300000

250000

200000

150000

100000

50000

.089

TIC: VV034105.D\data.ms
1.278

1.19

5.535
1.767 2:060 5.838

15 4.252

5.992
.67

2 ) 050
1728 27 *ZBieces 2970 4287 4.828 \_ 5.246.41 A\
TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ [ YTr{\\jTrﬁ T ‘ [ [ e T ‘ ‘/\\*V\ T ‘ T \‘Y_V’/‘\\F [ ‘ [ 1 ‘ T \‘!_Y—F‘V:PY—YTY_Y_F‘V

3.796
3.67
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Time-->
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250000

200000

150000

100000

50000

TIC: VV034105.D\data.ms

11.185

7.246 8.786

11.561
8.027

.320
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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 6.66 ug/L 240984  1,4-Difluorobenzene 5.535

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 2

Abundance  Scan 15 (1.089 min): VV034105.D\data.ms (-8) (-) m/z 43.95 100.00%

44.0
- \j\¥/xMAAJ\
RRENE e AR
36‘ ‘ 599 1.101.201.301.401.50
O e e e e e m/z 43.00 97.22%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #88: Propane
29.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/\
0 1.101.201.301.401.50
4. m/z 38.90  84.84%
150 H
OH\HH\‘HH‘HH‘\H}}HH‘HH‘EHi\H?"Zw\ﬁhH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #89: Propane
29.0
1.101.201.301.401.50
5000 m/z 41.00 68.83%
44.0
oL 10 180 ] 37:4?\‘
T e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #90: Propane BARESRELAESsanREREE R
29.0 1.101.201.301.401.50
m/z 42.00  28.91%
5000
44.0
15.0 ‘ H
owwﬁ:?‘wmlwww!”WWH‘i!1HWWWWH‘w
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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 4.18 ug/L 151270  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H1e 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 72
4 Isobutane 58 C4H10 000075-28-5 64
5 Isobutane 58 C4H10 000075-28-5 59
Abundance  Scan 47 (1.191 min): VV034105.D\data.ms (-40) (-) m/z 42.95 100.00%
43.0
‘ “126”‘1‘46”‘166‘
49.957.0
Ol SO e e M/Z 40,95 52.59%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane
43.0
5000
. 1.40 1.60
27.0 m/z 42 00  33.60%
0 15‘0 w‘\\ e 50.0 5§O
\HHH\‘HH‘HH‘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 #266: Isobutane
43.0
— e
120 1.40 160
5000 38.95 24.69%
27.0
T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0 . 1.40 1.60
37 85 4.10%
5000
27.0
o 10 180 “ 36.0 . 50.057.0
PR e T T e e — ““ e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 120 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
1.600 3.81 ug/L 137970  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 80
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
4 Pentane 72 C5H12 000109-66-0 28
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28
Abundance Scan 174 (1.600 min): VV034105.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
Ol e et el L gz 41,00 98.01%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0 J\J\
5000 (L AL BN L B
29.0 1.20 1.40 1.60 1.80 2.00
m/z 42.00 87.08%
72.0
150 Ly ! ‘
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
1.20 1.40 1.60 1.80 2.00
270 57.0
5000 . ITI/Z 57.00 75.86%
15.0
72.0
0 H‘%QH“w‘_‘H“H‘Mluwuwiw‘uyh“_‘u‘u
m/z--> 0 10 20 30 40 50 60 70 80 90 f\/\
Abundance #1966: Oxirane, trimethyl- 4“H““W““_““‘
430 g 1.20 1.40 1.60 1.80 2.00
m/z 38.90 37.85%
5000
27.0
om"m_m"‘M‘pmwl‘:‘Wm“u“7‘1“'9“_?6{2” L L A
m/z--> 0 10 20 30 40 50 60 70 80 90 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\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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 Fluorodichloromethane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.671 0.82 ug/L 29611 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluorodichloromethane 102 CHCI12F 000075-43-4 94
2 Fluorodichloromethane 102 CHC12F 000075-43-4 91
3 Fluorodichloromethane 102 CHC12F 000075-43-4 86
4 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 7
5 Chlorine dioxide 67 Cl102 010049-04-4 5

Abundance Scan 196 (1.671 min): VV034105.D\data.ms (-188) (-) m/z 66.85 100.00%

66.8
5000
469 P
i 828 1018 1.40 1.60 1.80 2.00
0Lt e e e m/z 68.90  34.50%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5071: Fluorodichloromethane
67.0
5000 UL L B I B LA BN
1.40 1.60 1.80 2.00
m/z 46.90 11.10%
35.0 48.0
0H\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
AR L
1.40 1.60 1.80 2.00
5000 m/z 82.80 7.12%
oL.a30 310 Y0 || 30 1020
e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5072 Fluorodichloromethane AR AR
67.0 1.40 1.60 1.80 2.00
m/z 47.90 6.48%
5000
: 50 0 | a0 1020
e e e e e  ARARmmEEE
m/z--> 0O 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\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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 4
R.T. EstConc Area Relative to ISTD R.T.
1.767 2.59 ug/L 93682 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 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 80
5 Pentane 72 C5H12 000109-66-0 64
Abundance Scan 226 (1.767 min): VV034105.D\data.ms (-218) (-) m/z 42.95 100.00%
5000
57.0
‘ ‘ 72.0 1.40 1.60 1.80 2.00
0 m_m_m‘m‘_‘mwwwmw”w!‘H_ m/z 42.00 61.36%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0 [L
5000 LB L SRR B R R
1.40 1.60 1.80 2.00
. m/z 40.95 57.09%
27.0 570 5 /
15'0 \‘\‘ \‘\ | L “‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
R mEaRaREma L
1.40 1.60 1.80 2.00
5000 m/z 38.90 21.48%
27.0
57.0 72.0
15.0 ‘ |
L0 L 0w
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane R e AR
43.0 1.40 1.60 1.80 2.00
m/z 56.95 17.64%
5000 27.0
57.0
15.0 ‘ 72.0
0 ““279‘W“H‘Hl1_”“;‘:”_“;“mwlm_ MWH,HHWHWH_
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\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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 7
R.T. EstConc Area Relative to ISTD R.T.
2.471 0.93 ug/L 33480 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 90
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 72
Abundance Scan 445 (2.471 min): VV034105.D\data.ms (-424) (-) m/z 43.00 100.00%
43.0
5000 70.9 /J\ A
570 ‘,“
‘ | | 86.0 2.20 2.40 2.60 2.80
0H"HH‘mw‘H‘mu‘m‘“MwmWm‘ulwm m/z 41.90 51.16%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 71.0 ‘”‘\/\\\‘uu,uu‘uu‘uu

2.20 2.40 2.60 2.80
m/z 70.90  44.46%

27.0 57.0
86.0
O\\\‘\\\\‘]\-\5\9‘\\\‘\“\\\\“\}\\‘\\H‘\‘\\\\L\\\\‘\\l\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0
‘,“
2.20 2.40 2.60 2.80
5000 ITI z 41.00 42.22%
27.0 71.0
57.0 ‘
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl- ““"’/‘\NHH,HHWHWH
43.0 2.20 2.40 2.60 2.80

m/z 38.90  20.90%

5000
27.0 71.0
15.0 57.0 ‘
ol 20 N I C I A AU

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\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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 12
R.T. EstConc Area Relative to ISTD R.T.
2.516 0.51 ug/L 18443 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (Z)- 70 C5H10 000627-20-3 59
2 2-Methyl-1-butene 70 C5H10 000563-46-2 47
3 1-Pentene 70 C5H10 000109-67-1 45
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 45
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 45
Abundance Scan 459 (2.516 min): VV034105.D\data.ms (-453) (-) m/z 41.95 100.00%

42.0
55.0
70.0
5000

2.20 2.40 2.60 2.80

O b bbb m/z 55.00 61.13%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #639: 2-Pentene, (2)-
55.0
5000 \\‘\\\\‘\\\\‘\\/\\\‘\\\\’
70.0 2.20 2.40 2.60 2.80
290 m/z 69.95 51.97%
15.0 ‘
O H‘HH‘HH‘HH‘HH‘HH‘HH‘HH H\‘HH‘HH \\H‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #643: 2-Methyl-1-butene
55.0
R e AR EaE
2.20 2.40 2.60 2.80
m/z 39.00 41.38%
5000 70.0
42.0
29.0
o 150 I H s20 |
P e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #629: 1-Pentene H_m_uwm‘m‘,
42.0 2.20 2.40 2.60 2.80
m/z 40.90  30.20%
55.0

5000 70.0
29.0
150 “ 620 oy

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2. 0 2.40 2.60 2.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.696 0.53 ug/L 19347 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 36
5 3-Buten-1-0l, 3-methyl- 86 C5H100 000763-32-6 9
Abundance Scan 515 (2.696 min): VV034105.D\data.ms (-504) (-) m/z 57.00 100.00%
571.0
40.9
5000
vl
H 7111 860 2.40 2.60 2.80 3.00
o‘H_HwW_MWHHWM‘wmHmwlwuw m/z 56.00  98.34%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl-
57.0
41.0 AA A
5000 L L L L L B LR
29.0 2.40 2.60 2.80 3.00
m/z 40.90 69.45%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0
\\\‘\\\\‘\\\\‘\\\\‘\\\A\
29.0 41.0 2.40 2.60 2.80 3.00
5000 m/z 42.90 26.87%
71.0
ol 20 190 Ll 0 %80
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl- H““‘W““‘H““H‘
57.0 2.40 2.60 2.80 3.00

m/z 54.90  12.58%

290 410
5000
15.0 ‘ 71.0
0 1.0 | | ‘ | il \ 860 /\

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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 2-Ethyl-oxetane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.970 0.70 ug/L 25417 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 72
3 n-Hexane 86 C6H14 000110-54-3 47
4 n-Hexane 86 C6H14 000110-54-3 45
5 n-Hexane 86 C6H14 000110-54-3 39

Abundance Scan 600 (2.970 min): VV034105.D\data.ms (-586) (-) m/z 57.00 100.00%

410 57.0
5000
86.0 \WH_WW,W_
| 711 ‘ 2.60 2.80 3.00 3.20
ok e e e m/z 41.00  81.83%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
5000 \‘uu‘/\u‘\u"\,uu‘\
2.60 2.80 3.00 3.20
290 86.0 m/z 42.98  63.42%
15 0 ‘ ‘ Ll ‘ ‘ 7]1.0 L
O\\‘\\\\‘\\\‘\\\\’\\\\‘\\\’\\\\i\\\\’\\‘\\‘\\\
miz--> 10 60 70 80 90
Abundance #2039.n—Hexane
41.0 57.0
VA VS A
29.0 2.60 2.80 3.00 3.20
5000 m/z 56.00 59.97%
86.0
15.0 71.0
0“"ﬁ“ul"H“W“‘_“M“‘WM‘H,“H“H
m/z--> 10 20 30 40 60 70 80 90
Abundance #2041: n-Hexane xAW“‘W‘ﬂ‘W“‘W“‘W‘
57.0 2.60 2.80 3.00 3.20
m/z 42.00 37.63%
43.0
5000
86.0
71.0
o e et R R R RNRRR
m/z--> 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\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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 (DEL) Alkane: Cyclic3.670 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.670 0.97 ug/L 34931 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 90
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
Abundance Scan 818 (3.670 min): VV034105.D\data.ms (-803) (-) m/z 56.00 100.00%
56.0
40.9
5000 69.0
N EEERT RS R
‘ ‘ 83.9 3.40 3.60 3.80 4.00
ol el bl L m/z 40.90  52.10%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0 \H‘H\\“\H\m\u’u\\

3.40 3.60 3.80 4.00
m/z 69.00 41.66%

28.0 M ‘ 84.0
0 \\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
A RAAREEAE
41.0 3.40 3.60 3.80 4.00
5000 ITI/Z 38.90 30.19%
69.0
27.0
84.0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- me‘mmuu,uu
56.0 3.40 3.60 3.80 4.00
27.0 m/z 55.80  24.95%
5000
42.0
‘ ‘ ‘ 84.0
0 \\\‘H\\‘\H\‘Hm‘\ul‘}‘\‘uw\‘;‘\‘HH‘HH‘\!H‘H R Eama B
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\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 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 12 Hexanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.185 0.57 ug/L 25226  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 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 59
5 Hexanal 100 C6H120 000066-25-1 50

Abundance Scan 2222 (8.185 min): VV034105.D\data.ms (-2212) (-) m/z 40.90 100.00%

40.9 56.0
5000
71.9 2

“ | 7.80 8.00 8.20 8.40 8.60
owm‘wwm,‘H_‘\_‘H_Wwwww m/z 56.08  95.78%
miz--> 10 20 30 40 50 60 70 80 90 100 [&

Abundance #4251: Hexana
44.0 58.0

2000 7565665‘2652165‘66
29.0 72.0

m/z 43.85 91.56%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0

7.80 8.00 8.20 8.40 8.60

o

m/z 57.00 69.03%
5000 20.0
72.0
oo L 880, 1000,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal R
44.0 56.0 7.80 8.00 8.20 8.40 8.60

m/z 42.95 59.43%

5000
27.0

72.0
15.0 ‘ 1 830 1000 o

ou“mwal‘m“;‘ RRTL] NI N4 L SRR L SR T Y B S
miz--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40 8.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020924\
Data File : VV034105.D

Acqg On : 09 Feb 2024 12:26
Operator : SY/MD

Sample : P1383-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 11 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 6.7 ug/L 240984 1 5.535 180900 5.0
(DEL) Alkane: S... 1.191 4.2 ug/L 1512760 1 5.535 180900 5.0
(DEL) Alkane: S... 1.600 3.8 ug/L 1379760 1 5.535 180900 5.0
Fluorodichlorom... 1.671 0.8 ug/L 29611 1 5.535 180900 5.0
(DEL) Alkane: S... 1.767 2.6 ug/L 93682 1 5.535 180900 5.0
(DEL) Alkane: S... 2.471 0.9 ug/L 33480 1 5.535 180900 5.0
(DEL) Alkane: S... 2.516 0.5 ug/L 18443 1 5.535 180900 5.0
(DEL) Alkane: S... 2.696 0.5 ug/L 19347 1 5.535 180900 5.0
2-Ethyl-oxetane 2.970 0.7 ug/L 25417 1 5.535 180900 5.0
(DEL) Alkane: C... 3.670 1.0 ug/L 34931 1 5.535 180900 5.0
Hexanal 8.185 0.6 ug/L 25226 2 8.786 219491 5.0
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