LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX038675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 X\Method\82X110723W.M

Title : SW846 8260

Signal : TIC: VX@38675.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.368 41 46 53 rBV 671420 801685 2.93% 0.718%
2 1.496 63 67 74 rVB 298637 289761 1.06% 0.259%
3 1.752 104 109 120 rVB 279186 365780 1.34% 0.328%
4 1.959 138 143 152 rVB2 142627 291577 1.07% 0.261%
5 2.099 152 166 169 rBV 8123850 21626387 79.10% 19.365%
6 2.160 172 176 180 rW 179974 317983 1.16% 0.285%
7 2.215 180 185 194 rVB 390607 629683 2.30% 0.564%
8 2.380 206 212 230 rVB 628750 1015539 3.71% 0.909%
9 2.532 230 237 244 rBV 188222 324298 1.19% 0.290%
106 2.752 268 273 282 rVB 203527 377157 1.38% 0.338%
11 3.111 322 332 350 rBV 834945 1941515 7.10% 1.739%
12 4.556 559 569 580 rBvV 98644 281729 1.03% 0.252%
13  4.715 581 595 632 rVW 3479395 9907095 36.24% 8.871%
14 5.385 694 705 713 rBV 174927 510393 1.87% 0.457%
15 5.550 724 732 753 rVB 280259 814219 2.98% 0.729%
16 5.958 788 799 803 rBV 164684 416788 1.52% ©.373%
17 6.044 803 813 834 rVV 5451014 14852782 54.33% 13.300%
18 6.763 921 931 953 rVB 427855 1046269 3.83% 0.937%
19 7.202 993 1003 1024 rBV 234092 548531 2.01% 0.491%
20 7.452 1038 1044 1061 rVB 242731 495065 1.81% 0.443%
21 7.897 1105 1117 1137 rBV 132309 278257 1.02%  0.249%
22 8.647 1233 1240 1246 rBV 866554 1437157 5.26% 1.287%
23 8.720 1246 1252 1269 rVB 16336627 27339649 100.00% 24.481%
24 10.055 1459 1471 1483 rBV 984577 1394970 5.10% 1.249%
25 10.195 1488 1494 1505 rVV 1855856 2499340 9.14%  2.238%
26 10.299 1505 1511 1527 rVB 5816067 7892259 28.87% 7.067%
27 10.579 1552 1557 1562 rBV 311832 430798 1.58% 0.386%
28 10.640 1562 1567 1582 rVB 3216360 4130492 15.11% 3.699%
29 11.079 1634 1639 1651 rVB 917112 1178164 4.31% 1.055%
30 11.378 1683 1688 1696 rVV 701575 1169686 4.28% 1.047%
31 11.451 1696 1700 1711 rVB 315724 387470  1.42% 0.347%
32 11.610 1721 1726 1733 rBV 329559 422797 1.55% 0.379%
33 11.750 1745 1749 1756 rVB 1373768 1677167 6.13% 1.502%
34 12.018 1788 1793 1800 rBV 1268162 1587255 5.81% 1.421%
35 12.085 1800 1804 1810 rVB 503915 607178 2.22% 0.544%

36 12.244 1822 1830 1838 rBV2 440689 694356 2.54% 0.622%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX038675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_X\Method\82X110723W.M
Title : SW846 8260

37 13.292 1997 2002 2007 rVB2 340112 437725 1.60% 0.392%
38 13.774 2074 2081 2088 rVB 506589 637678 2.33% 0.571%

39 14.225 2149 2155 2163 rBV 160556 283147 1.04% 0.254%
40 14.634 2214 2222 2226 rBV2 205277 337591 1.23% 0.302%

Sum of corrected areas: 111677372
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 05287-02
: 5.0mL/MSVOA_X/WATER
: 8 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\

: VX038675.D
: 09 Nov 2023 13:09

JC/MD

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX@38675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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 Butane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.368 49.23 ug/l 801685  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Isobutane 58 C4H10 000075-28-5 9
3 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 9
4 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
5 Acetone 58 C3H60 000067-64-1 4
Abundance  Scan 46 (1.368 min): VX038675.D\data.ms (-41) (-) m/z 43.10 100.00%
43.1
e e mmat o
M 58“0 1.20 1.40 1.60 1.80
0l ettt 80 P80 sz 41,10 41.28%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #264: Butane
43.0
5000 290 LI L L L L L
120 1.40 1.60 1.80
39.10  20.25%
15.0 58.0
O \\\‘.\\\\’\i‘\\‘\\1\‘\\\\‘i!}\\i\\\‘!‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane
43.0
1.20 140 1.60 1.80
5000 m/z 58.05 15.63%
27.0
o 10 180 “ | 570
L B B R O R S R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2429: Propane, 1-nitro- B e
43.0 1.20 140 1.60 1.80
27.0 m/z 42.10 14.31%
5000
0 15\0 s H\ 570 72.0
e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX@38675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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 Butane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.752 22.46 ug/l 365780  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 42
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
5 1-Butanesulfonyl chloride 156 C4H9C102S 002386-60-9 12
Abundance Scan 109 (1.752 min): VX038675.D\data.ms (-104) (-) m/z 43.10 100.00%
43.1
57.0
5000
‘ 72.1 1.40 1.60 1.80 2.00
Ol e ettt e 841 myz 41010 92.20%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L L L B I BN I
29.0 1.40 1.60 1.80 2.00
m/z 42.10 83.28%
72.0
150 A ! J
0\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol
42.0
310 1.40 1.60 1.80 2.00
5000 m/z 57.05 77 .55%
57.0 720
0 150 [ Sl
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #807: Pentane
43.0 1.40 1.60 1.80 2.00
m/z 39.10 34.51%
5000
27.0
15.0 ‘ 570 720
0 H‘%Q‘w‘M]“m“u‘wp:‘w‘mk‘u“ﬂ“w“w“
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX@38675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.099 1328.04 ug/l 21626400  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 86
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 L-Lactic acid 90 C3H603 000079-33-4 2
Abundance Scan 166 (2.099 min): VX038675.D\data.ms (-152) (-) m/z 45.10 100.00%

45.1
5000

1.80 2.00 2.20 2.40

70.1 94.0 127.2 o
b e O 940 1272 n/z 46.10 44.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #106: Ethano
31.0
5000 45.0 R R

1.80 2.00 2.20 2.40
m/z 43.05 23.67%

w0 || )
H\‘HH‘\H\‘\H\‘H\\‘\\H’\H\‘HH’HH‘HH’HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #109: Dimethyl ether
45.0

1.80 2.00 2.20 2.40

o

m/z 42.10 9.14%
5000 29.0
15.0
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #103: Methane, nitroso- o  ARA RS
30.0 1.80 2.00 2.20 2.40
45.0 m z 44.05 2.79%
5000
15.0
oww\l‘WmWW,Wm,uH_m,wWW‘ ISR 5 S NN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX@38675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.160 19.53 ug/l 317983  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86
3 2-Pentene 70 C5H10 000109-68-2 86
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
5 2-Pentene, (E)- 70 C5H10 000646-04-8 78
Abundance Scan 176 (2.160 min): VX038675.D\data.ms (-172) (-) m/z 55.10 100.00%
553.1
5000 70.1
39.1
R e RO
‘ H 1.80 2.00 2.20 2.40
Oty 820 938 /7 70,10 44.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
410 70.0 1.80 2.00 2.20 2.40
200 | m/z 39.10  27.46%
O
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0
1.80 2.00 2.20 2.40
5000 39.0 700 m/z 42.10  25.03%
27.0
O bt
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #633: 2-Pentene /‘\,mwm‘mwuw
55.0 1.80 2.00 2.20 2.40
m/z 41.10 19.48%
5000 42.0 70.0
29 0
“““““
m/z--> 10 20 30 40 50 60 70 80 90 100 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX@38675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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 2-Butene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.215 38.67 ug/l 629683  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
2 2-Pentene, (E)- 70 C5H10 000646-04-8 87
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 81
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
Abundance Scan 185 (2.215 min): VX038675.D\data.ms (-180) (-) m/z 55.10 100.00%
5I:
5000 70.1
39.1

R

“ ‘ 1.80 2.00 2.20 2.40 2.60
om‘m‘_m_m;”"gh‘J"“““,““59:9‘9‘1‘-3‘”, m/z 70.10  47.69%

m/z--> 10 20 30 40 60 70 80 90

Abundance #647.2-Butene,24nethyk

55.0
5000 70.0
41.0 1.80 2.00 2.20 2.40 2.60
29.0 m/z 39.10 28.60%
150 ‘ ‘ ‘ | ‘ NN
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’1\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #642: 2-Pentene, (E)-
55.0
1.80 2.00 2.20 2.40 2.60
5000 30.0 70.0 m/z 41.10 25.72%
29.0
okttt ke
m/iz--> 10 20 40 50 60 70 80 90
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10 19.04%
5000 39.0 70.0
27.0
so |
om_m_m_m!}uH;M“:“HH,HH_m_m TINVAU SRV, S
m/z--> 10 40 50 60 70 80 90 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX@38675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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 Isopropyl Alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.532 19.91 ug/l 324298  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40
3 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 40
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 237 (2.532 min): VX038675.D\data.ms (-230) (-) m/z 45.10 100.00%

45.1
5000 A
R AREEEEERE S
2.20 2.40 2.60 2.80
O voprr e e m/z 43.10 22.03%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #342: Isopropyl Alcohol
45.0
2.20 2.40 2.60 2.80
27.0 m/z 41.05 9.01%
15.0 ‘ ‘ 59.0
O\\\‘\\\\‘\}‘\\“\\‘1\“‘\\\i“‘}}i\‘\\\\“‘\\\\’\\\\’\\\\’\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2366: Propane, 2-ethoxy-
45.0
2.20 2.40 2.60 2.80
5000 m/z 39.10 8.06%
73.0
15.0 270 59.0
. T | AT R N N
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2327: Formic acid, 1-methylethyl ester
45.0 2.20 2.40 2.60 2.80
m/z 42.05 5.54%
5000
270 73.0
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_X\Data\VX110923\
Data File : VX@38675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
. SW846 8260

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 7 1-Butanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.202  26.21 ug/l 548531 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 86
2 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 40
3 Oxetane, 3,3-dimethyl- 86 C5H100 006921-35-3 38
4 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 9
5 Formic acid, butyl ester 102 C5H1002 000592-84-7 9
Abundance Scan 1003 (7.202 min): VX038675.D\data.ms (-993) (-) m/z 56.10 100.00%
56.1
41.1
5000
PR e TR e
‘ 731 6.80 7.00 7.20 7.40 7.60
Ol et S AL m/z 41,10 68.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #966: 1-Butano
56.0
31.0
5000 B L LR B N
6.80 7.00 7.20 7.40 7.60
m/z 43.05 51.57%
O 15‘073.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13926: 3,4-Dimethyldihydrofuran-2,5-dione
56.0
41.0 R R
6.80 7.00 7.20 7.40 7.60
5000 m/z 42.10 27 .30%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1991: Oxetane, 3,3-dimethyl- R e AR
56.0 6.80 7.00 7.20 7.40 7.60
m/z 39.10 20.70%
41.0
5000
27,0
P O - Y NN B /NS NN A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX@38675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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 2-Pentanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.452  23.66 ug/l 495065  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 87
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64
3 2,3-Butanedione 86 C4H602 000431-03-8 37
4 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 9
5 2,3-Pentanedione, 4-methyl- 114 C6H1002 007493-58-5 9

Abundance Scan 1044 (7.452 min): VX038675.D\data.ms (-1038) (-) m/z 43.10 100.00%

43.1
86.1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
581 711 7.20 7.40 7.60 7.80
obe el Ll wz se.10 24.67%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1918: 2-Pentanone
43.0
5000
7.20 7.40 7.60 7.80
86.0 m/z 41.10 12.19%
27.0 58.0 71.0
0\\\‘\175\.()\‘\\\‘\‘\\\\“1\‘\\‘\\\!‘\\\\“\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1989: 2-Butanone, 3-methyl-
43.0
o ARBENSEEE RS aEE
7.20 7.40 7.60 7.80
5000 m/z 71.10 11.11%
86.0
27.0
0 ‘ Il Ly 55'0 7]‘_‘0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1861: 2,3-Butanedione S GARmmEa R
43.0 7.20 7.40 7.60 7.80
m/z 58.10 8.85%
5000
86.0
0 150 290 | 530
e e e e e R RRREEREEE
m/z--> 10 20 30 40 50 60 70 80 90 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX@38675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.378 36.85 ug/l 1169690 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1688 (11.378 min): VX038675.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.2 fk
—
77.1 911
39.0 63.1 M ‘ | 11.00 ll 50
Oty e e e e m/z 120.20  32.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T M '
120.0 11.00 11.50
m/z 91.10 12.29%
39.0 77.0 91.0
O H‘H\\‘2\\5\‘10‘\\H“HHH\H?:\B‘\‘\()\‘H\‘H‘HH‘HH‘\‘\1\‘\\‘\\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
— e
11.00 11.50
5000 m/z 77.10 11.38%
120.0
77.0 91.0
39.0
Ol 2B e foreiion e e Ml
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 11.00 11.50
m/z 106.10 8.95%
5000 120.0
28.0 77.0 91.0 j\/\
51.0 :
S Y L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11. 00 11. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX@38675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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 Benzene, 2-propenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.244  21.87 ug/l 694356 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 83
2 Indane 118 C9H10 000496-11-7 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
Abundance Scan 1830 (12.244 min): VX038675.D\data.ms (-1822) (| m/z 117.10 100.00%
11y.1
5000
910 LJ\L — MA
39.1 63.1 ‘ 134.2 12.00 12.50
Obrrprrre et gt st Al 2252 sz 118,10 54.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
117.0
5000 —f —
91.0 12.00 12.50
39.0 65.0 m/z 115.10  33.10%
O\\‘\\\\‘\H\‘H\1“‘\\\\“‘\‘\\1‘}‘i‘u‘\HH‘H\\‘i}\\\‘1‘\\\‘\\1\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10178: Indane
117.0 jL
{ Y | PN | DU ¥
12.00 12.50
5000 m/z 91.05 15.95%
39.0 580 91.0
0‘wHH‘Hm_HW‘HﬁHANUHZ%RHHHHHNHWHLHHH_HW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.15 9.62%
5000 91.0
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110923\
Data File : VX038675.D

Acqg On : 09 Nov 2023 13:09
Operator : JC/MD

Sample : 05287-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane 1.368 49.2 ug/l 801685 1 5.556 814219 50.0
Butane, 2-methyl- 1.752 22.5 wug/l 365780 1 5.556 814219 50.0
Ethanol 2.099 1328.0 ug/l 21626400 1 5.556 814219 50.0
Cyclopropane, 1... 2.160 19.5 wug/l 317983 1 5.556 814219 50.0
2-Butene, 2-met... 2.215 38.7 ug/l 629683 1 5.556 814219 50.0
Isopropyl Alcohol 2.532 19.9 wug/l 324298 1 5.556 814219 50.0
1-Butanol 7.202 26.2 ug/l 548531 2 6.763 1046270 50.0
2-Pentanone 7.452 23.7 ug/l 495065 2 6.763 1046270 50.0
Benzene, 1l-ethy... 11.378 36.9 ug/l 1169690 4 12.018 1587260 50.0
Benzene, 2-prop... 12.244 21.9 wug/l 694356 4 12.018 1587260 50.0
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