LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X013024W.M

Title : SW846 8260

Signal : TIC: VX@40052.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.142 6 9 19 rVvB 57360 59741 3.60% 0.728%
2 1.447 56 59 71 rBV 1424059 1658443 100.00% 20.203%
3 2.050 150 158 170 rBV 30029 50306 3.03% 0.613%
4 2.288 191 197 206 rBV 96234 154784 9.33% 1.886%
5 2.373 206 211 229 rVB 51316 86588 5.22% 1.055%
6 2.532 230 237 244 rBV 8657 17128 1.03% 0.209%
7 3.324 357 367 380 rBvV2 9528 22394 1.35% 0.273%
8 4.227 505 515 531 rBV 70872 188971 11.39%  2.302%
9 4.562 560 570 585 rBvV 10854 32741 1.97% 0.399%
106 5.385 695 705 719 rBV 54490 157183 9.48%  1.915%
11 5.550 722 732 753 rVB 87980 248506 14.98%  3.027%
12 5.958 789 799 809 rBV2 63667 169395 10.21% 2.064%
13 6.757 919 930 947 rBvV 141826 351868 21.22% 4.286%
14 7.208 996 1004 1019 rBV 35872 91755 5.53% 1.118%
15 7.580 1059 1065 1073 rBvV2 24361 48787 2.94% 0.594%
16 8.647 1234 1240 1248 rBV 315157 491191 29.62% 5.984%
17 8.769 1256 1260 1270 rVB 8717 16637 1.00% 0.203%
18 9.238 1332 1337 1347 rBV2 11436 23527 1.42% 0.287%
19 9.518 1379 1383 1392 rBV 33468 48827 2.94% 0.595%
20 10.055 1464 1471 1482 rBV 334281 467201 28.17% 5.691%
21 10.152 1482 1487 1492 rBV2 16103 25650 1.55% 0.312%
22 10.305 1508 1512 1519 rVB2 21623 34113 2.06% 0.416%
23 10.445 1528 1535 1541 rBV3 20522 30827 1.86% 0.376%
24 10.506 1541 1545 1551 rVB 15367 20644 1.24% 0.251%
25 10.683 1570 1574 1581 rVB 44095 60276 3.63% 0.734%
26 10.750 1581 1585 1595 rBvV2 114871 184272 11.11% 2.245%
27 11.079 1634 1639 1644 rBV 292422 362356 21.85% 4.414%
28 11.134 1644 1648 1655 rVB2 18485 27835 1.68% 0.339%
29 11.280 1668 1672 1675 rBV 16191 21195 1.28% 0.258%
30 11.573 1714 1720 1722 rBV2 47147 59732 3.60% 0.728%
31 11.603 1722 1725 1733 rVWV 49433 82068 4.95% 1.000%

32 11.683 1733 1738 1746 rVV 894976 1022751 61.67% 12.459%
33 11.987 1781 1788 1790 rBV 123997 154608 9.32%  1.883%
34 12.018 1790 1793 1802 rVB 391429 520556 31.39% 6.341%
35 12.219 1820 1826 1836 rBV 693182 937112 56.51% 11.416%

36 12.305 1836 1840 1849 rVV6 34867 81517 4.92% ©.993%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X013024W.M

Title : SW846 8260

37 12.414 1853 1858 1863 rVB 33300 45503 2.74% 0.554%

38 12.597 1884 1888 1893 rVBS5 12523 19607 1.18% 0.239%

39 13.609 2046 2054 2060 rBv4 16760 30080 1.81% 0.366%

40 13.676 2060 2065 2070 rVV 50826 60470 3.65% 0.737%

41 14.030 2117 2123 2127 rBV2 15513 20310 1.22% 0.247%

42 14.140 2137 2141 2150 rVB 16471 21462 1.29% 0.261%
Sum of corrected areas: 8208917
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.M
Quant Title : SW846 8260

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

Abundance TIC: VX040052.D\data.ms
1400000 1.447

1200000

1000000

800000

600000

400000

200000 )

142 : 4.227 388250 5958
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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

Abundance TIC: VX040052.D\data.ms
1400000

o

1200000
1000000
800000
600000
400000
8.647 10.055 11.079

200000 6.757
o /\¥ 7208 7.580 8.769 9.238 9518

T [ — L T L T T |
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX040052.D\data.ms
1400000

10.750
.6
L mef iR ihman

1200000
1000000
11.683

800000
12.219

600000

400000 12.018

200000 11.987
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T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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30314 597 138¢9° 1408040
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Time--> 12.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: P1282-02
: 5.0mL/MSVOA_X/WATER
: 21 Sample Multiplier: 1

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\

: VX040052.D
: 31 Jan 2024 17:00

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.M

Quant Title

TIC Library

. SW846 8260

: 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 Propane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
1.142 12.02 ug/l 59741  Pentafluorobenzene 5.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propene 42 C3H6 000115-07-1 9
3 Cyclopropene 40 C3H4 002781-85-3 2
4 Alanine 89 C3H7NO2 000056-41-7 2
5 Ethanamine, 2-propoxy- 103 C5H13NO 042185-03-5 2
Abundance Scan 9 (1.142 min): VX040052.D\data.ms (-6) (-) m/z 44.10 100.00%
4.1
5000
38.1 \\\‘\\\\‘\\\\‘H\\‘\\\\‘\\
M‘ 1.201.301.401.50
o e m/z 43.10 98.03%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
5000 L R R R B I R
0 1.201.301.401.50
a4 m/z 39.10  79.15%
15.0 380 H
O\\H\H\‘H\\‘HH‘H\{}HHZ‘]T.\OH‘EH i\H\‘\H!i!l\\‘\\\\‘\\\\‘
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
AT R
1.201.301.401.50
m/z 41.10 66.52%
5000 270
ol 10 120210 | 1L
e e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #54: Cyclopropene AR ARARRERN
39.0 1.201.301.401.50
m/z 42.10 25.76%
5000
26.0
) Syt £ 1¥ VS U T -
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.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 Acetaldehyde Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.447 333.68 ug/l 1658440  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Propane 44 C3H8 000074-98-6 5
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Hydrogen isocyanate 43 CHNO 000075-13-8 3

Abundance  Scan 59 (1.447 min): VX040052.D\data.ms (-56) (-) m/z 44.05 100.00%

44.0
5000 A
R R EEREE R
1.20 140 1.60 1.80
60.2 81.0 o
O e e e e || M/z 43.85  57.30%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #80: Acetaldehyde
29.0
44.0
5000 L L DL LA B
15.0 1.20 1.40 1.60 1.80
m/z 42.10 19.09%
OH’HH‘H}!“HH‘HH"M}‘\H\‘\H\‘1‘\\\"\\H‘\H\‘\H\‘\\H’HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #88: Propane
29.0
R A EEREE
1.20 1.40 1.60 1.80
5000 m/z 41.05 8.02%
44.0
150 H
0H,m‘m}m“m,!uimﬁmmu,m‘mWm“m,m‘me‘m‘mw
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #84: Ethylene oxide AT““‘H“““‘_“
29.0 1.20 1.40 1.60 1.80
44.0 o
m/z 45.10 2.71%
15.0
5000
OreprrrpriHbrrrrrrs e ey R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.050 10.12 ug/l 50306  Pentafluorobenzene 5.550

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 7
4 Propanedioic acid, dihydroxy- 136 C3H406 000560-27-0 4
5 Formic acid 46 CH202 000064-18-6 4

Abundance Scan 158 (2.050 min): VX040052.D\data.ms (-150) (-) m/z 45.10 100.00%

45.1
5000
R ARENAREARE
‘ 1.80 2.00 2.20 2.40
Ol 8L sz 46.10 36.43%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #106: Ethano
31.0
5000 45.0 L o Y B B
1.80 2.00 2.20 2.40
m/z 43.10 19.69%
150 \‘\ \‘
O\\\’\\‘\\“\\‘\}‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\’\\\\‘
miz--> 10 20 30 40 50 60 70 80 90
Abundance #110: Dimethyl ether
458.0
29.0
R ATEEEE R
15.0 1.80 2.00 2.20 2.40
5000 m/z 42.10 8.57%
0‘H,;‘!m‘Hw{“‘H‘HH‘HH‘HH‘HH,HH‘
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #103: Methane, nitroso-
30.0 1.80 2.00 2.20 2.40
45.0 m/z 44.05 4.36%
5000
15.0
om,m‘_m\l"HwM:1‘_”‘_”””,””‘ S A
m/z--> 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.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 Propanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.288 31.14 ug/l 154784  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethylene oxide 58 C3H60 000503-30-0 9
3 .alpha.-Pinene, 10-(dimethylamin... 193 C13H23N 015063-97-5 9

4 Propylene oxide 58 C3H60 000075-56-9 7
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 7

Abundance Scan 197 (2.288 min): VX040052.D\data.ms (-191) (-) m/z 58.05 100.00%

58.0
5000

2.00 2.20 2.40 2.60

37 9
Ot e e m/z 57.18  27.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #247: Propanal
29.0 58.0
5000 L L B LA A AL

2.00 2.20 2.40 2.60
m/z 39.00 7.42%

O\\\‘\‘\\'u'u‘\\”““\\\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
mi/z--> 20 40 60 80 100 120 140 160 180
Abundance #256: Trimethylene oxide
28.0
AW

2.00 2.20 2.40 2.60

5000 58.0 ITI z 42.10 6.81%
OLW,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #68052: .alpha.-Pinene, 10-(dimethylaminomethyl)-
58.0 2.00 2.20 2.40 2.60

m/z 38.00 4.92%

5000
0 %00, | 910 119.0 148.0 193.0
e

m/z--> 20 40 60 80 100 120 140 160 180 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.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 Butanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4,227 38.02 ug/l 188971  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
3 Methacrolein 70 C4H60 000078-85-3 27
4 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 25
5 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 23
Abundance Scan 515 (4.227 min): VX040052.D\data.ms (-505) (-) m/z 44.05 100.00%
44.0
72.1
5000
57.1
R RN R
a7, ‘ 4.00 4.20 4.40 4.60
O Frprrrrprrer R e m/z 43.10  94.64%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #737: Butanal
27.0 44.0
72.0
5000 LA R R R I R R
4.00 4.20 4.40 4.60
15.0 57.0 m/z 41.10 84.32%
“ ‘ 331\‘ ‘ ‘ |
O \‘HH‘HH‘HH‘HH“\ T iHH‘HH T ‘\\HiHHiHH‘\\H‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #782: Propanal, 2-methyl-
43.0
P T
720 4.00 4.20 4.40 4.60
5000 ' m/z 72.10 69.98%
27.0
0 15.0 H‘ 36,0,/ | 50'05\’7\'0 |
e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #595: Methacrolein R E e ARREE
41.0 4.00 4.20 4.40 4.60
m/z 39.10 47.35%
70.0
5000
27.0
owwwmww:l‘l‘mwl!‘l‘;W?ﬂ}?w‘_wml‘mww A o
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX@40052.D

Acqg On : 31 Jan 2024 17:00

Operator JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.M
. 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 1-Butanol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
7.208 13.04 ug/l 91755 1,4-Difluorobenzene 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H1e0 000071-36-3 64
2 2-Butene 56 C4H8 000107-01-7 50
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 36
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 10
5 Pentane 72 C5H12 000109-66-0 10
Abundance Scan 1004 (7.208 min): VX040052.D\data.ms (-996) (-) m/z 56.10 100.00%
56.1
41.1
5000
R e L RN
‘ 791 6.80 7.00 7.20 7.40 7.60
b R m/z 41010 81.72%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #968: 1-Butano
31.0 56.0
41.0
5000 DL R LA B R
6.80 7.00 7.20 7.40 7.60
m/z 43.10  59.04%
O\\\‘?‘?;O\“\\}H‘\‘\\IM\H\\‘\\“\‘\\\\‘7\3.\(?\’\\\\‘\
miz--> 10 20 30 40 50 60 90
Abundance #194: 2-Butene
41.0
L SnN SRR CREL S
28.0 6.80 7.00 7.20 7.40 7.60
5000 56.0 m/z 42.10  32.70%
|
0““‘M““!ww“Wll‘uwhh“_“““H,““‘
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1694: Propane, 2-cyclopropyl- AR AR e SRR
56.0 6.80 7.00 7.20 7.40 7.60
41.0 m/z 39.10 29.82%
5000
27.0 69.0
80 Ll e
.
m/z--> 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40 7.60

82X013024W.M Thu Feb 01 15:43:20 2024

Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.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 7 4-Heptanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.750  19.72 ug/1 184272  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol 116 C7H160 000589-55-9 59
2 1-Hepten-4-o0l 114 C7H140 003521-91-3 50
3 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 40
4 Oxalic acid, cyclobutyl heptyl e... 242 C13H2204 1000309-69-8 38
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 37

Abundance Scan 1585 (10.750 min): VX040052.D\data.ms (-1581) (- m/z 55.10 100.00%

55.1
73.1
5000 43.1
105 1100
98.2 1142 : :
o_m_m_H“Mm_m“ewu‘ilm‘5‘5""2*‘””“””““‘” m/z 73.10  74.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9446: 4-Heptanol
55.0
73.0
5000 - — L
43.0 10.50 11.00
270 m/z 43.10 49.33%
e 98.0
O‘\\\\‘\\i{‘\\\\il\‘\\‘\‘\\\‘\\\\‘i‘\}\\‘\\\\‘\\\}‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8436 1-Hepten-4-ol
55.0
e ==
73.0 10.50 11.00
5000 430 m/z 41.05  31.27%
27.0 ‘
0‘HH‘H?‘{H\HWH‘H“\‘\U\‘H\‘\‘i‘\}u“\\\\“9\6\.\0‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9487: 3-Hexanol, 2-methyl- P T
55.0 73.0 10.50 11.00
m/z 39.10 16.43%
43.0
5000 27.0
Ot e el 870 1010 AUSS e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.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 4-Heptanol, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.603 7.88 ug/1 82068 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol, 3-methyl- 130 C8H180 001838-73-9 83
2 4-Heptanol, 2-methyl- 130 C8H180 021570-35-4 53
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 47
4 Pentanoic acid, 2-(aminooxy)- 133 C5H11NO3 005699-55-8 42
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 35
Abundance Scan 1725 (11.603 min): VX040052.D\data.ms (-1722) (- 55.10 100.00%
553.1
73.1
5000

1150 12,00
1122
o<F "“Mw“‘94‘9‘””_“13‘%'9 m/z 73.10 57.03%

m/z--> 20 40 80 100 120 140
Abundance #15704: 4-Heptan0|, 3-methyl-
58.0
73.0

5000
11 50 12 00
29.0 m/z 43.10 27.16%
wo | ) Al o
0““”\“““1““‘\”‘w“‘w“lw“‘w‘
m/z--> 40 100 120 140
Abundance #15720: 4—Heptan0|, 2-methyl-
55.0
3.0 1150 12.00
5000 27.0 ITI/Z 41.10 26.51%
O ol . 88O 11201280 AA
m/z--> 20 40 60 80 100 120 140
Abundance #9528: 3-Pentanol, 2,4-dimethyl-
73.0 11 50 12 00

m/z 45.10 24.92%

55.0
5000
39
0,150 | mfﬁ I 99.0 114.0

m/z--> 20 40 60 80 100 120 140 ll 50 12 00

82X013024W.M Thu Feb 01 15:43:22 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX@40052.D

Acqg On : 31 Jan 2024 17:00

Operator JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Butanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.683 98.24 ug/l 10227560 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 90
2 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 72
3 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 72
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 64
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 59

Abundance Scan 1738 (11.683 min): VX040052.D\data.ms (-1733) (- m/z 71.10 100.00%
71.1
89.1
5000 43.1
‘ ‘ 6 11.50 12.00
bt I A8 mjz 89.10 53.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24131: Butanoic acid, butyl ester
71.0
43.0 89.0
5000 1
1150 12.00
m/z 43.10 49.31%
miz--> 20 40 60 80 100 120 140 160
Abundance #24220: Butanoic acid, 2-methylpropyl ester
71.0
—A—
1150 12.00
5000 43.0 m/z 56.05 45.46%
89.0
TR I O N T R
m/z--> 20 40 60 80 100 120 140 160
Abundance #75741: Butanoic acid, octyl ester — —
71.0
43.0 11.50 12.00 .
89.0 m/z 41.10 39.63%
5000
112.0
0 26 | \H‘ by “ 143.0 J\
! e — ——
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.219 90.01 ug/l 937112 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 2-Ethyl-1-hexanol, methyl ether 144 CS9H200 1000365-10-2 47

Abundance Scan 1826 (12.219 min): VX040052.D\data.ms (-1820) (- m/z 57.10 100.00%

57.1
5000
83.0

39F ‘ 1200 1250
112.2
M m/z 39.95%

m/z--> 20 40 60 100 120 140 160
Abundance #15692.1-HexanoL2-eﬂwL
57.0

5000 ‘
1200 1250

o

29.0 83.0 m/z 43.85  32.14%
\\\ “ﬁ \“ | uzo
O\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
= o
12.00 12.50
5000 ITI/Z 55.05 29.68%
290‘ 83.0
oo A L 120
m/z--> 20 40 60 80 100 120 140 160
Abundance #92371: Heptane, 1,1'-oxybis- = ——
57.0 12.00 12.50
m/z 70.10 23.14%
5000
29.0 98.0
o L e om0 ang
e e A e e e e e —— —
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013124\
Data File : VX040052.D

Acqg On : 31 Jan 2024 17:00
Operator : JC/MD

Sample : P1282-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X013024W.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|
Propane 1.142 12.0 ug/l 59741 1 5.550 248506 50.0
Acetaldehyde 1.447 333.7 wug/l 1658440 1 5.550 248506 50.0
Ethanol 2.050 10.1 ug/l 50306 1 5.550 248506 50.0
Propanal 2.288 31.1 ug/1 154784 1 5.550 248506 50.0
Butanal 4.227 38.0 ug/l 188971 1 5.550 248506 50.0
1-Butanol 7.208 13.0 ug/l 91755 2 6.757 351868 50.0
4-Heptanol 10.750 19.7 ug/l 184272 3 10.055 467201 50.0
4-Heptanol, 3-m... 11.603 7.9 ug/l 82068 4 12.024 520556 50.0
Butanoic acid, ... 11.683 98.2 ug/l 1022750 4 12.024 520556 50.0
1-Hexanol, 2-et... 12.219 90.0 ug/l 937112 4 12.024 520556 50.0
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