LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : N4614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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\82X091922W.M

Title : SW846 8260

Signal : TIC: VX@31586.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.264 26 29 40 rBV 717751 686463 1.43% 0.289%
2 1.368 40 46 53 rVV 2939471 3109719 6.47% 1.310%
3 1.429 53 56 63 rVW 473078 526494 1.10% 0.222%
4 1.49% 63 67 78 rVB 463393 480836 1.00% 0.203%
5 1.746 103 108 121 rVB 4913589 6261494 13.03% 2.637%
6 1.904 129 134 138 rBV 587044 773578 1.61% 0.326%
7 1.953 138 142 155 rVV2 1911011 2849068 5.93% 1.200%
8 2.069 155 161 169 rVV 2027630 2681042 5.58% 1.129%
9 2.160 176 176 181 rVV 1167647 1762614 3.67% 0.742%
10 2.215 181 185 196 rVB 1601369 2181637 4.54% 0.919%
11  2.752 258 273 281 rBV2 438943 1253273 2.61% 0.528%
12 2.825 281 285 288 rvVv 372557 727397 1.51% 0.306%
13  2.867 288 292 306 rVB2 545367 1247085 2.60% 0.525%
14 3.105 320 331 352 rVB2 306911 722741 1.50% 0.304%
15 4.306 517 528 540 rVB 695522 1914646 3.98% 0.806%
16 5.477 711 720 728 rBV 222905 655434 1.36% 0.276%
17 6.050 803 814 826 rVB 7325092 18582784 38.67% 7.827%
18 6.251 842 847 858 rVB2 216428 630113 1.31% 0.265%
19 7.379 1020 1032 1040 rBV4 239269 630442 1.31% 0.266%
20  8.653 1235 1241 1246 rVB 505095 775051 1.61% 0.326%

21 8.726 1246 1253 1260 rBV 10561509 16114947 33.54% 6.787%
22 10.055 1461 1471 1476 rBV 345249 510251 1.06% 0.215%
23 10.202 1489 1495 1500 rBV 9096802 12251889 25.50% 5.160%
24 10.317 1506 1514 1519 rVB 31255269 48051932 100.00% 20.239%
25 10.647 1562 1568 1574 rVB 13409740 17166691 35.73% 7.230%

26 10.964 1613 1620 1626 rVB 588777 737600 1.54% 0.311%
27 11.079 1634 1639 1645 rBV 677792 883020 1.84% ©.372%
28 11.305 1668 1676 1683 rBV 1562711 1915300 3.99% ©.807%
29 11.384 1683 1689 1696 rBV 9262590 16063032 33.43% 6.766%
30 11.451 1696 1700 1706 rVB 4425591 5493211 11.43% 2.314%

31 11.616 1721 1727 1736 rBV 4246521 5305644 11.04%  2.235%
32 11.756 1744 1750 1755 rBV 15585079 18752354 39.03% 7.898%
33 12.024 1789 1794 1799 rVB2 623551 852218 1.77% ©.359%
34 12.091 1799 1805 1810 rBV 4596432 5755647 11.98%  2.424%
35 12.244 1824 1830 1838 rBV2 4107782 6052813 12.60%  2.549%

36 12.317 1838 1842 1850 rVB2 1623273 2268378 4.72%  ©.955%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : N4614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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\82X091922W.M
Title : SW846 8260
37 12.463 1862 1866 1872 rVB 453962 531027 1.11% 0.224%
38 12.530 1872 1877 1879 rBV 955112 1184196 2.46% 0.499%
39 12.555 1879 1881 1886 rVB 904442 964128 2.01% 0.406%
40 12.616 1886 1891 1894 rBV 1545908 1871284 3.89% 0.788%
41 12.701 1900 1905 1913 rBV2 1117676 1633426 3.40% 0.688%
42 12.847 1924 1929 1934 rVB 510640 633223 1.32% 0.267%
43 12.921 1934 1941 1945 rBV 936843 1161651 2.42% 0.489%
44 12.963 1945 1948 1954 rVB 1456255 1637840 3.41% 0.690%
45 13.171 1978 1982 1986 rVB 1105450 1305063 2.72% ©0.550%
46 13.292 1997 2002 2007 rVB2 2445739 3177944 6.61% 1.339%
47 13.420 2019 2023 2031 rVB 643188 840841 1.75% 0.354%
48 13.774 2074 2081 2089 rBV 4507020 5999294 12.49%  2.527%
49 14.225 2149 2155 2163 rBV3 313441 628688 1.31% 0.265%
50 14.640 2210 2223 2233 rBV 3164137 4214209 8.77% 1.775%
51 14.780 2240 2246 2255 rBV 2185470 2771350 5.77% 1.167%
52 15.475 2354 2360 2366 rBV 444397 725022 1.51% 0.305%
53 15.615 2374 2383 2386 rBV 627495 972516 2.02% 0.410%
54 15.652 2386 2389 2397 rVB 384131 544736 1.13% 0.229%

Sum of corrected areas: 237423276
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.M
Quant Title : SW846 8260

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

Abundance TIC: VX031586.D\data.ms
3e+07

2.5e+07
2e+07
1.5e+07

1e+07
6.050

5000000 1.746

1.368 198 5
1264@2&96 19 41/%6-%@ 2.7%867 3.105 4.306 5.477 6.25:
'm#\\‘\\/\\/—TYAY*\\‘T\\\‘\\T\‘\WW\\J%W—F\/}\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\/\-\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ﬁr
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: VX031586.D\data.ms
3e+07 10.817

o

2.5e+07
2e+07
1.5e+07 10.647

8.726
1le+07 10.202 11.384

5000000 11.451

1.3
0 7.379 8.6 10.055 10§64AD791L A
T T [ — T I — —— T ‘J‘ (LA R
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX031586.D\data.ms

3e+07

2.5e+07

2e+07

11.756
1.5e+07

1le+07

50000001.616 12.093 244 13.774

a1 3213729 14.58P780
12.0 : 15@%@3@%@ 3-1@&3.420 14.995 j\ | 15 485462
‘ [ — T %J\‘ T I *F/\\ ‘ T T T T ‘ T T T T T T T T T T /‘g\ T T T ‘ T T ‘ T
Time--> 12.00 12,50 13.00 13.50 14.00 14,50 15.00 15.50 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX@31586.D

Acqg On : 22 Sep 2022 21:24

Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 1 Butane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1.368 237.23 ug/l 3109720  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 80
2 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9
3 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 9
4 Acetone 58 C3H60 000067-64-1 7
5 Isobutane 58 C4Hie 000075-28-5 4
Abundance  Scan 46 (1.368 min): VX031586.D\data.ms (-40) (-) m/z 43.05 100.00%
43.0 r
5000
58.1
120 140 1.60 1.80
360,//|, 500 /z 41.10 41.649
O Frrprrrrprerrprrrr e H e m/z . .64%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #265: Butane
43.0
5000
29.0 1.20 1.40 1.60 1.80
58.0 m/z 39.05  25.19%
150 |l s00 |
O H‘\\H‘\H\}HH‘HH‘HH‘HH‘H}\‘H }‘HHi\H\‘\}H‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #2435: Propane, 2-nitro-
43.0
120 140 1.60 1.80
5000 21.0 m/z 58.10  16.97%
0 15.0 “\‘6.‘\“ 570 710
e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #2429: Propane, 1-nitro- Ay “J\T‘
43.0 120 140 1.60 1.80
270 m/z 42.05 15.29%
5000
ol 180 360 | 540610 720
MmN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.20 1.40 1.60 1.80

82X091922W.M Fri Sep 23 17:01:24 2022

Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX@31586.D

Acqg On : 22 Sep 2022 21:24

Operator JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 2 Butane, 2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
1.746 477.66 ug/l 6261490  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 64
2 Pentane 72 C5H12 000109-66-0 36
3 3-Buten-1-o0l 72 C4H80 000627-27-0 33
4 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 25
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 25
Abundance Scan 108 (1.746 min): VX031586.D\data.ms (-103) (-) m/z 43.10 100.00%
43.1
57.0
5000
72.1 1.40 1.60 1.80 2.00
Ol L 972 s 4165 96.69%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10 88.19%
72.0
iso || T
O\\\‘\\\\’\\‘\\‘\\\\‘\\\i‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #806: Pentane
43.0
1.40 1.60 1.80 2.00
5000 27.0 ITI/Z 57.05 83.03%
15.0 ‘ ‘ 570 720
ol bl
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #750: 3-Buten-1-ol A
42.0 1.40 1.60 1.80 2.00
m/z 39.05 42.07%
5000
27.
57.0 720
I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Pentane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.953 217.34 ug/l 2849070  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 53
3 Isobutylene epoxide 72 C4H80 000558-30-5 47
4 Oxirane, ethyl- 72 C4H80 000106-88-7 40
5 Tetrahydrofuran 72 C4H80 000109-99-9 37
Abundance Scan 142 (1.953 min): VX031586.D\data.ms (-138) (-) m/z 43.10 100.00%
5000
57.1 72.1
36 50.0 ‘ 65.0 ‘ 200 1.60 1.80 2.00 2.20
Oreprrrrrrrrre e e e e m/z 42.10  59.02%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #809: Pentane
43.0
5000
1.60 1.80 2.00 2.20
. m/z 41.10 58.32%
27.0 570 .4 /
ok 150 [l 500, eso
\\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #726: Diaziridine,3,3-dimethyl-
32.0
41.0 1.60 1.80 2.00 2.20
5000 m/z 39.05 25.95%
54.0 720
O‘WHH_HWHH_HWH‘W‘M_J"MLH“HH_HWHH_HWHH“HWHH_H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #783ﬂsomﬂWeneepomde
41.0 1.60 1.80 2.00 2.20
m/z 57.10 18.63%
5000 27.0
72.0
15.0
il s0geTO
Ot prrre e et b prere e ey S ar
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.069 204.52 ug/l 2681040  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 87
2 2-Methyl-1-butene 70 C5H10 000563-46-2 87
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 86
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 72
Abundance Scan 161 (2.069 min): VX031586.D\data.ms (-155) (-) m/z 55.10 100.00%
55.1
5000
1.80 2.00 2.20 2.40
Ol 78920868 up 76,05 46.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0
5000 1.80 2.00 2.20 2.40
27.0 : : : :
m/z 39.10 30.61%
O' ‘\\i}‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #643: 2-Methyl-1-butene
55.0
1.80 2.00 2.20 2.40
5000 m/z 42.10 27.93%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #647: 2-Butene, 2-methyl-
55.0 1.80 2.00 2.20 2.40
m/z 41.10 22.52%
5000
29.0
0 \\\‘\H\NMNH“MHM\‘\H\‘\\H‘\m‘uu‘uu‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.384 942.42 ug/1 16063000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1689 (11.384 min): VX031586.D\data.ms (-1683) (- m/z 105.05 100.00%
105.1
5000 120.1 j\
270 911 — A
39.0 63.0 M ‘ I 11.00 11.50
O e e e e e m/z 120.05 37.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ! }\/\
120.0 11.00 11.50

m/z 91.10 13.62%

77.0 91.0
39.0
\\‘\]\-g‘o\\\\‘\\\\“\\\\“\\\\6‘%\‘(\)\‘\\\‘\“\\\\“}\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

o

11.00 11.50
5000 m/z 77.00 11.63%
120.0
77.0 91.0
P T NN, Y MY Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 j\
Abundance #10721: Benzene, 1-ethyl-4-methyl- ‘
105.0 11.00 11 50
m/z 106.10  10.26%
5000
120.0
77.0 91.0
P T NI, i Y P NG O PO 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\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616 311.28 ug/l 5305640 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1727 (11.616 min): VX031586.D\data.ms (-1721) (- m/z 105.10 100.00%

105.1
5000 /\

390 77.0 1150 1200
Ot b 4282 2070 7 170.10  34.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl- A
105.0
5000 ' f\j\ ]‘\ '

—r
11.50 12.00
91.10 12.00%

77.0
O\]-\5\‘0\\\3\9“(\)\‘\\“\‘\\\H‘\\‘\\‘H‘\\‘\H"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0

11.50 12.00
5000 m/z 76.95 10.57%

77.0
L e UL A O Y SN
m/z--> 20 40 60 80 100 120 140 160 180 200 A j\
Abundance #10691: Mesitylene

105.0 1150 1200
m/z 106.10 9.24%
5000
L O AN Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Benzene, 1,2,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.091 337.69 ug/l 5755650 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1805 (12.091 min): VX031586.D\data.ms (-1799) (- m/z 105.10 100.00%
105.1
5000 120.1
}\ DA A VDN
77.0
39.0 63.0 : 9]‘.0 | | 12.00 .
O e e e e m/z 120.05 47.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0 i e /\ —
12.00
m/z 77.00 10.68%
77.0 91.0
OH‘\\\\‘\2\\7\.‘()\\H“\H\i‘}‘\\M\‘\‘\\‘\H‘H‘HH“HH‘\M}\‘H‘\‘\“HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 /\
\
120.0 12 00
5000 m/z 119.10 10.67%
270 510 77.0 910 |
0‘WH‘WHJwH‘WH‘qh‘mme‘ﬂﬁ‘uqhuwﬂﬂw‘mmhuw‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 12.00
m/z 91.05 9.98%
120.0
5000
39.0 77.0 91.0
ob 350 o e S0 Ll
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 355.12 ug/1 6052810 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 59
5 Benzeneethanol, .beta.-ethenyl-.... 162 C11H140 040596-14-3 47
Abundance Scan 1830 (12.244 min): VX031586.D\data.ms (-1824) (| m/z 117.05 100.00%
117.1
ft A
91.0 —r4 —
39.1 63.0 ‘ L“I 12.00 12.50
bt el M 2070 /7 118,05 57.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 Ao -
12.00 12.50
m/z 115.10 34.40%
390 630 %0
O-\1\5\.(‘)\‘\\\“.\\H\\““\‘.H\“‘H“H“‘\H [T T T [T T[T T T T[T I T [TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0
12.00 12.50
m/z 91.05 16.61%
5000 91.0
51.0
0““2‘7‘:'9&_“‘1J““:‘ww”_u‘ww“‘m‘wH_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10 14.21%
5000 91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 3-Phenylbut-1-ene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.292 186.45 ug/l 3177940  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 83
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 83
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
Abundance Scan 2002 (13.292 min): VX031586.D\data.ms (-1997) (- m/z 117.05 100.00%
117.1
5000
91.0 ‘ ‘ ‘ ‘
39.0 650 | m 151.0 206.9 BB
Oty M L 290 SRS m/z 132,05 37.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
11v.0 Jl
5000 e Hong
13.00 13.50
91.0 m/z 119.10 31.78%
390 g5 ‘ ‘
O \‘\‘\\\“\\“”\‘h\‘\\ih"\\”\“m\\H‘\f‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
ey —
13.00 13.50
5000 m/z 115.10 29.60%
91.0
27.0 510 ‘
| Lyl n n il L fnin
) VPN M T Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)-
117.0 13.00 13.50
m/z 131.05 18.08%
5000 91.0
51.0
210‘
OF i ““H‘“w“‘,”mp‘:‘uu“us“muH_m‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.640 247.25 ug/l 4214210 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2223 (14.640 min): VX031586 D\data.ms (-2210) (- m/z 142.00 100.00%

2.0
5000
115.0

14 50 1500
39.0 63.0 89.0

ob 2 b e ATAL 2071 /s 141 00 85.06%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #22142: Naphthalene, 1-methyl-
142.0
5000

115.0 14 50 1500

114.95 33.19%

300, 931, 890 |
O‘\\\\‘\\H\\“\\‘\H\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0

14.50 15.00
5000 m/z 143.05 11.63%
115.0
ol 390,037, 830 |
et et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene
141.0 14 50 1500
115.0 m/z 139.05 11.52%
5000
63.0 890
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092222\
Data File : VX031586.D

Acqg On : 22 Sep 2022 21:24
Operator : JC/MD

Sample : Nd614-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 1.368 237.2 ug/l 3109720 1 5.556 655434 50.0
Butane, 2-methyl- 1.746 477.7 ug/l 6261490 1 5.556 655434 50.0
Pentane 1.953 217.3 ug/l 2849070 1 5.556 655434 50.0
Cyclopropane, 1... 2.069 204.5 ug/l 2681040 1 5.556 655434 50.0
Benzene, 1l-ethy... 11.384 942.4 ug/l 16063000 4 12.024 852218 50.0
Benzene, 1l-ethy... 11.616 311.3 ug/l 5305640 4 12.024 852218 50.0
Benzene, 1,2,4-... 12.091 337.7 wug/l 5755650 4 12.024 852218 50.0
Indane 12.244 355.1 ug/l 6052810 4 12.024 852218 50.0
3-Phenylbut-1-ene 13.292 186.4 wug/l 3177940 4 12.024 852218 50.0
Naphthalene, 1-... 14.640 247.3 ug/l 4214210 4 12.024 852218 50.0
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