LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82X051222W.M

Title : SW846 8260

Signal : TIC: VX@28770.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 12 rBV 384035 319089 3.00% 0.434%
2 1.355 40 44 53 rBvV 220930 250722 2.36% 0.341%
3 2.374 206 211 224 rVB 225579 372764 3.51% 0.507%
4 2.532 229 237 243 rBV 149719 271567 2.55% 0.369%
5 2.752 266 273 284 rVB 56081 106828 1.00% 0.145%
6 2.965 297 308 325 rBV2 1833046 3986401 37.49% 5.422%
7 3.697 415 428 449 rBV 3947096 10632097 100.00% 14.462%
8 4.196 501 510 523 rBV 221194 593835 5.59% 0.808%
9 4.556 561 569 581 rVB 86052 232909 2.19% 0.317%
106 4.995 630 641 658 rBV 65103 222096 2.09% 0.302%
11 5.385 693 705 716 rBv2 207898 613212 5.77% 0.834%
12 5.556 723 733 749 rVB 320008 920531 8.66% 1.252%
13 5.958 789 799 805 rBv2 211215 574234 5.40% 0.781%
14 6.044 805 813 831 rVV 1342214 4125483 38.80% 5.611%
15 6.202 831 839 851 rVv2 48857 156086 1.47% 0.212%
16 6.336 852 861 878 rVB2 116958 397774  3.74%  0.541%
17 6.763 921 931 951 rBV 531711 1259871 11.85% 1.714%
18 7.464 1040 1046 1053 rBV3 34785 110109 1.04% 0.150%
19 7.690 1072 1083 1098 rVB 113022 257470 2.42% 0.350%
20 8.336 1182 1189 1197 rBV 119176 206240 1.94% 0.281%
21 8.574 1222 1228 1234 rBV 109263 187678 1.77%  0.255%
22 8.653 1234 1241 1246 rVV 1054405 1694394 15.94% 2.305%
23 8.720 1246 1252 1260 rVB 3030612 4521277 42.52% 6.150%
24  8.854 1269 1274 1282 rVB2 68323 134325 1.26% 0.183%
25 9.019 1296 1301 1305 rBV2 62567 125655 1.18% 0.171%
26 9.068 1305 1309 1315 rVV 306961 470755 4.43%  0.640%
27 9.488 1373 1378 1387 rVV 1442659 2048412 19.27% 2.786%
28 9.732 1413 1418 1427 rVB 135303 210256 1.98% 0.286%
29 9.878 1436 1442 1449 rBV 353151 483688 4.55% 0.658%
30 10.055 1464 1471 1482 rVB 1210224 1611393 15.16% 2.192%

31 10.195 1488 1494 1500 rBV 2785900 3574613 33.62%
32 10.269 1501 1506 1507 rBV 225756 253083 2.38%
33 10.299 1507 1511 1521 rVB 2707554 3789932 35.65%
34 10.415 1521 15360 1532 rBV 209907 335218 3.15%
35 10.653 1563 1569 1578 rVB2 2038474 3698828 34.79%
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36 10.750 1578 1585 1591 rBv4 95221 170279 1.60%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82X051222W.M
Title : SW846 8260
37 10.903 1604 1610 1614 rVB 170813 233591 2.20% ©.318%
38 10.964 1614 1620 1625 rBV2 166154 262835 2.47% ©.358%
39 11.079 1634 1639 1649 rBV 1087146 1564327 14.71% 2.128%
40 11.171 1650 1654 1661 rVB2 90449 136812 1.29% 0.186%
41 11.305 1672 1676 1683 rVB 109018 145121 1.36% ©.197%
42 11.378 1683 1688 1695 rBV 846223 1476114 13.88% 2.008%
43 11.451 1695 1700 1704 rVW 302159 446225 4.20% 0.607%
44 11.494 1704 1707 1712 rVB4 80511 120809 1.14% 0.164%
45 11.616 1722 1727 1734 rBV 368096 578445 5.44% 0.787%
46 11.756 1745 1750 1754 rVB 788964 983620 9.25% 1.338%
47 11.811 1754 1759 1762 rBV 362660 471457  4.43% 0.641%
48 11.848 1762 1765 1770 rVB2 146107 181831 1.71% 0.247%
49 11.957 1779 1783 1788 rVB2 245087 344428 3.24% 0.468%
50 12.024 1788 1794 1801 rBV 1352478 1741205 16.38% 2.368%
51 12.085 1801 1804 1809 rVvV 388345 505428 4.75% ©.687%
52 12.134 1809 1812 1822 rVB 149856 227156 2.14% 0.309%
53 12.244 1822 1830 1838 rBV2 404228 649297 6.11% 0.883%
54 12.317 1838 1842 1852 rVB3 106912 192404 1.81% 0.262%
55 12.414 1852 1858 1863 rBV 3896849 4820100 45.34% 6.556%
56 12.555 1879 1881 1885 rVV2 84424 109101 1.03% 0.148%
57 12.799 1917 1921 1926 rVW 216692 269862 2.54% 0.367%
58 12.963 1944 1948 1951 rBV2 128570 162963 1.53% 0.222%
59 13.286 1997 2001 2006 rVB3 155350 215826 2.03% 0.294%
60 13.341 2006 2010 2017 rVB 121446 162660 1.53% 0.221%
61 13.426 2018 2024 2030 rVB 185667 248835 2.34% ©0.338%
62 13.506 2033 2037 2046 rBV5 66779 111609 1.05% 0.152%
63 13.713 2068 2071 2076 rVB 86949 112276 1.06% ©.153%
64 13.774 2076 2081 2088 rVV 4648124 6038055 56.79% 8.213%
65 13.872 2093 2097 2103 rVB 151581 203095 1.91% 0.276%
66 14.640 2218 2223 2232 rVB 673495 855807 8.05% 1.164%
67 14.780 2241 2246 2252 rBV 483219 601408 5.66% ©.818%
68 15.207 2311 2316 2321 rVB 113267 146798 1.38% 0.200%
69 15.481 2355 2361 2371 rBV 65920 121604 1.14% 0.165%
70 15.615 2375 2383 2386 rVV2 94578 159419 1.50% 0.217%
Sum of corrected areas: 73519627
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2884-07
: 5.0mL/MSVOA_X/WATER
. 24

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51722\

: VX028770.D
: 17 May 2022 20:02

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX028770.D\data.ms
4000000 3.697
3000000
2000000 2.965
6.044
1000000
142 556
1.355 2.37 4.196 .385" .
o 3532, 75, 4.556 4.995 §?€~/\, 598\ 6.202
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VX028770.D\data.ms
4000000
3000000 8.720
1048%99
10.653
2000000
9.488
8.6 10.055 11.079
1000000 11.378
6.763 9.878 451
9.068 : )
0336 7 464 7.690 8.336 8.574) |8.850.019 9732 f&i 10,7489 41. 121308}, 49
— A e S SPAT S it A ‘ ‘ o e LSS RSN
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX028770.D\data.ms
13.774
4000000 12.414
3000000
2000000
1000000
14.640
m T
o il s L
O T '\3 T 2‘.5\55\ T T ‘ T T A T .‘ 93'\71\ T ‘ T T ‘ T T T T :\L5.\20\7 1\5'@61\5 T T ‘ T T ‘ T
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Propene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.142 17.33 ug/l 319089  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cyclopropane 42 C3H6 000075-19-4 9
3 Cyclopropene 40 C3H4 002781-85-3 9
4 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 4
5 4-Amino-1-butanol 89 C4H11NO 013325-10-5 1

Abundance Scan 9 (1.142 min): VX028770.D\data.ms (-6) (-) m/z 41.10 100.00%

41.1
5000
M 1.201.301.401.50
Obrrrrreeprrreprrrrere e L 820wz 39,05 76.14%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #61: Propene
41.0
27.0 1.201.301.401.50
m/z 42.10 65.68%
L0 120510 |
O\\\H\H‘\H\’\H\‘\H\‘HHi\\\\i\\\\’\\\\“\\\‘ {\‘HH‘HH’HH‘\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #64: Cyclopropane
42.0
1.201.301.401.50
m/z 40.05 25.82%
5000 27.0
14.0
36
0\\\H\H‘\H\’\\\\‘\H1}H\wuui!\}\’uuﬁw‘ b
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #54: Cyclopropene RREREENRREESSESsA e
39.0 1.201.301.401.50
m/z 38.10 21.14%
5000
26.0 |
0\\\u\u‘\u\,\\\\‘\u\‘HH‘MWHJ,HH‘M e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 1.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 2-Propanethiol, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.697 577.50 ug/1l 10632100  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanethiol, 2-methyl- 90 C4H1esS 000075-66-1 91
2 2-Butanethiol 90 C4H1es 000513-53-1 42
3 Propane, 2-chloro-2-methyl- 92 C4HoCl 000507-20-0 22
4 Ethynyl tert-butyl sulfoxide 130 C6H100S 041463-34-7 16
5 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 14
Abundance Scan 428 (3.697 min): VX028770.D\data.ms (-415) (-) m/z 57.10 100.00%
411 511
90.0
5000
750 \\\‘\\\\‘\\\\‘\\\\‘\\\\
3.40 3.60 3.80 4.00
O e ettt bl L mz 41.10 86.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2640: 2-Propanethiol, 2-methyl-
41.0 57.0
29.0
5000 LN L B L BN LR
90.0 3.40 3.60 3.80 4.00
75.0 m/z 90.00 60.09%
15.0 ‘ L ‘
OH\‘H‘H‘HH‘\‘H‘\H\‘H“"\‘\HMHH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2620: 2-Butanethiol
41.0 57.0
29.0
L RRRE R
90.0 3.40 3.60 3.80 4.00
5000 m/z 39.10 33.52%
o0 L, 780
0mW‘HWEW‘MHm;u‘u!MMHW‘HWHMm“
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2746: Propane, 2-chloro-2-methyl- R RN
57.0 3.40 3.60 3.80 4.00
m/z 75.00  25.49%
41.0
5000 77.0
29.0
15.0 ‘\‘ \‘u 1 | ‘
O e e e e N R Raan
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00

82X051222W.M Wed May 18 14:15:56 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 3 Propyl mercaptan Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4,196  32.26 ug/l 593835  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyl mercaptan 76 C3H8S 000107-03-9 97
2 Monopropyl carbonotrithioate 152 C4H8S3 068060-07-1 74
3 Thiourea 76 CH4N2S 000062-56-6 53
4 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 9
5 Isopropyl phosphine 76 C3HOP 004538-29-8 7

Abundance Scan 510 (4.196 min): VX028770.D\data.ms (-501) (-)

m/z 76.00 100.00%

76.0
47.0
5000
R R R AR
H 61.0 3.80 4.00 4.20 4.40 4.60
Oberrrerrrperre el iy 802 w/z 47.08  70.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1103: Propyl mercaptan
47.0 76.0
27.0
5000 (LR NN B N L B
3.80 4.00 4.20 4.40 4.60
m/z 41.05 65.59%
| 2
O\\\‘\\\\’\\\U‘}H‘\‘}"\}\!“\\\‘l“‘\\\\‘\\w‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #29617: Monopropy! carbonotrithioate
76.0
R A RARE
3.80 4.00 4.20 4.40 4.60
5000 ITI/Z 43.10 60.33%
29.0 47.0
) e 1080
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1118: Thiourea BEEREERR S
76.0 3.80 4.00 4.20 4.40 4.60
m/z 42.05 60.04%
43.0
5000
60.0
17.0 | ‘
Ot preer e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Thiophene, tetrahydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.488 63.56 ug/l 2048410 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 95
2 Thietane, 2-methyl- 88 C4H8S 017837-41-1 83
3 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 53
4 Ethylvinyl sulfide 88 C4H8S 000627-50-9 42
5 Sulfide, allyl methyl 88 C4H8S 010152-76-8 38

Abundance Scan 1378 (9.488 min): VX028770.D\data.ms (-1373) (-) m/z 60.00 100.00%

60.0
88.0
5000
45.0

SUSESES & SRES——
9.20 9.40 9.60 9.80

73.0 ‘

‘,1,042 m/z 88.00  73.85%

miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #2339: Thiophene, tetrahydro-
60.0
88.0
5000

45.0 9.20 9.40 9.60 9.80
27.0 m/z 45.00 31.40%
‘ \H \‘

10 14r0 \‘M M 1l 730 ‘
H\‘HH‘\H\‘H\!‘\H\‘HH‘HH\H\‘HH’\H‘HH’\H\‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #2334: Thietane, 2-methyl-
60.0 88.0

o

o

Aﬁﬁ\*w*w*ww*w*w*w
46.0 9.20 9.40 9.60 9.80
5000 m/z 45.95 26.08%
27.0
‘ 73.0
0 bt el ey
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #2184: 1,2-Hydrazinedicarboxaldehyde R R
32.0 9.20 9.40 9.60 9.80
m/z 58.95 24.19%
60.0 88.0
5000 18.0
0 \T!!!
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 9.20 9.40 9.60 9.80

82X051222W.M Wed May 18 14:15:59 2022

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51722\
Data File : VX@28770.D

Acqg On : 17 May 2022 20:02

Operator : JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 5 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.378 42.39 ug/l 1476110 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 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, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1688 (11.378 min): VX028770.D\data.ms (-1683) (-~ m/z 105.05 100.00%

105.1
5000
120.1

390 630 0 910 11.00 11.50
0 NG | {— m/z 120.10  30.78%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-

' ' 105.0
5000

1200 11.00 11.50
290 10 910 m/z 91.00 13.04%
0”\””eﬁg”‘«””ﬁ”ﬁﬁew”mw”wt”wmhw“ﬁﬁ”w”‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
L
11 00 11 50

o

m/z-->
Abundance

5000

m/z-->

#10717: Benzene, 1,2,4-trimethyl-

120.0
770 91.0
39.0
AR Y O O OO OO OSSN
10 20 30 40 50 60 70 80 90 100110120130

105.0 11.00 1150
m/z 106.10
120.0
L \‘w NN i | L |
A aman AL e L s
10 20 30 40 50 60 70 80 90 100110120130 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.616 16.61 ug/l 578445 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 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1727 (11.616 min): VX028770.D\data.ms (-1722) (- m/z 105.05 100.00%
105.1

=

5000
120.1
77.0 91.0
30.1 63.0 M | I 11.50 12.00
Ol et e e e e m/z 120.10  29.99%
m/z--> 20 30 40 50 60 70 80 90 100 110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.50 12.00

m/z 77.00 12.63%

39.0 77.0 91.0
\\‘\zﬁ)-\O‘\H\“‘HHi‘{‘ui?%\l‘?\‘u\‘}“uH“MH‘\H1\‘\\‘\\“‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

o

11.50 12.00
5000 m/z 90.95 12.13%
120.0
79.0
39.0 65.0 H 9?_0 ‘ ‘
B e a Rma Rl [
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10717: Benzene, 1,2,4-trimethyl-

105.0 11.50 12.00

m/z 103.00 9.03%
120.0

5000

77.0
27.0 51.0 91.0
0H‘HM‘HHHHHHWM?ﬁQM‘MM‘HMH‘_H‘_mJﬁH‘_H‘
m/z--> 20 30 40 50 60 70 80 90 100 110120130 11.50 12.00

E
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.244  18.65 ug/l 649297 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
Abundance Scan 1830 (12.244 min): VX028770.D\data.ms (-1822) (- m/z 117.10 100.00%
1171
5000
63.0 90 ELZ‘OC; iZ‘Sd
39.0 . .
134.1
[ JRNRESEENSD Y S J“ b 2SR myz 118.05  55.78%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 e -
12.00 12.50
m/z 115.05 34.11%
39.0 580 910 ‘ /
O\\:L\3\0‘\‘\\\‘\\\\“‘\‘\\\‘\\\\‘\\\“‘\\\\‘\\
miz--> 20 40 60 100 120 140
Abundance #10206:Benzene,l%ﬂhenyh24neﬂwk
117.0
—A A
12.00 12.50
5000 m/z 91.00 17.56%
91.0
39.0
o ee ol
0Lt Al
mfz--> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl- = N
117.0 12.00 12.50
m/z 119.05 9.38%
5000 91.0
39.0 65.0
O\MHH
m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51722\
Data File : VX@28770.D

Acqg On : 17 May 2022 20:02

Operator JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 8 Indene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.415 138.41 ug/l 4820100 1,4-Dichlorobenzene-d4  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 covs 000095136 97

2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
3 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 91

m/z 115.05 100.00%

Abundance Scan 1858 (12.414 min): VX028770.D\data.ms (-1852) (-
11%

5.1
5000
/\ T T ‘ T
39.1 67'0 89"0 L6t 12.50
ol Ll al 1841 93D 7 116,10 98.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000 L
12.50
m/z 89.00 13.64%
390 0630 890
O \\\‘\\\\“\\H\\H"‘\‘\\\‘\‘\\\‘\\\H“\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #9550: 3-Methylphenylacetylene
115.0
M\ T
12.50
5000 ITI/Z 63.00 13.33%
39.0 63‘.0 8§T.O
0L 2 el gl el e
m/z--> 20 40 60 80 100 120 140 160
Abundance #9552: Benzene, 1-ethynyl-4-methyl- J\/\Jw‘ T
115.0 12.50
m/z 117.10 9.29%
5000
63.0 89.0
0H“‘H"mm,“umu‘m‘u“H“HH‘HH‘HH ==
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.640  24.58 ug/l 855807 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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72

Abundance Scan 2223 (14.640 min): VX028770.D\data.ms (-2218) (- m/z 142.05 100.00%

142.1
5000
1450 1500
63.0 . .
113.0 .
O el im0 ML 1843 28LI 0 141,05 85.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 —— —
14.50 15.00
l m/z 114.95 35.70%
63.0
02’\7\.9“\\H\\““\‘\“\H\‘\‘\‘\\‘]-\]\.\‘\.‘(\)H\‘i‘\\\\‘\\\\‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
e —
14.50 15.00
5000 m/z 139.00  10.95%
0 27'0\ \\6‘%:?\\ Al 11‘\'0 |
et e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —— —
141.0 14.50 15.00
m/z 143.05 10.94%
5000
63.0
Y LC/MEN RN < | E— S LEY1 —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.780 17.27 ug/l 601408 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72

Abundance Scan 2246 (14.780 min): VX028770.D\data.ms (-2241) (- m/z 142.00 100.00%

142.0
5000
—— ‘

T
63.0 14.50 15.00

113.1
Oyt bt AT8L 2820 17 141,05  89.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 L

—
14.50 15.00
m/z 115.10  40.39%

390 710 11l-0 I
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
=

T
14.50 15.00

o

5000 m/z 143.00 11.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — T
141.0 14.50 15.00

m/z 139.05 11.80%

5000
63.0 A‘
0 27'0\ L 113.0 M e

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028770.D

Acqg On : 17 May 2022 20:02
Operator : JC/MD

Sample : N2884-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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|
Propene 1.142 17.3 ug/l 319089 1 5.556 920531 50.0
2-Propanethiol,... 3.697 577.5 ug/l 10632100 1 5.556 920531 50.0
Propyl mercaptan 4.196 32.3 wug/l 593835 1 5.556 920531 50.0
Thiophene, tetr... 9.488 63.6 ug/l 2048410 3 10.055 1611390 50.0
Benzene, 1l-ethy... 11.378 42.4 ug/l 1476110 4 12.024 1741210 50.0
Benzene, 1l-ethy... 11.616 16.6 ug/l 578445 4 12.024 1741210 50.0
Indane 12.244 18.6 ug/l 649297 4 12.024 1741210 50.0
Indene 12.415 138.4 ug/l 4820100 4 12.024 1741210 50.0
Naphthalene, 1-... 14.640 24.6 ug/l 855807 4 12.024 1741210 50.0
1,4-Methanonaph... 14.780 17.3 ug/l 601408 4 12.024 1741210 50.0
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