LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 14 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_N\methods\82N042423W.M

Title : SW846 8260

Signal : TIC: VNO77480.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.525 92 100 110 rBV 2787439 4690413 6.53% 0.839%
2 3.254 213 224 251 rBV 33297193 71857175 100.00% 12.849%
3  3.654 280 292 312 rBV 6425738 16403096 22.83% 2.933%
4 4.154 367 377 392 rVB 681310 1922223 2.68% 0.3447%
5 4.431 410 424 448 rVB 1885519 6637934 9.24% 1.187%
6 5.160 528 548 556 rBv8 174192 737204 1.03% 0.132%
7 5.290 556 570 572 rVW 3034144 8415005 11.71% 1.505%
8 5.354 574 581 619 rVB4 8221781 36719621 51.10% 6.566%
9 5.825 644 661 684 rBV 6350745 21956633 30.56% 3.926%
106 6.137 701 714 732 rVB3 333643 1087967 1.51% 0.195%
11 6.325 732 746 763 rBV 3469361 10623103 14.78% 1.899%
12 6.666 783 804 816 rBV 1097701 3499244 4.87% 0.626%
13 6.807 816 828 837 rBV2 705048 2233780 3.11% 0.399%
14 7.089 866 876 890 rBV2 925240 2767803 3.85% 0.495%
15 7.231 8990 900 908 rVV 918119 2694888 3.75% 0.482%
16 7.336 908 918 939 rVV 8257701 24690869 34.36% 4.415%
17 8.013 1025 1033 1041 rVB 1066556 2650576 3.69% 0.474%
18 8.172 1052 1060 1063 rBV3 546534 1277432 1.78% 0.228%
19 8.260 1063 1075 1082 rVV2 4475943 17304942 24.08% 3.094%
20 8.336 1082 1088 1099 rVB 3314008 8315143 11.57% 1.487%
21  8.454 1099 1108 1114 rBV 2736015 6233930 8.68% 1.115%
22 8.519 1114 1119 1125 rVB 506355 1029264 1.43% 0.184%
23 8.583 1125 1130 1139 rBV2 409508 1014683 1.41% 0.181%
24  8.725 1145 1154 1159 rBV3 1949188 5169755 7.19% 0.924%
25 8.795 1161 1166 1172 rVV 1921258 4337975 6.04% 0.776%
26 8.860 1172 1177 1186 rVB 1660212 3630073 5.05% 0.649%
27 8.972 1186 1196 1208 rVB3 1298705 3191509 4.44% 0.571%
28 9.107 1208 1219 1226 rBV3 2891624 7546144 10.50% 1.349%
29 9.266 1240 1246 1252 rVB 449689 833367 1.16% 0.149%
30 9.336 1252 1258 1262 rBV 384174 772531 1.08% 0.138%
31 9.389 1262 1267 1286 rVB 612700 1392032 1.94% 0.249%
32 9.607 1286 1304 1319 rBV2 6005504 16744706 23.30% 2.994%
33 9.783 1327 1334 1340 rVB 1117938 2170290 3.02% 0.388%
34 9.942 1354 1361 1363 rBV 464801 907302 1.26% 0.162%
35 10.013 1369 1373 1382 rVB2 796084 1666273 2.32% 0.298%

36 10.107 1382 1389 1393 rBV 1693594 3371610 4.69% 0.603%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 14 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_N\methods\82N042423W.M
Title : SW846 8260
37 10.154 1393 1397 1402 rVV2 1104050 2086720 2.90% 0.373%
38 10.342 1419 1429 1441 rVB3 794658 2005430 2.79% 0.359%
39 10.454 1441 1448 1453 rBV 1043074 2012564 2.80% 0.360%
40 10.572 1461 1468 1474 rBV 2659855 5351173 7.45% 0.957%
41 10.754 1492 1499 1506 rBV3 713003 1671835 2.33% 0.299%
42 10.913 1520 1526 1532 rBV3 385126 815999 1.14% 0.146%
43 10.983 1532 1538 1549 rVV2 1248650 3320601 4.62% 0.594%
44 11.866 1680 1688 1695 rBV 2055679 3829026 5.33% 0.685%
45 11.966 1695 1705 1715 rVB 9034352 15937989 22.18%  2.850%
46 12.077 1715 1724 1735 rBV 3023950 5654192 7.87% 1.011%
47 12.695 1819 1829 1837 rBV 5551783 9284641 12.92% 1.660%

48 12.848 1848 1855 1865 rVB 1423457 2669931 3.72%  ©.477%
49 13.036 1879 1887 1895 rBV 15114327 25333091 35.25% 4.530%
50 13.130 1895 1903 1908 rVV 3939139 6792465 9.45%  1.215%

51 13.177 1908 1911 1918 rVB 1327187 1973004 2.75% ©.353%
52 13.336 1931 1938 1948 rVB 2395816 4024100 5.60% 0.720%
53 13.483 1956 1963 1970 rVB 6722544 10853819 15.10% 1.941%
54 13.613 1977 1985 1991 rBV3 1430650 3559838 4.95% 0.637%
55 13.795 2010 2016 2017 rBV 1946908 2706271 3.77% ©.484%
56 13.818 2018 2020 2028 rVB 2712882 4061058 5.65% 0.726%
57 13.954 2036 2043 2046 rBV 4398824 7107192 9.89% 1.271%
58 13.995 2046 2050 2055 rVV 6361801 10369827 14.43% 1.854%
59 14.118 2066 2071 2076 rVB 938533 1455796 2.03% 0.260%
60 14.183 2076 2082 2088 rBV 1684720 2712208 3.77% 0.485%

61 14.248 2088 2093 2096 rBV 1214867 2039240 2.84%  ©.365%
62 14.330 2102 2107 2114 rVV 10775941 17042058 23.72% 3.047%
63 14.401 2114 2119 2122 rVV 1928562 3240488 4.51% ©.579%

64 14.448 2122 2127 2134 rVB2 7072247 12338328 17.17%  2.206%
65 14.577 2143 2149 2154 rBV2 627684 1016281 1.41% ©.182%
66 14.654 2154 2162 2167 rBV 6533890 11041191 15.37% 1.974%
67 14.695 2167 2169 2173 rVV 1271503 1660179 2.31% ©.297%
68 14.736 2173 2176 2180 rVV 667620 913301 1.27% ©.163%
69 14.930 2204 2209 2214 rBV 5344650 8760722 12.19% 1.566%
70 15.048 2220 2229 2235 rBV2 8332025 18233120 25.37%  3.260%
71 15.095 2235 2237 2249 rVV3 709391 1521988 2.12% ©0.272%
72 15.201 2249 2255 2261 rVV3 1132024 1991091 2.77% 0.356%
73 15.301 2261 2272 2276 rVV2 2627092 6659293 9.27%  1.191%
74 15.342 2276 2279 2283 rVV 1219621 1953440 2.72% ©.349%
75 15.412 2283 2291 2300 rVB4 2376904 5577269 7.76%  ©.997%

76 15.589 2314 2321 2327 rVB 5468914 9402291 13.08% 1.681%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 14 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_N\methods\82N042423W.M

Title : SW846 8260

77 15.677 2332 2336 2340 rVW 633435 999643 1.39% 0.179%
78 15.724 2340 2344 2356 rVB 680886 1370212 1.91% 0.245%
79 15.836 2356 2363 2370 rBV 1065397 1790855 2.49% 0.320%
80 15.989 2380 2389 2401 rBV3 540654 1658674 2.31% 0.297%
81 16.154 2410 2417 2430 rVB3 402060 942646 1.31% 0.169%
82 16.495 2468 2475 2485 rVB 2483622 4650874 6.47% 0.832%

83 16.654 2495 2502 2517 rVB 1187064 2374905 3.31% 0.425%

Sum of corrected areas: 559263354
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42523\
: VNO77480.D
: 25 Apr 2023 19:34

JC\MD

: 02460-04
: 5.0mL/MSVOA_N/WATER
14

Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042423W.M

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34

Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42423W.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, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.254 207.62 ug/l 71857200  Pentafluorobenzene 8.231
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 37
3 3-Buten-1-o0l 72 C4H80 000627-27-0 33
4 2-Butene-1,4-diol, (Z)- 88 C4H802 006117-80-2 28
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 27
Abundance Scan 224 (3.254 min): VNO77480.D\data.ms (-213) (-) m/z 43.10 100.00%
5000 T
3.00 3.20 3.40 3.60
ol 948 1625 2423 4337  m/z 41.e5 97.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #813: Butane, 2-methyl-
43.0
5000
3.00 3.20 3.40 3.60
m/z 57.05 90.44%
O‘\"\\‘““\\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #808: Pentane
43.0
3.00 3.20 3.40 3.60
5000 m/z 42.10 87.27%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #750: 3-Buten-1-ol
42.0 3.00 3.20 3.40 3.60
m/z 38.95 40.38%
5000 j\
m/z--> 0 50 100 150 200 250 300 350 400 450 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42423W.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 Pentane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.354 106.10 ug/1l 36719600 Pentafluorobenzene 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 45
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 38
4 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 37
5 3-Penten-2-o0l 86 C5H100 001569-50-2 37
Abundance Scan 581 (5.354 min): VNO77480.D\data.ms (-574) (-) m/z 43.10 100.00%
43.1
71.1
5000
57.1 \‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ ‘ ‘ 86.1 5.00 5.20 5.40 5.60
0 ‘H‘mWm‘H‘w‘H;‘MsuMWm‘:lewwm m/z 71.18  76.35%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2047: Pentane, 2-methyl-
43.0
5000 L L AL B I LN B
71.0 5.00 5.20 5.40 5.60
57.0 m/z 42.10 50.46%
27.0 ‘ 86.0
O\\\‘\\\\‘\\\\‘\\\‘\“\\\\“\}\\‘\\‘!\‘\\\\l{\\\‘\\l\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4475: Pentane, 3,3-dimethyl-
43.0
R A RARaaREES
71.0 5.00 5.20 5.40 5.60
5000 m/z 41.10 49, 86%
29.0 85.0
1o 150 || [ S0 || g0
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2021: Furan, tetrahydro-2-methyl- R A RARRaREEE
43.0 71.0 5.00 5.20 5.40 5.60
m/z 70.10 26.47%
5000 27.0
56.0 86.0
o || L.
0 \\\‘\\\\‘\1\\‘\\!\i‘\\wll\1\\W\‘M‘\m‘lm‘u‘u‘\m‘uu R ERENRESE SRR R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42423W.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 Benzene, 1,2-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.954 131.31 ug/1 7107190 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1oH14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 97
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
5 o-Cymene 134 C1oH14 000527-84-4 81
Abundance Scan 2043 (13.954 min): VN077480.D\data.ms (-2036) (- | m/z 105.05 100.00%
105.1
5000 134.2 A /
77.1
51.0 ‘ ‘ 14.00
| R i M ‘”‘ bl L1522 s 11010 96.77%
m/z--> 20 40 60 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 14.00
91.0 .
m/z 134.20 42.63%
65.0
O \]-\5\0‘\‘\ T \“‘\ \‘\ \ “\‘\ T \“‘ T \ ”\ “H\ \‘{“l T \1\ \6.‘0\ T
miz--> 20 60 80 100 120 140
Abundance #17031:Benzene,L4{ﬂeﬂwL
119.0
e
14.00
5000 m/z 91.10 25.90%
91.0
41.0 65 0
Ot e e U1 3360
miz--> 20 40 60 80 100 120 140
Abundance #17033: Benzene, 1,3-diethyl-
119.0 14.00
m/z 77.10 16.65%
5000
270 519 91.0
o788 a0
m/z--> 80 100 120 140 14.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: VNO77480.D

: 25 Apr 2023 19:
JC\MD

: 02460-04

: 5.0mL/MSVOA_N/WA

: 14  Sample Mult

. SW846 8260

: C:\Database\

TIC Integration Parameters:

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42523\

34
TER

iplier: 1

NIST20.L
LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042423W.M

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 Benzene, 1,1°'

-(1,5-hexadien...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.995 191.59 ug/l 10369800 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 trans-Cinnamyl bromide 196 CSH9Br 026146-77-0 45
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
4 Indole 117 C8H7N 000120-72-9 43
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 42

Abundance Scan 2050 (13.995 min): VN077480.D\data.ms (-2046) (- | m/z 117.10 100.00%
117.1
5000 /\/j\
e
91‘1 14.00
oH‘wm‘,‘uuJ“M,‘JH‘m‘,w_H‘,w_m,urww_ m/z 118.10  56.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000
14.00
m/z 115.10 32.23%
91.0
0 39.0 650 | “\ 143.0 178.0203.0 234.0
\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72301: trans-Cinnamyl bromide
117.0
T
14.00
5000 m/z 91.10 13.93%
91.0
o 39060 || 169.0 196.0
e eepe S e b e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72305: Benzene, (2-bromocyclopropyl)-
117.0 14.00
m/z 63.00 7.14%
5000
91.0
51.0
ow_u",‘Mm,‘J‘H"HU,HH‘““1,599‘1‘9?,9‘“””_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42423W.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, 2-ethyl-1,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.330 314.86 ug/l 17042100 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 p-Cymene 134 C1eH14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 2107 (14.330 min): VN077480.D\data.ms (-2102) (- | m/z 119.10 100.00%
119.1
5000
91.0 14.00 14.50
39.0 65.0 : .
] s i ‘ 148 2070 ;134,20 28.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
m/z 91.05 17.19%
150 390 650 [
O\\\‘\‘\‘\\\““\\“”\‘H‘\\\‘H‘\\\\‘u‘\\m‘l\\\”\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
— —r4
14.00 14.50
5000 m/z 120.10 10.03%
91.0
39.0 65.0
Tt T I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene
119.0 14.00 14.50
m/z 105.10 9.20%
5000
91.0
41.0 65.0 ‘
0\\\\MM\J“\MNML\wwHV\“PHHW\HH‘\H\‘\\H‘\\H‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42423W.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-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.448 227.96 ug/l 12338300 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 83
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 80
Abundance Scan 2127 (14.448 min): VN077480.D\data.ms (-2122) (- | m/z 117.10 100.00%
11y.1
5000
91.1 T aen
14.50
39.1 630 | LM 148.1 206.9 .
Ot _“w“u“u“u“_“‘ m/z 115.10  32.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
14.50
91.0 m/z 132.05  27.34%
270, %" L ‘ I
O\\\‘\\\\“\\“\\“‘\‘\\\‘\!‘\\[H“\\\‘\fh‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
—r=
14.50
5000 m/z 91.10 14.90%
91.0
39.0 65.0 ‘
L R Y N | ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene Y
117.0 14.50
118.10 10.14%
5000
91.0
51.0 ‘
o"“2‘7“9"m‘;u‘hH““Huwu‘1‘w“‘_m_ww_m M A
m/z--> 20 40 60 80 100 120 140 160 180 200 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42423W.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, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.654 203.99 ug/l 11041200 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 2162 (14.654 min): VNO77480.D\data.ms (-2154) (- | m/z 119.10 100.00%
119.1
5000 NAJL
A —
390 /7.1 14.50 15.00
ol b Lo Il 1482 2069 281« /7 134,20 45.97%
miz-> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50 15.00
m/z 91.10 17.02%
39.0 77.0
O\\\‘\‘ i‘“\h“\“‘! T |M\M \“\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
—r4 —
14.50 15.00
5000 m/z 120.05 9.58%
39.0 770
fo] L “\ ih b ‘u‘ “ ‘M‘M‘ “\‘ — — —
miz--> 50 100 150 200 250 J\A
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- e A
119.0 14.50 15.00
m/z 133.00 8.71%
5000
41.0 710‘
) S U A S — VS LY
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42423W.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.930 161.86 ug/l 8760720 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 90
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90

Abundance Scan 2209 (14.930 min): VNO77480.D\data.ms (-2204) (- m/z 117.10 100.00%

117.1
5000

510 ‘ ‘ 15.00
0 ‘H_H‘_mwmwHmmu‘U_Mlﬁ?r?‘HH_‘HZ‘Q?:Q m/z 132.05  38.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 T T /\\/\\/\/\\
15.00

m/z 115.10  27.62%

91.0
51.0
\\\‘2\7\\0\“\\“\\“\‘\\\“\\‘\\‘\\\H‘\}“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0

o

15.00
5000 m/z 131.05 21.54%
39.0 59 910
0‘H“‘H““‘\‘”“\‘UH‘\‘HH‘H‘h“\U‘\“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 15.00

m/z 91.10 14.00%

5000
390 650 910 ‘
P S N Y Y | gl AV

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42423W.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, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.048 336.87 ug/l 18233100 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
Abundance Scan 2229 (15.048 min): VN077480.D\data.ms (-2220) (- | m/z 117.10 100.00%
117.1
5000 M
1T \
39.0 77,0‘ ‘ ‘ 8 ' 15.00
ol el o M 8881 2071 28L0y; 933 .05 36.43%
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 AUEIIVAViN
15.00
51.0 ‘ m/z 115.10  29.63%
01\5\0‘\ “i‘ }‘\\\‘\““\w\ﬁ‘?\;p‘\h““‘ ‘H\‘\ L B e B B B
miz--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
15.00
5000 m/z 131.00 17.83%
39.0 77.0‘
) Y N A Y N ——
miz--> 50 100 150 200 250
Abundance #16107: 1-Phenyl-1-butene
117.0 15.00
m/z 119.10 16.97%
5000
39.0 77.0‘
[ E— “‘ i‘m ‘M‘mh‘ 1 ‘mh‘ H‘ ‘u“\‘ o o Co
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34

Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42423W.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 1@ Benzene, (2-methyl-1-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.301 123.03 ug/l 6659290 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 86
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 64

Abundance Scan 2272 (15.301 min): VNO77480.D\data.ms (-2261) (- | m/z 131.05 100.00%
131.1
91.1 — e LA
15.00 15.50
63.0
ol 802 2068 260 113305  44.27%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 910
15.00 15.50
m/z 146.15 23.01%
‘?TO\\ ‘\ Al ‘H\ \‘H 1l
0 HH’HH’HH’\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
15.00 15.50
5000 m/z 115.10 21.03%
91.0
51.0 ‘ |
0‘H‘VH‘VJmﬂMJmumphﬂhﬂde‘w‘uw‘HW‘H‘_H‘_‘H_‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- P T
131.0 15.00 15.50
m/z 91.10 19.21%
5000
270 g3 910
Ot bbbl e e e e e NV VA
m/z--> 20 40 60 80 100120140160 180200 220240260 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42523\
Data File : VN@77480.D

Acqg On : 25 Apr 2023 19:34
Operator : JC\MD

Sample : 02460-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42423W.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, 2-methyl- 3.254 207.6 ug/l 71857200 1 8.231 17304900 50.0
Pentane, 2-methyl- 5.354 106.1 ug/l 36719600 1 8.231 17304900 50.0
Benzene, 1,2-di... 13.954 131.3 wug/l 7107190 4 13.795 2706270 50.0
Benzene, 1,1'-(... 13.995 191.6 ug/l 10369800 4 13.795 2706270 50.0
Benzene, 2-ethy... 14.330 314.9 ug/l 17042100 4 13.795 2706270 50.0
Benzene, 1-ethe... 14.448 228.0 ug/l 12338300 4 13.795 2706270 50.0
Benzene, 1,2,4,... 14.654 204.0 ug/l 11041200 4 13.795 2706270 50.0
Benzene, 1l-ethe... 14.930 161.9 ug/l 8760720 4 13.795 2706270 50.0
Benzene, 2-ethe... 15.048 336.9 ug/l 18233100 4 13.795 2706270 50.0
Benzene, (2-met... 15.301 123.0 ug/l 6659290 4 13.795 2706270 50.0
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