LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acqg On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N121422W.M

Title : SW846 8260

Signal : TIC: VNO75878.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.524 74 80 86 rBV 40984 70501 3.24% 0.178%
2 2.836 126 133 140 rVB3 10826 26087 1.20% 0.066%
3  3.259 195 205 217 rVB2 265845 613332 28.21% 1.552%
4 3.653 262 272 285 rBvV2 109896 285550 13.13% 0.723%
5 4.442 394 406 419 rBv4 20006 65839 3.03% 0.167%
6 5.147 514 526 538 rBV8 8464 35376 1.63% ©.090%
7 5.294 538 551 552 rBV3 45724 117154 5.39% 0.296%
8 5.353 554 561 578 rvB4 127887 486839 22.39% 1.232%
9 5.824 628 641 654 rBvV 131746 442466 20.35% 1.120%
10 6.141 684 695 696 rBV3 15591 32719 1.50% ©0.083%
11  6.324 712 726 738 rVB3 59797 177411 8.16% 0.449%
12 6.606 762 774 780 rBV2 14275 46192 2.12% 0.117%
13 6.806 798 808 815 rBV5 9756 30261 1.39% 0.077%
14 7.088 847 856 865 rBV7 12890 38065 1.75% ©.096%
15 7.230 872 880 888 rBv2 14791 41711  1.92% 0.106%
16 7.335 888 898 913 rVB 308557 877617 40.37%  2.221%
17 7.735 958 966 973 rBV2 11116 26525 1.22% 0.067%
18 7.941 993 1001 1007 rBV6 10733 26693 1.23% 0.068%
19 8.018 1007 1014 1021 rVB2 20306 48136 2.21% 0.122%
20 8.177 1030 1041 1045 rBV 246845 611773 28.14% 1.548%
21  8.235 1045 1051 1063 rVvV2 572490 1810330 83.27% 4.582%
22 8.335 1063 1068 1079 rVB3 70731 174713 8.04% 0.442%
23 8.453 1079 1088 1094 rBV 91980 205150 9.44% 0.519%
24  8.518 1094 1099 1103 rvv3 31753 67656  3.11% 0.171%
25 8.582 1103 1110 1125 rVB 242474 555911 25.57% 1.407%
26 8.724 1125 1134 1141 rBV5 95874 250053 11.50% 0.633%
27 8.794 1141 1146 1152 rVV2 92523 205771 9.46% 0.521%
28 8.859 1152 1157 1166 rVB 105106 239221 11.00% 0.605%
29 8.971 1166 1176 1188 rVB5 26674 75262 3.46% 0.190%
30 9.106 1188 1199 1214 rBV 693409 1484697 68.29% 3.757%
31 9.388 1242 1247 1259 rVB2 13361 32832 1.51% 0.083%
32 9.606 1267 1284 1301 rBV 455375 1147771 52.79% 2.905%
33 9.782 1307 1314 1320 rBvV2 56395 106890 4.92% 0.271%
34 9.871 1320 1329 1335 rVB3 25252 54251 2.50% ©.137%
35 10.012 1349 1353 1365 rVB4 35383 77323  3.56% 0.196%
36 10.247 1389 1393 1400 rVB6 13778 28359 1.30% 0.072%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acqg On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N121422W.M
Title : SW846 8260
37 10.335 1400 1408 1415 rBV3 26496 67625 3.11% 0.171%
38 10.459 1420 1429 1433 rBV2 34011 69268 3.19% ©.175%
39 10.571 1440 1448 1455 rBV 1051880 1979064 91.03% 5.009%
40 10.747 1472 1478 1486 rVB5 40202 98811 4.54% 0.250%
41 10.912 1500 1506 1513 rBV2 53635 96707 4.45%  0.245%
42 11.006 1513 1522 1529 rVB6 47365 129612 5.96% 0.328%
43 11.088 1529 1536 1543 rVB7 11397 28579 1.31% 0.072%
44 11.259 1558 1565 1567 rBV5 13457 27431 1.26% 0.069%
45 11.300 1567 1572 1577 rVB 55470 92567 4.26% 0.234%
46 11.394 1583 1588 1589 rBV3 16538 24738 1.14% 0.063%
47 11.423 1589 1593 1598 rVWV 44165 79732  3.67% 0.202%
48 11.476 1598 1602 1608 rVB3 25623 45075 2.07% 0.114%
49 11.682 1631 1637 1646 rBV6 16586 39022 1.79% 0.099%
50 11.870 1661 1669 1679 rBV 850375 1572966 72.35% 3.981%
51 11.965 1679 1685 1695 rVB 128799 231285 10.64% 0.585%
52 12.976 1695 1704 1717 rBV 798988 1598615 73.53% 4.046%
53 12.400 1749 1759 1778 rVB 551118 979951 45.07% 2.480%
54 12.582 1780 1790 1796 rBV6 33279 72864 3.35% 0.184%
55 12.700 1801 1810 1816 rVB 163508 273674 12.59% 0.693%
56 12.853 1829 1836 1845 rBV 674756 1138125 52.35% 2.880%
57 13.041 1860 1868 1873 rVV 284288 481230 22.13% 1.218%
58 13.100 1873 1878 1881 rVV 504683 839334 38.61% 2.124%
59 13.135 1881 1884 1888 rVV 327061 521165 23.97% 1.319%
60 13.176 1888 1891 1899 rVB 216434 326273 15.01% 0.826%
61 13.341 1911 1919 1927 rBV 745989 1252961 57.63% 3.171%
62 13.488 1936 1944 1955 rVB 1324997 2174135 100.00% 5.502%
63 13.617 1957 1966 1971 rBV2 53688 123731 5.69% 0.313%
64 13.676 1971 1976 1981 rVB 104074 160772 7.39% 0.407%
65 13.729 1981 1985 1990 rBV 47332 70890 3.26% 0.179%
66 13.794 1990 1996 2008 rVV2 831869 2012078 92.55% 5.092%
67 13.888 2008 2012 2017 rVB 15862 26897 1.24% 0.068%
68 13.953 2017 2023 2025 rBV 167481 251368 11.56% 0.636%
69 13.988 2025 2029 2033 rVV2 353427 676348 31.11% 1.712%
70 14.035 2033 2037 2046 rVB4 225693 504011 23.18% 1.276%
71 14.117 2046 2051 2057 rVB 56396 90471 4.16%  ©.229%
72 14.188 2057 2063 2068 rBV 157053 248945 11.45% 0.630%
73 14.247 2068 2073 2076 rBV 310820 514462 23.66% 1.302%
74 14.276 2076 2078 2083 rVV 193380 255372 11.75% ©.646%
75 14.335 2083 2088 2094 rVB 630083 984618 45.29%  2.492%
76 14.400 2094 2099 2102 rBV 76559 133098 6.12% 0.337%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acqg On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N121422W.M
Title : SW846 8260
77 14.447 2102 2107 2115 rVV2 640390 1086200 49.96% 2.749%
78 14.511 2115 2118 2123 rVB5 21433 34969 1.61% ©.088%
79 14.576 2123 2129 2135 rVB2 107543 190000 8.74% 0.481%
890 14.659 2135 2143 2147 rBV 479366 823483 37.88% 2.084%
81 14.694 2147 2149 2154 rVV 239455 338785 15.58% ©.857%
82 14.741 2154 2157 2160 rVv3 76798 98574 4.53% 0.249%
83 14.776 2160 2163 2167 rVB2 21654 30017 1.38% 0.076%
84 14.882 2172 2181 2184 rBV3 75258 126472 5.82% ©.320%
85 14.929 2184 2189 2195 rBV 354009 585494 26.93% 1.482%
86 15.053 2201 2210 2216 rBV3 653287 1582086 72.77% 4.004%
87 15.106 2216 2219 2229 rVB4 50532 126614 5.82% ©.320%
88 15.211 2231 2237 2244 rBV3 107359 210092 9.66% ©.532%
89 15.323 2244 2256 2260 rVv4 218498 603403 27.75% 1.527%
90 15.364 2260 2263 2268 rVV 125609 221936 10.21% ©.562%
91 15.441 2268 2276 2290 rVB3 236949 613937 28.24%  1.554%
92 15.641 2303 2310 2318 rVB 569203 1103092 50.74% 2.792%
93 15.753 2323 2329 2334 rVV3 80225 164622 7.57% 0.417%
94 15.811 2334 2339 2350 rVB3 54025 129289 5.95% ©.327%
95 15.947 2354 2362 2371 rBV 71145 146836 6.75% 0.372%
96 16.135 2383 2394 2410 rVV3 49287 178627 8.22% 0.452%
97 16.258 2410 2415 2421 rVVv3 16212 32676 1.50% ©.083%
98 16.353 2422 2431 2443 rVB2 39736 103351 4.75% 0.262%
99 16.505 2447 2457 2465 rBvV7 12395 35684 1.64% 0.090%
100 16.717 2481 2493 2498 rBv4 15061 36815 1.69% 0.093%
Sum of corrected areas: 39513361
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO75878.D\data.ms
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Abundance TIC: VN075878.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.259 16.94 ug/l 613332  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 37
3 Pentane 72 C5H12 000109-66-0 28
4 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 27
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 10
Abundance Scan 205 (3.259 min): VN075878.D\data.ms (-195) (-) m/z 43.10 100.00%
43.1
57.1
5000
R AREEmm SRR R L
72.1 3.00 3.20 3.40 3.60
L 50\\0\ “ | 65.1 \‘ 9
Ot R e e e e m/z 41.05 89.06%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L B L I LR B
29.0 3.00 3.20 3.40 3.60
m/z 42.10 84.80%
72.0
H‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #752: 3-Buten-1-ol
42.0
AR A Rmaaa s Lo
310 3.00 3.20 3.40 3.60
5000 m/z 57.10 73.92%
0l 130 I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane “““H‘,“H“‘H‘X\
43.0 3.00 3.20 3.40 3.60
m/z 39.10  35.30%
5000
27.0 57.0 720
oL 150 500 | eso
P e e e AN L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Cyclopentane, methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.335  24.24 ug/l 877617  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 78
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 50
Abundance Scan 898 (7.335 min): VN075878.D\data.ms (-888) (-) m/z 56.05 100.00%
56.0 [
‘ ‘ 84.1 7.00 7.20 7.40 7.60
Ol et e e e m/z 69.18  50.58%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L B R R R
7.00 7.20 7.40 7.60
m/z 41.10 46.39%
28.0 84.0
150 | |
O\\‘\\‘\\‘\\}\“\\\}“\‘\\\i‘\u‘\‘\\\‘1i\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0
7.00 7.20 7.40 7.60
5000 41.0 m/z 55.10  26.96%
69.0
27.0 H
o"_1'7:‘:9‘H“!‘_m‘;mww it el
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 7.00 7.20 7.40 7.60
27.0 m/z 39.00  23.00%
5000
42.0
‘ ‘ ‘ 84.0
PRSI 1NN ‘\‘HH‘HH‘\!H,H  ARARRaEmasE LR
m/z--> 10 20 30 40 50 60 70 80 90 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzene, 1l-ethyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.100 20.86 ug/l 839334  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1l-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1878 (13.100 min): VN075878.D\data.ms (-1873) (- m/z 105.10 100.00%
105.1
5000
120.1
77.0 91.1
30.0 63.0 ‘ | | 13.00 13.50
Olrrprrrrprrerprredprrre el et el e e m/z 120.10  31.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 : ‘W /\ ‘
120.0 13.00 13.50
m/z 77.05 11.46%
77.0 91.0
OH‘\H\-‘\H‘\‘\\?\,\9‘.‘(\)\\\"M\\‘6‘%\.‘(\)\‘\\\m‘\\H‘MH\‘\‘11\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 A
A ‘
13.00 13.50
5000 m/z 91.10 10.98%
120.0
77.0 91.0
0l 280 . 300 L 80
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0 13.00 13.50
m/z 106.10 9.19%
5000 1200
77.0
51.0 91.0 N
Obrrreee 200 b et Tl A JN T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzene, 1,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.341 31.14 ug/1 1252960 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 90
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90

Abundance Scan 1919 (13.341 min): VNO75878.D\data.ms (-1911) (- m/z 105.05 100.00%

105.1
5000
120.1

77.1 91.1
39.0 63.0 i ‘ | 13.00 13.50
O el et et e e m/z 120.10 31.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0

wo ||l ]

5000 PAVLS NS L W
13.00 13.50

m/z 91.10  11.34%

77.0
51.0 91.0
\\‘HH‘\2\\7\"0\\\\“HHi‘}‘\\M\‘\‘H‘H\‘H‘HH“HH‘\‘}1\‘\\‘\‘\“\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0

T

o

13.00 13.50
5000 120.0 ITI z 77.10 11.11%
28.0 77.0 91.0
51.0
PR N P TR O T N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 13.00 13.50
m/z 106.10 8.84%
5000
120.0
77.0 91.0 ﬁ
T T N N N “
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13. OO 35
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 unknownl3.988 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.988 16.81 ug/l 676348 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 46
2 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 35
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 35
4 2-Indanol 134 C9H100 004254-29-9 35
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 30
Abundance Scan 2029 (13.988 min): VN075878.D\data.ms (-2025) (- m/z 105.10 100.00%
105.1
5000
390 ggo 170 | “ 13?'1 14.00
Oberrrrerrr oot b b e mjz 117.10 41.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000 T
14.00
77.0 134.0 m/z 118.10 23.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0
bt I
14.00
5000 ITI/Z 134.05 16.29%
134.0
39.0 77.0 ‘
0‘WHH_HMMkuuﬁH§%PWHMMHWMHWMMMmW‘HWmH_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl- 4VXN‘ Y A
105.0 14.00
m/z 106.10 14.46%
5000 134.0
77.0 N
RIEE ST TN 0 0 O SO OO VY0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58

Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 o-Cymene Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
14.335 24.47 ug/1 984618 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 96
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 94

Abundance Scan 2088 (14.335 min): VN075878.D\data.ms (-2083) (- m/z 119.10 100.00%
119.1
5000 A
39.0 65.0 91.0 14.00 14.50
Ol et 4248 2073 /7 134,15 29.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene
119.0
5000
14.00 14.50
91.0 m/z 91.05 15.56%
41.0 65.0
0 \1\5’\.‘0\‘\\\“‘\\‘\ \h“\‘\\\‘H‘\\L‘\‘W‘\\‘\W\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
— —f
14.00 14.50
5000 m/z 117.10 8.79%
91.0
39.0 65.0 ‘ ‘
0 ?r”c?m"uuuhu‘MH;‘mm“u‘uJMHWu_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- - =
119.0 14.00 14.50
m/z 105.10 8.75%
5000
91.0
390 65.0 ‘
oltso B o L
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\VN121922\
Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58

Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 1Indan, 1-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.447  26.99 ug/1 1086200 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 83
3 Benzene, (2-methyl-1-propenyl)- 132 C1eH12 000768-49-0 83
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 80
5 Benzene, (2-methyl-2-propenyl)- 132 C1eH12 003290-53-7 78

Abundance Scan 2107 (14.447 min): VNO75878.D\data.ms (-2102) (| m/z 117.10 100.00%
117.1
91.0 ‘ 1 4E0
390 630 | I 1%4,2 14.50
0 e e B m/z 115.10  33.247%
m/z--> 20 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000 T
14.50
200 - 910 J m/z 132.05  28.90%
O\\\’\‘\\\’.\\“\‘\"H"\\\"\\“\\’\\\‘H’\]}\:‘g\.cj’\\\\
miz--> 20 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0
—r=
14.50
5000 m/z 119.10 14.38%
91.0
Ol el ety MLl
m/z--> 20 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0 14.50
m/z 91.05 14.12%
5000
91.0
39.0 65.0 133.0
o380 b el e Ll el
m/z--> 20 40 6 80 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.659 20.46 ug/l 823483 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 95
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 94
Abundance Scan 2143 (14.659 min): VN075878.D\data.ms (-2135) (- m/z 119.10 100.00%
119.1
- J\k
S 4
390 651 91“0 14.50 15.00
bbb M 11808 2069 s 134 20 49.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50 15.00
91.0 m/z 91.05 15.99%
39.0 650
O \1\5\‘0\‘\\\“‘\\‘\\“\‘\\\“\\‘\\“\‘\\Ul\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
—f —
14.50 15.00
5000 m/z 120.10 9.66%
41 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- ‘/\ ‘J\‘
119.0 14.50 15.00
m/z 117.05 8.82%
5000
39.0 65.0 91.0
0 ‘H‘“H““m‘:‘w“m“‘“‘wum‘“l‘H“‘WHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Data Path :

Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17

Quant Method :
Quant Title : SW846 8260

TIC Library

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

Sample Multiplier: 1

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

9 Benzene, 2-ethenyl-1,4-dime...

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
15.053  39.31 ug/l 1582090 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 91
3 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 89
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 83
5 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 81

Abundance Scan 2210 (15.053 min): VN075878.D\data.ms (-2201) (- m/z 117.05 100.00%
117.1
5000
T T
390 651 91"0 ‘ ‘ 1%4.2 15.00
L Y T JM Al m/z 132.05 36.87%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000 AWEWIVOVIN
91.0 15.00
- 51.0 1%30 m/z 115.05  28.32%
O ‘\‘\.\ T \““\““!‘\7\4“.{& el ‘M\ T \“ \‘U \.‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0
R T
15.00
5000 m/z 119.10 21.45%
91.0
' 133.0
I A I i
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- o
117.0 15.00
m/z 131.05 17.89%
5000
91.0
N 2 I - I - AMMML
m/z--> 20 40 60 80 100 120 140 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acq On : 19 Dec 2022 17:58

Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

TIC Library
TIC Integration Parameters:

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 Benzene, (2-methyl-1-butenyl)- Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
15.441 15.26 ug/l 613937 1,4-Dichlorobenzene-d4  13.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93

004912-92-9 87
006682-71-9 87
004175-53-5 87

2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14

5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
Abundance Scan 2276 (15.441 min): VN075878.D\data.ms (-2268) (- | m/z 131.05 100.00%
131.1
5000 \
115.1 T T \/
911
390 650 M “ 148.2 15.50
o‘_m_m‘wu”_waww_m_ww_w m/z 133.05  21.80%
miz--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 s
1550
115.0 m/z 146.1 21.54%
39.0 650 m Il 147.0
O\‘\‘\‘\\“‘\\‘\‘\‘\H\\‘\\\\“\‘\\\‘\\\\‘\H\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0 j
La A
1550
5000 ITI/Z 115.0 19.39%
91.0
115.0
N el 7 AR W . [ N
m/z--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 1550
14.15%
5000
390 650 910 11"5'0 147.0
) St PR R VRN OO y
m/z--> 20 40 60 80 100 120 140 160 1550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121922\
Data File : VN@75878.D

Acqg On : 19 Dec 2022 17:58
Operator : JC\MD

Sample : N6102-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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- 3.259 16.9 wug/l 613332 1 8.230 1810330 50.0
Cyclopentane, m... 7.335 24.2 ug/l 877617 1 8.230 1810330 50.0
Benzene, 1l-ethy... 13.100 20.9 wug/l 839334 4 13.794 2012080 50.0
Benzene, 1,2,4-... 13.341 31.1 wug/l 1252960 4 13.794 2012080 50.0
unknown13.988 13.988 16.8 wug/l 676348 4 13.794 2012080 50.0
o-Cymene 14.335 24.5 wug/l 984618 4 13.794 2012080 50.0
Indan, 1-methyl- 14.447 27.0 ug/l 1086200 4 13.794 2012080 50.0
Benzene, 1,2,4,... 14.659 20.5 wug/l 823483 4 13.794 2012080 50.0
Benzene, 2-ethe... 15.053 39.3 wug/l 1582090 4 13.794 2012080 50.0
Benzene, (2-met... 15.441 15.3 wug/l 613937 4 13.794 2012080 50.0
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