LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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\82N©33022W.M

Title : SW846 8260

Signal : TIC: VN@71921.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.257 35 46 63 rBV2 252466 898902 5.43% 0.629%
2 2.440 70 77 87 rVB 521060 804013 4.86% 0.562%
3  3.134 185 195 215 rVB 2733538 6160271 37.23% 4.309%
4 3.516 249 260 280 rBV3 1045117 2971853 17.96% 2.079%
5 3.722 285 295 309 rVvB2 173164 429818 2.60% 0.301%
6 3.899 309 325 332 rBV 111576 322551 1.95% 0.226%
7 3.999 332 342 362 rVB 665244 1826711 11.04% 1.278%
8 4.257 372 386 404 rVB 107216 380868 2.30% 0.266%
9 4.957 488 505 515 rBv2 166030 604162 3.65% 0.423%
16 5.081 515 526 530 rBV 377832 1180218 7.13% 0.826%
11 5.169 532 541 542 rBV2 425810 1031718 6.23% 0.722%
12 5.622 602 618 637 rBv 569773 1980596 11.97% 1.385%
13 5.934 656 671 685 rVB2 110440 361903 2.19% 0.253%
14 6.122 6990 703 716 rBvV2 153279 468541 2.83% 0.328%
15 6.287 719 731 741 rBV2 109850 346428 2.09%  0.242%
16 6.469 753 762 774 rVB 266495 826457 4.99% 0.578%
17 6.604 774 785 794 rBV2 313971 972430 5.88% 0.680%
18 6.698 794 801 811 rVV 190891 635016 3.84% 0.444%
19 6.792 811 817 826 rvv2 86999 257571 1.56% 0.180%
20 6.904 826 836 851 rVB 321052 947318 5.72% 0.663%
21 7.045 851 860 866 rBV2 96400 272485 1.65% 0.191%
22 7.145 866 877 886 rVV 1957420 5831773 35.24% 4.079%
23 7.222 886 890 901 rVB 338279 805396 4.87% 0.563%
24 7.839 985 995 1005 rBV 1194992 2919048 17.64% 2.042%
25 8.016 1015 1025 1030 rBV 428158 1098007 6.64% 0.768%
26 8.087 1030 1037 1045 rVV2 1530338 3847525 23.25% 2.691%
27 8.175 1045 1052 1064 rVB2 467359 1247464 7.54% 0.873%
28 8.292 1064 1072 1078 rBV 154156 357184 2.16% 0.250%
29 8.457 1089 1100 1109 rBV2 2402007 6112277 36.94% 4.276%
30 8.581 1111 1121 1128 rBV3 426696 1341766 8.11% 0.939%
31 8.704 1136 1142 1152 rVB2 182332 453370  2.74% 0.317%
32 8.798 1152 1158 1176 rVB5 82106 289126 1.75% 0.202%
33  8.963 1176 1186 1199 rBV 1600344 3802750 22.98% 2.660%
34 9.198 1218 1226 1228 rBV 146164 273421 1.65% 0.191%
35 9.239 1228 1233 1251 rVB 459344 976373 5.90% 0.683%

36 9.457 1253 1276 1277 rBV2 608578 1864566 11.27%  1.304%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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\82N©33022W.M
Title : SW846 8260
37 9.639 1295 1301 1307 rVB 110559 214707 1.30% 0.150%
38 9.798 1321 1328 1331 rBV4 146573 314567 1.90% 0.220%
39 9.881 1337 1342 1350 rVB2 191048 391231 2.36% 0.274%
40  9.969 1350 1357 1362 rBV 835012 1647660 9.96% 1.153%
41 10.010 1362 1364 1378 rVB3 284215 554698 3.35% 0.388%
42 10.198 1390 1396 1409 rBV5 74980 244923 1.48% 0.171%
43 10.316 1409 1416 1423 rBV 518942 999383 6.04% 0.699%
44 10.439 1429 1437 1443 rBV 2040787 3834953 23.17% 2.683%
45 10.498 1443 1447 1460 rVV 510627 1082169 6.54% 0.757%
46 10.633 1460 1470 1477 rW3 259777 605389  3.66% 0.423%
47 10.710 1477 1483 1490 rVB3 177760 351892 2.13% 0.246%
48 10.857 1501 1508 1517 rVV3 265511 577515 3.49% 0.404%
49 11.128 1548 1554 1559 rBV 123998 215821 1.30% 0.151%
50 11.645 1634 1642 1649 rBV6 77043 169314 1.02% 0.118%
51 11.739 1650 1658 1665 rBV 2002984 3511738 21.22% 2.457%
52 11.957 1684 1695 1706 rBV 9332462 16548456 100.00% 11.576%
53 12.274 1738 1749 1759 rBV 2991199 5025264 30.37% 3.515%
54 12.727 1816 1826 1835 rBV 1541757 2631616 15.90% 1.841%
55 12.980 1861 1869 1870 rBV 470776 674692 4.08% 0.472%
56 13.010 1870 1874 1878 rVV 1979495 3326782 20.10% 2.327%
57 13.057 1878 1882 1894 rVB 2425667 3838887 23.20% 2.685%
58 13.216 1901 1909 1918 rBV 3528793 5720674 34.57% 4.002%
59 13.363 1928 1934 1940 rBV 161740 261900 1.58% 0.183%
60 13.557 1960 1967 1972 rBV 101962 166906 1.01% 0.117%
61 13.698 1980 1991 2000 rBV2 5435168 11520651 69.62% 8.059%
62 13.833 2008 2014 2016 rBV 569111 877666 5.30% 0.614%
63 13.874 2016 2021 2037 rVB 3924678 7527956 45.49% 5.266%
64 13.998 2037 2042 2047 rBV 144616 212446  1.28% 0.149%
65 14.063 2047 2053 2059 rBV2 395246 640739 3.87% 0.448%
66 14.127 2059 2064 2066 rVV 154449 237026 1.43% 0.166%
67 14.151 2066 2068 2073 rVV 132348 195324 1.18% 0.137%
68 14.210 2073 2078 2085 rVV 1149116 1768974 10.69% 1.237%
69 14.321 2092 2097 2107 rVB2 990669 1654768 10.00% 1.158%
70 14.457 2113 2120 2126 rBV2 291721 482032 2.91% 0.337%
71 14.533 2126 2133 2137 rBV 865083 1436254 8.68% 1.005%
72 14.574 2137 2140 2145 rVB 685735 978155 5.91% 0.684%
73 14.804 2174 2179 2185 rBV 785488 1200091 7.25% 0.839%
74 14.927 2191 2200 2206 rBV2 1475491 3001090 18.14%  2.099%
75 14.992 2206 2211 2219 rVB3 119844 232899 1.41% 0.163%

76 15.080 2219 2226 2234 rBV3 198913 367489 2.22% 0.257%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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\82N©33022W.M
Title : SW846 8260

77 15.192 2234 2245 2250 rBV2 172857 448825 2.71% ©.314%
78 15.310 2257 2265 2277 rVB2 167247 417567 2.52% 0.292%
79 15.498 2283 2297 2310 rBV 981345 1944151 11.75% 1.360%

Sum of corrected areas: 142955116
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40822\
: VN@71921.D
: 08 Apr 2022 17:56

JC\MD

: N2308-03
: 5.0mL/MSVOA_N/WATER
. 16

Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M

TIC Integration Parameters: LSCINT.P
Abundance TIC: VN071921.D\data.ms
8000000
6000000
4000000
3.134
2000000
3.516
2.440 3.999 oo 5.622 ® ‘
, 2.25 3723899\  4.257 4.957 5.9346.125.2870-469.60495§
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time-—> 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 5.00 520 5.40 5.60 580 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VN071921.D\data.ms
8000000
6000000
4000000
8.457 10.439 11.739
2000000, /14° 8.963 ' '
7 839 0,969
8.5 g 9.457 4
L0 (222 8 202 88179498 /L 9.639. maéﬁx@o 19% Ig(§1 63710857 11128 116
= : : ——rr—
Time—>  7.00 7.50 8.00 9.00 9.50 10.00 1050 11/00 11.50
Abundance TIC: VN071921.D\data.ms
1.b57
8000000
6000000 13.698
13.874
4000000 13.216
12.274
13.057
13.010
2000000 12.727 " 14.927
b 45244 pas 14 80 15.498
' 13.3633.55 31L 14.4 A ¥908aIB2310 A
O T ‘ T T ‘ T T T T ‘ T T T T T T ‘ T T T T ‘ T T T ‘ T T ‘
Time--> 12.00 12.50 13.00 13.50 14100 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.134 80.06 ug/l 6160270  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Pentane 72 C5H12 000109-66-0 38
3 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 22
4 1-Butanesulfonyl chloride 156 C4H9C102S 002386-60-9 12
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 195 (3.134 min): VN071921.D\data.ms (-185) (-) m/z 43.05 100.00%
43.0
5000 /\
T EEEmELEN R
‘ 72.1 ) 2.80 3.00 3.20 3.40
Ol rrreerrrnl e e 207 2850 sz 42,10 84.79%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #813: Butane, 2-methyl-
43.0
5000 LB B R R B R R
2.80 3.00 3.20 3.40
15.0 m/z 57.10  83.15%
| 730
\‘\H‘\‘HH \H\‘\“H‘\\‘\\H‘HH‘HH‘\H\‘\\H’HH‘HH‘HH’HH‘
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #809: Pentane
43.0
 EEEmmOEN SR
2.80 3.00 3.20 3.40
5000 m/z 41.05 82.34%
72.0
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #5143: Propane, 2-methyl-2-nitro- o RARREEE L e
57.0 2.80 3.00 3.20 3.40
m/z 56.10  28.62%
29.0
5000
Il
m/z--> 0 20 40 60 80 100120140160180200220240 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.516  38.62 ug/l 2971850  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38
3 1-Pentene 70 C5H1e 000109-67-1 17
4 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 12
5 1-Propene, 2-methoxy- 72 C4H80 000116-11-0 9
Abundance Scan 260 (3.516 min): VN071921.D\data.ms (-249) (-) m/z 43.10 100.00%
43.
5000 ]\
571 L L L R B R R
] ‘ s01) 65072"1 3.20 3.40 3.60 3.80
e e et e O e e M/Z 42,10 60.23%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 /\—/ﬁ
3.20 3.40 3.60 3.80
. m/z 41.10 52.65%
27.0 57.0 720
1|l 00| eso |
‘HH‘\H\‘\\H‘HH‘HH‘HH‘HHH\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #726: Diaziridine,3,3-dimethyl-
A
 E  BEEEEER TR
410 3.20 3.40 3.60 3.80
5000 m/z 39.10 18.68%
54.0 72.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #629: 1-Pentene R RRERE R
42.0 3.20 3.40 3.60 3.80
m/z 57.10 17.76%
55.0
5000 70.0
29.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 2-Butene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.999 23.74 ug/1 1826710  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 87
3 2-Pentene, (E)- 70 C5H10 000646-04-8 86
4 2-Methyl-1-butene 70 C5H10 000563-46-2 83
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 80
Abundance Scan 342 (3.999 min): VN071921.D\data.ms (-332) (-) m/z 55.10 100.00%
55.1
5000 70.1
410 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
H ol 620 3.60 3.80 4.00 4.20 4.40
\‘\H\‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH \‘\H‘H\.\‘H‘\}H\H‘HH‘H m Z 70 16 44.65%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: 2-Butene, 2-methyl-
53.0
41.0 3.60 3.80 4.00 4.20 4.40
m/z 41.05 24.11%
\‘\H\‘\\]\-?\(\)\\‘\H\‘\H\‘HH‘HHiHH‘HH‘Hl\ 1\H‘H.H‘\}\}H\H‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
360380400420440
39.10  23.46%
5000 70.0
41.0
29.0 ‘
wmwuuwuwuumﬁwuwuwpmwmth1H§%gwdﬁuwuwu

miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Abundance #642: 2-Pentene, (E)

55.0 3.60 3.80 4.00 4.20 4.40

m/z 42.10 20.08%

39.0 70.0
9.0
15.0 “ S, 48.0 1, 620 |
e s b

I ‘ |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.60 3.80 4.00 4.20 4.40

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Pentane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.622 25.74 ug/l 1980600  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 72
4 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50
5 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 38
Abundance Scan 618 (5.622 min): VN071921.D\data.ms (-602) (-) m/z 57.10 100.00%
57.1
41.1
5000
o
| ‘ 86.1 5.20 5.40 5.60 5.80 6.00
\‘\\\\‘\\\\i‘\\‘\“\“\\“\‘\‘\‘\\\‘\\\\‘\\\\ m/Z 56.10 83.86%
miz--> 0 20 40 60 80 100 120
Abundance #2050: Pentane, 3-methyl-
57.0
41.0
5000 [Tr T T[T T T[T T[T Tl
5.20 5.40 5.60 5.80 6.00
m/z 41.10 52.41%
15'086.0
miz--> 0 20 40 60 80 100 120
Abundance #14571: Hexane, 2,2,3-trimethyl-
ol
RamEamaa e e
5.20 5.40 5.60 5.80 6.00
5000 m/z 43.10 22.29%
41.0
260 ‘ b 850 11301280
Tt
m/z--> 0 20 40 60 80 100 120
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl- REman e R e
57.0 5.20 5.40 5.60 5.80 6.00
m/z 39.05 13.18%
5000 41.0
150 | \“‘ 1. 830 9801130
e e
m/z--> 0 20 40 60 80 100 120 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.145 75.79 ug/l 58317760  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
3 Cyclohexane 84 C6H12 000110-82-7 64
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 52
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 50
Abundance Scan 877 (7.145 min): VN071921.D\data.ms (-866) (-) m/z 56.10 100.00%
56.1
5000 1.1 69.0 /]\\
R e A RRREaREE T o

“ ‘ 84.1 6.80 7.00 7.20 7.40
“‘_“w“w“w“u“ph‘wuwu“wwiw“_j“_‘ m/z 69.05 46.04%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 L L L I L L BN R I
6.80 7.00 7.20 7.40

m/z 41.10 43.19%
‘ ‘\ m‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\‘!“\\\\‘\\\\‘\\ \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0

41.0 6.80 7.00 7.20 7.40
5000 m/z 55.05 24.62%
27.0
‘ ‘ 69.0
SR N N .
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane R R AR EaREa
56.0 6.80 7.00 7.20 7.40
84.0 m/z 42.10  18.83%
5000 41.0
69.0
il
”‘w“w%ﬁqw”ﬂm“”\”“wwL\‘””i”‘w”ﬂ”\”
m/z--> 0O 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Cyclopentene, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.839 37.93 ug/l 2919050  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 90
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
3 1,4-Pentadiene, 2-methyl- 82 CeH1e 000763-30-4 90
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 87
5 1,4-Pentadiene, 3-methyl- 82 C6H1e0 001115-08-8 80
Abundance Scan 995 (7.839 min): VN071921.D\data.ms (-985) (-) m/z 67.10 100.00%
67.1
5000
37-1 | 7.60 7.80 8.00 8.20
et el 270 sy 8216 30.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1411: Cyclopentene, 3-methyl-
67.0
5000 L L I B L BN B U
7.60 7.80 8.00 8.20
41.0 m/z 81.10 15.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1410: Cyclopentene, 1-methyl-
67.0
7.60 7.80 8.00 8.20
5000 m/z 39.10 13.61%
39.0
15.0

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

Abundance #1421: 1,4-Pentadiene, 2-methyl-

67.0 7.60 7.80 8.00 8.20

m/z 79.10  12.49%
h | /v/\—/\/\/\
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Cyclobutane, ethenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.581 17.64 ug/l 1341770 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 70
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 70
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 64
4 1,4-Hexadiene 82 C6H1e 000592-45-0 60
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H1e 000926-54-5 55

Abundance Scan 1121 (8.581 min): VN071921.D\data.ms (-1111) () m/z 67.10 100.00%
67.1

54.1
5000 82.1
41.0
R amE s R AR
m ‘ 98.1 8.20 8.40 8.60 8.80 9.00
\\‘\\\\‘\\\\‘\\\w1‘\\\“}‘\\\‘H‘\‘\H‘\H‘\““\‘H\‘HH‘.‘HH m/Z 54.10 64.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1359: Cyclohexene
67.0
54.0
5000 T T T[Tt
41.0 82.0 8.20 8.40 8.60 8.80 9.00
27.0 m/z 82.10 41.14%
\\‘\\\'\‘\\{‘}‘\\\}i\\\\“}‘\‘\\‘\\‘\}‘\\\‘\“‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0 A REaGE R RS
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.05 33.99%
21.0 82.0
27.0 ‘
H"‘H"‘“"‘m{1‘H}MNH“HA“‘MHM‘H“‘H“‘H
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1386: Ethylidenecyclobutane
67.0 8.20 8.40 8.60 8.80 9.00
54.0 m/z 39.05  29.55%
82.0
5000
41.0
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Cyclobutane, (1-methylethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.969 21.66 ug/1l 1647660 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 86
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72
5 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 64

Abundance Scan 1357 (9.969 min): VN071921.D\data.ms (-1350) (-) m/z 81.05 100.00%

81.0
5000
96.0
e ——
39.0 530 67.0 ‘ ‘ 10.00
o‘H‘H‘w‘H‘_M‘HH",‘u‘e“‘_m“‘HMluwm“u_‘l‘l‘?;% m/z 96.05 26.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0 ]\J\
5000 m T
10.00
530 670 96.0 m/z 79.10 24.28%
\\\‘\\\\‘\\\\‘\H}‘i‘\\\\"‘\‘\‘\\‘\\‘\‘\‘\\\‘\"‘H\\‘\\“\\‘\\\\’H\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3268: Cyclopentene, 1,5-dimethyl-
8]-0 //\\/\
e
10.00
5000 ITI/Z 67.05 12.74%
39.0 96.0
53.0
mo Lo Mgl
Wy I I LI |
m‘m“H‘Wm"m,m"mwm,uwuwuu,uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3288: Cyclopropane, 1-methyl-1-isopropenyl-
81.0 10.00
m/z 95.10 11.54%
5000
41.0
27.0 ‘ 5‘50 96.0
M | ‘MW §§0 \‘\ J Vk} ‘ ARV J\J\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.216  24.83 ug/l 57206760 1,4-Dichlorobenzene-d4 13.669
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-4-methyl- 120 C9H12 000622-96-8 94
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 1909 (13.216 min): VN071921.D\data.ms (-1901) (- m/z 105.10 100.00%
105.1
e —
511 71 13.00 13.50
idrsontTINNN 0 N 207.0 g
o-—r——rpbr e m/z 120.05 30.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50
m/z 77.10 11.44%
77.0
\1\5\.‘0\‘\\3\9“.\0\‘\\“\‘H\M‘\\‘1\“1‘\\‘\”“\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
T —
13.00 13.50
5000 m/z 91.05 11.42%
79.0
o
I | I i I
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0 13.00 13.50
m/z 106.10 8.88%
5000
R J\Mk
TERN I PRI i |
e

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_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.874 32.67 ug/l 7527960 1,4-Dichlorobenzene-d4 13.669
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 m-Aminophenylacetylene 117 C8H7N 054060-30-9 37
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 36

Abundance Scan 2021 (13.874 min): VN071921.D\data.ms (-2016) (- m/z 117.10 100.00%

117.1
5000
[ P
579 91‘-1 13.50 14.00
Olrrrrprredprdddbeesp el pr e 3920 e m/z 118,18 56.40%
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 — ——
13.50 14.00
m/z 115.05 32.60%
91.0
39.0 65.0 | “\ 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
13.50 14.00
5000 m/z 91.10 13.56%
91.0
39.0
80, | 6901980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72305: Benzene, (2-bromocyclopropyl)-
117.0 13.50 14.00
m/z 116.10 7.45%
5000
91.0
51.0
2601 | 16901960
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40822\
Data File : VN©71921.D

Acqg On : 08 Apr 2022 17:56
Operator : JC\MD

Sample : N2308-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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- 3.134 80. ug/l 6160270 .081 3847530 50.
Pentane 3.516 38. ug/l 2971850 .081 3847530 50.
2-Butene, 2-met... 3.999 23. ug/l 1826710 .081 3847530 50.
Pentane, 3-methyl- 5.622 25. ug/l 1980600 .081 3847530 50.
Cyclopentane, m... 7.145 75. ug/l 5831770 3847530 50.
Cyclopentene, 3... 7.839 37. 2919050 .081 3847530 50.
Cyclobutane, et... 8.581 17. ug/l 1341770 .963 3802750 50.
Cyclobutane, (1... 9.969 21. ug/l 1647660 .963 3802750 50.
Benzene, 1l-ethy... 3.216 24, ug/l 5720670 .669 11520700 50.0
Benzene, 1,1'-(... 3.874 32. ug/l 7527960 .669 11520700 50.0
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