LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52 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\82N061722W.M

Title : SW846 8260

Signal : TIC: VN@73144.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.405 82 88 94 rBvV2 17890 31163 1.26% 0.097%
2 3.081 194 203 215 rBV 147443 331045 13.43% 1.027%
3  3.457 258 267 279 rBV 69669 180982 7.34% 0.561%
4 3.657 293 301 310 rVB3 16406 38125 1.55% 0.118%
5 3.928 337 347 360 rVB 20157 52865 2.14% 0.164%
6 4.187 382 391 402 rBV3 7885 26190 1.06% 0.081%
7 5.004 517 530 532 rBV2 46940 136394 5.53% 0.423%
8 5.063 532 540 557 rVB2 125976 464121 18.83% 1.440%
9 5.534 608 620 634 rBV3 89574 310768 12.61% 0.964%
106 5.857 663 675 689 rBv4 14559 59015 2.39% 0.183%
11 6.040 693 706 722 rBV3 56471 174298 7.07% 0.541%
12 6.198 724 733 743 rBV4 12136 36979 1.50% 0.115%
13  6.322 743 754 758 rBV2 18085 53354 2.16% 0.166%
14 6.381 760 764 775 rVB3 22326 57785 2.34% 0.179%
15 6.528 775 789 798 rBV3 13991 43212 1.75% ©0.134%
16 6.657 801 811 819 rVBS8 8980 29788 1.21% 0.092%
17 6.816 827 838 851 rBV5 24994 81680 3.31% ©0.253%
18 6.963 851 863 872 rBV3 56099 173143 7.02% 0.537%
19 7.069 872 881 891 rvv2 81069 239414 9.71% 0.743%
20 7.234 901 909 924 rvVB2 31769 86292 3.50% 0.268%
21 7.769 994 1000 1009 rVB2 29327 71050 2.88% 0.220%
22 7.951 1020 1031 1035 rBV2 242653 585003 23.73% 1.815%
23  8.016 1035 1042 1050 rVV2 534990 1391534 56.45% 4.317%
24  8.104 1050 1057 1069 rVB2 144006 369969 15.01%  1.148%
25 8.228 1069 1078 1087 rBV 121241 282895 11.48% 0.878%
26 8.369 1093 1102 1115 rBV 251253 584249 23.70% 1.812%
27 8.545 1115 1132 1143 rVW 479282 1336678 54.22% 4.147%
28 8.645 1143 1149 1158 rVv4 28732 75159 3.05% 0.233%
29 8.757 1158 1168 1183 rVB3 58124 150706 6.11% 0.468%
30 8.898 1183 1192 1214 rBV 685811 1539692 62.46% 4.777%
31 9.057 1214 1219 1226 rVWV4 15200 29941 1.21% 0.093%
32 9.175 1226 1239 1250 rVB9 15268 64536 2.62% 0.200%
33  9.392 1260 1276 1281 rBV3 123900 334743 13.58% 1.038%
34 9.445 1281 1285 1293 rVV2 79113 147610 5.99% 0.458%
35 9.522 1293 1298 1303 rvv2 15105 36367 1.48% 0.113%
36 9.575 1303 1307 1313 rVB2 25837 48583 1.97% 0.151%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52 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\82N061722W.M
Title : SW846 8260
37 9.669 1313 1323 1330 rBV4 18408 45284 1.84% 0.140%
38 9.816 1341 1348 1358 rVB 206182 418142 16.96% 1.297%
39 9.951 1358 1371 1377 rBV3 234074 523127 21.22% 1.623%
40 10.016 1377 1382 1386 rBvV 54431 89016 3.61% 0.276%
41 10.151 1395 1405 1418 rBV2 80028 202929 8.23% 0.630%
42 10.304 1426 1431 1436 rVB2 65515 112640 4.57% 0.349%
43 10.380 1436 1444 1450 rBV 890313 1680675 68.18% 5.214%
44 10.439 1450 1454 1460 rVB2 52682 99402 4.03% 0.308%
45 10.563 1467 1475 1481 rVB3 57404 134083 5.44% 0.416%
46 10.822 1509 1519 1528 rVBS8 31615 91923 3.73% 0.285%
47 10.898 1528 1532 1537 rVB5 16097 25956 1.05% 0.081%
48 10.986 1539 1547 1553 rBV7 11157 26904 1.09% 0.083%
49 11.092 1560 1565 1573 rVB3 17862 38922 1.58% 0.121%
50 11.463 1619 1628 1640 rVB3 47719 120215 4.88% 0.373%
51 11.569 1640 1646 1651 rBV 36881 66200 2.69% 0.205%
52 11.680 1656 1665 1674 rBV 955821 1700473 68.98% 5.275%
53 11.780 1674 1682 1691 rVB 378199 637163 25.85% 1.977%
54 11.886 1692 1700 1712 rBV 1257968 2465072 100.00% 7.647%
55 12.216 1745 1756 1765 rBV 375739 657439 26.67% 2.040%
56 12.516 1801 1807 1813 rBV 43556 77559  3.15% 0.241%
57 12.669 1823 1833 1843 rVB 792253 1414748 57.39% 4.389%
58 12.857 1860 1865 1870 rVV 170802 268438 10.89% 0.833%
59 12.921 1870 1876 1879 rVvV 691026 1150747 46.68% 3.570%
60 12.951 1879 1881 1885 rWV 288981 431611 17.51% 1.339%
61 12.998 1885 1889 1897 rVB 408093 651195 26.42% 2.020%
62 13.157 1909 1916 1924 rBV 240693 412656 16.74% 1.280%
63 13.251 1929 1932 1935 rVWVv2 21026 31440 1.28% 0.098%
64 13.304 1935 1941 1948 rVV 1192034 1894864 76.87% 5.878%
65 13.427 1955 1962 1967 rBV3 23129 64107 2.60% ©0.199%
66 13.498 1970 1974 1978 rVV2 34862 57519 2.33% 0.178%
67 13.545 1978 1982 1986 rVV7 20308 39428 1.60% 0.122%
68 13.610 1986 1993 2014 rVB2 1083572 2301401 93.36% 7.140%
69 13.774 2016 2021 2022 rBV 79631 97311 3.95% 0.302%
70 13.810 2022 2027 2030 rVV2 275220 513089 20.81% 1.592%
71 13.845 2030 2033 2044 rVV2 244490 468946 19.02%  1.455%
72 13.933 2044 2048 2053 rVB2 33289 50676 2.06% 0.157%
73 14.004 2054 2060 2065 rVV 56734 90359 3.67% 0.280%
74 14.068 2065 2071 2073 rVV 123841 197665 8.02% 0.613%
75 14.092 2073 2075 2080 rVV 118493 179683 7.29% ©.557%

76 14.151 2080 2085 2092 rVV 204526 322926 13.10% 1.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52 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\82N061722W.M
Title : SW846 8260
77 14.216 2092 2096 2099 rVV3 20624 32101 1.30% ©.100%
78 14.263 2099 2104 2109 rVB2 86784 140166 5.69% ©.435%
79 14.398 2121 2127 2132 rBV 45476 77592 3.15% 0.241%
80 14.474 2132 2140 2143 rVWV 117586 211026 8.56% 0.655%
81 14.515 2143 2147 2151 rVV 159974 254898 10.34% 0.791%
82 14.557 2151 2154 2158 rvv2 65415 100024 4.06% 0.310%
83 14.598 2158 2161 2164 rVV 32373 46264 1.88% 0.144%
84 14.627 2164 2166 2172 rVV5 15710 28467 1.15% ©0.088%
85 14.698 2174 2178 2181 rVwV 31353 44505 1.81% 0.138%
86 14.745 2181 2186 2190 rVvV 99054 176855 7.17% 0.549%
87 14.786 2190 2193 2198 rVVv3 56348 88958 3.61% 0.276%
88 14.863 2198 2206 2211 rVVv4 139974 346169 14.04% 1.074%
89 14.915 2211 2215 2224 rVV3 36877 84146 3.41% 0.261%
990 15.015 2227 2232 2240 rVV8 16820 38902 1.58% 0.121%
91 15.127 2240 2251 2263 rVW4 60061 201354 8.17% ©.625%
92 15.233 2263 2269 2279 rVB4 44896 115777 4.70% 0.359%
93 15.433 2292 2303 2310 rVB 136761 284275 11.53% 0.882%
94 15.539 2316 2321 2326 rBV9 18270 38937 1.58% ©0.121%
95 15.627 2333 2336 2345 rVB7 22421 40720 1.65% 0.126%
96 15.721 2347 2352 2359 rBV2 26556 58454 2.37% 0.181%
97 15.898 2379 2382 2391 rVB5 15779 34645 1.41% 0.107%
98 16.104 2410 2417 2423 rBV9 15713 36467 1.48% 0.113%
99 16.527 2482 2489 2495 rBV 72251 157129 6.37% 0.487%
100 16.727 2516 2523 2533 rBV 36885 89545 3.63% 0.278%
Sum of corrected areas: 32234637
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.M
Quant Title : SW846 8260

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

Abundance TIC: VN073144.D\data.ms
1200000

1000000
800000
600000

400000

200000 3.081
e 5.534

3.457 5.0 6,04%
2.405 /\_ 3.657 3.928 4187 5.857 .19882336.528659-81

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 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

o

Abundance TIC: VNO73144.D\data.ms
1200000

1000000 11.680
10.380

800000
8.898

600000 8.016
8.545

400000 1.7t
79 8.369 9.81%951

200000 18008 9.392
6.96%%9 .., 8757 445
o : 7.769 6457) \9.097175 $29%69

T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Fioppoz 1 A0%6

\ T
11.00 11.50

Abundance TIC: VN073144.D\data.ms

1200000{ FSG
13.610

1000000

800000 12.669

600000

400000

200000 15.433

D4 9748233 @5&@7&15.89&6.104 16'652&6-? 2

T ‘ T ‘ T T ‘ T T ‘ T
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©62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 7
R.T. EstConc Area Relative to ISTD R.T.
3.081 11.90 ug/1 331045  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 40
4 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 10
Abundance Scan 203 (3.081 min): VN073144.D\data.ms (-194) (-) m/z 40.95 100.00%
41.0
57.0
5000
AR N e
‘ 72.1 2.80 3.00 3.20 3.40
ol el L m/z 43.00  98.86%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 P T T T T T T
2.80 3.00 3.20 3.40
15.0 m/Z 41.95 93.09%
72.0
0 \\\‘?\\\‘\{\\‘\\1\“\\\\}\}\\‘H\‘\‘\{‘\\\\‘\‘\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance
42.0
310 2.80 3.00 3.20 3.40
5000 m/z 57.00 64 .54%
15.0 57.0 72.0
O v e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane e
43.0 2.80 3.00 3.20 3.40
m/z 39.10 36.20%
5000
27.0 57.0 720
0 H\‘\H\‘:\"'\579‘H1‘\‘“\\m‘i\M\‘m‘l‘wuu‘uu‘\u
m/z--> 0 10 20 30 40 50 60 70 80 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©62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.063 16.68 ug/1l 464121  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 50
3 Pentane 72 C5H12 000109-66-0 47

4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 38
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 33

Abundance Scan 540 (5.063 min): VN073144.D\data.ms (-532) (-) m/z 43.00 100.00%

4.80 5.00 5.20 5.40

43.0
5000 71.0
57‘.0

‘ ‘ ‘ 86.0 S
O e A B L B B m/z 42.00 46.89%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
71.0 4.80 5.00 5.20 5.40

57.0 m/z 41.00  43.21%

27 0 :
86.0
oL 150 Al e
T ‘ TTTT ‘ T \ T ‘ TTTT ’ T \ T ‘ TTTT ’ L ‘ T TT ’ TTTT ‘ TTT
m/z--> 10 50 60 70 80 90
Abundance
43.0

4.80 5.00 5.20 5.40

5000 m/z 71.00 41.53%
71.0
27.0 55.0
0 15.0 63.0 86.0
T T T T e e

m/z--> 10 20 30 40 50 60 70 80 90

Abundance #809: Pentane m‘mwm‘mwm
43.0 4.80 5.00 5.20 5.40

m/z 39.00  19.40%

57.0 720 A
|

5000

150 M

miz--> 10 50 60 70 80 90 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VN@73144.D

Acqg On : 26 Jun 2022 06:58

Operator JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@61722W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 3 Pentane, 3-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
5.534 11.17 ug/1 310768 Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 64
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 45
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
Abundance Scan 620 (5.534 min): VN073144.D\data.ms (-608) (-) m/z 57.00 100.00%
57.0
41.0
5000
H | 710 862 5.20 5.40 5.60 5.80
0 bl e e b e e e m/z 56.10  85.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘
5.20 5.40 5.60 5.80
m/z 41.00 72.06%
27.0
1 O Ol
O H‘HH’\HH\H\H\H‘HH‘\\H‘HH’H}\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
29.0 5.20 5.40 5.60 5.80
5000 m/z 43.00 25.76%
0,150 P$o 71.0 860 1020 1280
T e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /
Abundance #14600: Pentane, 2,2,4,4-tetramethyl- ““H“‘/ﬁ&“‘W““
57.0 5.20 5.40 5.60 5.80
m/z 39.00 18.84%

5000
41.0
27\0 ‘ 71.0 85.0 99.0 113.0128.0 /

m/z-->

o

10 20 30 40 50 60 70 80 90 100110120130

5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.104 13.29 ug/l 369969  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 64
3 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 46
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38
5 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 37
Abundance Scan 1057 (8.104 min): VN073144.D\data.ms (-1050) (-) m/z 56.00 100.00%
56.0
5000
85.0 7.80 8.00 8.20 8.40

o‘HwWU;uw‘w‘m,“”‘iHH‘““_““““““‘2‘9?3:9 m/z 43.05  77.46%

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

Abundance #4476: Pentane, 2,3-dimethyl-

56.0
5000 L B R IR R |
20.0 7.80 8.00 8.20 8.40
m/z 57.05 63.75%
85.0
O\\\\‘\\\\‘}\\‘ “\\i\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
R Ry
7.80 8.00 8.20 8.40
5000 m/z 41.00 62.33%
29.0 83.0 112.0
0 140.0 168.0 199.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #226: Aziridine, 2-methyl-
28.0 56.0 7.80 8.00 8.20 8.40
' m/z 71.05  40.34%
5000 M
) Ak AT
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Hexane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.228 10.16 ug/l 282895  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 50

Abundance Scan 1078 (8.228 min): VN073144.D\data.ms (-1069) (-) m/z 43.05 100.00%

3

71.0
5000

P T P T
L, 2000 206

8.00 8.20 8.40 8.60
el e 5%S m/z 71.05 62.53%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
M

5000 e P
8.00 8.20 8.40 8.60

m/z 70.00 55.52%

15-0\‘ , | | 1000
T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 )w/\

8.00 8.20 8.40 8.60

o

o

?

5000 71.0 m/z 41.10 52.55%
100.0
O b e e T e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8634: Heptane, 4-methyl-
43.0 8.00 8.20 8.40 8.60
m/z 57.05 49.33%
71.0
5000
Josol ||| o
“““““‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.545 43.41 ug/l 1336680 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 45
Abundance Scan 1132 (8.545 min): VN073144.D\data.ms (-1115) (-) m/z 57.10 100.00%
57.1
5000
41.0
‘ g3, 990 8.20 8.40 8.60 8.80
0l el e e M/z 56.00 31.72%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000
8.20 8.40 8.60 8.80
41.0 o
m/z 40.95 27.94%
ol 130 270 “\ ‘ 830 990 1149
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
8.20 8.40 8.60 8.80
5000 m/z 43.10 18.43%
41.0
0 27.0 71.0 99.0
T T e e T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8660: Pentane, 2,2,4-trimethyl- R EAmEREEEES S
57.0 8.20 8.40 8.60 8.80
m/z 38.95 9.29%
5000
41.0
27.0 ‘H - 99.0
.
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Heptane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.816 13.58 ug/l 418142  1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
3 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 78
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64

Abundance Scan 1348 (9.816 min): VN073144.D\data.ms (-1341) (-) m/z 42.95 100.00%

43.0
71.0
5000 NL
57.1

‘ 9. 50 10 00
|

94.9 o
oH_HwHH‘w“!wwwwHH_WWWH%?‘_WM m/z 70.95  75.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8635 Heptane, 4-methyl-
43.0
71.0
5000 [ LA T

9.50 10.00
m/z 70.10 55.75%

57.0
290

15.0 A 850 990 114.0

H‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance

43.0
70 NIV

o

950 1000
5000 m/z 40.95 31.50%
27.0 57.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #22113: Heptane, 3,3,4-trimethyl-
43.0 71.0 9. 50 10 00

m/z 55.05 24.18%

5000 57.0
29.0
0 H‘ “ ‘ | 850 113 0127.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.951 16.99 ug/l 523127 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 76
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 59
5 Diisoamyl ether 158 C10H220 000544-01-4 59
Abundance Scan 1371 (9.951 min): VN073144.D\data.ms (-1358) (-) m/z 43.05 100.00%
3.0
71.0
5000
57.0
85.0
10.00
99.1
0 H‘_m,ww_H“ilmm“;_Hw,mm_mw‘l‘l‘?’m“’,” m/z 71.00  60.30%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 T \/\\/\\
10.00
27.0 57.0 m/z 70.00 59.63%
O H\‘HH’HH‘H\‘{“HH"‘!}H‘\‘\H\‘\\HHH\‘\\H‘HH‘\H\]-‘]\-%.\(?H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
10.00
5000 71.0 m/z 41.00 37.36%
57.0
27.0 85.0
ol 2. 99.0 1130
T T e e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl- —
43.0 10.00
m/z 57.05 36.76%
71.0
5000
29.0
57.0
10150 | 830 690 1140
T e e e e e e E
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
VN@73144.D

: 26 Jun 2022 06:58

JC\MD

: N3426-04 40X
: 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH
: 52 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061722W.M

. SW846 8260

: 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 9 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.922  25.00 ug/l 1150750 1,4-Dichlorobenzene-d4 13.610
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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 1876 (12.921 min): VN073144.D\data.ms (-1870) (- | m/z 105.00 100.00%
105.0
5000
120.0
390 630 77‘-0 91.0 13.00
O brrerrprrrr et bbb e m/z 120,08 30.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00
m/z 77.00 11.43%
77.0 91.0
OH‘1\\5\.9‘\\\‘\‘\\?\’?‘.(\)\H“H\ﬁ%\.e‘\um‘uu‘iH\‘\M\‘H‘\‘\“‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
13.00
5000 m/z 91.00 11.43%
120.0
77.0 91.0
0 18.0 39.0 63.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 13.00
m/z 105.95 8.59%
120.0
5000
77.0
0 3%? , 830 |, 9%0 Wl A
O it e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00

82N061722W.M Tue Jun 28 13:01:02 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.810  11.15 ug/1l 513089 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 64
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 58
3 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 58
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 52
5 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 50
Abundance Scan 2027 (13.810 min): VN073144.D\data.ms (-2022) (- | m/z 117.00 100.00%
117.0
5000
91.0 134.0
39.0 62.9 ‘ ‘ ‘ 13.50 14.00
0ot e b myz 105,00 91.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10180: Indane
117.0
5000 Kj\“—? ‘
13.50 14.00
m/z 118.00  54.37%
i
OH\‘HH‘Hl‘\‘\HM\H\‘HHM‘\‘H‘H\‘”HH“HH‘\‘\H‘H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
L VISP L WISV, V.Y
13.50 14.00
5000 m/z 115.00 31.45%
91.0
51.0
0 27.0 74.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10211: 7-Methylenecycloocta-1,3,5-triene \ — ‘J‘\\‘ —
117.0 13.50 14.00
m/z 91.00 18.07%
5000
39.0
o, s o)
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00

82N061722W.M Tue Jun 28 13:01:02 2022 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73144.D

Acqg On : 26 Jun 2022 06:58

Operator : JC\MD

Sample : N3426-04 40X

Misc : 6.11g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061722W.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- 3.081 11.9 ug/l 331045 1 8.016 1391530 50.0
Pentane, 2-methyl- 5.063 16.7 ug/l 464121 1 8.016 1391530 50.0
Pentane, 3-methyl- 5.534 11.2 wug/l 310768 1 8.016 1391530 50.0
Pentane, 2,3-di... 8.104 13.3 ug/l 369969 1 8.016 1391530 50.0
Hexane, 3-methyl- 8.228 10.2 ug/l 282895 1 8.016 1391530 50.0
Butane, 2,2,3,3... 8.545 43.4 ug/l 1336680 2 8.904 1539690 50.0
Heptane, 4-methyl- 9.816 13.6 wug/l 418142 2  8.904 1539690 50.0
Pentane, 2,3,4-... 9.951 17.0 ug/l 523127 2 8.904 1539690 50.0
Benzene, 1l-ethy... 12.922 25.0 ug/l 1150750 4 13.610 2301400 50.0
Indane 13.810 11.2 ug/l 513089 4 13.610 2301400 50.0
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