LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VN©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 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@73122.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.399 81 87 92 rBV 29623 44960 2.06% 0.132%
2 3.075 193 202 214 rBV 304727 706474 32.33% 2.082%
3 3.452 256 266 278 rBV 138263 348762 15.96%  1.028%
4 3.652 293 300 308 rBV2 15041 34984 1.60% 0.103%
5 3.928 337 347 360 rvB3 21187 55299 2.53% 0.163%
6 4.181 378 390 403 rBvV2 15716 53272 2.44% 0.157%
7 5.004 515 530 531 rBV2 72832 216699 9.92% 0.639%
8 5.057 532 539 553 rVB2 213766 760636 34.81% 2.241%
9 5.534 604 620 643 rBV2 147844 527462 24.14% 1.554%
10 5.857 661 675 689 rVB7 19712 75197 3.44% 0.222%
11 6.034 692 705 717 rBV2 96620 292969 13.41% 0.863%
12 6.198 722 733 742 rBV5S 19937 59630 2.73% 0.176%
13 6.316 742 753 758 rVV2 28422 86004  3.94% 0.253%
14 6.381 759 764 775 rVB2 31890 94536  4.33% 0.279%
15 6.516 779 787 796 rBv4 19782 59819 2.74% 0.176%
16 6.657 798 811 822 rVB5 15420 54068 2.47% 0.159%
17 6.816 827 838 852 rBV4 37684 117601 5.38% 0.347%
18 6.963 852 863 871 rBvV2 88210 270725 12.39% 0.798%
19 7.069 871 881 890 rBV 112347 309516 14.17% 0.912%
20 7.240 901 910 925 rVB2 67326 189099 8.65% ©.557%
21 7.769 993 1000 1008 rVB3 32059 79991 3.66% 0.236%
22 7.957 1021 1032 1035 rBV2 234261 590468 27.02% 1.740%
23 8.016 1035 1042 1050 rVV2 571763 1529388 70.00% 4.507%
24  8.104 1050 1057 1068 rVB2 206775 532213 24.36% 1.568%
25 8.228 1068 1078 1094 rVB2 186997 442234 20.24% 1.303%
26 8.369 1094 1102 1115 rBV 248843 576179 26.37% 1.698%
27 8.545 1116 1132 1143 rBV 689581 1857472 85.01% 5.474%
28 8.639 1143 1148 1158 rVB3 39348 96825 4.43% 0.285%
29 8.757 1158 1168 1182 rVB3 84476 224181 10.26% 0.661%
30 8.904 1182 1193 1207 rBV 687300 1552276 71.04% 4.574%
31 9.057 1214 1219 1226 rVB2 21474 40549 1.86% ©0.119%
32 9.139 1226 1233 1234 rVWV2 15981 25487 1.17% 0.075%
33 9.175 1234 1239 1251 rVB5 19726 58671 2.69% 0.173%
34 9.392 1262 1276 1281 rBV2 178948 462952 21.19% 1.364%
35 9.445 1281 1285 1293 rVvVv2 107815 204475 9.36% 0.603%
36 9.528 1293 1299 1303 rVvv3 22136 49895 2.28% 0.147%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VN©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 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 9.575 1303 1307 1314 rVV2 32726 63269 2.90% 0.186%
38 9.663 1314 1322 1329 rVB5 22558 56323 2.58% 0.166%
39 9.816 1340 1348 1358 rBV 271682 545265 24.96% 1.607%
40 9.951 1358 1371 1377 rBV2 293989 658322 30.13% 1.940%
41 10.016 1377 1382 1395 rVB3 97335 256195 11.73% ©.755%
42 10.151 1396 1405 1417 rVB 105274 258254 11.82% 0.761%
43 10.304 1425 1431 1437 rVB2 87162 151023 6.91% 0.445%
44 10.375 1437 1443 1452 rBV 895250 1668923 76.38% 4.918%
45 10.563 1467 1475 1481 rVB4 79270 176688 8.09% 0.521%
46 10.810 1509 1517 1527 rVW7 38413 118585 5.43% 0.349%
47 10.898 1527 1532 1538 rVB4 19065 36333 1.66% 0.107%
48 10.992 1543 1548 1553 rBV3 14281 25215 1.15% 0.074%
49 11.092 1560 1565 1572 rVB2 22478 46538 2.13% 0.137%
50 11.392 1612 1616 1620 rBV3 15978 23791 1.09% 0.070%
51 11.463 1620 1628 1639 rVB4 64759 159288 7.29% 0.469%
52 11.563 1640 1645 1655 rBv2 50586 87221 3.99% 0.257%
53 11.680 1657 1665 1674 rBV 935709 1638138 74.97% 4.827%
54 11.780 1674 1682 1691 rVB 271274 470944 21.55% 1.388%
55 11.886 1691 1700 1712 rBV 845384 1702436 77.92% 5.017%
56 12.216 1746 1756 1764 rVWW 167360 316966 14.51%  0.934%
57 12.304 1766 1771 1775 rVB2 14707 24520 1.12% 0.072%
58 12.516 1802 1807 1813 rBV 42970 81836 3.75% 0.241%
59 12.669 1823 1833 1843 rVB 776180 1404426 64.28% 4.139%
60 12.857 1860 1865 1870 rVB 167472 245931 11.26% 0.725%
61 12.922 1870 1876 1879 rBV 657041 1070989 49.02%  3.156%
62 12.951 1879 1881 1885 rVV 273104 404957 18.53% 1.193%
63 12.998 1885 1889 1896 rVB 389596 630279 28.85% 1.857%
64 13.157 1909 1916 1925 rBV 232452 390004 17.85% 1.149%
65 13.251 1928 1932 1935 rVV2 19187 30142 1.38% ©0.089%
66 13.304 1935 1941 1947 rVV 1137420 1811100 82.89% 5.337%
67 13.351 1947 1949 1955 rVB3 19630 27413 1.25% 0.081%
68 13.439 1955 1964 1967 rBV3 27149 76954  3.52% 0.227%
69 13.498 1970 1974 1978 rVB2 37836 59975 2.74% 0.177%
70 13.545 1978 1982 1986 rBV5 22118 36640 1.68% 0.108%
71 13.610 1986 1993 2013 rVB2 1010776 2184945 100.00% 6.439%
72 13.774 2015 2021 2022 rBV 85168 102864 4.71% 0.303%
73 13.810 2022 2027 2030 rVV2 252291 459789 21.04% 1.355%
74 13.845 2030 2033 2043 rVB4 244521 477755 21.87% 1.408%
75 13.933 2043 2048 2054 rVB4 38384 60560 2.77% 0.178%
76 14.004 2054 2060 2065 rBV 55072 89492 4.10% 0.264%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VN©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 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 14.069 2065 2071 2073 rBV 126849 209421 9.58% 0.617%
78 14.092 2073 2075 2080 rVVW 121126 170312 7.79% ©.502%
79 14.151 2080 2085 2092 rVB 194616 301907 13.82% 0.890%
80 14.216 2092 2096 2099 rVB2 17806 26544 1.21% 0.078%
81 14.263 2099 2104 2109 rVB3 90494 143873 6.58% 0.424%
82 14.398 2122 2127 2133 rBV3 45179 80245 3.67% 0.236%
83 14.474 2133 2140 2143 rBV 118317 207348 9.49% 0.611%
84 14.516 2143 2147 2151 rVV 157591 233666 10.69% 0.689%
85 14.557 2151 2154 2158 rvv2 57085 77724 3.56% 0.229%
86 14.598 2158 2161 2164 rVB3 22277 27071 1.24% 0.080%
87 14.698 2174 2178 2181 rBV3 24238 31441 1.44% 0.093%
88 14.745 2181 2186 2190 rvV 91733 158094 7.24%  0.466%
89 14.786 2190 2193 2198 rVB3 62100 88916 4.07% 0.262%
990 14.857 2198 2205 2212 rBv2 135258 342786 15.69% 1.010%
91 14.916 2212 2215 2223 rVB3 33349 63914 2.93% ©.188%
92 15.127 2246 2251 2261 rvVv4 60686 154856 7.09% 0.456%
93 15.239 2264 2270 2277 rVB4 47070 106624 4.88% 0.314%
94 15.427 2292 2302 2311 rVB 100266 217384 9.95% 0.641%
95 15.539 2316 2321 2326 rBVS 23153 39380 1.80% ©0.116%
96 15.627 2333 2336 2346 rVB5 30887 54868 2.51% ©.162%
97 15.721 2348 2352 2358 rBV3 26166 57971 2.65% ©.171%
98 16.098 2411 2416 2417 rBVS 17304 28363 1.30% ©0.084%
99 16.527 2480 2489 2496 rBV 81108 188368 8.62% 0.555%
100 16.739 2517 2525 2533 rVB2 45142 112333 5.14% 0.331%
Sum of corrected areas: 33934665
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 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: VN073122.D\data.ms

1000000
800000
600000

400000
3.075

5.057

200000 3.452 5.534
5 6.034

2.399 A 3.652 3.928 4.181 / 5.857 /\ 6.1668184,516 65F-81
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Abundance TIC: VNO73122.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 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 4
R.T. EstConc Area Relative to ISTD R.T.
3.075 23.10 ug/1 706474  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Pentane 72 C5H12 000109-66-0 36
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 1-Butene 56 C4H8 000106-98-9 10
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10
Abundance Scan 202 (3.075 min): VN073122.D\data.ms (-193) (-) m/z 43.00 100.00%
43.0
57.0
5000

 EBAREEEEEEEE

‘ 720 2.80 3.00 3.20 3.40
bttt il b 20T s 41,00 93.45%

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #813: Butane, 2-methyl-
43.0
270 57.0

5000 ‘H“‘H,“H“‘H“‘H
2.80 3.00 3.20 3.40

m/z 41.95 84.16%
(i

14L0 Il m‘ 72\0
\H‘H\\‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\\H‘H\\‘H\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance
43.0

2.80 3.00 3.20 3.40

o

5000 ITI z 57 .00 63.28%
7.
27.0 57.0 720
0 14.0
T T T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #752: 3-Buten-1-ol
42.0 2.80 3.00 3.20 3.40

m/z 38.95 32.99%

5000
28 72.0
570
0 P |

m/z--> 0 10 20 30 40 50 60 70 80 90 100110 2.80 3.00 3.20 3.40
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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@73122.D

¢ 25 Jun 2022 19:59

JC\MD

: N3434-05 40X
: 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH
: 25  Sample Multiplier: 1

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

. SW846 8260

: 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 10

R.T. EstConc Area Relative to ISTD R.T.
3.452 11.40 ug/1 348762  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 Butane, 2-methyl- 72 C5H12 000078-78-4 38
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 9
Abundance Scan 266 (3.452 min): VN073122.D\data.ms (-256) (-) m/z 43.00 100.00%
43.0
5000 j\y
57.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ 72.0 3.20 3.40 3.60 3.80
0 ‘H“““‘H“““_“\\‘\H‘uuH“H“‘!“w‘ m/z 42.00 61.37%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
3.20 3.40 3.60 3.80
. m/z 41.00 56.65%
27.0 57.0 720
O\\\‘\\\\‘\]_\5\()\‘\\\“‘\\\\‘i\}\\‘\‘\u\‘\\\\‘!\\\‘\
m/z--> 0 10 40 50 60 70 80
Abundance
41.0
R e B
3.20 3.40 3.60 3.80
5000 27.0 m/z 39.00  21.29%
57.0
71.0
15.0
49.0
M |
m/z--> 0 10 20 30 40 50 60 70 80 J\kN
Abundance #813: Butane, 2-methyl- H““‘H““w4&‘W‘/§
43.0 3.20 3.40 3.60 3.80
m/z 57.00 17.03%
57.0
5000 27.0
15.0
72.0
-l N 1 R 1 O | R
m/z--> 0 10 20 30 40 50 60 70 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©62522\
Data File : VNO©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 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 3 Pentane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.057 24.87 ug/1 760636  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 46
4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 40
Abundance Scan 539 (5.057 min): VN073122.D\data.ms (-532) (-) m/z 43.00 100.00%
5000 71.0 /\
57.0 e Mam e A RRRRE T
‘ ‘ 86.0 4.80 5.00 5.20 5.40
ol el e e Mz 71,00 45.79%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-
43.0
5000 L B I L LA BN L
27.0 710 4.80 5.00 5.20 5.40
m/z 42.00 45.62%
15.0 ‘ 57.0 ‘
O\\\‘-\\\\‘\\‘\\‘\\{}“\\\\i\}\\‘\\‘}‘\‘\\\\“\\\\‘?6}'\0‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance
43.0
4.80 5.00 5.20 5.40
5000 m/z 41.00 44 .51%
71.0
27.0 55.0
15.0 86.0
e o R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0 4.80 5.00 5.20 5.40
m/z 39.00 21.21%
5000
27.0 57.0 720
0 \\\‘H\\‘:\L\SIQ‘\\M\\\1‘1\1\\‘m‘l‘\‘HH‘HH‘HH‘M
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 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, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.534 17.24 ug/1 527462  Pentafluorobenzene 8.016

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 74
3 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 64
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59
5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 53
Abundance Scan 620 (5.534 min): VN073122.D\data.ms (-604) (-) m/z 57.00 100.00%
57.0
41.0
5000
‘ ‘ 71.0 86.0 5.20 5.40 5.60 5.80
0 HW,W,Wu‘muu‘ L e m/z 56.00  84.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2043: Pentane, 3-methyl-
57.0
41.0 /
5000 /\\'TTHH‘HH’HH{\\‘H‘
5.20 5.40 5.60 5.80
m/z 41.00 66.03%
27.0
‘ 71.0 g6.0
O H‘HH’H\H\H\‘H\H‘\\‘\M\\H“HH’H}.\‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
5.20 5.40 5.60 5.80
5000 m/z 43.10 24 .56%
41.0
27.0 71.0
0 85.0 99.0 113.0128.0
T T I e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #34256: Butyl isocyanatoacetate R EmARREREEE R
57.0 5.20 5.40 5.60 5.80
20.0 m/z 39.00 17.77%
5000
o150 | B0 710 880 1020 1280
P e e e e e e e
m/z--> 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©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 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 Pentane, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.104 17.40 ug/l 532213  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 47
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 40
Abundance Scan 1057 (8.104 min): VN073122.D\data.ms (-1050) (-) m/z 56.00 100.00%
56.0
w W
AR R
H ‘ 85.1 7.80 8.00 8.20 8.40
Ol 2089 7 43.00  81.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
5000
29.0 7.80 8.00 8.20 8.40
m/z 57.05 64.48%
| ] 80
O\\\‘\‘\‘\\\‘ }\\‘ “\\‘\\’\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
R
7.80 8.00 8.20 8.40
5000 m/z 41.00 64.12%
29.0
84.0
R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4468: Hexane, 3-methyl-
43.0 7.80 8.00 8.20 8.40
m/z 70.95 40.98%
5000 70.0
0 15'0 M\ \‘ | | 109'0 /\/\
e et R AAREREER T
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 : VN@73122.D

Acqg On : 25 Jun 2022 19:59

Operator JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@61722W.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 6 Hexane, 3-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.228 14.46 ug/l 442234  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
3 Heptane 100 C7H16 000142-82-5 72
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
Abundance Scan 1078 (8.228 min): VN073122.D\data.ms (-1068) (-) m/z 43.00 100.00%
43.0
71.0
57.0
5000
‘ | 85.1 100.0 8.00 8.20 8.40 8.60
0 et el m/z 70.95  62.43%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4471: Hexane, 3-methyl-
43.0
5000 290 57.0 71.0 uu‘uu,uu‘mu’
) 8.00 8.20 8.40 8.60
m/z 70.10 55.96%
oL10 150 “ L 85.0 100.0
H\‘\H\’HH‘\H\‘HH"\}H‘\‘H\‘HHHH\‘\\H‘\\Hi\\\\‘\\\\’\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance J\/b\v
43.0
8.00 8.20 8.40 8.60
5000 710 m/z 40.95 53.57%
29.0
57.0
1.0 15.0 85.0 gg o 114.0
T T T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0 8.00 8.20 8.40 8.60
m/z 56.95 53.47%
57.0
5000 71.0
29.0 | ‘ 100.0
0 uWm,uu‘mw‘\m,wu‘u‘m‘\m,mWu'\‘\m‘\m‘\m,u
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.545 59.83 ug/l 1857470  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 78
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 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 59
Abundance Scan 1132 (8.545 min): VN073122.D\data.ms (-1116) (-) m/z 57.00 100.00%
57.0
5000
‘ 09.1 8.20 8.40 8.60 8.80
| A —— £ Y P T TR E W
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000
8.20 8.40 8.60 8.80
29.0 m/z 41.00 28.09%
M 99.0
0\‘\\\‘\‘\\\\‘\\\’\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
8.20 8.40 8.60 8.80
5000 m/z 42.95 19.38%
29.0
99.0
oL T e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8667: Pentane, 2,2,4-trimethyl- R AREREEEES S
57.0 8.20 8.40 8.60 8.80
m/z 39.00 9.94%
5000
29.0
0 20 ‘ 99.0
‘_‘H“H‘_“,‘H‘_‘H“H‘_‘H“H‘_‘H“H‘_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 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©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 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 6
R.T. EstConc Area Relative to ISTD R.T.
9.816 17.56 ug/l 545265 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 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74
Abundance Scan 1348 (9.816 min): VN073122.D\data.ms (-1340) (-) m/z 42.95 100.00%
71.0
5000 M
57.0 - I
| H 95.0 9.50 10.00
0l it 22240 sz 71,00 75.46%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 = e
9.50 10.00
27.0 57.0 m/z 69.95 56.27%
0 Tl H | 97.0 114.0
\H’HH’HH’HH‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
9.50 10.00
5000 70.0 m/z 41.00 33.37%
29.0
0 1.0 15.0 85.0 100.0
T T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl- — —
43.0 9.50 10.00
m/z 55.00 25.69%
71.0
5000
57.0
29.0
o 150 ||| 830 901140
T e e e e e e e = ——
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 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 9 Pentane, 2,3,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.951  21.21 ug/l 658322  1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 80
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
3 Heptane, 3,3,4-trimethyl- 142 C1leH22 020278-87-9 64
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
5 3,4-Diethyl hexane 142 C1eH22 019398-77-7 59
Abundance Scan 1371 (9.951 min): VN073122.D\data.ms (-1358) (-) m/z 43.00 100.00%
43.0
70.0
5000
85.1 \
=
‘ ‘ 10.00
ol el il 8L 7 69,95 58.20%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
10.00
27.0 m/z 71.00 57.70%
0 2.0 | ‘ “M \‘ lly \‘ 99\0 114.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance
43.0
DA L As,
71.0 10.00
5000 m/z 56.95 38.15%
. 27.0 99,0 114.0
e B e LA o
miz--> 0 20 40 60 80 100 120
Abundance #22113: Heptane, 3,3,4-trimethyl- -
43.0 71.0 10.00
m/z 41.00 35.24%
5000
28.0
0 U | 950 11301580
T e e e e e e s
m/z--> 0 20 40 60 80 100 120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.922  24.51 ug/1 1070990 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-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1876 (12.922 min): VN073122.D\data.ms (-1870) (- | m/z 105.00 100.00%
105.0
5000
77.0 13.00
39.0
. 121.0
Oy T8l 3RO 1410 m/z 120.00  30.44%
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
13.00
m/z 77.00 11.61%
39.0 77.0
L4599 | ) 121.0
0\\\’\\\\“\\‘i‘\“‘\\\\“\\1\“1\\‘\“‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
105.0
13.00
5000 m/z 91.00 11.61%
77.0
oL, 180 390 590 121.0
I o e e A e
miz--> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 13.00
m/z 106.00 8.54%
5000
77.0
o150 390 s00 "7 | | 1210 A
e —
m/z--> 20 40 60 80 100 120 140 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73122.D

Acqg On : 25 Jun 2022 19:59

Operator : JC\MD

Sample : N3434-05 40X

Misc : 5.55g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 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- 3.075 23. ug/1 706474 .016 1529390 50.
Pentane 3.452 11. ug/1 348762 .016 1529390 50.
Pentane, 2-methyl- 5.057 24. ug/l 760636 .016 1529390 50.
Pentane, 3-methyl- 5.534 17. ug/1 527462 .016 1529390 50.
Pentane, 2,3-di... 8.104 17. 532213 1529390 50.
Hexane, 3-methyl- 8.228 14. ug/1 442234 .016 1529390 50.
Butane, 2,2,3,3... 8.545 59.8 ug/l 1857470 .904 1552280 50.
Pentane, 2,3,4-... 9.816 17. ug/1 545265 .904 1552280 50.
Pentane, 2,3,3-... 9.951 21. ug/1 658322 .904 1552280 50.
Benzene, 1l-ethy... 12.922 24. ug/l 1070990 .610 2184950 50.
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