LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020771.D

Acqg On : 27 Jan 2021 15:34
Operator : JC/SP

Sample ¢ VX0127WBSe1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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_X\METHOD\82X012521W.M

Title : SW846 8260

Signal : TIC: VX@20771.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.185 12 16 24 rvB 172593 163481 5.69% 0.335%
2 1.313 34 37 44 rVB 142917 136497 4.75% 0.279%
3 1.392 47 50 59 rvB 144968 138911 4.84% 0.284%
4 1.624 84 88 93 rVB 119809 126432 4.40% 0.259%
5 1.709 97 102 110 rVB 74207 96687 3.37% 0.198%
6 1.910 130 135 144 rBV 171781 258235 8.99% 0.528%
7 2.166 171 177 185 rBV 119715 171406 5.97% 0.351%
8 2.276 189 194 202 rW 62045 100444 3.50% 0.206%
9 2.355 202 208 214 rVV2 289460 556790 19.38% 1.139%
10 2.416 214 218 225 rW 159706 265111 9.23% 0.542%
11  2.489 225 230 235 rW 83459 141329 4.92% 0.289%
12 2.544 235 239 250 rVB 134170 225461 7.85% 0.461%
13 2.703 255 265 269 rBV 147129 272676 9.49% 0.558%
14  2.745 269 272 279 rVB 66822 113249 3.94% 0.232%
15 2.831 279 286 301 rVB 155145 298706 10.40% 0.611%
16 3.007 304 315 325 rBV 59697 145119 5.05% 0.297%
17 3.117 325 333 334 rBV 241937 407505 14.19% 0.834%
18 3.666 414 423 433 rBV 109777 260980 9.09% 0.534%
19 3.782 433 442 466 rVV2 444219 1494825 52.04% 3.059%
20 4.556 552 569 575 rBv4 205932 645084 22.46%  1.320%
21  4.629 575 581 589 rVB 117757 291806 10.16% 0©.597%
22 4.714 589 595 602 rBvV2 80297 198204 6.90% 0.406%
23 4.800 602 609 610 rBV 32806 62918 2.19% 0.129%
24  4.989 626 640 648 rBV5 114116 408212 14.21% ©.835%
25 5.086 648 656 663 rvv 160079 485264 16.89% 0.993%
26 5.172 663 670 685 rVB 106130 330018 11.49% 0.675%
27 5.458 703 717 725 rBV 308265 932345 32.46% 1.908%
28 5.544 725 731 737 rVV2 156163 462003 16.08% 0.945%
29 5.623 737 744 750 rW 348253 1001425 34.86% 2.049%
30 5.678 751 753 759 rW 127600 282231 9.83% 0.577%
31 5.757 759 766 779 rVB5 219270 664384 23.13% 1.359%
32 6.025 798 810 817 rBV 214916 564682 19.66% 1.155%
33 6.104 817 823 829 rBV 199788 500105 17.41% 1.023%
34 6.409 862 873 885 rBV 107820 271990 9.47% ©.557%
35 6.824 931 941 959 rBV 512126 1187755 41.35% 2.430%

36 7.184 991 1000 1011 rBV 193508 413320 14.39%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020771.D

Acqg On : 27 Jan 2021 15:34
Operator : JC/SP

Sample ¢ VX0127WBSe1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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_ X\METHOD\82X012521W.M
Title : SW846 8260
37 7.433 1032 1041 1046 rBV2 245422 559327 19.47% 1.144%
38 7.482 1046 1049 1060 rVB 174574 334455 11.64% ©.684%
39 7.635 1067 1074 1081 rBV2 129401 239787 8.35% 0.491%
40 7.744 1081 1092 1102 rVV2 157861 362609 12.62% 0.742%
41 7.866 1102 1112 1125 rVB2 177838 517023 18.00% 1.058%
42 8.159 1153 1160 1170 rBV 32155 59047 2.06% 0.121%
43 8.287 1173 1181 1195 rBV 638132 978351 34.06% 2.002%
44  8.409 1195 1201 1209 rVV 210515 344660 12.00% ©.705%
45 8.616 1227 1235 1242 rBV 825449 1276826 44.45%  2.613%
46 8.689 1242 1247 1254 rVWW 1027452 1642417 57.18% 3.361%
47 8.762 1254 1259 1269 rVB 489106 733614 25.54% 1.501%
48 9.019 1294 1301 1313 rBV 223442 322349 11.22% ©.660%
49  9.159 1318 1324 1326 rBV 215800 305123 10.62% 0.624%
50 9.195 1326 1330 1340 rVB 267335 408348 14.22% 0.836%
51 9.317 1340 1350 1353 rBV 387647 609314 21.21%  1.247%
52 9.348 1353 1355 1361 rVB 245816 304890 10.61% 0.624%
53 9.470 1369 1375 1384 rBV 695106 933800 32.51% 1.911%
54 9.561 1384 1396 1395 rVV 187158 274002 9.54% 0.561%
55 9.616 1395 1399 1402 rVV 234690 315803 10.99% ©.646%
56 9.653 1402 1405 1413 rVB 140099 191614 6.67% ©0.392%
57 10.092 1471 1477 1489 rBV2 1070249 2015091 70.15% 4.123%
58 10.201 1489 1495 1497 rVV 331042 446145 15.53% 0.913%
59 10.232 1497 1500 1511 rVV 606282 784555 27.31%  1.605%
60 10.341 1511 1518 1531 rVB 1143560 1508520 52.52% 3.087%
61 10.689 1568 1575 1584 rBv2 791582 1394044 48.53%  2.852%
62 10.835 1594 1599 1603 rBV 154888 218844  7.62%  0.448%
63 10.878 1603 1606 1616 rVV 307182 365947 12.74%  0.749%
64 11.000 1620 1626 1631 rVV 676281 823238 28.66% 1.684%
65 11.055 1631 1635 1640 rVV 207505 256992  8.95% ©.526%
66 11.122 1640 1646 1659 rVB 875652 1144047 39.83%  2.341%
67 11.238 1659 1665 1669 rBv2 472513 858439 29.89% 1.756%
68 11.280 1669 1672 1678 rVV2 296027 574598 20.00% 1.176%
69 11.341 1678 1682 1687 rVV 674906 791864 27.57% 1.620%
70 11.402 1687 1692 1698 rVV 536598 669662 23.31% 1.370%
71 11.494 1701 1707 1716 rVB2 1124832 1484134 51.67% 3.037%
72 11.756 1744 1750 1753 rBV2 817444 1169945 40.73%  2.394%
73 11.792 1753 1756 1762 rVB 657811 783913 27.29% 1.604%
74 11.927 1773 1778 1785 rVB 619127 756189 26.33% 1.547%
75 12.006 1785 1791 1794 rBV 464495 594192 20.69% 1.216%

76 12.055 1794 1799 1810 rVB4 1384359 2872434 100.00% 5.877%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020771.D

Acqg On : 27 Jan 2021 15:34
Operator : JC/SP

Sample ¢ VX0127WBSe1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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_ X\METHOD\82X012521W.M

Title : SW846 8260

77 12.372 1845 1851 1858 rBV 1097458 1312192 45.68%  2.685%
78 12.579 1878 1885 1891 rVB 344480 438395 15.26% ©.897%
79 12.981 1943 1951 1960 rVB2 110957 158307 5.51% 0.324%
80 13.323 2002 2007 2017 rBV 587440 699107 24.34%  1.430%
81 13.627 2050 2057 2065 rBV 411616 495405 17.25% 1.014%
82 13.762 2074 2079 2084 rBV 306962 388135 13.51% 0.794%
83 13.816 2084 2088 2096 rVB 489674 581664 20.25%  1.190%
84 13.999 2113 2118 2124 rBV 395178 498088 17.34% 1.019%

Sum of corrected areas: 48873035
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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o

Time-->
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¢ VX0127WBS0O1
: 5.0mL/MSVOA_X/WATER
: 5 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\

: VX020771.D
: 27 Jan 2021 15:34

Jc/sp

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VX020771.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020771.D

Acqg On : 27 Jan 2021 15:34
Operator : JC/SP

Sample ¢ VX0127WBSe1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Propanenitrile Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.714 9.90 ug/l 198204  Pentafluorobenzene 5.623

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanenitrile 55 C3H5N 000107-12-0 43
2 Propargylamine 55 C3H5N 002450-71-7 7
3 2-Butyne 54 C4He 000503-17-3 5
4 1,2-Butadiene 54 C4H6 000590-19-2 3
5 1-Butyne 54 C4H6 000107-00-6 3

Abundance Scan 595 (4.714 min): VX020771.D\data.ms (-589) (-) m/z 54.10 100.00%

54.1
5000 J\
A R
4.40 4.60 4.80 5.00
0Ll e 20k m/z 52.08 18.68%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #153: Propanenitrile
280 540
5000 UL L L R IR B B |
4.40 4.60 4.80 5.00
m/z 55.00 16.25%
O \‘\\\‘\‘\H‘W\Hi\\M\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #158: Propargylamine
54.0
 RRARE S
4.40 4.60 4.80 5.00
5000 m/z 51.00 15.45%
0 W"H‘H‘q‘JH,H‘W“H‘H‘W“H‘H‘W“H‘H‘W“H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #139: 2-Butyne R ERRRaEEL S
54.0 4.40 4.60 4.80 5.00
m/z 53.05 11.57%
5000 27.0
o |l
L w2 R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020771.D

Acqg On : 27 Jan 2021 15:34
Operator : JC/SP

Sample ¢ VX0127WBSe1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 1-chloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.678 14.09 ug/l 282231  Pentafluorobenzene 5.623

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 86
2 Oxetane, 3,3-dimethyl- 86 C5H100 006921-35-3 39

3 4-Propylcyclohexylamine 141 COH19N 102653-37-2 9

4 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 9

5 Oxetane, 2,3,4-trimethyl-, (2.al... 100 C6H120 032347-12-9 9
Abundance Scan 753 (5.678 min): VX020771.D\data.ms (-751) (-) m/z 56.10 100.00%

56.1
5000 M\\
A Ra e A REaaRE T
36 89.1 5.40 5.60 5.80 6.00

ooty O9L 1189 1693 /7 a1.10  48.84%

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

Abundance #2435: Butane, 1-chloro-

56.0
5000 LB L B L B R
5.40 5.60 5.80 6.00
27.0 m/z 43.10 25.78%
o “H . 1740 920
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #1773: Oxetane, 3,3-dimethyl-
56.0
R RARREEEERE
5.40 5.60 5.80 6.00
5000 m/z 39.10 10.02%
280 Ll 830
ot el S e
miz--> 20 40 60 80 100 120 140 160
Abundance #19110: 4-Propylcyclohexylamine R ARAREEEY b
56.0 5.40 5.60 5.80 6.00
m/z 55.10 8.50%
5000
30.0
0 M \‘\‘ il 1 8170 112.0 141.0
e A RAREEEE
m/z--> 20 40 60 80 100 120 140 160 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020771.D

Acqg On : 27 Jan 2021 15:34
Operator : JC/SP

Sample ¢ VX0127WBSe1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.323  12.17 ug/1 699107 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 2007 (13.323 min): VX020771.D\data.ms (-2002) (- m/z 119.05 100.00%

119.1
5000
39.1 65.1 ot 13.00 13.50
OF ettt b M 1469 2072 7 134,00 38.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
1300 1350
91.0 m/z 91.1@  15.60%
65.0
O \1\5\‘0\‘\\\“‘\\‘\\“\‘\\1“\\‘\\“\‘\\Ul\\\“\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
1300 1350
5000 m/z 120.10  9.72%
91.0
150 390 650 |
o) vt R 7Y R Y N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene — T
119.0 13.00 13.50
m/z 77.05 8.51%
5000
91.0 f
41.0 65.0 j\ fk
otso 080 L AV
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020771.D

Acqg On : 27 Jan 2021 15:34
Operator : JC/SP

Sample : VX0127WBS01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propanenitrile 4.714 9.9 ug/l 198204 1 5.623 1001430 50.0
Butane, 1-chloro- 5.678 14.1 ug/l 282231 1 5.623 1001430 50.0
Benzene, 1,2,4,... 13.323 12.2 ug/l 699107 4 12.061 2872430 50.0
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