LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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\82X022322W.M

Title : SW846 8260

Signal : TIC: VX@27226.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.27e 27 30 38 rVB 27447 25837 2.32% 0.378%
2 1.374 42 47 52 rBvV 55761 51642 4.63% 0.755%
3 1.752 104 109 119 rVB 78631 105643 9.47% 1.545%
4 1.959 137 143 151 rVB2 14535 24210 2.17% 0.354%
5 2.221 181 186 193 rVB 10820 17710 1.59% 0.259%
6 2.788 263 279 283 rBV3 10954 32494 2.91% 0.475%
7 2.874 283 293 300 rVW2 36623 85566 7.67% 1.252%
8 2.959 300 307 318 rVB 109886 231781 20.77%  3.390%
9 3.117 324 333 347 rVB2 34693 87478 7.84% 1.280%
10 3.764 426 439 446 rBV3 6713 24443 2.19% 0.358%
11  3.837 446 451 459 rVB3 4587 11161 1.00% 0.163%
12 4.312 520 529 541 rVB2 22761 65662 5.88% 0.960%
13 5.391 693 706 715 rBV 55405 160847 14.41%  2.353%
14 5.477 715 720 725 rVV2 15243 41724 3.74% 0.610%
15 5.556 725 733 757 rVB 95741 284014 25.45% 4.154%
16 5.958 790 799 805 rBV 58266 153132 13.72%  2.240%
17 6.044 805 813 828 rVV 422436 1115950 100.00% 16.323%
18 6.245 828 846 856 rVW9 12217 57283 5.13% 0.838%
19 6.361 856 865 877 rVB8 3852 14883 1.33% 0.218%
20 6.763 921 931 942 rBV 146016 353023 31.63% 5.164%
21  7.373 1022 1031 1042 rVB6 4734 13752 1.23% 0.201%
22 8.110 1145 1152 1154 rBV 6829 12385 1.11% 0.181%
23 8.147 1154 1158 1163 rVB2 11492 18596 1.67% 0.272%
24 8.427 1197 1204 1210 rBV 17344 29427 2.64% 0.430%
25 8.507 1210 1217 1225 rVB4 10078 18333 1.64% 0.268%
26 8.653 1234 1241 1247 rBV 294091 462810 41.47% 6.769%
27 8.720 1247 1252 1258 rVB 38354 57855 5.18% 0.846%
28 8.958 1286 1291 1298 rVB 13317 21850 1.96% 0.320%
29 9.049 1300 1306 1312 rBV2 14076 21581 1.93% 0.316%
30 9.458 1364 1373 1386 rBV3 17531 34800 3.12% 0.509%
31 9.945 1448 1453 1460 rBV 12329 17529 1.57% 256%

32 10.055 1465 1471 1482 rVB 302565 411572 36.88%
33 10.195 1488 1494 1500 rBV 471581 589829 52.85%
34 10.305 1507 1512 1518 rVB 30270 38196 3.42%
35 10.640 1562 1567 1574 rVB 125426 162044 14.52%
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36 10.964 1614 1620 1625 rVB 46223 57219 5.13%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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\82X022322W.M
Title : SW846 8260
37 11.079 1634 1639 1649 rBV 246655 316884 28.40% 4.635%
38 11.305 1667 1676 1684 rBV 66292 80964 7.26% 1.184%
39 11.610 1722 1726 1734 rVB 76008 98305 8.81% 1.438%
40 11.756 1745 1750 1756 rVB 138675 177748 15.93% 2.600%
41 12.024 1789 1794 1799 rBV 316215 392501 35.17% 5.741%
42 12.091 1800 1805 1809 rVB 12821 15951 1.43% 0.233%
43 12.244 1823 1830 1836 rBV 286809 348888 31.26% 5.103%
44 12.317 1838 1842 1850 rVB2 8807 15583 1.40% 0.228%
45 12.408 1853 1857 1862 rBV2 17432 24320 2.18% 0.356%
46 12.463 1862 1866 1872 rVB 18163 21570 1.93% 0.315%
47 12.530 1872 1877 1880 rBV 13410 16785 1.50% 0.246%
48 12.616 1887 1891 1894 rBV 27023 33008 2.96% 0.483%
49 12.646 1894 1896 1900 rVB 14255 14637 1.31% 0.214%
50 12.701 1900 1905 1913 rBV 51789 67625 6.06% 0.989%
51 12.921 1935 1941 1945 rBV 30041 38176 3.42% 0.558%
52 12.963 1945 1948 1954 rVWV 32943 37763 3.38% 0.552%
53 13.170 1978 1982 1991 rVB 20285 25712 2.30% 0.376%
54 13.292 1998 2002 2007 rVB2 35343 45591 4.09% 0.667%
55 13.427 2019 2024 2028 rVB 16694 21350 1.91% 0.312%
56 13.664 2061 2063 2069 rVB2 8876 11507 1.03% 0.168%
57 13.774 2074 2081 2089 rBV 58624 75433 6.76% 1.103%
58 13.865 2090 2096 2101 rVB2 8180 13506 1.21% 0.198%
59 14.780 2242 2246 2251 rBV 23504 30802 2.76% 0.451%
Sum of corrected areas: 6836870
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

400000

300000

200000

100000

o

: N1688-11
: 5.0mL/MSVOA_X/WATER
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\

© VX027226.D
: 28 Feb 2022 17:36

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M
. SW846 8260

: C:\Database\NIST20.L

LSCINT.P
TIC: VX027226.D\data.ms
6.044
2.959 5.556
1.752
1.374 287 5.391 5.958
1.97 874 3.117
1.959 2.221 2.7 3.36887 432 4 6.24:

Time-->
Abundance

400000

300000

200000

100000

Time-->
Abundance

400000

300000

200000

100000

Time-->

1.20 1.40 1.60 1.80 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
TIC: VX027226.D\data.ms

10.195
8.653 10.055
11.079
6.763
10.640
11.305
361 7.373 sty 8-4ed07 8.95049 9458 994k A
— ————— A AL A A S § M LWV E WA N
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
TIC: VX027226.D\data.ms
12.024
12.244
11.756
610
13.774
12&2&
T T T ‘ T T T T T T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 1250 13,00 1350 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.374 9.09 ug/l 51642  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 64
2 Isopropylsulfonyl chloride 142 C3H7C1l02S 010147-37-2 9

3 Isobutane 58 C4H1ie 000075-28-5 9

4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9

5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5
Abundance  Scan 47 (1.374 min): VX027226.D\data.ms (-42) (-) m/z 43.10 100.00%

43.1

—

5000 }\

e
‘ | 58"1 120 1.40 160 1.80
O e e e m/z 41.10  38.00%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #262: Butane
43.0 J\

1.20 140 1.60 1.80

m/z 39.10 17.96%

15.0 58.0

o

Abundance #22192: Isopropylsulfonyl chloride

AR RN RN RN RN RN RN
m/z--> 0 10 20 30 40 50 60 70 80 90 100
43.0 }\

————

120 1.40 1.60 1.80

5000 ITI/Z 58.10 15.01%
27.0
0 14"0 \‘\ - 64.0 83'0 99'0
T A e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane RIS ““““A“
43.0 1.20 1.40 1.60 1.80
m/z 42.10 14.97%
5000
27.0
oL 10 140 ‘M ‘L 570 A
e A L L e e S L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Butane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.752 18.60 ug/l 105643  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 36

4 Pentane 72 C5H12 000109-66-0 33
5 2,5-Furandione, dihydro-3-methyl- 114 C5H603 004100-80-5 23

Abundance Scan 109 (1.752 min): VX027226.D\data.ms (-104) (-) m/z 43.10 100.00%

43.1
57.1
5000 )\
A
‘ 72.1 1.40 1.60 1.80 2.00
Oty m/z 41.10 93.69%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0 )\
5000 \‘\\\\‘\\\\‘\\\/\\‘\\\\‘\
29.0 1.40 1.60 1.80 2.00
m/z 42.10 86.37%
O\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol

o L A

310 1.40 1.60 1.80 2.00
5000 m/z 57.10 70.83%
57.0 72.0
ob 280 Ll S
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl- AR
430  cgq 1.40 1.60 1.80 2.00
m/z 39.10  32.54%
5000
27.0
ob i L 7o eso )\A/\
miz--> 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Butane, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.788 5.72 ug/1 32494  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Pyrrolidine 71 C4HON 000123-75-1 12
4 1,2,3-Trimethyldiaziridine 86 C4H1ON2 113604-56-1 9
5 Butane, 2-methyl- 72 C5H12 000078-78-4 9

Abundance Scan 279 (2.788 min): VX027226.D\data.ms (-263) (-) m/z 43.10 100.00%

5000
71.1
R an e
‘ 55.1 86.1 2.40 2.60 2.80 3.00 3.20
OFrrr et et m/z 42,10 88.10%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl-
43.0
5000 RN N R
2.40 2.60 2.80 3.00 3.20
71.0 m/z 41.10 38.30%
27.0 86.0
O\\‘\J-\S;O\‘\\\‘\“\\\\’ }\\‘\5?;9’\\\\‘\\\\’\\1.\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
Raman A RRARR
2.40 2.60 2.80 3.00 3.20
m/z 71.10 29.03%
5000 710 /
57.0
27.0
86.0
I 1 A | Y A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #692: Pyrrolidine “H“‘H“‘H“‘ﬁ“u
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.00 15.52%
70.0
5000
28.0
oot ol so o UL
m/z--> 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Cyclopentane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.874 15.06 ug/l 85566  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane 70 C5H10 000287-92-3 86

2 Cyclobutane, methyl- 70 C5H10 000598-61-8 80

3 1-Pentene 70 C5H10 000109-67-1 59

4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 32

5 1-Pentanol 88 C5H120 000071-41-0 9

Abundance Scan 293 (2.874 min): VX027226.D\data.ms (-283) (-) m/z 42.10 100.00%

42.1
5000 55.1 70.0

60 2.60 2.80 3.00 3.20
0l pree bbbl et R m/z 55.10 44.13%

miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0

5000 ‘H“‘H“‘H,“H“‘H
550 70.0 2.60 2.80 3.00 3.20

m/z 70.05 43.40%

27.0
o 10 |||
TTT ‘ TTT1T ‘ TTTT ‘ TT \ \ ‘ TTT \ ‘ TTT ‘ T ‘ TTTT ‘ LI ‘ TTT1T ‘ 1
miz--> 0 10 20 30 40 50 60 70 80 90

o

Abundance #652: Cyclobutane, methyl-
42.0

2.60 2.80 3.00 3.20

5000 m/z 41.10  35.30%
55.0
27.0 70.0
180 L M
o et XM 1 OV PSS
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene A N EEa N R
42.0 2.60 2.80 3.00 3.20

m/z 39.05 27.15%

55.0
5000
27.0 70.0
15.0 ‘
0 | 1] ‘ L

m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX@27226.D

Acqg On : 28 Feb 2022 17:36

Operator JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 5 Cyclopentane, methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4,312 11.56 ug/l 65662  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 93
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
3 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 64
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 42
Abundance Scan 529 (4.312 min): VX027226.D\data.ms (-520) (-) m/z 56.05 100.00%
56.0
41.0
5000 69.1 //\
TR e
‘ ‘ ‘ 84.1 4.00 4.20 4.40 4.60
0 ‘H“‘H“H“H“_“w‘huiﬂlVMHqu“w‘jm“u m/z 41.05 51.82%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
568.0
41.0 Aw
5000 690 L L R B B

4.00 4.20 4.40 4.60
m/z 69.10 45.51%
“ “ \H‘

: 84.0
\\\‘\\\\‘J\-\S\O\‘\\\H“\\\\‘\\\\‘\\ \‘\\\‘1i\\\\‘\!\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90

o

Abundance #1659: Cyclobutane, ethyl-
56.0

41.0 4.00 4.20 4.40 4.60
5000 m z 55.10 26.86%
27.0
69.0
ol 20 180 | LT s
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- ““H“‘H‘,“H“‘H‘
56.0 4.00 4.20 4.40 4.60
27.0 m/z 39.10 23.00%
5000
42.0
‘ ‘ ‘ 84.0
e 1 L H_m_m,uu_m‘
miz--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60

82X022322W.M Tue Mar 01 12:42:19 2022

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 unknown6.245 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.245 8.11 ug/1 57283 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol 102 C6H140 000623-37-0 47
2 Amylene hydrate 88 C5H120 000075-85-4 37
3 Guanidine, monothiocyanate 116 C2H4N4S 056960-89-5 35
4 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 32
5 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 16
Abundance Scan 846 (6.245 min): VX027226.D\data.ms (-828) (-) m/z 57.10 100.00%
57.1
41.1 73.1
5000
 ARRRREIEELCE SR
‘ ‘ 99.0 6.00 6.20 6.40 6.60
Oberrrrerprrreel M Ll L w/z s9.1e 89.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4972: 3-Hexano
59.0
73.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\

43.0 6.00 6.20 6.40 6.60
m/z 55.10 71.86%

14.0 \‘m il 86.0 101.0
H‘\\H‘\H\‘HH‘\H\‘\H\‘H\1‘1\H’\H\‘HH‘\\H’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2360: Amylene hydrate
59.0

6.00 6.20 6.40 6.60

o

5000 73.0 m/z 41.10 56.90%
43.0
ojvv
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /V\
Abundance #8959: Guanidine, monothiocyanate ““_“w“u“u“‘u
59.0 6.00 6.20 6.40 6.60

m/z 43.10 55.49%

43.0
5000
L 84.0 100.0 116.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.610 12.52 ug/1 98305 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1726 (11.610 min): VX027226.D\data.ms (-1722) (- m/z 105.10 100.00%
105.1
5000
S N | I W
91 631 77-‘0 91‘-1 11.50 12.00
Oberprrrrprrreprrper ety e e bbb m/z 120,10 30.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 A ‘ }\ —rh
m/z 91.10 12.85%
77.0 91.0
O\\’]\_\5\(\)’\\\\’\\3\%’?\\\"\\\\6‘%\‘(\)\‘\\\‘\“\H\“HH‘\Ml\‘\\\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
S
11.50 12.00
5000 m/z 77.00 12.70%
790 120.0
39.0 65.0 ‘ 92.0
o) VWM S s V) N
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 1150 1200
m/z 79.00 9.71%
5000 120.0
28.0 77.0 91.0
oh 140 880 Ml
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11 50 12 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244  44.44 ug/l 348888 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 87
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
Abundance Scan 1830 (12.244 min): VX027226.D\data.ms (-1823) (- m/z 117.10 100.00%
117.1
5000
A L
ot 1200 1250
39.1 63.1 . .
134.1
oHH"m‘,mh‘Mwm_‘“”w”!‘_”u_ m/z 118.10  56.30%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 —r —
12.00 12.50
m/z 115.10  32.88%
39.0 580 910 ‘ /
O\\]-\g\()‘\\\\’\\\\“‘\‘\\\‘\\\\\\\“\\\\‘\
miz--> 20 40 60 100 120 140
Abundance #10192:Benzene,24nopenyh
117.0
12.00 12.50
m/z 91.10 16.87%
5000 910 /
39.0 65.0
ol— “““‘t‘ W1J‘M“‘W S} T M |
mfz--> 20 40 60 80 100 120 140 \
Abundance #10195: Benzene, cyclopropyl- 4 A ‘ JMA\
117.0 12.00 12.50
m/z 119.10 9.83%
5000
91.0
51.0 ‘
ol 2l ey AR W BTV
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 Indan, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.701 8.61 ug/l 67625 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 90
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 83
Abundance Scan 1905 (12.701 min): VX027226.D\data.ms (-1900) (- m/z 117.10 100.00%
1171
5000
132.1 A
—
511 4 91‘-1 12.50 13.00
oH‘HH_‘H_m_mihHu‘wshw“19‘Hm_mW,HH_H‘w“‘uw m/z 115.10  32.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
11y7.0
5000 jl\i‘so‘ - 13.00
132.0 : -
910 m/z 132.05  28.44%
39.0 65.0 ‘ ‘
OH‘H\\‘\H‘\‘\\H“\\Hi‘\‘\\\“\‘H\\‘\H‘\‘\H\“‘\H\‘\\H’HH‘\HW‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
—— —
12.50 13.00
5000 132.0 m/z 91.10 14.44%
91.0
51.0
021076w,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)- o ﬁ“A\‘ AA‘
1 7.01320 12.50 13.00
' m/z 118.10 9.23%
5000
91.0
39.0 65.0 ‘
YL N W Y WU RSSO SSSOVPUNY P O — ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 1H-Indene, 2,3-dihydro-2-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.292 5.81 ug/1 45591 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 87
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
Abundance Scan 2002 (13.292 min): VX027226.D\data.ms (-1998) (- m/z 117.10 100.00%
117.1
5000 132.1
Mo P
511 65.0 91.0 13.00 13.50
Oty 380 i il el m/z 132,05 20.32%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16104: Indan, 1-methyl-
117.0
000 1500 1\328
132.0 : :
910 m/z 115.05 31.51%
39.0 65.0 ' ‘
O\‘\\\‘\‘H\\‘\\Hi‘\‘\\}‘\‘HH‘\\\‘\‘H\\“\\H‘\\H‘HH‘\HH‘\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl-
117.0 N\
132.0 13.00 13.50
5000 ’ m/z 131.05 17.51%
910
39.0 65.0 ‘
0 w‘HM_‘HMH‘qhhm‘NLw‘HH_‘H‘H‘W‘WH‘HEM‘H‘A‘H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 /\ /\
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- ‘ ‘A‘ ‘ ‘A‘ ‘
117.0 13.00 13.50
m/z 90.95 14.10%
132.0
5000
91.0
39.0 65.0 ‘ ‘
0"H‘WH“_‘H“H"‘Jl“""M""HH‘m“HHWW‘MW , /\ nY W
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027226.D

Acqg On : 28 Feb 2022 17:36
Operator : JC/MD

Sample : N1688-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 1.374 9.1 ug/l 51642 1 5.556 284014 50.0
Butane, 2-methyl- 1.752 18.6 ug/l 105643 1 5.556 284014 50.0
Butane, 2,3-dim... 2.788 5.7 wug/l 32494 1 5.556 284014 50.0
Cyclopentane 2.874 15.1 ug/l 85566 1 5.556 284014 50.0
Cyclopentane, m... 4.312 11.6 ug/l 65662 1 5.556 284014 50.0
unknown6.245 6.245 8.1 ug/l 57283 2 6.763 353023 50.0
Benzene, 1l-ethy... 11.610 12.5 ug/1 98305 4 12.024 392501 50.0
Indane 12.244 44.4 ug/l 348888 4 12.024 392501 50.0
Indan, 1-methyl- 12.701 8.6 ug/l 67625 4 12.024 392501 50.0
1H-Indene, 2,3-... 13.292 5.8 ug/l 45591 4 12.024 392501 50.0
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