LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX113022\
Data File : VX033137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\82X112222W.M

Title : SW846 8260

Signal : TIC: VX@33137.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.264 26 29 43 rBV 125015 132244 6.71% 1.410%
2 1.374 43 47 52 rW 419308 443149 22.49% 4.725%
3  1.416 52 54 63 rVB 27337 33288 1.69% ©.355%
4 1.752 103 109 121 rBV 1517149 1970699 100.00% 21.012%
5 1.959 137 143 152 rVB2 19988 30739 1.56% ©.328%
6 2.215 179 185 195 rVB 37394 58780 2.98% 0.627%
7 2.343 199 206 217 rBV 54613 104861 5.32% 1.118%
8 2.782 266 278 283 rBV 111216 250823 12.73% 2.674%
9 2.831 283 286 288 rvVv 56956 92713 4.70% 0.989%
10 2.867 288 292 303 rW 118675 244707 12.42% 2.609%
11  2.983 303 311 323 rVWW3 30876 117639 5.97% 1.254%
12 3.111 323 332 348 rVB2 387974 905685 45.96% 9.657%
13 3.757 427 438 446 rBV4 12646 41767 2.12% 0.445%
14 4.105 479 495 503 rBv4 7996 22822 1.16% 0.243%
15 4.3066 519 528 539 rVW 95536 272758 13.84%  2.908%
16 4.428 539 548 561 rVB2 14862 44468 2.26% 0.474%
17 5.196 665 674 687 rVB3 14716 45049  2.29%  0.480%
18 5.385 693 705 714 rBV 59949 180372  9.15% 1.923%
19 5.477 714 720 724 rVV2 16280 38836 1.97% 0.414%
20 5.556 724 733 742 rVV 126583 343502 17.43%  3.662%
21 5.958 789 799 806 rBV 69632 182201 9.25%  1.943%
22 6.037 806 812 825 rVB2 54300 143655 7.29% 1.532%
23 6.172 825 834 838 rBv4 7252 23064 1.17% 0.246%
24 6.251 840 847 859 rVB3 24839 77189  3.92% ©.823%
25 6.763 922 931 942 rBV 204433 493383 25.04% 5.261%
26 7.373 1021 1031 1041 rVB5 10085 29640 1.50% 0.316%
27 8.507 1211 1217 1226 rVB2 19479 33344 1.69% 0.356%
28 8.647 1234 1240 1248 rVB 311119 491121 24.92% 5.236%
29 8.848 1265 1273 1280 rBV 11706 21437 1.09% 0.229%
30 10.055 1460 1471 1477 rBV 419146 573103 29.08% 6.111%
31 10.195 1489 1494 1500 rBV 184997 233441 11.85% 2.489%
32 10.305 1507 1512 1517 rVB 18214 25135 1.28% 0.268%
33 10.963 1613 1620 1625 rVB 27489 35054 1.78% 0.374%
34 11.079 1634 1639 1649 rBV 273054 347791 17.65%  3.708%
35 11.305 1672 1676 1684 rVB 23948 30500 1.55% ©.325%
36 11.616 1718 1727 1734 rVB 46918 61868 3.14% 0.660%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX113022\
Data File : VX033137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\82X112222W.M

Title : SW846 8260

37 11.756 1745 1750 1755 rBV 26479 33226 1.69% 0.354%

38 12.024 1788 1794 1801 rBV 427976 532011 27.00% 5.672%

39 12.244 1824 1830 1838 rBV 391512 469071 23.80% 5.001%

40 12.616 1886 1891 1894 rBV 41175 49170 2.50% 0.524%

41 12.701 1900 1905 1911 rBV 25942 34147 1.73% 0.364%

42 12.920 1934 1941 1945 rBV 16842 20066 1.02% 0.214%

43 13.292 1997 2002 2008 rVB2 48286 64457 3.27% 0.687%
Sum of corrected areas: 9378975
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library

: N5815-01

. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX113022\

: VXe33137.D
: 30 Nov 2022 17:14

JC/MD

5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX113022\
Data File : VX@33137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Isobutane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.264 19.25 ug/l 132244  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9
3 Propene 42 C3H6 000115-07-1 5
4 Propane, 1l-chloro-2-methyl- 92 C4HoCl 000513-36-0 4
5 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 4

Abundance  Scan 29 (1.264 min): VX033137.D\data.ms (-26) (-) m/z 43.10 100.00%

3.1 4
5000
‘ 57.1 1.20 140 1.60
0 e e e e e e m/z 41.10 52.44%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #267: Isobutane
43.0
5000
270 1.20 140 1.60
' m/z 42.10 33.00%
o 180 “ | 57.0
O\\\‘\\\\’\\\\‘\\i}‘\\\{i\}\\‘\\\w‘\\\\’\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2434: Propane, 2-nitro-
43.0
27.0 \‘\\\\I‘LHH‘HH
1.20 140 1.60
5000 m/z 39.10 26.00%
15.0
o220 | W ., 57.0 70.0 89.0
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #61: Propene
41.0 1.20 140 1.60
m/z 38.00 4.,55%
5000 270
0 "wu‘u,mhu_“w‘Hk,m“_‘H“H‘,H‘w“u“u‘ “‘Aﬁ‘ e
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX113022\
Data File : VX@33137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.374 64.50 ug/l 443149  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane 58 C4H10 000106-97-8 80
2 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
3 Isobutane 58 C4H1e 000075-28-5 9
4 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4

Abundance  Scan 47 (1.374 min): VX033137.D\data.ms (-43) (-) m/z 43.10 100.00%

43.1
5000
M 58"0 120 140 1.60 1.80
ottt e m/z 41.10 36.48%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #263: Butane
43.0
5000 29.0
1.20 1.40 1.60 1.80
m/z 39.10 19.36%
58.0
1o 130 JI Il |
O\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride
43.0
1.20 1.40 1.60 1.80
5000 m/z 58.05 14.96%
27.0
0 14,0 640 830 990
e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 j\
Abundance #266: Isobutane A
43.0 1.20 1.40 1.60 1.80
m/z 42.10 13.90%
5000
27.0
0 14"0 \‘\‘ \‘\ Il 57\\.0 /L
R Raa R AR Ra A B A
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\VX113022\
Data File : VX@33137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.752 286.85 ug/l 1970700  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 3-Buten-1-o0l 72 C4HB80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Butene 56 C4H8 000106-98-9 10
5 3-Buten-2-o0l 72 C4H80 000598-32-3 9
Abundance Scan 109 (1.752 min): VX033137.D\data.ms (-103) (-) m/z 43.05 100.00%
43.0
57.1
5000
1.40 1.60 1.80 2.00
36.1)|||, 501 ‘ : g
Obrrprrrrermprerrrre iy www,‘www,‘u‘www m/z 41.10  93.60%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10 86.29%
72.0
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘\H\’HH‘HH‘HH’HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #752: 3-Buten-1-ol
42.0
Wm_m_uwm_
310 1.40 1.60 1.80 2.00
5000 m/z 57.10 72.52%
PSS . 11 B
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane R REEaREE S
43.0 1.40 1.60 1.80 2.00
m/z 39.10 32.97%
5000
270 57.0 720
0 15.0 ‘ 500 “‘ 65.0
“““‘ A e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX113022\
Data File : VX@33137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.215 8.56 ug/1l 58780  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 90
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86
4 2-Pentene, (E)- 70 C5H1e 000646-04-8 86
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
Abundance Scan 185 (2.215 min): VX033137.D\data.ms (-179) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.0
R e AR
‘ ‘ 63.0 1.80 2.00 2.20 2.40 2.60
O e e e P LB m/z 70.10  44.53%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 700 /\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
41.0 : 1.80 2.00 2.20 2.40 2.60
290 m/z 39.00 32.73%
O \! }\\\6‘%.\\0‘\}\}“\\\‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: 2-Butene, 2-methyl-
55.0
e
1.80 2.00 2.20 2.40 2.60
5000 70.0 m/z 41.05 27.75%
41.0
29 0
0‘HH_}?Rwuuwuwuuwmpﬂwuuﬁﬂ:Mwuh_mhmuwuwu
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans- e
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10  22.40%
5000 70.0
41.0
29 0
0 \‘ 1 ‘\ | 63.0 I
_HWHHMHWHHMHWHHMH"HMH‘HH‘HWHHMHWHHMHWH R e R
m/z--> 5 10 15 20 25 30 35 4 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX113022\
Data File : VX@33137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Butane, 2,2-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.343 15.26 ug/l 104861 Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 90
2 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 59
3 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 53
4 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 50
5 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 50

Abundance Scan 206 (2.343 min): VX033137.D\data.ms (-199) (-) m/z 57.10 100.00%

57.1
411
5000
e  AAREERRRES
‘ ‘ 2.00 2.20 2.40 2.60
ol m/z 71.10  99.55%
m/z--> 20 40 60 80 100 120 140
Abundance #2059: Butane, 2,2-dimethyl-
57.0
41,0
5000 LI L B B R
2.00 2.20 2.40 2.60
m/z 43.10 87.20%
O \]-\5\.0‘\‘\‘\ \‘i‘} \‘\““\\w \‘8?).\()\ T ‘ L ‘ L ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #27897: Butane, 2-bromo-2-methyl-
71.0
43.0
2.00 2.20 2.40 2.60
5000 m/z 41.10 63.65%
27,0
0 L eso 12101370
e e
miz--> 20 40 60 80 100 120 140
Abundance #27887: Pentane, 2-bromo-
43.0 71.0 2.00 2.20 2.40 2.60
m/z 56.10 30.85%
5000
27,0 ‘ ‘ /\/\
0 ‘H“w “i“ B I e e A AR "““MAHWHH_HW
m/z--> 20 40 60 80 100 120 140 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX113022\
Data File : VX@33137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.782 36.51 ug/l 250823  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
3 Tetrahydrofuran 72 C4H80 000109-99-9 38
4 Pentane 72 C5H12 000109-66-0 36
5 1-Pentene 70 C5H1e 000109-67-1 28
Abundance Scan 278 (2.782 min): VX033137.D\data.ms (-266) (-) m/z 43.05 100.00%
5000
71.1
55.1 86.1 2.40 2.60 2.80 3.00 3.20
Ot 832 0L AT mjz 42.10 0 81.75%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.40 2.60 2.80 3.00 3.20
270 m/z 41.10 45.22%
55.0
86.0
O\\‘\J-\S\O\‘\\\‘\“\\\\‘i\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\\1\‘\\\
m/z--> 10 20 40 50 70 80 90
Abundance #2045:Pentane,24nethyh
43.0
2.40 2.60 2.80 3.00 3.20
5000 71.0 m/z 71.10 27.31%
270 57.0
86.0
ol 150 H 35.0“ .l , |
‘w“u“u“‘u““‘_“‘_“w“u“‘u“u
miz--> 10 20 30 40 70 80 90
Abundance #763:TeUahydroﬂuan ““H“‘H“‘H,‘/\“
42.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 21.60%
5000 72.0
27.0
ol 150 || 500
R AR “H““‘_“‘_“w“u“‘u“u
m/z--> 10 20 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\VX113022\
Data File : VX@33137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Furan, tetrahydro-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.831 13.50 ug/l 92713  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 53
2 Oxirane, propyl- 86 C5H100 001003-14-1 38
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 38
4 Oxirane, butyl- 100 C6H120 001436-34-6 32
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 25
Abundance Scan 286 (2.831 min): VX033137.D\data.ms (-283) (-) m/z 43.10 100.00%
71.1
5000
57.1
‘ ‘ 652 2.60 2.80 3.00 3.20
0"“‘H““‘w“w‘h“‘pmh““qu“w“ﬁ“u‘ m/z 41.10 70.39%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0
5000
27.0 2.60 2.80 3.00 3.20
56.0 m/z 71.10 67.47%
15.0 ‘ ‘ 86.0
O\\\‘\1‘\\‘\\1!i‘\H‘ll\lHi‘\‘\‘\‘\‘HH‘\‘\H‘H‘!\‘H\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1952: Oxirane, propyl-
41.0
 EAARmEE RS
710 2.60 2.80 3.00 3.20
5000 m/z 42.10 36.82%
56.0
o‘wHH‘H‘w‘H"l‘mm”‘l‘mm‘w??"q‘m
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0 2.60 2.80 3.00 3.20
m/z 57.10 36.03%
5000 71.0 j\
57.0
27.0
86.0
m/z--> 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\VX113022\
Data File : VX@33137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 1-Pentene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.867 35.62 ug/l 244707  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene 70 C5H1e 000109-67-1 80
2 Cyclopentane 70 C5H1e 000287-92-3 78
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
4 3-Buten-1-ol 72 C4H80 000627-27-0 38
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 23
Abundance Scan 292 (2.867 min): VX033137.D\data.ms (-288) (-) m/z 42.10 100.00%
42.1
55.1
5000 701
2.60 2.80 3.00 3.20

‘\ ‘ 84.0 o
ot m/z 55.10  48.25%

miz--> 0O 10 20 30 40 50 60 70 80 90

Abundance #629: 1-Pentene

42.0
55.0
5000 L L B I B BN AL
70.0 2.60 2.80 3.00 3.20
29.0 m/z 70.10 39.21%
wo | L
O\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
AR ARAREARE T
2.60 2.80 3.00 3.20
5000 m/z 41.10 33.64%
55.0 70.0
27.0
0 10 15\0 \‘H \“ | L
A i B L e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #655: Cyclobutane, methyl-
42.0 2.60 2.80 3.00 3.20
m/z 39.10 28.07%
5000
55.0
27.0 70.0
0 ““H““H““JM“‘J}M“‘uu““‘w““w““‘ R R R R R
m/z--> 0O 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\VX113022\
Data File : VX@33137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Cyclopentane, methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.306 39.70 ug/l 272758  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
3 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclobutane 56 C4H8 000287-23-0 53
Abundance Scan 528 (4.306 min): VX033137.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
41.1
‘ ‘ ‘ 84.1 4.00 4.20 4.40 4.60
Obr el sl 789 | hsz a1.1e 55.33%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L L B R
4.00 4.20 4.40 4.60
m/z 69.10  48.24%
28.0 84.0
150 | |
O\\‘\\‘\\‘\\}\“\\\}“\‘\\\i‘\u ‘\‘\\\‘1i\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
27.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
4.00 4.20 4.40 4.60
5000 m/z 55.05 26.39%
42.0
‘ 84.0
0l e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane /\“w“‘w“‘w“‘w“‘
56.0 4.00 4.20 4.40 4.60
84.0 m/z 39.05 26.09%
5000 41.0
69.0
27.0 H ‘
ol 280 i ML e e M
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX113022\
Data File : VX@33137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 44.08 ug/l 469071 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 2-propenyl- 118 CSH1e 000300-57-2 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
5 Deltacyclene 118 C9H1e 007785-10-6 68
Abundance Scan 1830 (12.244 min): VX033137.D\data.ms (-1824) (- m/z 117.10 100.00%
117.1
5000
911 \‘/\\ \‘\
391  63.0 ‘ 134.2 12.00 12.50
0l e el M 290 sz 118,18 53.98%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
11v.0
5000 — —
12.00 12.50
m/z 115.10  34.83%
39.0 g0 91.0 /
O\\]-\S\O‘\‘1\\“1\\\"‘\‘\7\4.\‘\\\\ \\\“‘\\\\‘\
miz-> 20 40 60 100 120 140
Abundance #10192:Benzene,24nopenyh
117.0
— ot
12.00 12.50
m/z 91.10 17.43%
5000 910 /
39.0 65.0
N Y W) S |
miz--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl- —r— — Mg
117.0 12.00 12.50
m/z 63.00 8.60%
5000 91.0
51.0
om0 bl U L
m/z--> 20 40 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX113022\
Data File : VX033137.D

Acqg On : 30 Nov 2022 17:14
Operator : JC/MD

Sample : N5815-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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|
Isobutane 1.264 19.3 ug/1 132244 1 5.550 343502 50.0
Butane 1.374 64.5 ug/l 443149 1 5.550 343502 50.0
Butane, 2-methyl- 1.752 286.9 wug/l 1970760 1 5.550 343502 50.0
Cyclopropane, 1... 2.215 8.6 ug/l 58780 1 5.550 343502 50.0
Butane, 2,2-dim... 2.343 15.3 ug/1 104861 1 5.550 343502 50.0
Butane, 2,3-dim... 2.782 36.5 ug/l 250823 1 5.550 343502 50.0
Furan, tetrahyd... 2.831 13.5 wug/l 92713 1 5.550 343502 50.0
1-Pentene 2.867 35.6 ug/l 244707 1 5.550 343502 50.0
Cyclopentane, m... 4.306 39.7 wug/l 272758 1 5.550 343502 50.0
Indane 12.244 44.1 ug/l 469071 4 12.024 532011 50.0
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