LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VV@27680.D

Acqg On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 V\Method\SFAMVTRO83122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV027680.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.208 46 52 58 rBV 52146 45221 1.88% 0.236%
2 1.298 71 80 87 rBvV 235548 236839 9.86% 1.238%
3 1.339 87 93 106 rvB 49216 61123  2.54% 0.320%
4 1.558 153 161 171 rBV 87104 96039 4.00% 0.502%
5 1.622 172 181 191 rBV 377852 455261 18.95% 2.380%
6 2.098 317 329 359 rBV2 201050 507667 21.14% 2.654%
7 2.481 430 448 464 rBV 541523 1084738 45.16% 5.672%
8 2.561 465 473 488 rVB 109582 201792 8.40% 1.055%
9 2.744 515 530 566 rBv 1271932 2401943 100.00% 12.559%
10 3.513 757 769 787 rVB2 14776 36115 1.50% 0.189%
11 3.642 788 809 830 rBV 306280 805680 33.54% 4.213%
12 3.896 857 888 941 rBV2 1560563 1661601 69.18% 8.688%
13 4.336 1008 1025 1056 rVB3 133039 407486 16.96%  2.131%
14 4.651 1106 1123 1133 rBV3 19130 48384 2.01% ©.253%
15 4.738 1133 1150 1186 rVB2 332737 891292 37.11% 4.660%
16 4.924 1192 1208 1225 rVB7 15438 41023 1.71% 0.214%
17 5.034 1228 1242 1269 rVV2 299869 746516 31.08%  3.903%
18 5.211 1270 1297 1314 rVWW 771797 2034034 84.68% 10.635%
19 5.297 1316 1324 1358 rVB2 96432 237562 9.89% 1.242%
20 5.609 1409 1421 1442 rBV 166902 349097 14.53% 1.825%
21 5.902 1496 1512 1544 rBV2 282847 594992 24.77%  3.111%
22 6.066 1548 1563 1591 rVvV2 165755 436069 18.15% 2.280%
23 6.243 1606 1618 1626 rBV3 32367 65354  2.72%  0.342%
24 6.294 1627 1634 1647 rVB2 22419 44585 1.86% ©.233%
25 6.449 1666 1682 1697 rVB4 37328 86363 3.60% 0.452%
26 6.641 1724 1742 1763 rBV 371679 786533 32.75% 4.112%
27 6.764 1763 1780 1799 rBV 395603 848312 35.32% 4.435%
28 6.873 1806 1814 1826 rVB8 10820 24166 1.01% 0.126%
29 6.982 1827 1848 1871 rBV 76637 183380 7.63% 0.959%
30 7.169 1887 1906 1919 rVB8 13054 38875 1.62% 0.203%
31 7.256 1919 1933 1940 rBV3 32474 66496 2.77%  ©.348%
32 7.310 1940 1950 1970 rVB 309614 544612 22.67% 2.848%
33 7.436 1980 1989 1999 rBV3 14852 26085 1.09% ©0.136%
34 7.625 2040 2048 2065 rVB4 38559 95882 3.99% 0.501%
35 7.780 2077 2096 2104 rBV3 29062 63151 2.63% 0.330%

36 7.838 2104 2114 2136 rVB 98295 201325 8.38%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VV@27680.D

Acqg On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 V\Method\SFAMVTRO83122WMA.M
Title : TRACE VOA SFAM1.0
37 7.969 2140 2155 2164 rBV6 20955 42416 1.77% 0.222%
38 8.101 2182 2196 2225 rBV 270923 588985 24.52% 3.080%
39 8.227 2226 2235 2253 rvvie 19487 56146 2.34% 0.294%
40 8.342 2256 2271 2277 rW7 20608 52715 2.19% 0.276%
41  8.387 2278 2285 2304 rVB4 26543 55615 2.32% ©.291%
42 8.506 2310 2322 2336 rVB3 35159 65331 2.72% 0.342%
43 8.850 2418 2429 2443 rBV 247730 409729 17.06% 2.142%
44  9.098 2497 2506 2531 rVB 29065 92042 3.83% 0.481%
45  9.477 2603 2624 2638 rBV7 16499 54856 2.28% ©.287%
46 10.117 2813 2823 2838 rVB7 11274 25999 1.08% 0.136%
47 10.214 2839 2853 2868 rBV 102740 173715 7.23% ©.908%
48 11.246 3164 3174 3196 rBV 229426 352657 14.68%  1.844%
49 11.622 3278 3291 3307 rBV 250955 406075 16.91% 2.123%
50 12.191 3460 3468 3477 rVB3 26988 40340 1.68% 0.211%
51 12.548 3565 3579 3591 rBV2 40944 62739 2.61% ©.328%
52 12.754 3631 3643 3655 rBV 60268 92552 3.85% 0.484%
53 13.062 3731 3739 3752 rVB 19044 31760 1.32% ©.166%
54 13.307 3806 3815 3832 rVB2 41070 66556 2.77% ©.348%
Sum of corrected areas: 19125821
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

Abundance TIC: VV027680.D\data.ms
¥
1200000 2.144

1000000
800000 5.211
600000 2481 3.896

400000 1.622

1.298 2098
200000 4.336

| 12d 970 351 f\; 4651, 4.92 6684449

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 5.40 560 5.80 600 6.20 6.40
Abundance TIC: VV027680.D\data.ms

1200000

3.642

6.066

o

1000000
800000
600000

4000001681764

7.310
8.101 8.850 11246 11.622
200000
6.982 7.838 10.214
873 7.% 4367 R 969 0 2a3RE00 9.098 9477 10.117
R = = e - - -— — -
Time--> 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV027680.D\data.ms
1200000
1000000
800000
600000
400000
200000
b 191 12./§4132-/<54 13.06213-307
O T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
1.208 0.65 ug/L 45221 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isobutane 58 C4H1e 000075-28-5 50
2 Isobutane 58 C4Hie 000075-28-5 50
3 Isobutane 58 C4H1ie 000075-28-5 50
4 Isobutane 58 C4H1e 000075-28-5 40
5 Isobutane 58 C4H1e 000075-28-5 9
Abundance  Scan 52 (1.208 min): VV027680.D\data.ms (-46) (-) m/z 43.10 100.00%
43.1
5000
1.20 140 1.60
‘50.057.1
O SO S00 2640 T 4 ke 54.13%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #268: Isobutane
43.0
27.0 1.20 140 1.60
m/z 42.00 37.60%
15.0
h L “ | 50'057\.0
OHHH\’HH‘HH‘HH‘HH’HH‘HH‘HH‘HH’H\‘HH‘\H\’HM‘HH‘HH‘\H
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70
Abundance #269: Isobutane
43.0
S VY | G 1
1.20 140 1.60
5000 ITI/Z 45.00 27.84%
27.0
0 15.0 1 i 50.0 5§0
rrrrrrpr e e e
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 \
Abundance #266: Isobutane e AT
43.0 1.20 140 1.60
m/z 39.00 26.01%
5000
27.0
o 10 “m 360 500570
PP T T A I i
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.622 6.52 ug/L 455261  1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Pentane 72 C5H12 000109-66-0 36
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25
Abundance Scan 181 (1.622 min): VV027680.D\data.ms (-172) (-) m/z 43.05 100.00%
43.0
5000 j
R R R A
‘ 1.20 1.40 1.60 1.80 2.00
0 Wm_m‘w‘wulwH‘Hl‘ﬁ?‘ww_“‘,“‘29‘3‘9_‘”‘2‘5%‘ m/z 41.00  92.99%
m/z--> 0 20 40 60 80 100120140160 180 200220240
Abundance #814: Butane, 2-methyl-
43.0
1.20 1.40 1.60 1.80 2.00
m/z 41.95 85.58%
72.0
S0 | |7
\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘\\H’HH‘HH‘HH‘HH‘
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #813: Butane, 2-methyl-
43.0
e
1.20 1.40 1.60 1.80 2.00
5000 m/z 57.05 70.82%
15.0
‘ | ‘720
0Lt ok e e e
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #809: Pentane REamanaEs S e
43.0 1.20 1.40 1.60 1.80 2.00
m/z 38.95 32.84%
5000
72.0
m/z--> 0 20 40 60 80 100120140160 180200220240 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
2.481 15.54 ug/L 1084740  1,4-Difluorobenzene 5.609
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
Abundance Scan 448 (2.481 min): VV027680.D\data.ms (-430) (-) m/z 43.05 100.00%
5000 ]\\
71.1 \\\‘\\\\’\\\\‘\\\\‘\\\\
55.0 ‘ 86.1 2.20 2.40 2.60 2.80
Obrr ettt T 981 m/z 42,00 85.00%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 LI L B B LA R
71.0 2.20 2.40 2.60 2.80
970 m/z 41.00 43.32%
. 55.0
O\\‘]\-\S\-O\‘\\\‘\“\\\\‘i }\\“\‘\‘\\‘\\\\‘\\\\‘?61\()‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2055: Butane, 2,3-dimethyl-
43.0
2.20 2.40 2.60 2.80
5000 m/z 71.10 25.80%
270 710
ol 150 1 | 550 86.0
R R T B AR RaS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2053: Butane, 2,3-dimethyl- EBARNERESS A
42.0 2.20 2.40 2.60 2.80
m/z 38.95 21.10%
5000
71.0
27.0
55.0 86.0
0 150 “ i \‘ ‘
T B B B AR RES
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 (DEL) Alkane: Cyclic2.561 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.561 2.89 ug/L 201792  1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclobutane, methyl- 70 C5H1e 000598-61-8 78
3 1-Pentene 70 C5H1e 000109-67-1 72
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 56
5 1-Pentene 70 C5H1e 000109-67-1 56
Abundance Scan 473 (2.561 min): VV027680.D\data.ms (-465) (-) m/z 42.00 100.00%
42.0
5000 580 70.1 /\L
o ARAmamaR SRR
2.20 2.40 2.60 2.80
ol e it 882 m/z 55.00  50.34%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
%0 700 220240260280
27.0 m/z . . 0
0 1.0 15\'0 \‘H \“ | .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
R A RaEaE RS R
2.20 2.40 2.60 2.80
5000 m/z 41.00 36.37%
55.0
2r.0 70.0
150 |l
1) S T LIS SR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene R AR RREEEE S
42.0 2.20 2.40 2.60 2.80
m/z 39.00 30.35%
55.0
5000 70.0
29.0
0 150 j&q‘u“u‘w“u“u“
m/z--> 0 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
3.513 0.52 ug/L 36115 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 72
2 Butanoic acid, 2-methyl-, 2-meth... 158 C9H1802 002445-67-2 72
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
Abundance Scan 769 (3.513 min): VV027680.D\data.ms (-757) (-) m/z 57.00 100.00%
57.0
5000 85.2
123.2 186.9 234.¢ 3.20 3.40 3.60 3.80 o
0 At e e e e M/2 43,05 57.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4487: Pentane, 2,2-dimethyl-
57.0
5000 850 I RN RN RN R
3.20 3.40 3.60 3.80
29.0 m/z 41.00 56.92%
O \\\‘\‘\‘\\“w\WH‘\\\\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35496: Butanoic acid, 2-methyl-, 2-methylpropyl ester
57.0
A aan e e
85.0 3.20 3.40 3.60 3.80
5000 m/z 85.20 50.45%
29.0
\‘ [ 139'0
St -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 k
Abundance #4479: Pentane, 2,4-dimethyl- R e AR
43.0 3.20 3.40 3.60 3.80
m/z 56.00 49.25%
5000 85.0
0150” ‘H | L .
e e e e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.642 11.54 ug/L 805680  1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 80

4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59

Abundance Scan 809 (3.642 min): VV027680.D\data.ms (-788) (-) m/z 43.05 100.00%

43.0 571
5000
85.0

A B A
3.40 3.60 3.80 4.00
H |l 690 100.2

e e b RS m/z 57.10 88.95%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
57.0
5000

3.40 3.60 3.80 4.00
27.0 41.00 60.76%

85.0 m/z
0 | | | wo T e
\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0

o

o

57.0 T T
3.40 3.60 3.80 4.00
5000 ITI z 56.05 52.29%
29.0 85.0
oL 150 o 890 100.0
T T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0 3.40 3.60 3.80 4.00

m/z 42.05 26.87%

5000 85.0
29.0
o |l w0 | o
0 L |

m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.738  12.77 ug/L 891292  1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 53
Abundance Scan 1150 (4.738 min): VV027680.D\data.ms (-1133) ()| m/z 56.05 100.00%
56.0
43.0
5000 711 Af\
e AANRARRREEE SRR
85.1 4.40 4.60 4.80 5.00
100.0
oHww‘w_m;!muh‘ et b e e m/z 43.05 73.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 560
5000 —/‘L\\\\‘\\\\’\\\\‘\\\\‘
29.0 71.0 4.40 4.60 4.80 5.00
m/z 41.00 66.66%
Loaso [ w0 w00
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\ }‘\\\\“i\\\‘\\\\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
R
4.40 4.60 4.80 5.00
m/z 57.05 62.09%
5000 71.0
29.0
RSN OV LT3
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484 Pentane, 2,3-dimethyl- e A RBLERRREES S
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.10 37.86%
5000
29.0 710
X YO .. L0
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Cyclic4.924 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
4.924 0.59 ug/L 41023 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 83
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 72
3 2-Heptene 98 C7H14 000592-77-8 47
4 Cyclobutanone, 3,3-dimethyl- 98 C6H100 001192-33-2 47
5 Cyclopropane, butyl- 98 C7H14 000930-57-4 38
Abundance Scan 1208 (4.924 min): VV027680.D\data.ms (-1192) (-) m/z 56.00 100.00%
56.0
83.1
41.0 69.0
5000
R NRAR R R
‘ ‘ | ‘ 98.1 4.60 4.80 5.00 5.20
0 H‘_‘H‘mWHWH“!‘MM‘U ‘_Mmm“\!wm!_m m/z 55.00  67.25%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0
83.0
5000 L B R B B
27.0 4.60 4.80 5.00 5.20
m/z 83.10 64.42%
‘ | ‘ ‘ 98.0
O\\\1‘9\\‘1\4\)‘\0\‘\\\1‘\\\\‘\‘\\\“\M\‘\\\w‘\\\\‘1‘1\\‘\\1‘1‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
i ‘\\‘\\\\‘\\\\’\\\\‘\\\\‘
41.0 69.0 4.60 4.80 5.00 5.20
m/z 69.05 56.40%
5000 83.0 /
27.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3707: 2-Heptene N RLARN T
41.0 56.0 4.60 4.80 5.00 5.20
m/z 40.95 52.60%
5000 69.0
210 98.0
Y IURRNRR: . OO0 OO O T O
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.211  29.13 ug/L 2034030 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# 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 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
Abundance Scan 1297 (5.211 min): VV027680.D\data.ms (-1270) (-) m/z 57.10 100.00%
57.1
5000
41.0
Ramma e R

g31 991 4.80 5.00 5.20 5.40 5.60
bbbl e e 22 m/z 56.10  35.14%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8676: Butane, 2,2,3,3-tetramethyl-

57.0
5000 [T (T T[T T[T T Tt
410 4.80 5.00 5.20 5.40 5.60
m/z 40.95 28.01%
o 27‘0 M 9%01140
\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
R e
4.80 5.00 5.20 5.40 5.60
5000 m/z 43.05 17.77%
41.0
0 27.0 ‘ ‘ 71.0 99.0
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677 Butane, 2,2,3,3-tetramethyl- R e R
57.0 4.80 5.00 5.20 5.40 5.60
m/z 39.00 9.69%
5000
41.0
P N T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Butane, 2-methoxy-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.297 3.40 ug/L 237562  1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 1324 (5.297 min): VV027680.D\data.ms (-1316) (-) m/z 73.10 100.00%

73.1
5000
55.0
43.0 87.0

‘ ‘ 5.00 5.20 5.40 5.60
‘w‘W_MMH‘M‘_m_‘HJMWWm‘w‘mw m/z 55.00 30.61%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

5000 A aRBARARSEEEEE
43.0 990 5.00 5.20 5.40 5.60

87.0 m/z 43.00 27.89%

‘\\\\‘\\\‘H‘M\\\“‘\\\\‘\\\\‘\\\\H\l\\‘\\\\‘\\%91\.\9\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5.00 5.20 5.40 5.60

o

o

5000 ITI z 87.05 23.65%
29.0 ‘ ‘ ‘
Y N W1 VS N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9210: 1,3-Dioxolane, 2-propyl- m_m‘m‘_m_m
73.0 5.00 5.20 5.40 5.60

m/z 71.10 11.15%

5000
45.0
27.0
0 Ll L] 57.0 . 86.0 99.0 11'\50 \Nw

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.243 0.94 ug/L 65354  1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 83
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 83
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
4 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 59
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53
Abundance Scan 1618 (6.243 min): VV027680.D\data.ms (-1606) (-) m/z 43.05 100.00%
43.0 57.1
85.1
5000
711 \\\\‘\\\\‘\\\\’\\\\‘\\\
‘ ‘ ‘H 1101 6.00 6.20 6.40 6.60
0 HwHH_m,w,um;!m‘ww‘m_meu‘:‘_mgmH m/z 57.10  97.24%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0 57.0
85.0
5000 L B I B LA LR R R
6.00 6.20 6.40 6.60
29.0 71.0 m/z 85.10  73.52%
O H\‘HH‘HH’H\‘\"HH’\‘\H‘\\‘\\‘HH‘H\\\\‘\!}\‘\?\9‘9\\]-‘]\-\4\2\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8637: Hexane, 2,4-dimethyl-
43.0 570
e R S e
6.00 6.20 6.40 6.60
5000 850 m/z 41.00  63.49%
29.0
71.0
0 15.0 H \ ‘ \H ‘\ 99.0 1140
‘H‘H‘w‘H‘V‘H,HH,H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8645: Hexane, 2,4-dimethyl-

43.0 6.00 6.20 6.40 6.60
57.0 m/z 56.10 50.16%
5000 85.0
29.0
71.0
ol 10 150 0| 9901140
R RAA Raad B Ena E e L e S e ‘H“‘H“‘H‘,‘H“‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.294 0.64 ug/L 44585 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50
2 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 40
3 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 38
4 Azetidine 57 C3H7N 000503-29-7 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 1634 (6.294 min): VV027680.D\data.ms (-1627) ()| m/z 57.10 100.00%

57.1
5000
99.2 6.00 6.20 6.40 6.60
Ottt m/z 56.10 56,21%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8659: Pentane, 2,2,3-trimethyl-
57.0
5000 AA\\\‘\\\\‘\\\\‘/\\\\‘\\\\
6.00 6.20 6.40 6.60
20.0 m/z 41.00 32.59%
' ‘ 99.0
O \‘\\\\‘\‘\‘\\‘i‘\\\““\\h\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl-
57.0
6.00 6.20 6.40 6.60
5000 m/z 55.00 10.57%
29.0 85.0
o I M | 7] 1130 14101680 2110
e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8666: Pentane, 2,2,3-trimethyl- R AmmaLEE e L
57.0 6.00 6.20 6.40 6.60
m/z 99.20 6.35%
5000
29.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60

SFAMVTRO83122WMA.M Sun Sep 04 ©0:43:23 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 (DEL) Alkane: Cyclic6.449 Concentration Rank 13
R.T EstConc Area Relative to ISTD R.T.
6.449 1.24 ug/L 86363 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 87
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 87
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 72
4 Heptane, 3-methylene- 112 C8H16 001632-16-2 68
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 64
Abundance Scan 1682 (6.449 min): VV027680.D\data.ms (-1666) (-) m/z 70.00 100.00%
70.0
55.0
5000
41.0
‘ ‘ ‘ 95.0 1120 6.20 6.40 6.60 6.80
0\\\,\\\\‘\\u‘\mw‘\‘m“\‘\‘\‘ww‘\‘\‘ ‘\u‘\‘i‘\w\\“1‘\‘\‘\“””“‘!”\‘\ m/z 55.05 71.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000
6.20 6.40 6.60 6.80
41.0 m/z 41.05 28.86%
27.0 M | ‘ 830 97.0 1120
O\\\’\\\\‘\\\‘\“\\\\“\‘\\\‘\H\‘\‘\\\‘} ‘\\\\‘\w\\‘\\\‘\‘\\\\‘l\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
6.20 6.40 6.60 6.80
5000 m/z 69.00 27.89%
41.0
27.0 ‘ 112.0
97.0 .
obta0 Il B30
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7661: Cyclopentane, 1,2,4-trimethyl- A SRR ARk
70.0 6.20 6.40 6.60 6.80
m/z 42.10 19.67%
55.0
5000
41.
27.0 M H “ 840 97.0 112.0
) S WS S it A Y B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80

SFAMVTRO83122WMA.M Sun Sep 04 ©0:43:24 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.641 11.27 ug/L 786533 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 83
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 83
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
Abundance Scan 1742 (6.641 min): VV027680.D\data.ms (-1724) (-) m/z 43.05 100.00%
43.0 711
5000
57.1 e e
‘ 971 1122 6.40 6.60 6.80 7.00
O e e il et e ST YRS m/z 71.10  84.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 LA B B I IR LN B
6.40 6.60 6.80 7.00
27.0 57.0 m/z 70.10 66.67%
O H‘HH‘\H“\“\H\‘\}H‘HH\‘H\\‘HH‘HH‘HH‘HH‘H\-\‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
6.40 6.60 6.80 7.00
5000 m/z 41.00 37.94%
27.0 57.0
0 I \‘\ H 97.0 114.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14575: Hexane, 3,3,4-trimethyl- P e
43.0 57.0 71.0 6.40 6.60 6.80 7.00
m/z 55.05 32.04%
5000
29.0
99.0
0 Lo 850 113.0 128.0
T T e e e e e R e RN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

SFAMVTRO83122WMA.M Sun Sep 04 ©0:43:24 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T.
6.764 12.15 ug/L 848312 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
4 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 56
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
Abundance Scan 1780 (6.764 min): VV027680.D\data.ms (-1763) (-) m/z 43.10 100.00%
43.1
71.1
5000
 ABARENREEEEEE e
991 6.40 6.60 6.80 7.00
0 w‘H‘,"Himmm‘m‘!u‘u_m,”” m/z 71.10  64.46%
m/z--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T T T T
6.40 6.60 6.80 7.00
27.0 m/z 70.05 58.247%
0 2.0 I H \‘ illy \‘ 99\0 114.0
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 0 20 40 60 80 100 120
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
6.40 6.60 6.80 7.00
5000 71.0 m/z 57.10 49, 25%
27.0
b bl 880 120
miz--> 0 20 40 60 80 100 120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0 6.40 6.60 6.80 7.00
m/z 41.00 39.53%
71.0
5000
27.0 ‘ ‘ 99.0
oL+ ,\H\\‘pl\\h“\ﬁl\‘ L e L
m/z--> 0 20 40 60 80 100 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 (DEL) Alkane: Cyclic7.169 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.169 0.56 ug/L 38875 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 58
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 58
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 58
4 Heptane, 3-methylene- 112 C8H16 001632-16-2 53
5 2,3-Dimethyl-1-hexene 112 C8H16 016746-86-4 50
Abundance Scan 1906 (7.169 min): VV027680.D\data.ms (-1887) (-) m/z 70.00 100.00%
70.0
55.0
5000
41.0
A A RARE o
‘ ‘ ‘ | 94“9 111.0 6.80 7.00 7.20 7.40
) ) - ‘WW:"M‘_W‘m_ m/z 55.05 57.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7707: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
55.0
5000 L L L L LI B I
41.0 6.80 7.00 7.20 7.40
27.0 m/z 41.00 30.16%
O\\\’\\\\‘\\\‘\“\H\“!‘\\\‘\u\‘\‘\\1‘\"\H\‘814!'\(?‘\9\3\.?\\\1\]‘-}2\.\()\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
TR
55.0 6.80 7.00 7.20 7.40
5000 m/z 69.10 29.01%
41.0
27.0 | M | ‘ 830 97.0 112.0
i T F I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha., \‘\“‘W“‘W“‘W“‘W‘
70.0 6.80 7.00 7.20 7.40
m/z 38.95 21.61%
55.0
5000
41.0
270 97.0 112.0
bt M 880 T R0 U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.256 0.81 ug/L 66496  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptene 98 C7H14 000592-76-7 46
2 Propanoic acid, 2,2-dimethyl-, 2... 214 C13H2602 016387-18-1 43
3 2-Octene, (Z)- 112 C8H16 007642-04-8 43
4 2-Undecene, 6-methyl-, (Z)- 168 C12H24 074630-43-6 43
5 Cyclopropane, butyl- 98 C7H14 000930-57-4 43
Abundance Scan 1933 (7.256 min): VV027680.D\data.ms (-1919) (-) m/z 57.10 100.00%
57.1
5000
97.1
39 SN (S
‘ | ‘%7.0 7.00 7.20 7.40 7.60
] SSS——— i el L T m/z 55.08  63.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3706: 1-Heptene
41.0
5000 700 L LR B LA
7.00 7.20 7.40 7.60
08.0 m/z 56.10  58.47%
O‘]"S"O“\!“\“‘\‘H"\}“““““‘““““““““
m/z--> 20 40 60 80 100 120 140 160
Abundance #92188: Propanoic acid, 2,2-dimethyl-, 2-ethylhexyl ester J\‘
57.0
\\\\‘\\A\\‘\\\\’\\\\‘\\\/
7.00 7.20 7.40 7.60
5000 m/z 41.00 57.54%
85.0
290 ‘ ‘ ‘ 112.0
Ol L, 1290 1570
m/z--> 20 40 60 80 100 120 140 160
Abundance #7505: 2-Octene, (2)- R EARAREE Eunns
55.0 7.00 7.20 7.40 7.60
m/z 70.05 44.66%
5000 29.0
112.0
‘ 83.0
0 “‘;‘ el H“MH‘_Hu_m_m_ “JL‘
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 (DEL) Alkane: Cyclic7.780 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.780 0.77 ug/L 63151  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 87

Abundance Scan 2096 (7.780 min): VV027680.D\data.ms (-2077) (-) m/z 97.05 100.00%
97.0
55.0
5000 aLo 121
69.0
‘ ‘ ‘ ‘ 41 7.40 7.60 7.80 8.00 8.20
0“_‘H‘H‘w‘H;yﬁmpﬂJW;NIL‘MWH‘WMMAM‘AWm‘W‘ m/z 55.00 80.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 N LR R B B B
41.0 112.0 7.40 7.60 7.80 8.00 8.20
69.0 m/z 112.10  38.50%
27.0 ‘ 83.0
O\\‘\\\\‘\\\\‘\\\\‘\‘\\1‘\”\‘\‘11\‘}1‘\\\1“\”\\‘1\11‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0 /\
hm/\_ww,w_‘
41.0 7.40 7.60 7.80 8.00 8.20
5000 ITI/Z 41.00 35.53%
69.0 112.0
i s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-  EAREBERA TSI S
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 69.00 28.20%
5000 41.0
69.0 650 112.0
i T o
o“_‘H‘H‘W‘H‘_‘H‘MJW‘HWM‘H‘J‘W‘HM‘H‘_‘H“ e mat .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.838 2.46 ug/L 201325  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 87
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 80
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64

Abundance Scan 2114 (7.838 min): VV027680.D\data.ms (-2104) (-) m/z 95.10 100.00%

94.1
5000
67.0 110.1

410 550 | 790 7.60 7.80 8.00 8.20
e bbb i m/z 67.00 25.87%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0

o

5000 \\\\‘\\\\‘\\\\’\\\\‘\\\
67.0 7.60 7.80 8.00 8.20
m/z 110.10 19.76%
270 390 550 79.0 s /
O \\‘]\_\5\.\0‘\\\‘}“\\\\“‘\\\\i‘\‘\‘\\‘\\‘\\‘\\\‘\‘i"\\\\“\‘\1\‘\\\\‘1\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0
e P R
40 Tz oiie i2.69
5000 55.0
21.0 110.0
79.0 :
NI T Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 m
Abundance #6752: 1,3-Dimethyl-1-cyclohexene AR AmmEEE NatA -
95.0 7.60 7.80 8.00 8.20

m/z 93.10 11.77%

5000
67.0
55.0 82.0 110.0
70 Wil
0H\*H*\***‘”\**Hi“m\‘*‘“wm*‘\m‘*‘\mw‘*‘*lw”w”w

m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 (DEL) Alkane: Cyclic8.227 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.227 0.69 ug/L 56146  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 76
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 64
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 64
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 64
5 2-Cyclohexen-1-o0l, 1-methyl- 112 C7H120 023758-27-2 60
Abundance Scan 2235 (8.227 min): VV027680.D\data.ms (-2226) (-) m/z 55.05 100.00%
55.0
97.0
5000 41.0 83.0
690 S=. 112.0
GO T
‘ ‘ ‘ ‘ ‘ ‘ 8.00 8.20 8.40 8.60
) S 1 Y | i ¥ Wl Ll myz 97.00  83.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
58.0 97.0
41.0 ka/\
5000 A S
270 69.0 112.0 8.00 8.20 8.40 8.60 )
“ ‘ ‘ 83.0 m/z 41.00 46.89%
O \\\‘\\\\‘\\\\‘\\\\’\‘\\\“\‘\\\‘\\\\‘\\\\‘\‘L\\‘\\\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
GO T T
410 8.00 8.20 8.40 8.60
5000 m/z 83.05 36.43%
270 69.0 112.0
I
0k W‘Hw‘Hww‘H,»‘WHJW‘HWw‘H‘MH‘H‘W‘H‘_‘H‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 M M
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans- ‘H“WH“‘H‘,JW“‘W
55.0 97.0 8.00 8.20 8.40 8.60
m/z 69.00 35.74%
5000 41.0
69.0 650 112.0
] I N
0 H“H‘w"H‘H"V‘H‘Jmh_‘JM‘H“J‘W“J‘H“_‘H“ i S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 (DEL) Alkane: Cyclic8.342 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.342 0.64 ug/L 52715 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 76
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 76
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 68
4 1-Cyclohexanone, 3-butyl-3-methyl- 168 C11H200 051756-29-7 64
5 Cyclopentanecarboxamide, N-(2-fl... 207 C12H14FNO 1000308-60-7 64
Abundance Scan 2271 (8.342 min): VV027680.D\data.ms (-2256) (-) m/z 111.10 100.00%
1111
69.0
5000
0 Mt AL a it
I \“ | “ | 0071 8.00 8.20 8.40 8.60 ]
O R N LT L B B B m/z 69.00 67.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 W
8.00 8.20 8.40 8.60
m/z 55.05  38.90%
O \]-\5\-‘0\‘{‘\\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
 ERARRsmaE
8.00 8.20 8.40 8.60
m/z 41.00 30.05%
5000 410
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- e R AARARER R
69.0 111.0 8.00 8.20 8.40 8.60
m/z 83.05 21.83%
5000 41.0
0 ;ﬁ?ﬁk"‘Jh‘”HMLH"H‘w‘uu“u“u“_‘u“u‘ \Nﬂ“/vjkj\“m“NMA
m/z--> 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_V\Data\VVve90122\
Data File : VVW@27680.D

Acq On : 01 Sep 2022 20:37
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 Cyclopropane, 1,1-dimethyl-... Concentration Rank 22

R.T EstConc Area Relative to ISTD R.T.
8.387 0.68 ug/L 55615 Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9Hl6 033422-32-1 72
2 3-Heptyne, 2,2-dimethyl- 124 C9H1le6 029022-29-5 64
3 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 64
4 1,3-Heptadiene, 2,3-dimethyl- 124 C9H1le6 074779-65-0 64
5 2,4-Heptadiene, 2,6-dimethyl- 124 C9H1le6 004634-87-1 64
Abundance Scan 2285 (8.387 min): VV027680.D\data.ms (-2278) (-) m/z 109.10 100.00%
109.1
5000
67.0 124.0 \‘uﬂ‘uu,uu‘uu‘u
411 ‘ ‘ 91 0 | ' 8.00 8.20 8.40 8.60 8.80
0 "H‘w‘Hu‘,“hmM‘:u_“u} ‘Wuu‘,MH_Ml}m‘_m,m m/z 66.95 25.47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
A