LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acqg On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 29 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 U\Method\SFAMUTR100722WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51521.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.395 12 17 27 rVB 25312 32896 1.09% 0.248%
2 1.472 32 41 52 rBvV 127450 250819 8.30% 1.891%
3 1.597 74 80 86 rBV 131179 142354 4.71% 1.073%
4 1.999 170 177 194 rVB2 108995 190467 6.30% 1.436%
5 2.376 316 322 341 rVB 54711 94121  3.11% 0.710%
6 2.565 368 381 394 rBV 195341 318354 10.53%  2.400%
7 3.080 533 541 555 rVB2 36746 72452  2.40%  0.546%
8 3.183 561 573 588 rVvB 13100 30483 1.01% 0.230%
9 3.359 611 628 647 rBvV2 120763 272081 9.00% 2.051%
10 3.694 722 732 750 rVB5 14551 31950 1.06% 0.241%
11 3.877 755 789 791 rBV 19503 73883 2.44% ©.557%
12 3.990 808 824 847 rVB 205613 528858 17.49% 3.987%
13 4.530 973 992 1008 rBV2 124608 306379 10.13% 2.310%
14  4.617 1008 1019 1051 rBV 197741 489051 16.18% 3.687%
15 5.060 1140 1157 1182 rBV 183216 416212 13.77%  3.138%
16 5.385 1244 1258 1272 rBV6 16764 38362 1.27% 0.289%
17 5.723 1341 1363 1376 rBV2 364833 967325 32.00%  7.292%
18 6.247 1513 1526 1549 rBV 302278 592720 19.60% 4.468%
19 6.690 1649 1664 1679 rBV 224609 448421 14.83% 3.380%
20 7.565 1923 1936 1952 rBvV2 88405 155494 5.14% 1.172%
21 7.896 2026 2039 2054 rBV 384758 666512 22.05% 5.024%
22 8.179 2115 2127 2141 rBV2 55201 94271 3.12% 0.711%
23 8.633 2255 2268 2296 rBV2 591636 1122977 37.14% 8.465%
24 9.443 2498 2520 2551 rBV2 1369157 3023358 100.00% 22.791%
25 9.690 2582 2597 2611 rBV4 17798 35617 1.18% 0.268%
26 10.755 2913 2928 2939 rBV 205221 329917 10.91% 2.487%
27 10.883 2955 2968 2982 rBV7 19043 39515 1.31% ©.298%
28 11.028 3005 3013 3026 rVB2 31027 53011 1.75% ©.400%
29 11.812 3245 3257 3275 rVWV2 438004 1037081 34.30% 7.818%
30 12.092 3326 3344 3357 rBV 119358 204522 6.76%  1.542%
31 12.192 3362 3375 3398 rVV2 424629 797903 26.39% 6.015%
32 12.301 3399 3409 3423 rVB3 20762 34716 1.15% 0.262%
33 12.861 3575 3583 3597 rVB3 63337 106262 3.51% ©0.801%
34 12.970 3611 3617 3626 rVB2 26456 40248 1.33% 0.303%
35 13.025 3626 3634 3650 rVB2 22782 39395 1.30% 0.297%
36 14.086 3953 3964 3980 rBV 37130 70314  2.33% 0.530%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acqg On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 29 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_U\Method\SFAMUTR100722WMA .M
Title : TRACE VOA SFAM1.0

37 16.883 4826 4834 4844 rBV2 47616 69844  2.31% ©.527%
38 17.095 4892 4900 4913 rVB 29479 47457  1.57% 0.358%

Sum of corrected areas: 13265602
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acq On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

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

Abundance TIC: VU051521.D\data.ms
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2000001 1 47 1.909 3.359 4.53
5 e 39883 | 30087 it 3%

_ = ey
L L L B L L B B UL L L L L L L L L L L L L B BB LA OB

il
Time--> 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 6.40 6.60

Abundance TIC: VU051521.D\data.ms
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Abundance TIC: VU051521.D\data.ms

1200000

1000000

800000

600000

400000

200000

12, 16.883
14.086 7.095
0 %\AsO:\L T L\éb}?\n\‘g T T T T T T T 7 /\\'—‘J\\‘\_\‘—\—

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

SFAMUTR100722WMA.M Mon Oct 31 17:16:32 2022 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acq On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Sulfur dioxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.472 2.12 ug/L 250819 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 1,1,1,2,2,3,3,4,4,5,5-Undecafluo... 602 C1lOF2202S 1000486-78-5 83
3 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 74

4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
5 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9

Abundance  Scan 41 (1.472 min): VU051521.D\data.ms (-32) (-) m/z 64.00 100.00%

64.0
5000 J\k\
—
1010 1.40 1.60 1.80
r—t—- 77— m/z 48.00 44.82%
miz--> 50 100 150 200 250 300
Abundance #415: Sulfur dioxide
64.0
5000 L L L
1.40 1.60 1.80
m/z 66.00 5.10%
L6.0‘
O\‘\\\i\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #346620: 1,1,1,2,2,3,3,4,4,5,5-Undecafluoro-5-(undecafil
64.0
T
1.40 1.60 1.80
5000 m/z 50.00 2.42%
oL 1690 2190 2600 333
et
miz--> 50 100 150 200 250 300 /\
Abundance #21639: 2-Aminoethyl hydrogen sulfate o
64.0 1.40 1.60 1.80
m/z 101.00 1.48%
5000
m/z--> 50 100 150 200 250 300 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acq On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Ethyl ether Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.376 0.79 ug/L 94121  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethyl ether 74 C4H1e0 000060-29-7 90
2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H1e0 000060-29-7 90
4 Ethyl ether 74 C4H1e0 000060-29-7 78
5 Ethyl ether 74 C4H1e0 000060-29-7 72
Abundance Scan 322 (2.376 min): VU051521.D\data.ms (-316) (-) m/z 59.10 100.00%
59.1
5000
IS & W N
‘ 1 2.00 2.20 2.40 2.60
Obrerrrrr bbb 2880 220 s 7410 77.08%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #972: Ethyl ether
31.0
59.0
5000 L L L LA LA BN R I
2.00 2.20 2.40 2.60
m/z 45.00 70.91%
OH\‘\‘\‘1\\““1H\i\H“\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #970: Ethyl ether
31.0
RN e e e
2.00 2.20 2.40 2.60
5000 59.0 m/z 43.00 19.04%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #973: Ethyl ether
31.0 2.00 2.20 2.40 2.60
59.0 m/z 40.95 11.73%
5000
0uH\‘\‘1\\M\\q\\\‘w‘\\\\‘\u\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘uu‘ \‘HHWH‘\M\‘Q‘\/\‘H/\\},\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.00 2.20 2.40 2.60

SFAMUTR100722WMA.M Mon Oct 31 17:16:35 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acq On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.080 0.61 ug/L 72452  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 72
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 72
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 56
Abundance Scan 541 (3.080 min): VU051521.D\data.ms (-533) (-) m/z 43.00 100.00%
5000 71.1
57.0 ]Lu‘uu‘uu‘uu‘uu
H ‘ 85.0 2.80 3.00 3.20 3.40
o"‘_""‘H‘_"W‘m_1"‘m“wm‘:wmiwm m/z 42.00 56.09%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 L L L L B B
2.80 3.00 3.20 3.40
270 570 m/z 71.10 51.27%
' 86.0
O\\\‘\\\\‘]\-\5\.(\)‘\\\‘\“\\\\‘i\}\\‘\\H‘\‘\\\\L}\\\‘\\l\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
A mm e
2.80 3.00 3.20 3.40
m/z 41.00 40.59%
5000 710 /
57.0
27.0
86.0
o"‘_"‘_17:’:9""H,"‘“_:""“1“_‘”%‘”_‘1‘_”
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl- EARBSmEEN s S
43.0 2.80 3.00 3.20 3.40
m/z 39.00 18.94%
5000
27.0 71.0
m/z--> 0 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acq On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.359 2.30 ug/L 272081 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 74
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
Abundance Scan 628 (3.359 min): VU051521.D\data.ms (-611) (-) m/z 57.10 100.00%
57.1
41.1
5000
e ARESREREESS R
| ‘ || o1 sea 3.00 3.20 3.40 3.60
0L prrr e b e e e m/z 56.10 86.00%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
20.0 41.0
5000 L LA L L LA B LN B B

3.00 3.20 3.40 3.60

m/z 41.10 58.46%
150 ‘ |, 710 860
O\\\’\\\\‘\\1\‘\\}\‘\\\\‘\\\\’\\\\“\\\\‘\\\\‘\\}\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0
“H‘W‘H“H‘w‘u“
29.0 41.0 3.00 3.20 3.40 3.60
5000 m/z 43.10 21.72%
SR N/ AN NSt M S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl- R EARRRAE ‘/‘\H .
57.0 3.00 3.20 3.40 3.60

m/z 55.00 14.74%

41.0
5000 29.0
71.0
o 1s0 || | T 80 )

m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acq On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Diisopropyl ether Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.990 4.46 ug/L 528858 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 90
2 Diisopropyl ether 102 C6H140 000108-20-3 80
3 Diisopropyl ether 102 C6H140 000108-20-3 80
4 Diisopropyl ether 102 C6H140 000108-20-3 78
5 Diisopropyl ether 102 C6H140 000108-20-3 78
Abundance Scan 824 (3.990 min): VU051521.D\data.ms (-808) (-) m/z 45.05 100.00%
45.0
5000
87.1
R R EaR R
‘ 59‘-1 102.0 3.60 3.80 4.00 4.20 4.40
bbb B2 b A5 myz 43,10 53.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4986: Diisopropyl ether
45.0
5000 [T T [T T[T T T
3.60 3.80 4.00 4.20 4.40
87.0 m/z 87.10  31.51%
59.0
ol 180 200 [l T 102.0
\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4985: Diisopropyl ether
45.0
R R EaRE
3.60 3.80 4.00 4.20 4.40
5000 m/z 40.95 19.56%
27.0 870
. 59.0
0 15\0 ‘ Ll | ‘\ | ‘ I ‘ 10?'0
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether ‘%Kw“‘u““W““ﬁ4
45.0 3.60 3.80 4.00 4.20 4.40
m/z 59.10  13.96%
5000
87.0
59.0
0. 180 279 || T 710 102.0
A R o A R R RARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acq On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 (DEL) Alkane: Cyclic4.530 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.530 2.58 ug/L 306379 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 81
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
3 Cyclohexane 84 CeH12 000110-82-7 64
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
5 Cyclohexane 84 C6H12 000110-82-7 53
Abundance Scan 992 (4.530 min): VU051521.D\data.ms (-973) (-) m/z 56.10 100.00%
56.1
5000 41.0 69.1 /\¥
R RARNamEasaEE
‘ ‘ ‘ ‘ 84.1 4.20 4.40 4.60 4.80
0l ettt el myz 41,00 45.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 \M\‘\‘HH‘HH‘HH’HH‘
4.20 4.40 4.60 4.80
m/z 69.10  44.48%
28.0 “ ‘ 840
O\\\‘\\\\‘J\-\S\(\)‘\\\H“\\\\}\‘\\\i‘\w \‘\\\‘1i\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0
R ARNRmEasEE L,
4.20 4.40 4.60 4.80
5000 41.0 m/z 55.18  28.11%
84.0
270
180 “ ‘ 68.0
0"Wm‘mwm‘mwm‘m“,le‘iuw‘m,u
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane R A REAR
56.0 4.20 4.40 4.60 4.80
41.0 84.0 m/z 39.10 23.07%
5000
27.0
69.0
180 | ‘
S X R 1 P NS A LSOO 1 PN
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acq On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.092 0.99 ug/L 204522  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1le 000496-11-7 93
2 Indane 118 C9H1e 000496-11-7 76
3 Indane 118 C9H1e0 000496-11-7 76
4 3-Bromo-1-phenyl-1-propene 196 C9H9Br 004392-24-9 64
5 Indane-5-carboxylic acid 162 C1l0H1002 065898-38-6 59
Abundance Scan 3344 (12.092 min): VU051521.D\data.ms (-3326) (- m/z 117.10 100.00%
117.1
| K/L
91.1 T ‘
39.0 63.0 12.00
Ol b b M 20700 7 118,10 55.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 — :
12.00
m/z 115.10 47.38%
300 630 °10
O\\1\5\.(‘)\‘\H".\\HH““\‘.H\“‘H“H“‘\H [T T T[T T T[T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10178: Indane
117.0
R \
12.00
5000 m/z 116.10 18.79%
58.0 910
270‘ \\‘ I | \‘ !
0 ety et el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane S A ‘
117.0 12.00
m/z 91.10 16.01%
5000
39.0 ?30 970 fkﬂ\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acq On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA.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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.861 0.51 ug/L 106262  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Octanol, 3,6-dimethyl- 158 C10H220 000151-19-9 27
2 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 25
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 14
4 2-Bromostearic acid, trimethylsi... 434 C21H43Br02Si  1000472-44-2 12
5 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 12
Abundance Scan 3583 (12.861 min): VU051521.D\data.ms (-3575) (- m/z 73.10 100.00%
73.1
55.0
5000 131.0
— ——
39Hl 91.0 1111 12.50 13.00
| — M‘u i, ‘,M‘l‘ SRS A 1 ,%810‘ m/z 55.05 58.03%
miz--> 20 40 60 80 100 120 140
Abundance #34641: 3-Octanol, 3,6-dimethyl-
73.0
5000 e Rt e
29.0 55.0 12.50 13.00
129.0 m/z 69.05 43.79%
111.0 '
O\%stl\\o‘ LA A I L L | \9\5\.(‘)\\‘\ T \‘\\"‘\\ T
miz—-> 20 40 60 80 100 120 140
Abundance #34655: 3-Octanol, 3,7-dimethyl-
73.0
e Pt A
55.0 12.50 13.00
5000 m/z 131.00 40.77%
39 110 1400
P TR 1 T -2 T
m/z--> 20 40 60 80 100 120 140 N/\ M
Abundance #13304: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha. I /\‘ g
55.0 12.50 13.00
97.0 m/z 70.05 38.66%
5000
3910 126.0
71.0
ok ‘1‘5‘-?“1“ ‘ ;H‘ Al “ L ‘ S S Al
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102622\
Data File : VU@51521.D

Acqg On : 26 Oct 2022 23:34
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.472 2.1 ug/L 250819 1 6.247 592720 5.0
Ethyl ether 2.376 0.8 ug/L 94121 1 6.247 592720 5.0
(DEL) Alkane: S... 3.080 0.6 ug/L 72452 1 6.247 592720 5.0
(DEL) Alkane: S... 3.359 2.3 ug/L 272081 1 6.247 592720 5.0
Diisopropyl ether 3.990 4.5 ug/L 528858 1 6.247 592720 5.0
(DEL) Alkane: C... 4.530 2.6 ug/L 306379 1 6.247 592720 5.0
Indane 12.092 1.0 ug/L 204522 3 11.812 1037080 5.0
unknown-01 12.861 0.5 ug/L 106262 3 11.812 1037080 5.0
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