LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\
Data File : VV025592.D

Acqg On : 16 Apr 2022 01:51
Operator : SY/MD

Sample : N2438-13

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 38 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\SFAMVTRO40822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25592.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.111 16 22 38 rvB 157041 150767 30.52% 3.083%
2 1.220 50 56 61 rBvV 26632 24504 4.96% 0.501%
3 1.307 74 83 95 rBV2 168996 229564 46.48% 4.695%
4 1.388 103 108 113 rBV 14427 17288 3.50% 0.354%
5 1.420 114 118 128 rVvB3 16021 20026 4.05% 0.410%
6 1.571 156 165 176 rBV 87221 102188 20.69% 2.090%
7 1.638 178 186 197 rVB 31510 40491 8.20% ©0.828%
8 1.776 219 227 233 rBV 26687 33981 6.88% 0.695%
9 1.809 233 239 255 rVB4 29122 47530 9.62% 0.972%
106 1.902 263 268 282 rVBS8 4880 8470 1.71% 0.173%
11  1.983 284 293 302 rBv4 9670 15182 3.07% 0.310%
12 2.111 318 333 350 rVB 144903 214621 43.45% 4.389%
13  2.960 583 597 615 rBV7 6159 14820 3.00% 0.303%
14 3.899 879 889 932 rBV 44672 169314 34.28%  3.462%
15 4.352 1014 1030 1056 rBV 90278 226443 45.85% 4.631%
16 5.050 1231 1247 1279 rBV2 192573 493919 100.00% 10.100%
17 5.619 1412 1424 1456 rBV 167623 344893 69.83% 7.053%
18 6.072 1552 1565 1594 rBV 115950 247891 50.19% 5.069%
19 6.989 1837 1850 1877 rBV 44186 86914 17.60% 1.777%
20 7.317 1941 1952 1968 rBV 207236 362042 73.30% 7.404%
21 7.397 1970 1977 1989 rVB 11625 21280 4.31% 0.435%
22 7.629 2039 2049 2066 rBV3 23604 45524 9.22% 0.931%
23 7.940 2134 2146 2154 rBV3 5864 10545 2.13% 0.216%
24  8.088 2180 2192 2228 rBV 212097 423871 85.82% 8.668%
25 8.246 2231 2241 2261 rVB5 11969 25656 5.19% 0.525%
26 8.850 2418 2429 2448 rBV 269213 441347 89.36% 9.025%
27  9.021 2471 2482 2493 rBV2 6282 10734 2.17% 0.220%
28 9.143 2508 2520 2533 rBV6 5608 10399 2.11% 0.213%
29 10.214 2843 2853 2867 rBV 83423 132002 26.73% 2.699%
30 10.381 2896 2905 2914 rvVB2 9835 15395 3.12% 0.315%
31 11.149 3135 3144 3156 rBV4 20257 31696  6.42% 648%

32 11.249 3164 3175 3192 rBV 270289 417176 84.46%
33 11.622 3280 3291 3306 rBV 199878 319203 64.63%
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34 12.249 3474 3486 3495 rBV 8145 12848  2.60% 263%
35 12.342 3504 3515 3534 rBV2 53945 84425 17.09% 726%
36 13.432 3845 3854 3865 rBv4 11290 16999 3.44%  0.348%

SFAMVTRO40822WMA.M Tue Apr 19 17:57:40 2022 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\
Data File : VV025592.D

Acqg On : 16 Apr 2022 01:51
Operator : SY/MD

Sample : N2438-13

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 38 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\SFAMVTRO40822WMA .M
Title : TRACE VOA SFAM1.0

37 14.040 4032 4043 4056 rBV 6891 11792  2.39% 0.241%
38 17.098 4986 4994 5005 rVB3 5587 8317 1.68% 0.170%

Sum of corrected areas: 4890057
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100000
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\

: VVe25592.D

: 16 Apr 2022 01:51

: SY/MD

: N2438-13

: 25mL/MSVOA_V/WATER

: 38 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: VV025592.D\data.ms

5.050
1.307
11T 2111 5.619

6.072
1.571 4.352

6 3.899
1 28g0t 03078

Time-->
Abundance

600000

500000

400000

300000

200000

100000

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 6.40
TIC: VV025592.D\data.ms

8.850 11.249
7.317 8.088 11.622

10.214
6.989

0
Time-->
Abundance

600000

500000

400000

300000

200000

100000

N .3977ﬁ39 7.940| \8.246 9.091143 10.381 11.1
N —

e I ‘ ‘ —T — — T — T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: VV025592.D\data.ms

12249 13.432 14.040 17.098

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T
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\VVv041522\
Data File : VV025592.D

Acqg On : 16 Apr 2022 01:51
Operator : SY/MD

Sample : N2438-13

Misc : 25mL/MSVOA_V/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.111 2.19 ug/L 150767 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropene 40 C3H4 002781-85-3 9

4 Cyclopropane 42 C3He 000075-19-4 9

5 Cyclopropane 42 C3H6 000075-19-4 7
Abundance  Scan 22 (1.111 min): VV025592.D\data.ms (-16) (-) m/z 41.10 100.00%

41.1
5000

1.101.201.301.401.50

Ol o M/Z 38.95 84.13%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000
27 1.101.201.301.401.50

m/z 42.10 59.69%
I

0 180 | |
OH\HH\H\H‘HH‘HH‘HH‘HH‘HH‘HH‘\H H\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0

1.101.201.301.401.50

5000 27.0 m/z 43.10 33.09%
20 0
O T e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #54: Cyclopropene ‘H‘W“H‘H“_‘H‘H‘w
39.0 1.101.201.301.401.50

m/z 44.05 27.63%

5000

0 AT TR
m/z--> 0 5 10 15 20 5 30 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025592.D

Acqg On : 16 Apr 2022 01:51
Operator : SY/MD

Sample : N2438-13

Misc : 25mL/MSVOA_V/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.638 0.59 ug/L 40491 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 1-Butene 56 C4H8 000106-98-9 10
4 3-Buten-1-ol 72 C4H80 000627-27-0 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 186 (1.638 min): VV025592.D\data.ms (-178) (-) m/z 43.00 100.00%

43.0
57.0
5000 ﬂR
T
‘ ‘ 72.1 1.40 1.60 1.80 2.00
0 bl myz 41,05 90.44%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0

1.40 1.60 1.80 2.00
15.0 m/z 42.05 87.65%

72.0
O \\\‘2-\0\\\‘\}\\‘\\11‘\\\\} \\“\‘\“ ‘\\\\“ \‘\
m/z--> 0 10 20 30 40 70 80
Abundance #814:BLnane,24nethyL
43.0

57.0 1.40 1.60 1.80 2.00
5000 ITI/Z 57.05 68.25%
29.0
72.0
wo | \
L0 R o B e L e e e o
miz--> 0 10 20 30 40 50 60 70 80 /\ }\
Abundance #198: 1-Butene Am/‘\_m_mwwﬁ
41.0 1.40 1.60 1.80 2.00
m/z 39.00  27.05%
5000 56.0
28.0
oL, 20, 180
miz--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025592.D

Acqg On : 16 Apr 2022 01:51
Operator : SY/MD

Sample : N2438-13

Misc : 25mL/MSVOA_V/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.809 0.69 ug/L 47530 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 64
5 Pentane 72 C5H12 000109-66-0 59
Abundance Scan 239 (1.809 min): VV025592.D\data.ms (-233) (-) m/z 43.05 100.00%
3.0
5000
RERRRLEEy s
‘ 57"1 72.1 1.40 1.60 1.80 2.00 2.20
0 ‘H““w“"_“‘W‘u‘iﬂ“pmhw“u‘,«H““H m/z 42.10 59.62%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane
43.0
5000 ‘\\\\‘\\\\‘\\\\/\’/\\\\\‘\\
27.0 1.40 1.60 1.80 2.00 2.20
570 m/z 41.00 46.16%
o w0 || ]| 0 me
O\\\‘\\\\‘\\‘\\‘\\}\’1\\\1\‘1\\‘\\“\1‘\\\\’\\\\‘\\\\
miz-> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 39.05 17.38%
27.0
57.0 720
150 | I
L0 L L L0 2 e B e
miz--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane RAREREEEEEESEE SO
43.0 1.40 1.60 1.80 2.00 2.20
m/z 57.10 15.61%
5000 27.0
15.0 ‘ ‘ 5710 70 \ /\
0 ““Z:QHW“‘Wl1,“”;‘\”_“\“_”‘,Mwm | PR 1 S
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025592.D

Acqg On : 16 Apr 2022 01:51
Operator : SY/MD

Sample : N2438-13

Misc : 25mL/MSVOA_V/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Nonanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.342 1.01 ug/L 84425 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 87
2 Nonanal 142 CS9H180 000124-19-6 83
3 Cycloheptane 98 C7H14 000291-64-5 45
4 Cycloheptane 98 C7H14 000291-64-5 43
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 38

Abundance Scan 3515 (12.342 min): VV025592.D\data.ms (-3504) (-  m/z 57.10 100.00%

57.1 ‘
41.1
5000
82.0
Tl mo
om_m}m“w w ol ol n/z 41.10  80.62%
m/z--> 20 40 100 120 140
Abundance #22963.N0nana
57.0
41.0
98.0
5000
82.0 1200 1250
m/z 56.00 59.63%
‘ ‘ ‘ 114.0
O\\\‘Z\Gl\\\i ‘\\“\‘ \\\“\“\\ ‘\\\‘\’}\\174"1\.()\
m/z--> 20 40 100 120 140
Abundance #22961.N0nana
41.0 57.0
!\YV\A‘
1200 1250
5000 m/z 55.10 58.65%
82.0 98.0
114.0
0 26*,,
m/z--> 20 40 60 80 100 120 140
Abundance #3712: Cycloheptane
53.0 98.0 12.00 12.50
70.0 m/z 43.10 54.90%
5000 39
ol 220 Al
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@41522\
Data File : VV025592.D

Acqg On : 16 Apr 2022 01:51
Operator : SY/MD

Sample : N2438-13

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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|
(DEL) Alkane: S... 1.111 2.2 ug/L 150767 1 5.619 344893 5.0
(DEL) Alkane: S... 1.638 0.6 ug/L 40491 1 5.619 344893 5.0
(DEL) Alkane: S... 1.809 0.7 ug/L 47530 1 5.619 344893 5.0
Nonanal 12.342 1.0 ug/L 84425 3 11.249 417176 5.0

SFAMVTRO40822WMA.M Tue Apr 19 17:57:46 2022 8



