LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 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\SFAMVTRO22323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@30224.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 9 14 18 rBV 48520 43215 9.31% 0.831%
2 1.108 18 21 37 rVB 42276 48490 10.45% 0.933%
3 1.188 41 46 51 rBV 25186 20226 4.36% 0.389%
4 1.275 67 73 97 rVB 72886 93613 20.17% 1.801%
5 1.384 101 107 118 rVB 10779 13364 2.88% 0.257%
6 1.529 146 152 164 rVB 50986 61989 13.35% 1.193%
7 1.915 261 272 295 rBV 235384 384711 82.87% 7.402%
8 2.060 306 317 329 rBV 112201 167427 36.07%  3.221%
9 3.146 647 655 657 rBV5 31841 42347 9.12% 0.815%
106 3.233 675 682 696 rVB2 44789 88492 19.06% 1.703%
11  4.281 991 1008 1032 rVB2 66434 173240 37.32%  3.333%
12 4.600 1100 1107 1116 rVBS 2528 4895 1.05% 0.094%
13 4.979 1210 1225 1248 rBV3 155680 372212 80.18% 7.161%
14  5.153 1267 1279 1296 rVB4 8631 23057 4.97% 0.444%
15 5.555 1390 1404 1424 rBV 143891 304450 65.58% 5.858%
16 5.805 1468 1482 1498 rBV4 19983 48125 10.37% 0.926%
17 6.011 1532 1546 1565 rBvV2 85167 183310 39.49% 3.527%
18 6.127 1570 1582 1598 rBV3 15157 35162 7.57% 0.677%
19 6.931 1819 1832 1848 rBV2 37438 73862 15.91% 1.421%
20 7.256 1914 1933 1951 rBV 169626 307866 66.32%  5.923%
21  7.571 2019 2031 2045 rBvV2 23148 46814 10.08% ©0.901%
22 7.712 2065 2075 2083 rBVS5 5035 7990 1.72% 0.154%
23 7.889 2119 2130 2131 rBV9 6278 7819 1.68% 0.150%
24  8.056 2170 2182 2213 rBV 124749 309504 66.67% 5.955%
25  8.796 2401 2412 2434 rVV2 221904 464221 100.00%  8.931%
26 9.011 2470 2479 2484 rBV5 4236 6558 1.41% 0.126%
27  9.079 2484 2500 2512 rVB7 18686 42675 9.19% 0.821%
28 9.185 2514 2533 2551 rBV 215102 461667 99.45%  8.882%
29 9.426 2601 2608 2620 rVB 5636 12001 2.59% 0.231%
30 9.577 2642 2655 2672 rBv4 10426 27293 5.88% 0.525%
31 9.664 2672 2682 2690 rBV3 16863 24902 5.36% 0.479%
32 9.760 2701 2712 2719 rBVS8 7464 13809 2.97% 0.266%
33 9.902 2742 2756 2767 rBv2 21602 43554 9.38% 0.838%
34 9.966 2767 2776 2784 rVB3 7811 13605 2.93% 0.262%
35 10.024 2784 2794 2801 rBV 60727 97275 20.95% 1.872%
36 10.133 2820 2828 2829 rBV2 11102 12303 2.65% 0.237%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 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\SFAMVTRO22323WMA.M
Title : TRACE VOA SFAM1.0
37 10.165 2830 2838 2853 rVB2 64540 112125 24.15% 2.157%
38 10.342 2883 2893 2905 rBve 20849 40212 8.66% 0.774%
39 10.535 2947 2953 2963 rVB6 3864 6607 1.42% 0.127%
40 10.812 3029 3039 3049 rBV3 11079 18011 3.88% ©.347%
41 10.905 3059 3068 3080 rBv2 11928 19599 4.22% ©.377%
42 10.998 3090 3097 3105 rBV6 4157 6662 1.44% 0.128%
43 11.056 3107 3115 3119 rBV6 2846 4944 1.07% 0.095%
44 11.194 3144 3158 3174 rBV 256519 399356 86.03% 7.684%
45 11.313 3186 3195 3202 rBv4 11371 21195 4.57% ©.408%
46 11.358 3203 3209 3213 rBV7 5006 6101 1.31% 0.117%
47 11.435 3225 3233 3244 rBV2 41880 57884 12.47% 1.114%
48 11.500 3247 3253 3263 rvvio 4887 8672 1.87% ©.167%
49 11.571 3264 3275 3292 rVB 186643 316000 68.07% 6.080%
50 11.850 3353 3362 3368 rBvV9 4958 7939 1.71% ©.153%
51 12.207 3463 3473 3480 rBV5 8308 13703 2.95% 0.264%
52 12.243 3480 3484 3496 rVBS5 4943 7469 1.61% 0.144%
53 12.493 3554 3562 3569 rBV9 6906 10558 2.27% ©.203%
54 12.632 3593 3605 3615 rBvV2 19709 37620 8.10% ©.724%
55 13.995 4022 4029 4041 rVB 5228 10513 2.26% 0.202%
56 14.255 4104 4110 4116 rBV1e 3493 5257 1.13% 0.101%
57 15.410 4462 4469 4475 rBVi1e 3706 5109 1.10% ©.098%
Sum of corrected areas: 5197579
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV030224.D\data.ms
250000 1.915
200000
4.979
150000 5.555
2.060
100000
/108 1.529
500001 |[1.18
1.384 5.805 127
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV030224.D\data.ms
250000 11.194
8.796 9.185
200000 11.571
7.256
150000
8.056
100000
10.0£4165
=
50000 6.931 11.433
7.571 9.07 4 9.90 .
J 7.712.889 9.0 0455787609988 535 10BLPBaa1113368500 11,850
O\\\\‘\\\\‘\\\/\\ﬁ"\\\\‘\\\\‘\ R B s i B e e e e e R —T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV030224.D\data.ms
250000
200000
150000
100000
50000
12.632
£229(312.49 13.99514.255 15410
0 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 ‘ 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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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31623\

VVve30224.D

: 16 Mar 2023 15:46

: SY/MD

: 01947-04

: 25.0mL/MSVOA_V/WATER

: 10 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@22323WMA.M

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
tion 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 9
R.T. EstConc Area Relative to ISTD R.T.
1.085 0.71 ug/L 43215 1,4-Difluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 43
2 2-Butenal, (E)- 70 C4H60 000123-73-9 40
3 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 39
4 Propene 42 C3H6 000115-07-1 9
5 Propane 44 C3H8 000074-98-6 9

Abundance  Scan 14 (1.085 min): VV030224.D\data.ms (-9) (-) m/z 43.10 100.00%

43.1
5000
RARREESES SeEEs e
‘ ‘ 60.0 230 1.101.201.301.401.50
0 Hw‘H‘WH‘M‘MLuu,uufuu‘u‘wunw‘uw‘u‘wu‘w‘u m/z 39.10  74.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #88: Propane
29.0
5000 (oI T[T T[T [ rrrrrriT
0 1.101.201.301.401.50
44 m/z 41.10 61.53%
cull
0 i ‘ , \M‘\
\\\’\\\\’\111’\\11’11\\’\\\\’\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #606: 2-Butenal, (E)-
4.0 70.0
RARESEESES AS e S
1.101.201.301.401.50
5000 27.0 m/z 44.05 55.09%
‘ 55.0
Ot et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9827: Chloro(prop-2-yn-1-yloxy)methanone RRaaE R
39.0 1.101.201.301.401.50
m/z 42.05 24.86%
5000
63.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 Difluorochloromethane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.108 0.80 ug/L 48490 1,4-Difluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Difluorochloromethane 86 CHC1F2 000075-45-6 90

2 Difluorochloromethane 86 CHC1F2 000075-45-6 78

3 Ethane, 1,1-difluoro- 66 C2HAF2 000075-37-6 5

4 Ethane, 1,1-difluoro- 66 C2HA4F2 000075-37-6 5

5 Ethane, 1,1-difluoro- 66 C2H4F2 000075-37-6 4

Abundance  Scan 21 (1.108 min): VV030224.D\data.ms (-18) (-) m/z 51.10 100.00%

51.1
5000
67.0
35.1 85.8 1.101.201.301.401.50
OF e b e b e e M/Z 67.00  19.29%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2062: Difluorochloromethane
51.0
5000 [TOT T[T T T[T T T Ty

1.101.201.301.401.50
m/z 35.10 9.91%

31.0 67.0
0 \\\?‘ﬁ\.()\\“\\\\‘M\‘\‘\‘\\\‘\}r\\\‘\\r‘\“\\\\‘\ss:_);(\)‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2063: Difluorochloromethane
51.0
1.101.201.301.401.50
5000 ITI/Z 69.00 6.32%
67.0
ol 130 310 430 ‘ 85.0
R L B I o e i e AL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #424: Ethane, 1,1-difluoro- o
51.0 1.101.201.301.401.50
m/z 50.05 6.28%
65.0
5000
0 “27‘?“‘3@“““‘ BLVASNE ettt Va
m/z--> 10 20 30 40 50 60 70 80 90 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 Ethyl ether Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.915 6.32 ug/L 384711 1,4-Difluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl ether 74 C4H100 000060-29-7 90
2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H100 000060-29-7 83
4 Ethyl ether 74 C4H100 000060-29-7 78
5 Ethyl ether 74 C4H100 000060-29-7 64
Abundance Scan 272 (1.915 min): VV030224.D\data.ms (-261) (-) m/z 59.10 100.00%

59.1
74.0
5000
43]1

1.60 1.80 2.00 2.20

0l 980 1288 s as 76, 75%
m/z--> 0 20 40 60 80 100 120
Abundance #969: Ethyl ether
31.0
5000 U R R N R I
59.0 1.60 1.80 2.00 2.20
150 74.0 m/z 74.65  72.33%
O ’
m/z--> 0 20 40 60 80 100 120
Abundance #973: Ethyl ether
31.0
S e S
59.0 1.60 1.80 2.00 2.20
5000 74.0 ITI z 43.10 24.94%
15\.0 \‘ “ |
O L L A N s s
miz--> 0 20 40 60 80 100 120
Abundance #970: Ethyl ether R e RN
31.0 1.60 1.80 2.00 2.20

m/z 41.05 13.51%

5000 59.0
74.0
15.0
LT

m/z--> 0 20 40 60 80 100 120 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 4 Benzaldehyde, 2-nitro-, dia... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.146 0.70 ug/L 42347 1,4-Difluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzaldehyde, 2-nitro-, diaminom... 207 C8H9N502 102632-31-5 52

2 MDMA methylene homolog 207 C12H17NO2 1010386-32-2 30

3 Silanediamine, 1-chloro-N,N,N',N... 166 C5H15C1N2Si 010339-02-3 25

4 p-Benzenediacetohydroxamic acid 224 C10H12N204 030240-06-3 25

5 1-Hexadecanamine 241 C16H35N 000143-27-1 18

Abundance Scan 655 (3.146 min): VV030224.D\data.ms (-647) (-) m/z 44.00 100.00%

44.0 M
5000
78.2 A A RARaaREE o
1139 1559189.9 227.6 269.6 2.80 3.00 3.20 3.40
0! m/z 36.10 29.77%
miz-> 50 100 150 200 250 300
Abundance #84198: Benzaldehyde, 2-nitro-, diaminomethylidenhydra
44.0
5000 L L L NI B LN I
2.80 3.00 3.20 3.40
770 119.0 207.0 m/z 78.20 20.00%
T ‘ 161.0
05— \“r“ “‘\‘H\“M\“AH “”\ I} \‘\“ \‘ L B B B B B B B B
miz--> 50 100 150 200 250 300
Abundance #83723: MDMA methylene homolog
44.0
2.80 3.00 3.20 3.40
m/z 50.30 19.74%
5000 176.0
77.0 135.0 207.0
miz--> 50 100 150 200 250 300
Abundance #41698: Silanediamine, 1-chloro-N,N,N',N',1-pentamethy
44.0 2.80 3.00 3.20 3.40
m/z 64.75 18.25%
5000
166.0
88.0 131.0
0 ““ h} ‘\“hh‘\\h‘\ “\ “ ‘\‘} {“d }‘ ; “\ “\“ T
m/z--> 50 100 150 200 250 300 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.M
: TRACE VOA SFAM1.0

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Diisopropyl ether Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.233 1.45 ug/L 88492  1,4-Difluorobenzene 5.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 80
2 Ether, 2-chloro-1-methylethyl is... 136 C6H13C1l0O 098277-76-0 72
3 Diisopropyl ether 102 C6H140 000108-20-3 72
4 Diisopropyl ether 102 C6H140 000108-20-3 59
5 Diisopropyl ether 102 C6H140 000108-20-3 59
Abundance Scan 682 (3.233 min): VV030224.D\data.ms (-675) (-) m/z 45.10 100.00%
45.1
5000
87.1
S T T
\ ‘ 134.9 168.4 201.6 235.7 274.4 300320 340 3.60
ol Lge L 134.9168,4201.6 2357 2744 m/z 43.10  56.24%
miz--> 50 100 150 200 250 300
Abundance #4986: Diisopropy! ether
45.0
5000 UL L L I RN L
3.00 3.20 3.40 3.60
87.0 m/z 87.10 28.06%
O\‘\‘\“\“”“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 50 100 150 200 250 300
Abundance #18471: Ether, 2-chloro-1-methylethyl isopropyl
45.0
‘\\\\‘\\\\‘\\\\’\V\\‘\\\
3.00 3.20 3.40 3.60
5000 m/z 41.10 18.32%
87.0
0 ‘u‘ TR I ‘ 1210
— e
m/iz--> 50 100 150 200 250 300
Abundance #4983: Diisopropyl ether R R
45.0 3.00 3.20 3.40 3.60
m/z 59.05 11.13%
5000
87.0
ow‘u‘“m“m‘_H‘_‘H_‘H_Hw
m/z--> 50 100 150 200 250 300 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.805 0.79 ug/L 48125 1,4-Difluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 90
2 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 87
3 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 64
4 Pentane, 2,2,4-trimethyl-4-nitro- 159 C8H17N02 005342-78-9 59
5 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 58

Abundance Scan 1482 (5.805 min): VV030224.D\data.ms (-1468) (-) m/z 57.05 100.00%

57.0
5000 41.1

971 “fi 5.40 5.60 5.80 6.00 6.20
‘H‘HH"H‘,"u‘_‘m‘H"_Hw‘HWWWWWW m/z 41.10 43.56%

\‘\‘ H\\H\ \‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: 1-Pentene, 2,4,4-trimethyl-
57.0
41.0 A

5000 lbaulites STt AL SRS
5.40 5.60 5.80 6.00 6.20

970 112.0 m/z 55.85  27.63%

27 0 . .
14 0 \ m iR I ‘ 79\\0 ‘ ‘
\\\‘\\\\‘\\\\’\\\\‘\\\\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7632: 1-Pentene, 2,4,4-trimethyl-
57.0

5.40 5.60 5.80 6.00 6.20

o

o

5000 41.0 m/z 39.10  25.96%
% 970 1120
0 \140\v\\“\‘\79\0\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: 1-Pentene, 2,4,4-trimethyl- 1 _mwﬂj\wuwuwu
57.0 5.40 5.60 5.80 6.00 6.20

m/z 56.10  22.41%

5000 41.0
97.0 112.0
14p 810
o“W‘H‘_H‘W‘H‘H‘w‘HW‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.127 0.58 ug/L 35162 1,4-Difluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 90
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 87
3 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 83
4 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 83
5 Z-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 83
Abundance Scan 1582 (6.127 min): VV030224.D\data.ms (-1570) (-) m/z 97.10 100.00%
97.1
55.1
5000 41.0
112.1
69.2 D e
‘ ‘ ‘ 5.80 6.00 6.20 6.40

o‘H‘HH‘m‘,‘HmmNl‘p‘w‘umMHw\“_wmw m/z 55.18  66.33%

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

Abundance #7625: 2-Pentene, 3,4,4-trimethyl-

97.0
55.0
5000
270 41.0 5.80 6.00 6.20 6.40
69.0 1120 m/z 41.00  37.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7677: Cyclohexane, 1,3- dwneﬂwL cis-
55.0 97.0
R A e
5.80 6.00 6.20 6.40
5000 410 m/z 112.10 29.22%
69.0 112.0
27.0
G Y
Y S S 1/ A Y | B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7635: 2-Pentene, 2,4,4-trimethyl- M“J“ﬂ&‘ﬂ“u“““‘h“
55.0 97.0 5.80 6.00 6.20 6.40
m/z 39.10 23.07%
5000 41.0
27.0 69.0 1120 /W/\WM
oL 0 Ll e0 pelf ey Y e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 9 Acetic acid, cyano-, 1,1-di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.185 4.97 ug/L 461667 Chlorobenzene-d5 8.796

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 59
2 3-Heptanol, 6-methyl- 130 C8H180 018720-66-6 43
3 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 39
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 39
5 2,3-Dimethyl-4-penten-2-0l 114 C7H140 019781-52-3 38

Abundance Scan 2533 (9.185 min): VV030224.D\data.ms (-2514) (-) m/z 59.10 100.00%

59.1
5000
41.1

8.80 9.00 9.20 9.40 9.60

‘M 81.0 97.1 115.1

Ol 8LO 9T wm/z 57.10  44.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #21823: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
41.0
5000 [TT T T [ T [ i T TTTT i1

8.80 9.00 9.20 9.40 9.60
m/z 41.10 21.32%

120 270 M “ 73.0 87.0 1040 126.0
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15707: 3-Heptanol, 6-methyl-
59.0

o

83.0 8.80 9.00 9.20 9.40 9.60
5000 41.0 m/z 43.05 14.99%
27.0
‘ 101.0
0 Hﬁ?;ﬂ";Mw‘mw‘!‘!;mm""‘:"_W“ml_l?:?‘l‘%?:?”

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8859: Butanamide, 3,3-dimethyl- EEEmERERERR R
59.0 8.80 9.00 9.20 9.40 9.60

m/z 56.10 11.06%

5000
41.0
. 7O g 100045

H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH [T T TP T T [ T

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 10 Butane, 1-(2-chloroethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.024 1.22 ug/L 97275 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-(2-chloroethoxy)- 136 C6H13C10 010503-96-5 91
2 Butane, 1-(2-chloroethoxy)- 136 C6H13C10 010503-96-5 91
3 Butane, 2-chloro- 92 C4HoCl 000078-86-4 45
4 Butane, 2-chloro- 92 C4HoCl 000078-86-4 38
5 Carbonic acid, dibutyl ester 174 CSH1803 000542-52-9 36

Abundance Scan 2794 (10.024 min): VV030224.D\data.ms (-2784) (- m/z 57.05 100.00%

57.0
5000
41.0 87.1 \

\ 72.0 ‘ 119.0 136.0 1000
Ol e i 1720 L1 119.01360 m/z 63.00 44.06%
miz--> 20 40 60 80 100 120 140
Abundance #18465: Butane, 1-(2-chloroethoxy)-
57.0
5000 oooj\
87.0 !

41.0 41.05 30.13%

0 26,0 ‘ | 720 “ 1070 136.0
T T ’ T T T ‘ \ T T ‘ L ‘ L ‘ LI ‘ L ‘ T
mi/z--> 20 40 60 80 100 120 140
Abundance #18467: Butane, 1-(2-chloroethoxy)-

57.0

10 OO
5000 87.0 m/z 87.10 28.67%
41.0
0 26\# Ll il ‘72-0 . || 107.0 136.0
I B L L e e e B e T e

m/z--> 20 40 60 80 100 120 140 A
Abundance #2733: Butane, 2-chloro- 5 . :
57.0 10.00

m/z 93.10 21.37%

41.0
5000
o2 mH 70 920 A

miz--> 20 40 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 12 Dibutoxymethane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.435 0.72 ug/L 57884 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibutoxymethane 160 CS9H2002 002568-90-3 56
2 Propane, 1-(chloromethoxy)-2-met... 122 C5H11Cl0 034180-11-5 50
3 Morpholine 87 C4HONO 000110-91-8 40
4 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 38
5 2-[2-[2-[2-(2-Butoxyethoxy)ethox... 336 C16H3207 1000351-94-0 38
Abundance Scan 3233 (11.435 min): VV030224.D\data.ms (-3225) (- m/z 57.10 100.00%
57.1
87.1
5000
—T
S 117.0 159.2 11.50
o1l m/z 87.10 67.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36856: Dibutoxymethane
57.0
5000 87.0 : A/\ ‘J\
29.0 11.50
' ‘ m/z 41.05 25.06%
117.0 159.0
O\\\‘\‘\‘1‘\\“‘H‘\\‘1“\\\‘\‘\‘\\\‘\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #11116: Propane, 1-(chloromethoxy)-2-methyl-
57.0
——
87.0 11.50
5000 m/z 56.05 12.52%
29.0
Ol b e e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #2092: Morpholine 1 T PWYWTAm
29.0 57.0 11.50
m/z 39.00 8.62%
87.0
5000
O bbb e e e e
m/z--> 20 40 60 80 100 120 140 160 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30224.D

Acqg On : 16 Mar 2023 15:46
Operator : SY/MD

Sample : 01947-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.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... 1.085 0.7 ug/L 43215 1 5.555 304450 5.0
Difluorochlorom... 1.108 0.8 ug/L 4849¢ 1 5.555 304450 5.0
Ethyl ether 1.915 6.3 ug/L 384711 1 5.555 304450 5.0
Benzaldehyde, 2... 3.146 0.7 ug/L 42347 1 5.555 304450 5.0
Diisopropyl ether 3.233 1.5 ug/L 88492 1 5.555 304450 5.0
(DEL) Alkane: S... 5.805 0.8 ug/L 48125 1 5.555 304450 5.0
(DEL) Alkane: S... 6.127 0.6 ug/L 35162 1 5.555 304450 5.0
Acetic acid, cy... 9.185 5.0 ug/L 461667 2 8.796 464221 5.0
Butane, 1-(2-ch... 10.024 1.2 ug/L 97275 3 11.194 399356 5.0
Dibutoxymethane 11.435 0.7 ug/L 57884 3 11.194 399356 5.0
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