LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VWVv111622\
Data File : VV@29032.D

Acqg On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 30 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV029032.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.1e8 15 21 37 rVB 237506 233248 22.62% 2.113%
2 1.301 72 81 90 rBvV3 206197 324121 31.43% 2.937%
3  1.352 990 97 104 rVB2 29808 39100 3.79% ©.354%
4 1.413 109 116 147 rBV3 78421 258279 25.05%  2.340%
5 1.542 151 156 157 rVV2 40870 36911 3.58% 0.334%
6 1.564 158 163 178 rVB 111942 145432 14.10% 1.318%
7 1.764 219 225 232 rBV 24712 29995 2.91% 0.272%
8 1.815 233 241 255 rvB4 36796 60829 5.90% ©.551%
9 1.899 260 267 274 rBV 24266 30681 2.98% 0.278%
10 1.947 276 282 286 rvv2 18081 24173 2.34% 0.219%
11 1.976 287 291 299 rWw2 23327 29146  2.83% 0.264%
12 2.024 300 306 316 rVB2 18131 26938 2.61% 0.244%
13 2.105 321 331 348 rVB 221524 335046 32.49% 3.036%
14  2.474 423 446 468 rBV2 39105 107122 10.39% 0.971%
15 2.571 468 476 494 rVB3 10524 24436 2.37% 0.221%
16 2.761 520 535 550 rBV4 20974 42549  4.13% ©0.386%
17 2.937 579 590 609 rBv3 8926 23782 2.31% 0.215%
18 3.188 660 668 686 rVW3 10366 32403 3.14% 0.294%
19 3.272 687 694 708 rVB3 8542 15903 1.54% 0.144%
20 3.439 733 746 760 rBV7 6375 16696 1.62% 0.151%
21 3.580 778 790 803 rvB6 5722 12310 1.19% 0.112%
22 3.757 832 845 856 rBV4 6677 14986 1.45% 0.136%
23 3.905 881 891 916 rBv2 40644 161104 15.62% 1.460%
24 4.343 1012 1027 1053 rBV 151375 390416 37.86% 3.538%
25 4.670 1115 1129 1143 rVWV6 9419 24755  2.40% 0.224%
26 4.757 1143 1156 1180 rVB7 13701 44132 4.28% 0.400%
27 4.934 1204 1211 1225 rVB10 5260 12740 1.24% 0.115%
28 5.043 1229 1245 1281 rBV2 367048 1031182 100.00%  9.343%
29 5.224 1291 1301 1317 rVB3 18478 48373 4.69% 0.438%
30 5.310 1318 1328 1339 rVVv4 9623 20964 2.03% 0.190%
31 5.371 1340 1347 1369 rVB4 7324 18667 1.81% 0.169%
32 5.613 1411 1422 1456 rBV 270839 627201 60.82% 5.683%
33 5.947 1510 1526 1544 rBV5 35080 84187 8.16% 0.763%
34 6.066 1549 1563 1593 rBV 200834 447956 43.44%  4.059%
35 6.458 1675 1685 1699 rVB4 9022 18914 1.83% 0.171%
36 6.558 1699 1716 1717 rBV6 10098 20357 1.97% 0.184%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VWVv111622\
Data File : VV@29032.D

Acqg On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 30 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0
37 6.648 1731 1744 1763 rVB4 17234 44469 4.31% ©0.403%
38 6.770 1767 1782 1798 rBv4 30957 73128 7.09% 0.663%
39 6.982 1831 1848 1884 rBV 102133 221242 21.46% 2.005%
40  7.159 1888 1903 1906 rBV 4864 10346 1.00% ©0.094%
41  7.262 1920 1935 1937 rBV6 10035 15977 1.55% 0.145%
42 7.310 1939 1950 1966 rVvV 470454 848445 82.28% 7.688%
43 7.387 1966 1974 1986 rVB 74553 126746 12.29% 1.148%
44  7.622 2039 2047 2065 rVB2 48527 111001 10.76% 1.006%
45  7.783 2092 2097 2105 rVB3 10091 14530 1.41% 0.132%
46 7.838 2105 2114 2137 rVB2 30163 71119 6.90% 0.644%
47  8.088 2181 2192 2225 rBV 301766 765250 74.21%  6.934%
48  8.342 2263 2271 2279 rBV3 11661 21223 2.06% ©0.192%
49 8.506 2310 2322 2337 rVB5 17559 34649 3.36% 0.314%
50 8.847 2417 2428 2458 rBV 385236 677108 65.66% 6.135%
51 9.008 2469 2478 2498 rBV 71267 121190 11.75% 1.098%
52 9.133 2498 2517 2537 rVB 128550 240699 23.34% 2.181%
53 9.481 2615 2625 2634 rVB9 5049 11052 1.07% 0.100%
54 9.538 2634 2643 2662 rBV 59431 98377 9.54% 0.891%
55  9.927 2753 2764 2781 rBvV2 14959 30374 2.95% 0.275%
56 10.011 2781 2790 2800 rVB2 18946 29909 2.90% 0.271%
57 10.207 2838 2851 2871 rVB 148330 248103 24.06%  2.248%
58 10.355 2888 2897 2912 rVB4 6942 15760 1.53% 0.143%
59 10.445 2912 2925 2930 rBV3 15666 25592 2.48% 0.232%
60 10.735 3006 3015 3027 rVB4 8306 15127 1.47% 0.137%
61 10.911 3060 3070 3085 rvB2 14155 22568 2.19% 0.204%
62 11.188 3147 3156 3162 rBV5 6890 10448 1.01% 0.095%
63 11.243 3162 3173 3192 rVW 405077 655710 63.59% 5.941%
64 11.329 3192 3200 3214 rVB2 18794 32001 3.10% ©.290%
65 11.532 3250 3263 3270 rBV6 30950 65731 6.37% ©.596%
66 11.616 3279 3289 3312 rVB 478390 812158 78.76%  7.359%
67 11.815 3340 3351 3361 rBV 22329 36219 3.51% 0.328%
68 11.905 3368 3379 3384 rBV2 19341 30058 2.91% 0.272%
69 12.008 3402 3411 3428 rVB 29681 50097 4.86% 0.454%
70 12.107 3433 3442 3450 rBV3 15615 24872 2.41% 0.225%
71 12.300 3493 3502 3512 rBV5 6046 10932 1.06% ©0.099%
72 12.403 3527 3534 3543 rVWV 18956 27170 2.63% 0.246%
73 12.458 3543 3551 3563 rVB 22887 34768 3.37% 0.315%
74 12.873 3671 3680 3689 rvB3 28117 44283  4.29% ©0.401%
75 13.259 3792 3800 3806 rBV6 7516 10830 1.05% ©0.098%
76 13.603 3897 3907 3916 rBV2 28079 42991 4.17% 0.390%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VWVv111622\
Data File : VV@29032.D

Acqg On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 30 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

77 13.696 3924 3936 3949 rBV2 26987 45556 4.42% 0.413%
78 14.098 4046 4061 4081 rVB7 14870 37740 3.66% 0.342%
79 14.213 4083 4097 4107 rBV6 10982 20361 1.97% 0.184%
80 14.287 4107 4120 4131 rVBS 15762 29685 2.88% 0.269%
81 14.419 4153 4161 4175 rBV7 11139 22329 2.17% 0.202%
82 14.603 4209 4218 4232 rBvV3 27659 56924 5.52% 0.516%
83 14.673 4232 4240 4254 rVB4 27780 53137 5.15% 0.481%
84 14.754 4254 4265 4275 rBV5 9201 16752 1.62% 0.152%
85 14.869 4292 4301 4306 rBV8 12277 20449 1.98% 0.185%
86 14.905 4306 4312 4324 rVV9 11568 20023 1.94% 0.181%
87 14.995 4326 4340 4349 rBV8 9741 23065 2.24% 0.209%
88 15.149 4380 4388 4401 rVBS8 7127 16366 1.59% 0.148%
89 15.326 4428 4443 4460 rVB4 13472 39615 3.84% 0.359%
90 15.406 4460 4468 4476 rBV9 9422 15246 1.48% 0.138%
91 15.548 4504 4512 4518 rBV8 6875 11496 1.11% 0.104%
92 15.808 4584 4593 4598 rBV9 6097 10461 1.01% 0.095%

Sum of corrected areas: 11036491
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV111622\

: VW029032.D

: 16 Nov 2022 21:44

: SY/MD

: N5604-10

: 25.0mL/MSVOA_V/WATER

: 30 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
. TRACE VOA SFAM1.0

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

Abundance TIC: VV029032.D\data.ms
400000
5.043
300000 5613
.108 2105
1.301 :
200000 6.066
4.343
100000
2.474 3.905 .
, o577 %% 937 3. 1873 43588757 4.6105%. 934 O &éEm1 6.458
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VV029032.D\data.ms
7.310 11.616
11.243
400000 8.847
300000 8.088
200000
9.133 10.207
100000
9.538
0342506 oapy ML o 10730111y I T LARAYS
0f 7 = L — I — \‘\\\/\\‘\\T_A‘\\\‘\T,\\\‘\
Time--> 7.00 7.50 8.00 8.50 900 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV029032.D\data.ms
400000
300000
200000
100000
13160896 a E!SE
14. ;@7 8240654815.808
OKA%\ W\A"J\J\MA_’\/\/VM QM M N/\/];j@\ T 5‘\18\ I 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\VVv111622\
Data File : VWVW@29032.D

Acq On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.108 1.86 ug/L 233248 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cyclopropane 42 C3H6 000075-19-4 47
3 Cyclopropane 42 C3H6 000075-19-4 38
4 Cyclopropene 40 C3H4 002781-85-3 37
5 Propene 42 C3H6 000115-07-1 16
Abundance  Scan 21 (1.108 min): VV029032.D\data.ms (-15) (-) m/z 40.95 100.00%

41.0
5000
|

“ ‘ 1.101.201.301.401.50

59.9 P
e b 29 m/Z 38.95  73.06%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
27.0 1.101.201.301.401.50

m/z 41.95 64.51%
I

0 180 | |
HH\H\‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH H‘HH‘HH‘HH‘HH‘\H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #63: Cyclopropane
42.0

1.101.201.301.401.50

5000 m/z 39.95 25.47%
27.0
””””%MM”W}m?”W”w”W””Ww\}W”W””M”W”W”” J\NJ\JLA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane EANRNRARARRRRRNREREREENRY
42.0 1.101.201.301.401.50

m/z 38.00 19.41%

5000 70
BTN N

m/z--> 0 5 101520 25 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\VVv111622\
Data File : VWVW@29032.D

Acq On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.413 2.06 ug/L 258279  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 40
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 33
3 2-Butene, (E)- 56 C4H8 000624-64-6 15
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 11
5 2-Butene, (Z)- 56 C4H8 000590-18-1 11
Abundance Scan 116 (1.413 min): VV029032.D\data.ms (-109) (-) m/z 63.90 100.00%
41.0 63.9
5000

R ma

‘53" 770 1.20 1.40 1.60 1.80
el e D m/z 4@.95  95.19%

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

Abundance #415: Sulfur dioxide

64.0
5000 48.0
1.20 1.40 1.60 1.80
m/z 56.00 78.48%
1§.0 32‘.0
, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #6974: Aminomethanesulfonic acid
64.0 A
W e R
1.20 1.40 1.60 1.80
5000 48.0 m/z 47.90 41.90%
17.0
\\320 760 950
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #204: 2-Butene, (E)- A
41.0 1.20 1.40 1.60 1.80
m/z 38.95 40.87%
5000 56.0
27.0
150 | ‘ ‘
\\\‘\\‘\\‘\\\\‘\\wl}1\\\Wlm‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111622\
Data File : VWVW@29032.D

Acq On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 3 Cyclopentene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.474 0.85 ug/L 107122  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopentene 68 C5H8 000142-29-0 91
3 Cyclopropane, methylmethylene- 68 C5H8 018631-84-0 91

4 Cyclopentene 68 C5H8 000142-29-0 91
5 Cyclopentene 68 C5H8 000142-29-0 91

Abundance Scan 446 (2.474 min): VV029032.D\data.ms (-423) (-) m/z 67.00 100.00%

67.0
5000

39.0 53.0 A e
‘ ‘ 2.20 2.40 2.60 2.80
|

Ll 75.8 83.9 9
HH_HWHH_HWH‘HMWHHUHWHH_MWEH_HWHH_HWHH_H m/z 68.00 37.41%
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #503: Cyclopentene
67.0
5000 \ L L B
2.20 2.40 2.60 2.80
39.0 53.0 m/z 39.00 20.42%
210 ‘H\ ‘
| 1
HH‘HH‘\H\‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘\ \\‘\H\‘HH‘HH‘HH‘H\
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #505: Cyclopentene
67.0
2.20 2.40 2.60 2.80
5000 M/Z 53.00 17.33%
39.0 53.0
270 ‘H\ ‘
| I I il
T e e e
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 ‘v\
Abundance #536: Cyclopropane, methylmethylene- R RRRRRLE ‘{‘v\, - 0
67.0 2.20 2.40 2.60 2.80
m/z 41.00 12.57%
5000 39.0
53.0
27.0
m‘m‘lm1‘1HWNW!H‘WMH‘ﬁpmH W e
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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\VVv111622\
Data File : VWVW@29032.D

Acq On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Diethyl sulfide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.947 0.67 ug/L 84187 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diethyl sulfide 90 C4H1es 000352-93-2 95
2 Diethyl sulfide 90 C4H1es 000352-93-2 91
3 Diethyl sulfide 90 C4H1es 000352-93-2 91
4 Diethyl sulfide 90 C4H1es 000352-93-2 91
5 Sulfur diimide, dimethyl- 90 C2H6N2S 013849-02-0 64

Abundance Scan 1526 (5.947 min): VV029032.D\data.ms (-1510) (-) m/z 75.00 100.00%

75.0
5000 4.9

‘h ‘m 5.60 5.80 6.00 6.20
L ot o

e w“‘ wu_mﬂ?qq‘ m/z 90.00  87.44%

m/z--> 0 20 80 100 120
Abundance #2626. Dlethyl sulfide
g
47.0 78.0

27.0

5000 R
5.60 5.80 6.00 6.20

m/z 61.00 54.04%

Ll L) st
T ‘ UL \ ‘ \ \ \ T ‘ T T \‘ \ L “‘ T \W T ‘ UL ‘ UL
m/z--> 0 80 100 120
Abundance #2623. Dlethyl sulfide

78.0

47'0 LA L L L L N N B R I

5.60 5.80 6.00 6.20
5000 m/z 46.90 51.50%

29.0
w"H‘HMH‘H‘H‘”wul‘_?”:'q‘HH‘HH
miz-> 0 20 60 80 100 120

Abundance #2625: Diethyl sulfide o RS . S S ——

470 750 5.60 5.80 6.00 6.20

27.0 m/z 62.00 50.90%

5000 /\
10 I H \‘ | “\ ‘\Hl ! 9” H.O

m/z--> 0 20 40 60 80 100 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111622\
Data File : VWVW@29032.D

Acq On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
6.770 0.58 ug/L 73128 1,4-Difluorobenzene 5.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 59
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 47
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 47

4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 47
5 Hexadecane 226 C16H34 000544-76-3 47

Abundance Scan 1782 (6.770 min): VV029032.D\data.ms (-1767) (-) m/z 43.00 100.00%

43.0
71.0
5000
T Rt
11T | 1100 71 00 9
e m/z 71.00 70.18%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 V\\‘\/\\H‘HH‘HH’\H\“‘K\/

6.40 6.60 6.80 7.00
m/z 70.00 60.80%

270

20 L ‘ 98.0 1140
T ‘ LI \ ’ T \ L ‘ T T T ‘ L ‘ T T T ‘ L ‘ L
m/z--> 0 20 60 80 100 120
Abundance #8648. Hexane, 3,3-dimethyl-
43.0

v‘uu‘uu‘uu’uu‘\

6.40 6.60 6.80 7.00

5000 71.0 m/z 57.00 57.07%
27 O
99.0
‘2_m,wmH‘M‘w\wmw_‘llﬁ-qw
m/z--> 20 60 80 100 120
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0 6.40 6.60 6.80 7.00

m/z 85.00 43.72%

5000

27.0

m/z--> 0 60 80 100 120 6.40 6.60 6.80 7.00

8%0 113.0128.0 \ A S 4
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111622\
Data File : VWVW@29032.D

Acq On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 7 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
7.838 0.53 ug/L 71119 Chlorobenzene-d5 8.847
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 91
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 90
4 1-(3H-Imidazol-4-yl)-ethanone 110 C5H6N20 061985-25-9 72
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 68
Abundance Scan 2114 (7.838 min): VV029032.D\data.ms (-2105) (-) m/z 94.95 100.00%
95.0
- J /\“
“,‘
40.9 ‘ ‘ ( 7.60 7.80 8.00 8.20
Awdy 2808 6700 24.06%
m/z--> 50 100 150 200 250
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 HH‘HH‘HM,HH‘H\
7.60 7.80 8.00 8.20
m/z 110.00 20.31%
39.0
T ‘” H“H\M\{\“‘!\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
410 7.60 7.80 8.00 8.20 )
5000 m/z 93.00 12.207%
L \‘H‘ \1\\ ih‘u”\\\‘ HU ‘\M‘ ! — — —
miz--> 50 100 150 200 250 I (\
Abundance #6743: 5,5-Dimethyl-1,3-hexadiene A
95.0 7.60 7.80 8.00 8.20
m/z 77.00 8.99%
5000
55.0
1‘5"0\\\‘ H Al H;\ ‘\‘\‘ — — —
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111622\
Data File : VWVW@29032.D

Acq On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 7-Methylenecycloocta-1,3,5-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.532 0.50 ug/L 65731  1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 50
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 50
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 50
4 Deltacyclene 118 C9H1e 007785-10-6 45
5 Indane 118 C9H1e 000496-11-7 43
Abundance Scan 3263 (11.532 min): VV029032.D\data.ms (-3250) (- m/z 57.00 100.00%
57.0 117.0
5000 41.0
82.9
134.1
I |
wwH_m‘lH‘_WU‘WU,MWMW b mz 117.00 88.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10211: 7-Methylenecycloocta-1,3,5-triene
11v.0
5000 1
39.0 1150
‘ m/z 119.00  55.60%
\\‘HH‘HH‘H\H‘\\H}M‘\H‘MHH‘HH’HH‘H\H‘HH‘H! ‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10185: (Z)-1-Phenylpropene
117.0 /\/\ /\
\
11.50
5000 ITI/Z 105.00 53.69%
91.0
51.0
.0 N N e T |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #10197: Benzene, cyclopropyl- — AL 4\%\
117.0 11.50
m/z 118.00 41.76%
5000 91.0
51.0 j\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VWVv111622\
Data File : VV@29032.D

Acqg On : 16 Nov 2022 21:44
Operator : SY/MD

Sample : N5604-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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... 1.108 1.9 wug/L 233248 1 5.613 627201 5.0
unknown-01 1.413 2.1 wug/L 258279 1 5.613 627201 5.0
Cyclopentene 2.474 0.8 ug/L 107122 1 5.613 627201 5.0
Diethyl sulfide 5.947 0.7 ug/L 84187 1 5.613 627201 5.0
(DEL) Alkane: S... 6.770 0.6 ug/L 73128 1 5.613 627201 5.0
Cyclopentene, 1... 7.838 0.5 ug/L 71119 2 8.847 677108 5.0
7-Methylenecycl... 11.532 0.5 ug/L 65731 3 11.243 655710 5.0
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