LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULM@31523WMA.M
Title : VOC Analysis

Signal : TIC: VU@53288.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 93 rVvB 83924 97960 16.23% 1.760%
2 1.909 176 177 191 rVB 61354 84376 13.98% 1.516%
3 2.562 371 380 393 rVB 115763 184321 30.54%  3.311%
4 2.668 406 413 426 rVB2 14626 25090 4.16% 0.451%
5 3.128 549 556 569 rBv4 3505 7283 1.21% 0.131%
6 3.359 616 628 636 rBvV6 1721 3440 0.57% 0.062%
7 3.700 724 734 741 rVB4 1570 2673 0.44% 0.048%
8 3.816 766 770 773 rBV 221 165 ©0.03% 0.003%
9 3.861 782 784 790 rBV 276 223 0.04% 0.004%
106 3.986 808 823 842 rVv3 8597 22266 3.69% 0.400%
11 4.157 872 876 878 rBv2 273 1706 0.03% 0.003%
12 4.369 939 942 950 rBV3 402 457 0.08% 0.008%
13 4.526 978 991 1005 rBv4 7730 17810 2.95% 0.320%
14 4.610 1006 1017 1049 rBV 50176 125835 20.85%  2.260%
15 4.906 1107 1109 1113 rBV2 338 189 ©0.03% 0.003%
16 5.057 1140 1156 1173 rBV2 107381 237101 39.29% 4.259%
17 5.385 1242 1258 1273 rBvV4 19837 45013 7.46% ©0.808%
18 5.452 1273 1279 1281 rBV3 566 483 0.08% 0.009%
19 5.616 1327 1330 1331 rBV 686 375 0.06% 0.007%
20 5.719 1342 1362 1371 rBV2 216330 603488 100.00% 10.839%
21 6.067 1462 1470 1473 rBV 390 640 0.11% 0.011%
22 6.134 1488 1491 1494 rBV3 445 311 0.05% 0.006%
23 6.243 1512 1525 1542 rBV 181499 339888 56.32% 6.105%
24  6.469 1589 1595 1602 rBV4 3237 5286 ©0.88% 0.095%
25 6.684 1649 1662 1676 rBV 142612 273854 45.38% 4.919%
26 6.993 1744 1758 1772 rBV6 13967 31738 5.26% 0.570%
27 7.157 1796 1809 1814 rBV7 8945 17283 2.86% 0.310%
28 7.558 1924 1934 1958 rVB 79584 149252 24.73% 2.681%
29 7.694 1971 1976 1977 rBV2 606 524 0.09% 0.009%
30 7.755 1987 1995 2005 rVB3 9271 15687 2.60% 0.282%
31 7.893 2015 2038 2053 rBV 277784 537116 89.00% 9.647%
32 8.095 2095 2101 2111 rVB7 2348 3980 0.66% 0.071%
33 8.173 2114 2125 2139 rBV 56983 94725 15.70% 1.701%
34 8.301 2160 2165 2166 rBV4 1671 1290 0.21% 0.023%
35 8.362 2177 2184 2191 rVB7 1330 2026 0.34% 0.036%
36 8.481 2210 2221 2236 rBB2 5598 8971 1.49% 0.161%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULM@31523WMA.M
Title : VOC Analysis
37 8.571 2239 2249 2256 rBV 13439 21100 3.50% 0.379%
38 8.626 2257 2266 2288 rVV 153375 268290 44.46%  4.819%
39 8.951 2364 2367 2369 rBV2 358 197 0.03% 0.004%
40  8.964 2369 2371 2375 rVB 446 166 0.03% 0.003%
41  9.092 2408 2411 2418 rVB2 261 247 0.04% 0.004%
42 9.176 2435 2437 2438 rBV 581 244 0.04% 0.004%
43  9.266 2456 2465 2475 rBV 3986 6503 1.08% 0.117%
44  9.327 2476 2484 2495 rVB7 1874 3422 0.57% 0.061%
45  9.414 2499 2511 2534 rBV2 251776 521731 86.45% 9.371%
46 9.546 2542 2552 2575 rVB2 147552 259481 43.00% 4.661%
47  9.693 2588 2598 2614 rVB3 9135 18968 3.14% 0.341%
48 9.854 2645 2648 2649 rBv2 475 245 0.04% 0.004%
49 9.873 2650 2654 2655 rBV3 1091 722 0.12% 0.013%
50 9.941 2669 2675 2680 rBv4 2914 4277 0.71% 0.077%
51 10.063 2708 2713 2715 rBV 287 183 ©0.03% 0.003%
52 10.102 2715 2725 2732 rBV5 2795 4429 0.73% 0.080%
53 10.266 2770 2776 2782 rVB4 848 1127 0.19% 0.020%
54 10.359 2796 2805 2815 rBV6 4297 7894 1.31% 0.142%
55 10.481 2831 2843 2852 rBV3 12151 19279 3.19% 0.346%
56 10.533 2853 2859 2871 rVB4 5374 8878 1.47% 0.159%
57 10.645 2882 2894 2905 rBV3 25841 40752 6.75% 0.732%
58 10.697 2906 2910 2913 rBvV3 344 311 0.05% 0.006%
59 10.751 2916 2927 2952 rVB 190224 308780 51.17% 5.546%
60 10.922 2965 2980 2987 rBv4 16779 37382 6.19% 0.671%
61 11.021 3003 3011 3015 rBV3 4406 5697 0.94% 0.102%
62 11.163 3052 3055 3058 rBV2 324 208 0.03% 0.004%
63 11.243 3070 3080 3086 rBV7 3475 5937 0.98% 0.107%
64 11.288 3086 3094 3105 rVB 11296 16785 2.78% 0.301%
65 11.398 3118 3128 3132 rBV5S 2270 2921 0.48% 0.052%
66 11.517 3161 3165 3171 rVB5 1028 1102 0.18% 0.020%
67 11.552 3175 3176 3179 rVB 392 175 ©0.03% 0.003%
68 11.713 3224 3226 3228 rBV2 729 391 0.06% 0.007%
69 11.745 3228 3236 3243 rVVé6 3589 5444 0.90% 0.098%
70 11.806 3244 3255 3268 rVV 258193 410036 67.94% 7.365%
71 11.873 3270 3276 3287 rVB4 26937 43534  7.21% ©0.782%
72 12.037 3323 3327 3334 rBV5S 731 1091 0.18% 0.020%
73 12.095 3338 3345 3353 rV4 4572 6567 1.09% 0.118%
74 12.189 3362 3374 3390 rVB 260511 420907 69.75% 7.560%
75 12.295 3401 3407 3419 rBV9 3449 5222 0.87% 0.094%
76 12.372 3424 3431 3444 rVB3 6898 9980 1.65% 0.179%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULM@31523WMA.M
Title : VOC Analysis
77 12.433 3447 3450 3451 rBV2 585 327 0.05% 0.006%
78 12.462 3453 3459 3465 rVV5 3382 3738 0.62% 0.067%
79 12.533 3476 3481 3487 rBV4 928 974 0.16% 0.017%
80 12.571 3488 3493 3495 rBV5 726 697 0.12% 0.013%
81 12.626 3507 3510 3513 rBV3 691 510 0.08% 0.009%
82 12.677 3518 3526 3547 rVB3 12677 25981 4.31% 0.467%
83 12.783 3557 3559 3562 rBV4 658 360 0.06% 0.006%
84 12.803 3562 3565 3570 rVB3 1020 799 0.13% 0.014%
85 12.938 3601 3607 3609 rBV2 1265 1316 0.22% 0.024%
86 13.397 3745 3750 3752 rBV3 797 803 0.13% 0.014%
87 13.661 3829 3832 3838 rBV4 814 650 0.11% 0.012%
88 13.780 3859 3869 3873 rBV4 3826 6190 1.03% 0.111%
89 14.053 3945 3954 3957 rBVS5 1212 1686 0.28% 0.030%
90 14.188 3985 3996 4008 rBV3 8513 12777 2.12% 0.229%
91 14.282 4011 4025 4036 rBV5S 9538 17077 2.83% 0.307%
92 14.487 4079 4089 4104 rVB3 44048 73697 12.21% 1.324%
93 14.764 4170 4175 4176 rBV 722 510 0.08% 0.009%
94 14.854 4199 4203 4204 rBV 512 359 0.06% 0.006%
95 14.999 4244 4248 4251 rBV4 762 636 ©0.11% 0.011%
96 15.176 4300 4303 4304 rBV2 714 456 ©.08% 0.008%
97 15.256 4326 4328 4330 rBV2 666 327 0.05% 0.006%
98 15.465 4387 4393 4398 rBV5 658 869 0.14% 0.016%
99 15.684 4459 4461 4463 rBV2 462 196 0.03% 0.004%
100 15.809 4494 4500 4507 rVB9 3369 4661 ©.77% 0.084%
Sum of corrected areas: 5567490
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

: 01956-03
: 5.0mL/MSVOA_U/WATER
. 37

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\

: VUe53288.D
: 17 Mar 2023 23:57

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
: VOC Analysis

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 1-Propanol, 2-(1-methyletho... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.986 3.28 ug/L 22266 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 83
2 Diisopropyl ether 102 C6H140 000108-20-3 74
3 Diisopropyl ether 102 C6H140 000108-20-3 74
4 Diisopropyl ether 102 C6H140 000108-20-3 74
5 Diisopropyl ether 102 C6H140 000108-20-3 74

Abundance Scan 823 (3.986 min): VU053288.D\data.ms (-808) (-) m/z 45.10 100.00%
1

45.

5000
87.2
Raaas e AREEREEE T
‘ 59‘-2 3.60 3.80 4.00 4.20 4.40
0 H“H"H“_‘HHlu"lew‘uh‘u“u‘W“u“u‘_ m/z 43.20 42.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10077: 1-Propanol, 2-(1-methylethoxy)-
45.0
5000 \‘(\‘\““\““\““\“
87.0 3.60 3.80 4.00 4.20 4.40
310 59.0 ' m/z 87.20  26.72%
O\\‘\\\\‘\\\‘\“‘\\\\“‘}}i\‘\\\‘\“‘\\\\“7\!\5\.(\)‘\\\\‘\\\\1‘()\3\.\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether
45.0

3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 20.11%

87.0
59.0
oL 180 20 T 102.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 m
Abundance #4985: Diisopropyl ether e
45.0 3.60 3.80 4.00 4.20 4.40
m/z 59.20 14.05%
5000
27.0 870
. 59.0
0 157.0 ‘ L | ‘\ | ‘ I 102'0
e e e e e e R A ARARERRE S
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\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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: Cyclic4.526 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.526 2.62 ug/L 17810 1,4-Difluorobenzene 6.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78

4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 991 (4.526 min): VU053288.D\data.ms (-978) (-) m/z 56.20 100.00%

56.2
41.1
5000 69.2
e e
“ 84.2 4.20 4.40 4.60 4.80
0 “w“‘w“w“w“u“yh‘wunM“HH;H“_J“_‘ m/z 41.10 52.33%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 ]nu‘u\ﬂ\ﬂ’uu‘uu‘uu’

4.20 4.40 4.60 4.80
m/z 69.20 45.17%

28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\‘!“\\\\‘\‘\\\“\u\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
T
41.0 4.20 4.40 4.60 4.80
5000 ITI/Z 55.10 28.58%
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 "WmWHWH,HHWHWWm,mwmw
mlz--> 0 10 20 30 40 50 60 70 80 90 ﬂ
Abundance #1683: Cyclopentane, methyl- R R o AR
56.0 4.20 4.40 4.60 4.80
m/z 39.10  28.05%
5000 41.0
84.0
270
9020 ||| e I
0 m‘HH_HWm‘mwmwwmmm_m_‘ e e
m/z--> 0O 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\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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 Thietane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.993 4.67 ug/L 31738 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thietane 74 C3H6S 000287-27-4 83
2 Thietane 74 C3H6S 000287-27-4 80
3 Thiirane, methyl- 74 C3H6S 001072-43-1 38
4 Allyl mercaptan 74 C3H6S 000870-23-5 32
5 Thiirane, methyl- 74 C3H6S 001072-43-1 9
Abundance Scan 1758 (6.993 min): VU053288.D\data.ms (-1744) (-) m/z 46.10 100.00%
46.1
74.1
5000
39.1 R R RARRE
‘ ‘ 57.1 67H 6.60 6.80 7.00 7.20 7.40
Ol b miz 74010 74.66%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #952: Thietane
46.0
74.0
5000 | BN RN B R I
6.60 6.80 7.00 7.20 7.40
m/z 45.10 22.54%
o 210 3 ‘ 59.0
O\\‘HH‘\\\\‘\\H‘\\HH\M‘HH‘HH‘HH‘\H‘HH‘\\\i‘H\\‘HH‘HHUH\‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #951: Thietane
46.0
S W
6.60 6.80 7.00 7.20 7.40
5000 74.0 m/z 41.20 21.34%
39.0
P e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 /\
Abundance #957: Thiirane, methyl- _“W“H“‘H“H“H
41.0 74.0 6.60 6.80 7.00 7.20 7.40
m/z 39.10 19.65%
5000
027'0‘349%0590 _WWWWHW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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 Cyclohexanemethanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.157 2.54 ug/L 17283 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol 114 C7H140 000100-49-2 72
2 Cyclohexanemethanol 114 C7H140 000100-49-2 59
3 2-Pentyn-1-o0l 84 C5H80 006261-22-9 53
4 Cyclohexane, nitro- 129 C6H11NO2 001122-60-7 53
5 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 50
Abundance Scan 1809 (7.157 min): VU053288[NdMarns(1796)() m/z 55.10 100.00%
553.1
83.2
5000 411
67.1
96.1
‘ H‘ H ‘ ‘ 6.80 7.00 7.20 7.40
Ol et AL i m/z 83.20  85.16%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8474: Cyclohexanemethano
55.0
83.0
5000 41.0 T
67.0 6.80 7.00 7.20 7.40
96.0 m/z 81.10 63.38%
27.0 ‘ ‘
O\\\‘]\-\5\.(\)‘\\\‘\“‘\\\\““\\\‘\‘!1‘\‘\\\!‘\\\\‘\1\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8473: Cyclohexanemethano
55.0
R A RERaN TSR
41.0 63.0 6.80 7.00 7.20 7.40
5000 ' m/z 41.10 40.45%
67.0
27.0
‘ H 96.0
ST T O N A A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1562: 2-Pentyn-1-ol W“HW"Hw(\M,HH_
55.0 6.80 7.00 7.20 7.40
39.0 83.0 m/z 39.10  34.25%
5000
27.0
66.0
tso WL L ]
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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 2H-Thiopyran, tetrahydro-2-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.645 4.97 ug/L 40752  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 96
2 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 93
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 76
4 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 70
5 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 70
Abundance Scan 2894 (10.645 min): VU053288.D\data.ms (-2882) (- | m/z 101.10 100.00%
101.1
116.1
5000 672 g71
41.2
AN ‘ . ‘/\‘ L /\
‘ ‘ 10.50 11.00
0 WWWW_H:;UH‘WM‘:MWMM el m/z 116.10 57.03%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9363: 2H-Thiopyran, tetrahydro-2-methyl-
101.0
116.0
5000 41.0 T T
27.0 67.0 87.0 10.50 11.00
m/z 67.20  47.36%
0 f
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9360: 2H-Thiopyran, tetrahydro-2-methyl-
101.0
AW HENEN W
116.0 10.50 11.00
5000 m/z 87.10 42.97%
670 870
41.0
27.0 ‘ ‘ ‘
0 """"""""“u_m‘w‘:‘ww“‘1“”“_‘1‘”“1“”_wluwﬂwm
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #9346: cis-2,3-Dimethylthiophane — e
101.0 10.50 11.00
m/z 41.20 32.17%
116.0
5000
410 590 44
27.0 ‘ ‘ /\
0 m‘wwwwww‘lh_‘:11!‘””‘;””“:”‘1_MlmwwH »/VTV\ —
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10 50 1.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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 2H-Thiopyran, tetrahydro-3-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.922 4.56 ug/L 37382 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Thiopyran, tetrahydro-3-methyl- 116 C6H12S 005258-50-4 91
2 2H-Thiopyran, tetrahydro-4-methyl- 116 C6H12S 005161-17-1 76
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 64
4 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 49
5 2H-Thiopyran, tetrahydro-4-methyl- 116 C6H12S 005161-17-1 49
Abundance Scan 2980 (10.922 min): VU053288.D\data.ms (-2965) (- | m/z 101.10 100.00%
101.1
116.1
411 67.1
5000 /\
S AV 1)
| i3 1100
0 HWwHwHwHMUH‘W}HWW‘1 Ml m/z 116.10 66.09%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #9359: 2H-Thiopyran, tetrahydro-3-methyl-
41.0 101.0
116.0
5000
1100
m/z 41.10 56.55%
o Ll
O H\‘HH‘H‘H‘\\”[HH[H\\‘\H\\‘HH“\‘“H’HH‘HH‘MH\‘H‘\’HH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9364: 2H-Thiopyran, tetrahydro-4-methyl-
41.0 101.0116.0
67.0 WAV Ml
1100
5000 m/z 67.18 55.07%
2.0
26‘ ‘
0 ml"OH"‘m""1w‘ms“m‘uMHH‘mH!H i P U] [
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9347: cis-2,3-Dimethylthiophane Ao
101.0 lLOO
m/z 69.10 51.82%
41.0
5000 116.0
59.0 74.0
0 ,, MW | ‘ﬂ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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 8 Thiepane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.873 5.31 ug/L 43534  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiepane 116 C6H12S 004753-80-4 93
2 Cyclopentanethiol, 2-methyl-, tr... 116 C6H12S 001638-93-3 43
3 1-Hexanol, 6-mercapto- 134 C6H140S 001633-78-9 37
4 Hydrazine, 1l-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 27
5 (Methylthio)-acetonitrile 87 C3H5NS 035120-10-6 14
Abundance Scan 3276 (11.873 min): VU053288.D\data.ms (-3270) (- | m/z 87.10 100.00%
87.1 116.1
67.1
41.1
5000
— e
A
o L Bl iy L m/z 116.18  92.70%
miz--> 0 20 40 60 80 100 120 140
Abundance #9336: Thiepane
41.0 87.0
116.0
67.0
5000 — T
11.50 12.00
m/z 67.10 81.96%
w0 | MLLL DL AL ]
O T ‘ T \‘\ ‘ \‘\ \‘\‘}‘\ }M\‘ M“‘\ \‘H\H‘\ ‘H\‘ \‘\ T “\ T \‘\M‘ UL ‘ T
miz--> 0 20 40 60 80 100 120 140
Abundance #9366: Cyclopentanethiol, 2-methyl-, trans-
41.0 67.0 83.0
il ‘uﬂh‘ l e ‘M/‘\t TS
116.0 11.50 12.00
5000 m/z 41.10 59.27%
0l 25&) | ‘; ‘9‘9"\0“ N P
m/z--> 0 20 40 60 80 100 120 140
Abundance #17341: 1-Hexanol, 6-mercapto- i (""‘N‘M\ ‘ ‘WMM
21.0 67.0 870 11.50 12.00
m/z 60.05 49.83%
5000
116.0
ol 24 R 2 Y B
m/z--> 0 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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 3-Phenylbut-1-ene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.677 3.17 ug/L 25981 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 72
2 Indan, 1-methyl- 132 C10H12 000767-58-8 53
3 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53
4 Indan, 1-methyl- 132 C10H12 000767-58-8 52
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 47
Abundance Scan 3526 (12.677 min): VU053288.D\data.ms (-3518) (- | m/z 117.20 100.00%
11y.2
5000
411 /\
91.1 R N
65.2 12.50 13.00
(o} R E e m/z 115.10  48.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 e —r—
12.50 13.00
91.0 m/z 41.10 36.76%
390 g5g ‘ ‘
O ‘\‘\\\“\\“”\‘u‘\\ih“\\”\“m\\“‘\i“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16104: Indan, 1-methyl-
117.0
kTl I el
12.50 13.00
5000 m/z 39.10 31.67%
1.
390 650 -0 ‘
0 _‘H\‘ﬂﬂﬁ“W‘w‘,u‘w‘ﬂm‘u“_‘H“H‘““W‘H“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-
117.0 12.50 13.00
m/z 132.20  28.11%
5000
91.0
0h 320 ??0 \‘ 1 M }52917§0 T \23?0
T P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.488 8.99 ug/L 73697 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Piperidinethione 115 C5HONS 013070-01-4 11
2 2-Amino-2-thiazoline-4-carboxyli... 146 C4H6N202S 002150-55-2 10
3 3-Ethylthiane 130 C7H14S 061568-48-7 10
4 Silane, ethenylethoxydimethyl- 130 C6H140Si 005356-83-2 10
5 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 10
Abundance Scan 4089 (14.487 min): VU053288.D\data.ms (-4079) (- | m/z 115.10 100.00%
115.1
150.1
5000
87.1
M ‘ 135.0 14.50
0 ‘ — ,“‘ sl sz 101,10 94.14%
miz--> 100 120 140
Abundance #8793.2-Pmendmeﬂﬂone
115.0
5000 T
14.50
800 540 150.05  71.94%
‘ ‘ H 82.0 100.0 m/z . .94%
O\‘\‘H\\““\‘\\H\“\‘\\“\i‘\m\\\"\\\“‘\\\\‘\\\\
m/z--> 80 100 120 140
Abundance #25119. 2—Am|no—2—th|azoline—4—carb0xylic acid
101.0
=
14.50
5000 m/z 67.20 70.83%
43.0
I ‘\ e I 146.0
o‘_m_m S e e
m/iz--> 20 40 80 100 120 140
Abundance #15588.3—Ethynmane L e A
101.0 14.50
m/z 39.10 67.10%
55.0
5000 130.0
81.0
0 ww ‘H‘ el b
m/z--> 20 80 100 120 140 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53288.D

Acqg On : 17 Mar 2023 23:57
Operator : JC/MD

Sample : 01956-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Propanol, 2-(... 3.986 3.3 ug/L 22266 1 6.243 339888 50.0
(DEL) Alkane: C... 4.526 2.6 ug/L 17810 1 6.243 339888 50.0
Thietane 6.993 4.7 ug/L 31738 1 6.243 339888 50.0
Cyclohexanemeth. .. 7.157 2.5 ug/L 17283 1 6.243 339888 50.0
2H-Thiopyran, t... 10.645 5.0 ug/L 40752 3 11.809 410036 50.0
2H-Thiopyran, t... 10.922 4.6 ug/L 37382 3 11.809 410036 50.0
Thiepane 11.873 5.3 ug/L 43534 3 11.809 410036 50.0
3-Phenylbut-1-ene 12.677 3.2 ug/L 25981 3 11.809 410036 50.0
unknown-01 14.488 9.0 ug/L 73697 3 11.809 410036 50.0
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