LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 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@53287.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.598 73 80 94 rVB 64173 73943  8.47% 1.600%
2 1.909 169 177 194 rBV 46585 65163 7.46% 1.410%
3 2.562 370 380 393 rBV 87832 140011 16.03%  3.031%
4 3,170 566 569 572 rBv2 439 337 0.04% 0.007%
5 3.353 617 626 632 rBV4 1983 3194 0.37% 0.069%
6 3.485 664 667 670 rBV 197 159 0.02% ©0.003%
7 3.549 686 687 688 rBV 121 25 0.00% 0.001%
8 3.642 714 716 719 rVB 216 89 0.01% 0.002%
9 3.697 731 733 734 rBV 287 141 0.02% 0.003%
10 3.771 753 756 759 rBvV2 284 175 0.02% 0.004%
11 3.896 791 795 797 rBV 323 273 0.03% 0.006%
12 4.080 845 852 854 rBV3 572 651 0.07% 0.014%
13  4.122 862 865 868 rBV 227 168 0.02% 0.004%
14 4.266 907 910 914 rVB 248 148 0.02% ©0.003%
15 4.456 965 969 971 rBV 251 227 0.03% 0.005%
16 4.527 980 991 1002 rVB4 2452 5890 0.67% 0.127%
17 4.613 1005 1018 1029 rBvV2 43382 99242 11.36% 2.148%
18 4.819 1076 1082 1085 rBV2 187 239 0.03% 0.005%
19 4.884 1099 1102 1105 rBv2 186 114 0.01% 0.002%
20 4.900 1105 1107 1111 rBV 130 68 0.01% 0.001%
21 4.999 1129 1138 1142 rBV2 1261 1678 0.19% 0.036%
22 5.057 1142 1156 1172 rBV 76713 177260 20.29% 3.837%
23 5.295 1220 1230 1243 rVB7 3182 6863 0.79% 0.149%
24  5.379 1246 1256 1269 rVB5 4910 10940 1.25% 0.237%
25 5.720 1342 1362 1373 rBV2 167719 458005 52.43%  9.913%
26 5.961 1427 1437 1451 rVB4 13716 29130 3.33% 0.631%
27 6.022 1454 1456 1459 rBV4 193 114 0.01% 0.002%
28 6.150 1481 1496 1510 rBV2 4376 10189 1.17% 0.221%
29 6.244 1512 1525 1549 rBV 134676 255316 29.23% 5.526%
30 6.684 1645 1662 1677 rBV 108275 223998 25.64%  4.848%
31 6.883 1714 1724 1733 rBV4 2817 5171 ©.59% 0.112%
32 6.919 1733 1735 1736 rBV 232 92 0.01% 0.002%
33 7.154 1788 1808 1830 rBV 64469 144466 16.54%  3.127%
34 7.340 1855 1866 1869 rBV4 2688 4435 0.51% 0.096%
35 7.433 1884 1895 1914 rBV 150605 278116 31.84% 6.020%

36 7.858 2011 2027 2034 rBV 488465 873492 100.00% 18.907%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 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 8.176 2117 2126 2140 rVB3 48278 85201 9.75% 1.844%
38 8.308 2164 2167 2168 rBvV3 662 310 0.04% 0.007%
39 8.359 2177 2183 2186 rBVS5 1994 2716 0.31% 0.059%
40 8.485 2211 2222 2237 rBV3 7414 12902 1.48% 0.279%
41  8.572 2237 2249 2256 rBvV7 3288 6193 0.71% 0.134%
42 8.629 2256 2267 2297 rBV2 125425 239651 27.44% 5.187%
43  9.006 2382 2384 2386 rBV 250 113  0.01% 0.002%
44  9.131 2418 2423 2429 rBV5 1205 1440 0.16% 0.031%
45  9.186 2429 2440 2456 rVB7 9112 22887 2.62% 0.495%
46 9.266 2456 2465 2476 rVB2 5493 9071 1.04% 0.196%
47  9.327 2476 2484 2495 rBvV8 3228 5699 0.65% 0.123%
48  9.414 2498 2511 2517 rBV 192790 341946 39.15% 7.401%
49 9.694 2590 2598 2608 rBV5 2636 3608 0.41% 0.078%
50 9.755 2610 2617 2626 rVB3 1725 2707 0.31% 0.059%
51 9.790 2626 2628 2634 rBvV3 337 300 0.03% 0.006%
52 9.835 2641 2642 2644 rBV3 217 99 0.01% 0.002%
53 9.883 2651 2657 2663 rVB4 1146 1452 0.17% 0.031%
54 9.977 2679 2686 2695 rvB3 3519 5525 0.63% 0.120%
55 10.025 2697 2701 2706 rBV4 624 594 0.07% 0.013%
56 10.076 2712 2717 2719 rVB2 300 251 0.03% 0.005%
57 10.096 2720 2723 2725 rBV3 976 760 0.09% 0.016%
58 10.131 2730 2734 2736 rBV 208 98 0.01% 0.002%
59 10.147 2737 2739 2740 rBV 203 57 0.01% 0.001%
60 10.237 2760 2767 2772 rBV3 791 1110 0.13% 0.024%
61 10.356 2794 2804 2814 rBV6 4720 10416 1.19% 0.225%
62 10.478 2831 2842 2851 rBV6 10787 18691 2.14% 0.405%
63 10.536 2853 2860 2872 rVB3 13726 22794  2.61% 0.493%
64 10.642 2881 2893 2906 rBv4 12777 24993 2.86% 0.541%
65 10.751 2917 2927 2951 rVB 152886 258342 29.58% 5.592%
66 10.964 2987 2993 3001 rVB4 4217 5633 0.64% 0.122%
67 11.054 3014 3021 3022 rBV4 1653 1725 0.20% 0.037%
68 11.288 3089 3094 3098 rBV3 1141 1029 0.12% 0.022%
69 11.362 3114 3117 3119 rBV 223 127 0.01% 0.003%
70 11.378 3119 3122 3130 rVB3 414 510 0.06% 0.011%
71 11.433 3131 3139 3144 rVW4 1098 1491 0.17% 0.032%
72 11.465 3148 3149 3155 rVB2 526 298 0.03% 0.006%
73 11.494 3155 3158 3161 rBV2 242 224 0.03% 0.005%
74 11.542 3168 3173 3175 rBV3 802 888 0.10% 0.019%
75 11.568 3179 3181 3183 rVB2 400 145 0.02% ©0.003%
76 11.604 3190 3192 3196 rBV3 556 398 0.05% ©0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 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 11.694 3219 3220 3222 rBV3 314 136 ©0.02% 0.003%
78 11.809 3244 3256 3268 rBV 188001 301147 34.48% 6.518%
79 12.009 3314 3318 3327 rVB6 1396 1627 0.19% 0.035%
80 12.092 3327 3344 3351 rBV6 2358 6019 0.69% 0.130%
81 12.189 3364 3374 3387 rVB 192039 310903 35.59% 6.729%
82 12.349 3419 3424 3427 rBV4 679 807 0.09% 0.017%
83 12.459 3449 3458 3468 rBV7 1688 2875 0.33% 0.062%
84 12.501 3468 3471 3472 rBV3 469 268 0.03% 0.006%
85 12.825 3569 3572 3576 rBV3 436 412 0.05% ©0.009%
86 12.944 3607 3609 3610 rBV3 962 357 0.04% 0.008%
87 13.147 3666 3672 3681 rVB5 2491 3738 0.43% 0.081%
88 13.359 3735 3738 3739 rBV 470 219 0.03% 0.005%
89 13.857 3889 3893 3894 rBV 528 390 0.04% 0.008%
90 14.330 4038 4040 4045 rVB4 612 482 0.06% 0.010%
91 14.488 4082 4089 4100 rVB6 17218 27501 3.15% ©.595%
92 14.877 4206 4210 4212 rBV4 677 522 0.06% 0.011%
93 15.137 4287 4291 4296 rBV4 730 726 0.08% 0.016%

Sum of corrected areas: 4620045
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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
Abundance TIC: VU053287.D\data.ms
400000
300000
200000
5.720
6.244
6.684
100000 1598 2.562 5.057
’ 1.909 4.613
3.17(.333 ZBHEITR1896K0BAR 2664. @A%gﬁm 5.20579 5 %21
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\TY_Y_YW\TW—F\‘FWTY_TW\‘\‘YTFWT\F‘\ 77\1_1"\\ \\'\‘ (I \"W_F\\‘\\ T
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: VU053287.D\data.ms
7.858
400000
300000
200000 9.414 11.809 12.1
7.433 10.751
8.629
100000
8.176
o) 9.008k: ; 2049858842, 1096054 1nmEmEREREDEo
0 T ‘ T \ébf ‘ - T ‘ T T = T ‘ \/\\ T T ‘ T T L ‘ T T T T ‘ T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU053287.D\data.ms
400000
300000
200000
100000
14.488
0 IZ.M?G; \]_2?$2\94Tl3\.1\4.13\.3\59‘ T T 13\.8\57‘ T \14\.33\0 T T 1\4..8\77‘15\.13\7 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_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33

Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.961 5.70 ug/L 29130 1,4-Difluorobenzene 6.244

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
2 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 87
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 87
4 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 87
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 86

Abundance Scan 1437 (5.961 min): VU053287.D\data.ms (-1427) (-) m/z 55.10 100.00%
55.1 83.2

5000 41.1 98.2 A/\
69.1 ﬂ“m‘wou‘,uﬂwﬁﬂ“
‘ ‘ ‘ ‘ 5.60 5.80 6.00 6.20
Obrerrrerr et tdd ol L hyz 83.20 94.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
5000 41.0 "‘,/\”/\
' 98.0 5.60 5.80 6.00 6.20
270 69.0 m/z 98.20 43.03%
O\\\‘]\-ﬁ\.(\)‘\\\‘\“\\\\‘i}\\\i‘\‘}1\‘\\‘\‘\M\\\\"\1\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3808: 2-Pentene, 3,4-dimethyl-, (2)-
55.0 83.0 A
S S
5.60 5.80 6.00 6.20
5000 1.0 m/z 41.10 41.77%
98.0
27.0 69.0
0H“1‘5"9‘HMHH‘i1“HM1“H““}Hu,ulu,uu‘,uu
m/z--> 10 20 30 40 50 60 70 80 90 100 /\WM ﬂ
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- ] wﬂ\a\‘uww’\uw‘\\\w\
55.0 83.0 5.60 5.80 6.00 6.20
m/z 39.10 25.21%
41.0
5000
27.0 98.0
15.0 ‘ 69.0 pw
0“w‘m‘_‘HMH‘w1H‘th‘uﬂﬁ‘u‘plu,u‘q‘u‘ ! W‘H‘_AH,HWM‘HNN
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.154  28.29 ug/L 144466 1,4-Difluorobenzene 6.244

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-3,4-Dimethyl-2-hexene 112 C8H16 019550-82-4 90
2 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 90
3 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 86

4 2,6-Octadiene, 2,4-dimethyl- 138 C10H18 063843-03-8 72
5 Propanedinitrile, dicyclohexyl- 230 C15H22N2 074764-28-6 72

Abundance Scan 1808 (7.154 min): VU053287.D\data.ms (-1788) (-) m/z 83.20 100.00%

83.2
55.2
5000
41.1
60.2 pb\”/\,~V”A
‘ ‘ ‘ 97.2 1122 6.80 7.00 7.20 7.40
Ol ettt bl L m/z 55.20  82.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7619: trans-3,4-Dimethyl-2-hexene
55.0 83.0
5000 /\—/‘\\\\\‘\\\\‘\\\\’\\\\‘\
41.0 6.80 7.00 7.20 7.40
112.0 m/z 41.10 31.66%
|

o

27.0 67.0
"\1“5"(‘)\”“}‘\””‘NH‘i““1‘\”““\”””\‘”HM?Z‘.?HH\“Hw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7565: 3,4-Dimethyl-2-hexene M
55.0 83.0
A

6.80 7.00 7.20 7.40

5000 m/z 39.10 18.55%
41.0
270 112.0
T O R T
O e gl e J\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7622: trans-4,4-Dimethyl-2-hexene AU‘/‘\‘ S A ARARAS L
55.0 83.0 6.80 7.00 7.20 7.40

m/z 43.10 13.23%

5000
41.0
112.0
69.0 97.0 ‘
0 15.0 H \‘\ \H l ‘ /\ /\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 680 .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@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.433  54.47 ug/L 278116 1,4-Difluorobenzene 6.244

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 94
2 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 94
3 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 91
4 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 91
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 91
Abundance Scan 1895 (7.433 min): VU053287.D\data.ms (-1884) (-) m/z 97.20 100.00%
55.2 91.2
5000
41.1 69.2 112.2
R RmmE e RaE
‘ ‘ ‘ 22 7.20 7.40 7.60 7.80
Obrrrprrrrprrreprrrapher b s 822 L m/z 55.20  86.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7626: Z-3,4,4-Trimethyl-2-pentene
55.0 97.0
5000 \\A\\\\‘\\\\’\\\\‘\\\
41.0 69.0 7.20 7.40 7.60 7.80
112.0 m/z 112.15  29.60%
27.0 ‘ ‘
0 \\\‘\\\\‘\\\M"\\H“‘\\\i‘\‘\l\‘H\\‘\\\‘\8‘;\3\9\‘\\\1‘\\\\‘\\\\‘\
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
B RRRAEREEE SR
7.20 7.40 7.60 7.80
5000 41.0 m/z 41.15 29.07%
27.0
‘ 69.0 1120
oo Ll s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #7624: 2-Pentene, 2,4,4-trimethyl- ; H/N R A RRnER
97.0 7.20 7.40 7.60 7.80
55.0
m/z 57.20 26.16%
5000
41.0 69.0 112.0
i I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 3-Hepten-2-one, 5-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.186 3.35 ug/L 22887  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hepten-2-one, 5-methyl- 126 C8H140 005090-16-4 59
2 3-Heptene, 3-ethyl- 126 C9H18 074764-46-8 50
3 2,3-Dimethyl-3-heptene 126 CO9H18 1000113-49-3 46
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43
5 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 42
Abundance Scan 2440 (9.186 min): VU053287.D\data.ms (-2429) (-) m/z 55.10 100.00%
55.1
97.2
41.1
5000 69.2 83.2 A

1262 A P e

‘ ‘ ‘ 111.2 ‘ 8.80 9.00 9.20 9.40 9.60
oH_m‘HH_H‘JHH‘UH“_H!“HMJ“‘wH‘HwMWW‘_H m/z 97.20  78.04%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #13033: 3-Hepten-2-one, 5-methyl-

558.0
5000 /\‘\\\\‘\\\\‘\n\\\‘/\\\\\‘\\
410 111.0 8.80 9.00 9.20 9.40 9.60
69.0 g3 97.0 m/z 41.10 54.68%
27.0 ‘ ‘ ‘ 126.0
0 H‘H‘H‘Hi‘”‘u\}‘\}HN\1‘}‘H‘\M“H\‘\“‘M\\“\‘\‘\HH\!‘HH\‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13188: 3-Heptene, 3-ethyl-
55.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 83.20 51.69%
97.0
410 69.0 126.0
270 || 83.0
O e e e et e e
miz--> 10 20 30 40 50 60 70 80 90 100110120130 /\ (\
Abundance #13206: 2,3-Dimethyl-3-heptene ‘”‘/ﬁ““‘ﬁ“““‘u““
55.0 8.80 9.00 9.20 9.40 9.60
m/z 69.15 50.83%
69.0 83.0
5000 41.0
126.0
27.0 ‘ 97.0
1 N A VI O = I
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_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 5 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.478 2.73 ug/L 18691 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4,4-Trimethyl-3-pentanol 130 C8H180 007294-05-5 32
2 3,4-Dimethyl-3-hexanol 130 C8H180 019550-08-4 32
3 3-Heptanol, 2,4-dimethyl- 144 C9H200 019549-72-5 28
4 3,4-Dimethyl-3-hexanol 130 C8H180 019550-08-4 25
5 3-Heptanol, 2,4-dimethyl- 144 CS9H200 019549-72-5 25
Abundance Scan 2842 (10.478 min): VU053287.D\data.ms (-2831) (- | m/z 73.20 100.00%
55.1 105.2
5000
39 w‘_w/\‘n
Ll | 1050
b Il T 0l njz 1e5.20  72.57%
m/z--> 20 40 60 80 100 120 140
Abundance #15763: 3,4,4-Trimethyl-3-pentanol
73.0
55.0
5000 1
101.0 10,50
m/z 55.10 68.55%
29.0 ‘
O\\\\‘\‘\‘\\“\‘\\‘}‘\\“\‘i\\\“‘\\f‘f‘\\\\‘\\\
miz--> 20 60 80 100 120 140
Abundance #15735.3AeDnneﬂwL3—hexano
73.0 A M
Y il
55.0 10.50
5000 m/z 101.20 32.03%
29 0 101.0
0— “‘M“ “‘ ”H ‘
miz--> 20 80 100 120 140 /\
Abundance #24427: 3—Heptano|, 2,4-dimethyl- AL
73.0 10.50
m/z 43.10 31.51%
43.0
5000
101.0
o"m‘mH‘;‘uH"Nu‘:uw;uwwl‘z‘g:q“” \me /\WM
m/z--> 20 80 100 120 140 1050
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.536 3.33 ug/L 22794  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 32
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 25
3 Octane 114 C8H18 000111-65-9 25
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 25
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 25
Abundance Scan 2860 (10.536 min): VU053287.D\data.ms (-2853) (- | m/z 43.10 100.00%
43.1 591
ol
H H‘ 1050
b e w/z 59.15  86.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #127948: Oxalic acid, isohexyl pentyl ester
43.0
5000 \/\\ . (\‘ . j\\ . \"/\‘
10.50
oo 10 m/z 85.10 47.70%
O T ‘2\7‘ﬂ0\ 1 T \m‘ T \h‘\ \“ T ‘ LI ‘]-\2\9\.0\ ‘ T \]_\6‘1\.()\
miz--> 20 40 60 80 100 120 140 160
Abundance #14555: Heptane, 2,4-dimethyl-
43.0 A
A A 1
10.50
5000 m/z 41.10 33.83%
85.0
27.0
0 H H‘ 690 | 1010 1280
it
m/z--> 20 40 60 80 100 120 140 160 pM MﬁA
Abundance #8623: Octane '"‘m‘ﬂﬂ AL ﬁm AL
43.0 10.50
m/z 71.10 28.09%
5000
85.0
27.0 ‘ ‘ /\
114.0
ol Leso  mao U
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 unknown-@3 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.642 4.15 ug/L 24993  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 46
2 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 43
3 Thiophene, tetrahydro-2-methyl- 102 C5H1es 001795-09-1 38
4 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 38
5 Propane, 1l-isothiocyanato- 101 C4H7NS 000628-30-8 35
Abundance Scan 2893 (10.642 min): VU053287.D\data.ms (-2881) (- | m/z 87.20 100.00%
87.2 101.1
41.1
5000 .
551 691 116.0
S N W
‘ ‘H 10.50 11.00
0 el A Ll L L njz 101.10  86.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9349: trans-2,3-Dimethylthiophane
101.0
/\ LA
5000 41.0 116.0 U
590 10.50 11.00
74.0 m/z 41.10 57.95%
|
O\‘\\\\‘\\\\‘\\\\i}}U\“\M11‘\\\\‘i\\\\“}\‘\‘1‘\\\\“\‘\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9354: Thiophene, 2-ethyltetrahydro- N
87.0
i sl i)
10 50 11. 00
5000 m/z 69.10 43,95%
270 450 116.0
‘ ‘ 101.0 ‘
O‘WH‘WUWH‘ _WH‘ ‘wa:M‘_m“m“mwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\ (L
Abundance #4915: Thiophene, tetrahydro-2-methyl- m ﬂm L T
87.0 10.50 11.00
m/z 43.10 43.17%
5000 102.0
41.0
27.0 590 740 /LmM
owHw‘:‘_H;‘M‘w““11‘1“”‘\‘_‘”wwwwwww mm N/\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 50 11. 00

SFAMULM@31523WMA.M Wed Mar 22 17:10:31 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.488 4.57 ug/L 27501 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 38
2 4-Methoxycarbonylbutyl-3-methoxy... 232 C11H2005 017361-53-4 12
3 2-Pyrrolidinethione, 1-methyl- 115 C5HONS 010441-57-3 11
4 2-Piperidinethione 115 C5HONS 013070-01-4 10
5 1H-Pyrazole, 3-methyl-5-(trifluo... 150 C5H5F3N2 010010-93-2 10
Abundance Scan 4089 (14.488 min): VU053287.D\data.ms (-4082) (- | m/z 115.15 100.00%
115.2
67.1 150.1
39.0
5000
7.1
I
.
0! WL s m/z te1.18 91.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000 1
14.50
m/z 150.05 76.10%
w0 ||
O\‘\\\\‘\\w\"1\\‘\‘\“”\\‘\\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #113276: 4-Methoxycarbonylbutyl-3-methoxycarbonylpro!
115.0
—
14.50
5000 59.0 m/z 67.10  69.80%
‘83.0
29.0 ‘
S I ™
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8809: 2-Pyrrolidinethione, 1-methyl- f\M L e ﬂ‘ ‘ﬂm
115.0 14.50
m/z 39.05 62.39%
5000
30.0
82.0
58.0
0 ‘iHW“;‘HtH“““H““‘“‘H““ ﬁ‘m‘ s 10 ‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53287.D

Acqg On : 17 Mar 2023 23:33
Operator : JC/MD

Sample : 01956-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 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|
(DEL) Alkane: S... 5.961 5.7 ug/L 29130 1 6.244 255316 50.0
(DEL) Alkane: S... 7.154 28.3 ug/L 144466 1 6.244 255316 50.0
(DEL) Alkane: S... 7.433 54.5 ug/L 278116 1 6.244 255316 50.0
3-Hepten-2-one,... 9.186 3.4 ug/L 22887 2 9.414 341946 50.0
unknown-01 10.478 2.7 ug/L 18691 2 9.414 341946 50.0
unknown-02 10.536 3.3 ug/L 22794 2 9.414 341946 50.0
unknown-03 10.642 4.2 ug/L 24993 3 11.809 301147 50.0
unknown-04 14.488 4.6 ug/L 27501 3 11.809 301147 50.0
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