LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : @3 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 18 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@92922WMA .M
Title : VOC Analysis

Signal : TIC: VU@51093.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 89 rBV 196569 238369 12.41% 1.168%
2 1.652 89 97 114 rVB 399351 504560 26.26% 2.471%
3 1.963 168 175 198 rVB 173653 238757 12.43% 1.169%
4 2.565 369 381 412 rVB 309646 602298 31.35%  2.950%
5 2.729 429 432 439 rvB3 745 552 0.03% 0.003%
6 3.041 511 529 550 rBV 397019 853981 44.45%  4.183%
7 3.356 617 627 641 rVB5S 8236 16333 0.85% 0.080%
8 3.437 650 652 657 rVB2 522 396 0.02% 0.002%
9 3.562 685 691 693 rBV2 624 636 0.03% 0.003%
10 3.707 734 736 740 rVVv2 521 403 0.02% 0.002%
11 4.163 874 878 885 rVB2 521 479 0.02% 0.002%
12 4,295 905 919 933 rBV5 3488 8889 0.46% 0.044%
13 4.433 937 962 982 rBvV2 291916 749979 39.04% 3.673%
14 4.620 1008 1020 1049 rBV 170174 509684 26.53%  2.496%
15 4.977 1126 1131 1133 rVB2 599 469 0.02% 0.002%
16 4.999 1134 1138 1141 rBV3 642 431 0.02% 0.002%
17 5.060 1141 1157 1173 rBV 288131 631248 32.86% 3.092%
18 5.459 1262 1281 1306 rBV 858607 1921158 100.00% 9.410%
19 5.723 1343 1363 1380 rBv2 599650 1610619 83.84% 7.889%
20 5.832 1385 1397 1404 rVV3 86704 213822 11.13% 1.047%
21 5.896 1406 1417 1438 rVB 829785 1857950 96.71% 9.100%
22 6.109 1481 1483 1486 rBVS5S 761 416 0.02% 0.002%
23 6.247 1512 1526 1550 rBV 440389 854515 44.48% 4.185%
24  6.533 1603 1615 1630 rVVv8 17962 42399  2.21% ©.208%
25 6.604 1635 1637 1645 rVB4 608 546 0.03% 0.003%
26 6.690 1649 1664 1688 rBV 378355 750265 39.05% 3.675%
27 6.806 1688 1700 1709 rVV3 35818 72594 3.78% 0.356%
28 6.864 1710 1718 1727 rVV3 39172 74338 3.87% 0.364%
29 6.922 1728 1736 1752 rVB2 41181 80778 4.20% 0.396%
30 7.073 1770 1783 1795 rVB4 13929 25881 1.35% 0.127%
31 7.147 1801 1806 1808 rBvV2 1130 874 0.05% 0.004%
32 7.256 1824 1840 1855 rBV 541790 1024139 53.31% 5.016%
33 7.379 1863 1878 1895 rBV 518580 1019753 53.08% 4.995%
34 7.565 1923 1936 1947 rBV 197187 357455 18.61% 1.751%
35 7.694 1968 1976 1992 rvB3 17113 32531 1.69% 0.159%
36 7.835 2010 2020 2027 rBV2 13557 25918 1.35% 0.127%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : @3 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 18 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@92922WMA .M
Title : VOC Analysis
37 7.896 2027 2039 2062 rVB 675465 1171937 61.00% 5.740%
38 8.041 2071 2084 2099 rBV3 30159 57206 2.98% 0.280%
39 8.179 2113 2127 2138 rBV 129238 223710 11.64% 1.096%
40  8.353 2174 2181 2184 rBV8 1680 1768 0.09% 0.009%
41  8.407 2189 2198 2213 rBV3 13593 26759 1.39% 0.131%
42 8.481 2217 2221 2232 rVB5 3570 5968 0.31% 0.029%
43  8.552 2232 2243 2252 rBV5 10493 18200 0.95% ©0.089%
44  8.633 2256 2268 2291 rBV2 373673 842059 43.83% 4.124%
45  8.890 2341 2348 2353 rVB7 2257 3184 0.17% 0.016%
46 9.070 2394 2404 2413 rBVv9 4720 8331 0.43% 0.041%
47  9.163 2426 2433 2442 rBV5 2840 4339 0.23% 0.021%
48  9.240 2452 2457 2459 rBv4 1303 1216 ©0.06% 0.006%
49 9.337 2474 2487 2500 rBV2 50940 94195 4.90% 0.461%
50 9.417 2500 2512 2526 rBV 603650 1013141 52.74% 4.962%
51 9.690 2590 2597 2602 rvv9 974 1874 0.10% 0.009%
52 9.809 2628 2634 2635 rBV3 2247 1752 0.09% 0.009%
53 9.877 2651 2655 2658 rBvV2 944 876 0.05% 0.004%
54 9.938 2671 2674 2677 rBvV2 603 455 0.02% 0.002%
55 10.028 2693 2702 2711 rVwVv7 2533 4494  0.23% 0.022%
56 10.086 2713 2720 2731 rVv9 2269 3776 ©.20% 0.018%
57 10.263 2762 2775 2779 rBV9 3863 7760 0.40% 0.038%
58 10.330 2793 2796 2804 rVB6 1789 2096 0.11% 0.010%
59 10.382 2808 2812 2815 rBv4 1134 823 0.04% 0.004%
60 10.443 2829 2831 2838 rVB5 750 718 0.04% 0.004%
61 10.478 2838 2842 2844 rBV2 1652 1163 ©0.06% 0.006%
62 10.539 2851 2861 2867 rBV6 5009 8252 0.43% 0.040%
63 10.610 2879 2883 2885 rBV4 1096 1011 0.05% 0.005%
64 10.661 2892 2899 2907 rBVS8 2443 4316 0.22% 0.021%
65 10.755 2916 2928 2945 rVB 532715 854674 44.49% 4.186%
66 11.005 3003 3006 3012 rVB3 1130 902 0.05% 0.004%
67 11.089 3030 3032 3035 rBV3 838 638 0.03% 0.003%
68 11.247 3075 3081 3087 rBV3 1204 1636 0.09% 0.008%
69 11.414 3130 3133 3136 rVB3 1011 602 0.03% 0.003%
70 11.520 3159 3166 3174 rVB5 1586 2628 0.14% 0.013%
71 11.555 3174 3177 3181 rBV 608 406 0.02% 0.002%
72 11.581 3181 3185 3187 rBV2 538 498 0.03% 0.002%
73 11.639 3191 3203 3211 rBVS8 4359 7638 0.40% 0.037%
74 11.700 3218 3222 3226 rBV5S 585 451 0.02% 0.002%
75 11.732 3228 3232 3233 rBV2 898 624 0.03% 0.003%

76 11.809 3243 3256 3280 rBV 458536 742632 38.66% 3.637%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : @3 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 18 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@92922WMA .M
Title : VOC Analysis

77 12.002 3312 3316 3317 rBV3 615 486 0.03% 0.002%
78 12.095 3335 3345 3353 rBV1e 3773 6150 ©0.32% 0.030%
79 12.137 3353 3358 3359 rBV3 1681 1448 0.08% 0.007%

80 12.192 3362 3375 3402 rVV 553614 910561 47.40% 4.460%

81 12.546 3483 3485 3491 rVB4 1258 953 0.05% 0.005%
82 12.603 3500 3503 3507 rVB2 729 470 0.02% 0.002%
83 12.681 3524 3527 3532 rBV2 502 446 0.02% 0.002%
84 12.713 3535 3537 3544 rVV4 1035 714 0.04% 0.003%
85 12.758 3546 3551 3561 rVBS8 2640 3648 0.19% 0.018%
86 12.864 3576 3584 3595 rVB2 6351 9161 0.48% 0.045%
87 12.925 3600 3603 3606 rBV3 697 564 0.03% 0.003%
88 12.999 3623 3626 3629 rVB2 871 568 0.03% 0.003%
89 13.111 3654 3661 3672 rVB4 4612 7287 0.38% 0.036%
990 13.256 3704 3706 3711 rVB 577 416 0.02% 0.002%
91 13.327 3720 3728 3740 rVB5 8578 12311 0.64% 0.060%
92 13.439 3760 3763 3765 rVB3 757 413 0.02% 0.002%
93 13.513 3782 3786 3789 rBvV4 695 533 0.03% 0.003%
94 13.623 3817 3820 3822 rBvV2 1047 690 0.04% 0.003%
95 13.883 3894 3901 3915 rVB6 3989 6811 0.35% 0.033%
96 14.237 4007 4011 4013 rBvV4 759 585 0.03% 0.003%
97 14.282 4021 4025 4026 rBvV4 875 618 0.03% 0.003%
98 14.873 4203 4209 4210 rBV4 1327 1186 0.06% 0.006%
99 15.179 4297 4304 4309 rBV6 1357 2179 0.11% 0.011%
100 15.272 4330 4333 4336 rBvV2 750 509 0.03% 0.002%
Sum of corrected areas: 20416830
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU051093.D\data.ms
5.459 5.896

800000
700000

600000 5.723

500000
6.247

1.652
400000 3.041 6.69(
300000 2.565 4.433 5.060
1.597
200000 1.903 4.620
100000 8
2.729 3.3563162707 4.18329 4 6.10 6.8%04

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: VU051093.D\data.ms

o

800000

700000 7.896

9.417
600000 12.1

7.256,5 10.755

500000 11.809
400000 8.633
300000
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100000 03
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4
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: VU051093.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.652  29.52 ug/L 504560 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentane 72 C5H12 000463-82-1 64
2 Neopentane 72 C5H12 000463-82-1 36
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 33
4 Butane, 2-bromo- 136 C4H9Br 000078-76-2 33
5 Propane, 2-[(1,1-dimethylethyl)s... 178 C8H1802S 001886-75-5 33
Abundance  Scan 97 (1.652 min): VU051093.D\data.ms (-89) (-) m/z 57.00 100.00%
57.0
5000
B R
1.60 1.80 2.00

0L ety 98T 2071 h/z 40.95  34.69%

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #811: Neopentane

57.0
5000 L L L L L L I
29.0 1.60 1.80 2.00
m/z 38.95 11.01%
O\1‘.\0\\‘\‘\‘}1\“‘1\\‘“’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #812: Neopentane
57.0
B o
1.60 1.80 2.00
5000 ITI/Z 56.00 4.85%
29.0
Ot
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8665: Pentane, 2,2,4-trimethyl- B A o
57.0 1.60 1.80 2.00
m/z 58.00 4.22%
5000
29.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3041 49.97 ug/L 853981 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 CeH1a 000079-29-8 90

2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 72
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
Abundance Scan 529 (3.041 min): VU051093.D\data.ms (-511) (-) m/z 43.00 100.00%
43.0
5000
71.0
e REAREEEEST
55‘0 ] 86.0 2.80 3.00 3.20 3.40
Ot 1“ph“‘u““‘u“slw“‘ m/z 42.00 87.19%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 UL L B I LN L
71.0 2.80 3.00 3.20 3.40
270 m/z 41.00 45.66%
55.0
15.0 ‘ | ‘\ | I ‘ 8? 0
O\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 40 50 70 80 90
Abundance #2055: Butane, 2,3—d|methyl—
43.0
“H‘H‘w“u,u‘w“
2.80 3.00 3.20 3.40
5000 m/z 71.00 26.80%
270 71.0
o150 || %0 86.0
‘w“u“u“‘u““‘_“‘_“w“u“‘u“u
miz--> 10 20 40 50 60 70 80 90 /\
Abundance #2045:Pentane,24nethyL A REEEE SR
43.0 2.80 3.00 3.20 3.40
m/z 39.00 20.65%
5000 71.0
270 57.0
86.0
ol 150 HBSO‘ .l , |
‘w"H"H‘“H“H“_“‘_“w“u“‘u“u
m/z--> 10 20 30 40 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
4.433  43.88 ug/L 749979  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
4 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 53
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53
Abundance Scan 962 (4.433 min): VU051093.D\data.ms (-937) (-) m/z 43.00 100.00%
43.0 57.0
5000
85.0
H 69.0 ‘ 08.1 4.20 4.40 4.60 4.80
Ob et e st b o m/z 57.60 91.72%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
57.0
5000 \\\\‘\\\\‘\\\\’\\\\‘\\\
4.20 4.40 4.60 4.80
m/z 56.00 66.42%
29.0 85.0
ol 150 1 . 69.0 100.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
R Rm
4.20 4.40 4.60 4.80
5000 85.0 m/z 41.00 60.03%
29.0
0 15.0 ‘ ‘ ‘\ | ALy 69\0 , 109'0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4490: Butane, 2,2,3-trimethyl-
57.0 4.20 4.40 4.60 4.80
43.0 m/z 42.00 27.36%
85.0
5000
29.0
ol 150 \‘ 880 | 990 A
‘W‘H_H“HH‘m"HH‘HH‘HHWHWHWH‘ R RamE
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.459 112.41 ug/L 1921160  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 86
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
5 Nonane, 5-methylene- 140 C10H20 006795-79-5 50
Abundance Scan 1281 (5.459 min): VU051093.D\data.ms (-1262) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0
H ‘ | 850 g5, 5.20 5.40 5.60 5.80
0l el ety M/z 43.08 68.00%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
29.0 71.0 5.20 5.40 5.60 5.80
m/z 57.00 64.55%
O\\\‘\\\\‘\\\\’H\‘\‘\\H“!\\\’\‘\‘}‘\\\\‘1i\\\’s\‘\5\.(\)‘\\1\(\)‘0\.\0\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0 A
e RAREEEEE L
5.20 5.40 5.60 5.80
m/z 41.00 60.53%
5000 71.0
29.0
Lo 80 00
O e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl- e AREREREEEEESE A
43.0 56.0 5.20 5.40 5.60 5.80
m/z 71.00 38.54%
5000 290
71.0
o200 Ll oo L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.896 108.71 ug/L 1857950 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
Abundance Scan 1417 (5.896 min): VU051093.D\data.ms (-1406) (-) m/z 57.00 100.00%
57.0
5000
A
| 630 99.0 5.60 5.80 6.00 6.20
] NSRS 1 A I < A Y P - I EN T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000 L L L L L B
0 5.60 5.80 6.00 6.20
4l m/z 41.00 24.87%
27.0
o o I | ‘ |, 710 850 990 1140
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8678: Butane, 2,2,3,3-tetramethyl-
57.0
R ERaaEaEERE
5.60 5.80 6.00 6.20
5000 m/z 43.00 15.73%
41.0
0 27\.‘0 Il ‘ ‘ \‘ | 83'0 99.0
G e b e ST e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677: Butane, 2,2,3,3-tetramethyl- R ammE
57.0 5.60 5.80 6.00 6.20
m/z 38.95 7.96%
5000
41.0
27.0 99.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.60 5.80 6.00 6.20

SFAMULM@92922WMA.M Thu Oct 06 12:51:11 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.806 4.25 ug/L 72594  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 52
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 50
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 43
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 42
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 38
Abundance Scan 1700 (6.806 min): VU051093.D\data.ms (-1688) (-) m/z 56.95 100.00%
57.0
43.0
5000

710 99.0 prer e e e

‘ ‘H ‘ 1140 6.40 6.60 6.80 7.00 7.20
om_m,uHwwm,uHwW“,mJpwmwW:H,H m/z 43.00  75.44%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8643: Hexane, 2,5-dimethyl-

43.0
57.0
5000 I L AL R L
6.40 6.60 6.80 7.00 7.20
27.0 71.0 99.0 m/Z 41.00 53.46%
: | emo | s
H\‘\\H’HH‘HH‘\\H’HH‘HH‘\\H’HH‘HH‘HH‘HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
43.0 V.V
6.40 6.60 6.80 7.00 7.20
m/z 41.95 31.15%
5000 990 /
71.0
ol 0 M| eso | O
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8628: Heptane, 2-methyl- R RARREY
43.0 570 6.40 6.60 6.80 7.00 7.20
m/z 55.00 28.77%
5000
29.0 71.0 99.0
by d50 L ) 850 L B0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00 7.20

SFAMULM@92922WMA.M Thu Oct @06 12:51:12 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.864 4.35 ug/L 74338  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
3 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 59
4 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 53
5 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 53

Abundance Scan 1718 (6.864 min): VU051093.D\data.ms (-1710) (-) m/z 56.95 100.00%

57.0
85.0
5000
39|0
112.0 6.60 6.80 7.00 7.20
0° e m/z 42.95 94.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
85.0
5000 L L I L L R IR
6.60 6.80 7.00 7.20
m/z 85.00 76.64%
5, 150 H lero | 140
\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #4487: Pentane, 2,2-dimethyl-
57.0
e
6.60 6.80 7.00 7.20
5000 85.0 m/z 41.00 63.28%
29.0
O\H\‘\‘\‘H“wH“‘HH‘mu‘uH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #152678: Sulfurous acid, hexyl heptyl ester “H“‘H{VVN“‘H“‘H
57.0 6.60 6.80 7.00 7.20
850 m/z 56.00 55.19%
5000
29.0
0 Lol | 115.0133,0151.0
e L S A e
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20

SFAMULM@92922WMA.M Thu Oct @06 12:51:14 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.922 4.73 ug/L 80778 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
3 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 56
4 Acetamide, N-2-propenyl- 99 C5HI9NO 000692-33-1 50
5 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 50
Abundance Scan 1736 (6.922 min): VU051093.D\data.ms (-1728) (-) m/z 57.00 100.00%
57.0
5000
82.9 6.60 6.80 7.00 7.20

oS N L T 120 n/z s6.60  58.21%

m/z--> 0 20 40 60 80 100 120 140 160

Abundance #8668: Pentane, 2,2,4-trimethyl-

57.0
5000 L L L I R B
6.60 6.80 7.00 7.20
29.0 99.0 m/z 40.95 34.20%
77.0
0 ‘\H\‘\‘\‘\\‘i‘\H‘m‘\\H‘HH“HH‘HH’HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8654: Hexane, 2,2-dimethyl-
57.0
 ARSmaERE TS LR
6.60 6.80 7.00 7.20
5000 m/z 43.00 14.23%
290 99.0
4.0 77.0 )
0 ‘“H"m‘ﬂﬂ"M"H““HH““_“‘,H““‘H
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #59092: Decane, 2,2,8-trimethyl- A
57.0 6.60 6.80 7.00 7.20
m/z 55.00 12.58%
5000
29.0
0 \‘ ‘H [l ‘ Sﬁo . 127'0 169.0
e e  RRERATEE RS
m/z--> 0 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20

SFAMULM@92922WMA.M Thu Oct 06 12:51:15 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.256  59.93 ug/L 1024140  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 86
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
Abundance Scan 1840 (7.256 min): VU051093.D\data.ms (-1824) (-) m/z 43.00 100.00%
43.0 71.0
5000
e ' 7.007.20 7.40 7.60
97.0 112.1 o oo oo
0 H‘MH‘MH‘MH‘_HJHM‘NN‘_HWMH‘WHW‘mW‘HW‘HW“ m/z 71.00 88.59%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
7.00 7.20 7.40 7.60
27.0 57.0 m/z 69.95 71.81%
o ! H ‘ 97.0 114.0
\H’HH’HH’HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
R AEEmREREE S
7.00 7.20 7.40 7.60
5000 m/z 40.95 36.71%
27.0 57.0
o Ll L 70 o
A wa B L A e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4472: Pentane, 3-ethyl- VAVANSI U R SY.V
43.0 7.00 7.20 7.40 7.60
m/z 55.00 35.17%
5000 70.0
29.0
oL.10 150 H \‘\ L 8501000
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60

SFAMULM@92922WMA.M Thu Oct @06 12:51:16 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.379  59.67 ug/L 10197560  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 53
Abundance Scan 1878 (7.379 min): VU051093.D\data.ms (-1863) (-) m/z 43.00 100.00%
43.0
71.0
57.0
5000 85.0
T
| 991 7.00 7.20 7.40 7.60 7.80
Ol erprrrperrperee e el el o - 21280 Tz 71,00 67.88%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
57.0 7.00 7.20 7.40 7.60 7.80
270 85.0 m/z 69.95 61.10%
o ] ‘ 99.0 1330
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
e L o]
710 7.00 7.20 7.40 7.60 7.80
5000 57.0 85.0 m/z 56.95 52.40%
29.0
99.0
0 H‘_H‘&ﬁpwuw‘uﬁtmw‘ﬁu‘quuw‘hwu‘ﬁuu‘uu‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8648: Hexane, 3,3-dimethyl-
43.0 7.00 7.20 7.40 7.60 7.80
m/z 84.95 41.64%
5000 570 10 850
29.0
oL 10 150 H L |90 9940
‘H_‘H‘HH‘H‘wH‘w‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘ e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60 7.80

SFAMULM@92922WMA.M Thu Oct 06 12:51:17 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 11 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.565  20.92 ug/L 357455  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 38
2 Thiophosgene 114 CCl2s 000463-71-8 33
3 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 28
4 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 9
5 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 9

Abundance Scan 1936 (7.565 min): VU051093.D\data.ms (-1923) (-) m/z 79.00 100.00%

79.0
5000
42.0
113.9

‘ 63.0 7.20 7.40 7.60 7.80
Obrorrerrprpersthhei 830l 949 UL wz a2.00  37.04%

m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #7955: Methane, oxybis[chloro-
79.0
5000 49.0

7.20 7.40 7.60 7.80

m/z 81.00  31.35%
29.0
0 140 ‘ 63.0 || 93.0 113.0
\H‘HH’HH‘\H\’\H\‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8680: Thiophosgene
79.0
Wm_uwm,mw
7.20 7.40 7.60 7.80
5000 ITI/Z 113.90 21.16%
44.0 114.0
o120 640 I
PO e e e e e
mlz--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #7956: Methane, oxybis[chloro- T T
79.0 7.20 7.40 7.60 7.80

m/z 50.90  20.42%

49.0
5000
29.0
0 14 O \‘\ e \‘ 63.0 il 109.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.20 7.40 7.60 7.80

SFAMULM@92922WMA.M Thu Oct 06 12:51:18 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 12 3-Pentanol, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.041 2.82 ug/L 57206 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 50
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 40
3 4-Heptanol, 3-methyl- 130 C8H180 001838-73-9 36
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 36
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 34

Abundance Scan 2084 (8.041 min): VU051093.D\data.ms (-2071) (-) m/z 73.00 100.00%

73.0
5000
43.0

‘ || o 2069 7.80 8.00 8.20 8.40
"ww‘wuuhhuuuw“m_H‘_m_Ww_ww m/z 55.08  59.79%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5031: 3-Pentanol, 3-methyl-
73.0

5000 H“‘H“‘H“‘H“,H‘
7.80 8.00 8.20 8.40

45.0 m/z 43.00  34.20%

\]-\5\ ?\ H‘\ T T \‘ 1‘ ‘ T \ \ T ‘ M\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9513: 3-Pentanol, 2,4-dimethyl- /J\A
73.0 M

\\\\‘\\\\‘\\\\‘\\\\’\\V

7.80 8.00 8.20 8.40

o

o

5000 m/z 40.95 26.72%
43.0
RN . —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15704: 4-Heptanol, 3-methyl- e
55.0 7.80 8.00 8.20 8.40

m/z 69.00 24.72%

5000
29.0
87.0
| 1120
T ‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

o

SFAMULM@92922WMA.M Thu Oct 06 12:51:19 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : 03 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 13 2,2,4-Trimethyl-3-pentanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.337 4.65 ug/L 94195  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-3-pentanone 128 C8H160 005857-36-3 53
2 2-Octanone 128 C8H160 000111-13-7 43
3 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 43
4 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 43
5 tert-C4H9C(0)OCH(CH3)2 144 C8H1602 005129-36-2 43

Abundance Scan 2487 (9.337 min): VU051093.D\data.ms (-2474) (-) m/z 57.00 100.00%

57.0
5000
39 T T T T T T TR
‘ ” “ 85.0 128.0 9.00 9.20 9.40 9.60
ol m/z 43.00  55.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14455: 2,2,4-Trimethyl-3-pentanone
57.0
5000 \"H‘HH‘HH‘HH‘HH’
9.00 9.20 9.40 9.60
39l0 m/z 41.00 43.95%
O \1\5‘\.?\‘”\ \“‘\ T \‘\“ T \“\ \8‘?.\()\ T ‘ L ‘]-\2\8.\0\ ‘ L ‘ L
m/z--> 200 40 60 80 100 120 140 160
Abundance #14279: 2-Octanone
43.0
PR e e
9.00 9.20 9.40 9.60
5000 m/z 71.00 27.18%
71.0
0 15\'0 I \‘\ ! ‘ L 99.0 12\8'0
e
m/z--> 20 40 60 80 100 120 140 160 \ /\
Abundance #163251: Oxalic acid, isobutyl nonyl ester “‘aﬂ:““wﬂﬁ“_“ﬁﬁ
57.0 9.00 9.20 9.40 9.60
m/z 59.00 27.11%
5000
29.0
85.0
S Y=~ R . O /| )
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60

SFAMULM@92922WMA.M Thu Oct 06 12:51:21 2022 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100322\
Data File : VU@51093.D

Acqg On : @3 Oct 2022 19:25
Operator : JC/MD

Sample : N4854-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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: .652 29. ug/L 504560 .247 854515 50.
(DEL) Alkane: .041 50. ug/L 853981 .247 854515 50.
(DEL) Alkane: .433 43. ug/L 749979 .247 854515 50.
(DEL) Alkane: .459  112.4 ug/L 1921160 .247 854515 50,
(DEL) Alkane: .896 108. ug/L 1857950 247 854515 50.
(DEL) Alkane: .806 4. ug/L 72594 .247 854515 50.
(DEL) Alkane: 4. 74338 854515 50.
(DEL) Alkane: .922 4.7 ug/L 80778 .247 854515 50.
(DEL) Alkane: .256 59. ug/L 1024140 247 854515 50.
(DEL) Alkane: .379 59. ug/L 1019750 .247 854515 50.
unknown-01 .565 20. ug/L 357455 .247 854515 50.
3-Pentanol, 3-m... .041 2. ug/L 57206 .417 1013140 50.
2,2,4-Trimethyl... .337 4. ug/L 94195 .417 1013140 50.

VCoOoONNNOTOOUTU D wWwR
00
ol
N
NOOUNOUNWWNDUOLOW
c
(3
~
[
NNRRRRRBRRRRRR
[C-JRCoIC W< W N W< e e e Mo W )
N
i
N
OO0 OOOOOOOO®®

SFAMULM@92922WMA.M Thu Oct 06 12:51:21 2022 18



