LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82U052622W.M

Title : SW846 8260

Signal : TIC: VU@48716.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.494 40 48 56 rBV 196750 198313 15.25% 1.516%
2 1.604 75 82 89 rBv 49055 51042 3.93% 0.390%
3 1.996 195 204 217 rVB 90419 123778 9.52% 0.946%
4 2.601 380 392 415 rVB4 20207 49205 3.78% 0.376%
5 2.755 427 440 454 rBV 12218 23966 1.84% 0.183%
6 3.044 513 530 550 rBvV2 45022 108860 8.37% 0.832%
7 3.144 550 561 563 rBv4 13692 21175 1.63% 0.162%
8 3.366 614 630 645 rBVv2 18690 42111  3.24% 0.322%
9 4.436 948 963 978 rBV4 14089 34702 2.67% 0.265%
106 4.533 980 993 1008 rVv4 12987 30102 2.31% 0.230%
11 4.642 1008 1027 1047 rVB7 6775 26075 2.01% 0.199%
12 5.131 1164 1179 1190 rBVS 6467 15529 1.19% 0.119%
13 5.292 1213 1229 1242 rBV 224173 477647 36.73% 3.651%
14  5.375 1242 1255 1271 rVW 327165 687083 52.84% 5.252%
15 5.462 1271 1282 1304 rVB4 33626 80340 6.18% 0.614%
16 5.703 1344 1357 1370 rBV 218179 443502 34.11% 3.390%
17 5.777 1370 1380 1388 rVV2 63609 134388 10.33% 1.027%
18 5.825 1389 1395 1408 rVV3 39866 101246 7.79% 0.774%
19 5.899 1408 1418 1436 rVB2 71191 165449 12.72% 1.265%
20 6.250 1512 1527 1565 rBV 465800 898574 69.10% 6.868%
21 6.735 1668 1678 1695 rBV7 8872 23891 1.84% 0.183%
22 6.925 1727 1737 1748 rVB2 8729 16296 1.25% 0.125%
23 7.073 1771 1783 1797 rVB5 11195 22152 1.70% 0.169%
24 7.163 1800 1811 1826 rBV6 18999 45599 3.51% ©0.349%
25 7.256 1826 1840 1858 rVB2 67024 138127 10.62% 1.056%
26 7.382 1862 1879 1894 rBV2 131774 275766 21.21% 2.108%
27 7.626 1936 1955 1969 rBvV2 52009 112416 8.65% ©.859%
28 7.690 1970 1975 1990 rVVv9 8986 20541 1.58% 0.157%
29 7.771 1990 2000 2015 rVB8 5430 13233 1.02% 0.101%
30 7.899 2015 2040 2070 rBV 672131 1218985 93.74% 9.317%
31 8.041 2074 2084 2099 rBV3 15136 31793  2.44% 0.243%
32 8.176 2112 2126 2138 rBVS5 15142 29075 2.24% 0.222%
33 8.253 2138 2150 2166 rVB5 13833 35389 2.72% 0.270%
34 8.369 2166 2186 2191 rBV5 11769 24717 1.90%  0.189%
35 8.411 2192 2199 2210 rwV 21285 37991 2.92% 0.290%
36 8.481 2210 2221 2238 rVB4 16800 38175 2.94% 0.292%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82U052622W.M
Title : SW846 8260
37 8.716 2276 2294 2309 rBV2 125843 235065 18.08% 1.797%
38 8.819 2315 2326 2339 rVB10 7049 14546 1.12% 0.111%
39 9.102 2393 2414 2426 rBV4 11681 30078 2.31% 0.230%
40 9.269 2456 2466 2477 rBv2 13201 24235 1.86% 0.185%
41  9.340 2477 2488 2500 rBv4 19146 38968 3.00% 0.298%
42 9.417 2500 2512 2530 rBV 671985 1146637 88.18% 8.764%
43  9.571 2550 2560 2576 rBV 106672 169739 13.05% 1.297%
44  9.693 2588 2598 2607 rVB 16935 27442  2.11% 0.210%
45 10.102 2711 2725 2741 rVB 62707 104539 8.04% 0.799%
46 10.484 2831 2844 2854 rBV 97637 156138 12.01% 1.193%
47 10.546 2854 2863 2878 rVB2 39282 66904 5.15% ©.511%
48 10.632 2878 2890 2915 rBV 626188 1022631 78.64% 7.816%
49 10.906 2964 2975 2983 rBv2 38393 64705 4.98% 0.495%
50 10.954 2984 2990 3000 rVB6 11289 17912 1.38% 0.137%
51 11.092 3022 3033 3048 rvB9 6419 13342 1.03% 0.102%
52 11.291 3074 3095 3115 rVB 171554 274894 21.14% 2.101%
53 11.613 3185 3195 3199 rBV2 11652 18379 1.41% 0.140%
54 11.645 3199 3205 3218 rVB 22351 34050 2.62% 0.260%
55 11.748 3229 3237 3245 rBV6 8787 13549 1.04% 0.104%
56 11.812 3245 3257 3275 rVV 801528 1300340 100.00%  9.939%
57 11.896 3275 3283 3292 rVB2 11804 18271 1.41% 0.140%
58 12.009 3306 3318 3330 rvB2 13087 20926 1.61% 0.160%
59 12.099 3332 3346 3363 rBv2 295298 471876 36.29% 3.607%
60 12.185 3364 3373 3398 rVB3 32839 59637 4.59% 0.456%
61 12.304 3401 3410 3424 rBV7 9205 16743 1.29% 0.128%
62 12.381 3424 3434 3443 rVB5 8994 15986 1.23% 0.122%
63 12.613 3497 3506 3516 rVV 59916 95968 7.38% 0.734%
64 12.681 3516 3527 3546 rVV 346180 567672 43.66% 4.339%
65 12.761 3546 3552 3562 rVB6 8797 13897 1.07% 0.106%
66 12.864 3574 3584 3595 rVB2 17627 28206 2.17% 0.216%
67 13.111 3650 3661 3673 rVB4 24941 44909  3.45% 0.343%
68 13.253 3692 3705 3711 rBV2 23220 36382 2.80% 0.278%
69 13.295 3711 3718 3724 rBV 33011 45834 3.52% 0.350%
70 13.455 3757 3768 3781 rBV 274956 432851 33.29% 3.308%
71 13.529 3782 3791 3802 rVB6 15131 23286 1.79% 0.178%
72 13.626 3813 3821 3833 rVB6 17770 31489 2.42% 0.241%
73 13.787 3861 3871 3880 rBV 35189 59054 4.54% 0.451%
74 13.844 3880 3889 3896 rVWW2 31794 50038 3.85% 0.382%
75 13.912 3896 3910 3913 rVW4 47739 87079 6.70% 0.666%

76 13.941 3914 3919 3933 rVB 89534 135189 10.40% 1.033%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82U052622W.M
Title : SW846 8260
77 14.089 3946 3965 3988 rBV 61259 114463 8.80% 0.875%
78 14.195 3988 3998 4009 rVBS5 9264 16535 1.27% 0.126%
79 14.285 4017 4026 4036 rBV4 12880 19572 1.51% 0.150%
80 14.349 4036 4046 4055 rVB5 12443 21076 1.62% 0.161%
81 14.488 4078 4089 4098 rBV2 17016 28296 2.18% 0.216%
82 14.877 4201 4210 4220 rBV4 16367 25594 1.97% 0.196%
83 15.172 4292 4302 4310 rBV 9301 15313 1.18% 0.117%
84 15.417 4368 4378 4395 rVB5 8021 15625 1.20% 0.119%
Sum of corrected areas: 13083093
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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

Abundance TIC: VU048716.D\data.ms

600000
500000 6.250

400000
5.375
300000

5.29 5.703
200000 1494

1.996
100000 99
1.604 3.044 462 2
2.601.755 .1443.366 4.48683%42 5.131) |1 6.7¢

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
Abunsdoaonézoeo TIC: VU048716.D\data.ms

o

11.812

700000 7.899 9.417
10.632
600000

500000
400000
300000 12.098

200000 11.291

100000 10.484
7.25 10.102
7.626 10.5 10.906 1

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance .
800000 TIC: VU048716.D\data.ms

700000

600000

500000

400000
12.681

300000 13.455

200000

13.941
100000 12.6 35089
o 2281 .1725,@6413-%3 o878 | pgamndss 14877 1517215 417
T T T T T ‘ T T T T ‘ T T T T ‘ T T T T

T ‘ T T ‘ T T ‘ T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 TIsobutane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.494 14.43 ug/l 198313  Pentafluorobenzene 5.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Hydrogen isocyanate 43 CHNO 000075-13-8 4
3 Propane, 1-chloro-2-methyl- 92 C4HoCl 000513-36-0 4
4 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 4
5 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 4

Abundance  Scan 48 (1.494 min): VU048716.D\data.ms (-40) (-) m/z 43.05 100.00%

43.0
5000 }\7
‘ 571 140 160 1.80
-+t m/z 41.00 48.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane
43.0
140 160 1.80
27.0 -
m/z 42.00 33.49%
o 180 “ U, 870
O \\\‘\\\\’\\\\‘\\i}‘\\\\‘i\}\\‘\\\w‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #76: Hydrogen isocyanate
43.0
B A
140 160 1.80
5000 m/z 39.00 20.60%
15.0 290
0 H"H",H‘H"mwiw"H"w‘w_m‘www
miz--> 0 10 20 30 40 50 60 70 80 90 100 /L
Abundance #2742: Propane, 1-chloro-2-methyl- B e
43.0 140 160 1.80
m/z 57.10 4.51%
5000
27.0
15.0
0 ,56'077'091'0 ‘/\“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Butane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.996 9.01 ug/l 123778  Pentafluorobenzene 5.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 37
3 Pentane 72 C5H12 000109-66-0 33
4 1,1-Diisobutoxy-butane 202 C12H2602 013002-16-9 22
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 204 (1.996 min): VU048716.D\data.ms (-195) (-) m/z 43.10 100.00%
43.1
5000 f\
R RRREE
‘ 72.1 . 1.601.80 2.00 2.20 2.40
bl b 272 myz 41,95 86.61%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 ‘A\\\\‘\\\\‘\\\\’\\\\‘\\
1.60 1.80 2.00 2.20 2.40
15.0 m/z 41.00 85.14%
‘ I ‘ 2.0
O \‘\\\‘\‘\\\\ \H\“\"\\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol
42.0
e
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.10 73.99%
0 15-°M,”‘°
m/z--> 0 20 40 60 80 100 120 140 160 180 200 \
Abundance #809: Pentane ‘AH““H““‘W““‘
43.0 1.60 1.80 2.00 2.20 2.40
m/z 38.95 29.69%
5000
72.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40

82U052622W.M Tue May 31 19:22:21 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Butane, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.044 7.92 ug/1 108860 Pentafluorobenzene 5.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 43
3 Tetrahydrofuran 72 C4H80 000109-99-9 36
4 Butanoic acid, 3-methyl-2-oxo-, ... 130 C6H1003 003952-67-8 10
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 9
Abundance Scan 530 (3.044 min): VU048716.D\data.ms (-513) (-) m/z 43.00 100.00%
43.0
5000
71.1
RREEEE SN
‘ 2.80 3.00 3.20 3.40
bbbt et e e m/z 42.00 89.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000 UL B L I R L B
71.0 2.80 3.00 3.20 3.40
m/z 41.00 38.87%
O 150 ‘\‘ ‘\\ \‘ “
\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2045: Pentane, 2-methyl-
43.0
e
2.80 3.00 3.20 3.40
5000 71.0 m/z 71.10  27.27%
ool L4 |y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #763: Tetrahydrofuran R RRRma T
42.0 2.80 3.00 3.20 3.40
m/z 39.00 18.03%
5000 720
L1 M/\
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.899 9.21 ug/l 165449 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 59
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 53
3 Methane, isocyanato- 57 C2H3NO 000624-83-9 42

4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 40
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 40

Abundance Scan 1418 (5.899 min): VU048716.D\data.ms (-1408) (-) m/z 57.05 100.00%

57.0
5000
41.0 A
AR
| 420 990 5.60 5.80 6.00 6.20
O bbb e m/z 56.00  33.01%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8679: Butane, 2,2,3,3-tetramethyl-
57.0 J\

5000 Pror e e e
5.60 5.80 6.00 6.20

m/z 41.00 27.93%

270 || s30 %97
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl- J\
57.0

5.60 5.80 6.00 6.20

o

5000 m/z 43.00 12.76%
41.0
27,0

0 . ‘ ‘ ‘M 71.0 85.0 990 114.0

T e e e e e e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #211: Methane, isocyanato- r /‘\ R RREREE RS /‘\,4 T

57.0 5.60 5.80 6.00 6.20

m/z 38.95 7.53%

5000 280
0 140 || 420 J\M/\/\

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Pentane, 2,3,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.382 15.34 ug/l 275766  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 53
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 50
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

Abundance Scan 1879 (7.382 min): VU048716.D\data.ms (-1862) (-) m/z 43.00 100.00%

3.0
71.1
5000
| ‘ 992 7.00 7.20 7.40 7.60 7.80
0l et ll sl S m/z 71.18 65.95%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T T T
7.00 7.20 7.40 7.60 7.80
m/z 70.10 54.43%
5o | || | e
0 \‘\\\‘\‘\i\\‘}\\‘\‘\\w\’}\\\“\\\\’\\\\‘\\\\’\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8648: Hexane, 3,3-dimethyl-
43.0
NISUAVANY.V
7.00 7.20 7.40 7.60 7.80
5000 71.0 m/z 57.10 51.50%
m/z--> 0 20 40 60 80 100 120 140 160 /\N
Abundance #117906: Sulfurous acid, hexyl pentyl ester RAmaa L e
43.0 85.0 7.00 7.20 7.40 7.60 7.80
m/z 85.10 40.41%
5000
o lea | o 170 er -
R A S T R RS ARRREES!
m/z--> 0 20 40 60 80 100 120 140 160 7.00 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@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 3-Pentanone, 2,2-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.716 10.25 ug/l 235065 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 72
2 3-Hexanone, 4-methyl- 114 C7H140 017042-16-9 53
3 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 53
4 3-Heptanone 114 C7H140 000106-35-4 50
5 2,2,5,5-Tetramethyl-3-hexanone 156 C10H200 000868-91-7 38

Abundance Scan 2294 (8.716 min): VU048716.D\data.ms (-2276) (-) m/z 57.10 100.00%
57.1

5000
41-0 \\‘\\\\‘\\\\‘\\\\‘\\\"
114.1
‘ |71 881 gop 8.40 8.60 8.80 9.00
Obv o ey e e e T e m/z 41.00 25.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8565: 3-Pentanone, 2,2-dimethyl-
57.0
5000 LA L L R I B LR
29.0 8.40 8.60 8.80 9.00
m/z 114.10 12.47%
114.0
0 \ \4%'0 A 710 859 990 "
\\‘H\\’\\\\‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\‘\\H‘\H\‘H\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8500: 3-Hexanone, 4-methyl-
57.0
R A
8.40 8.60 8.80 9.00
5000 29.0 m/z 39.00 8.80%
85.0 114.0
0 H‘HH,H“wﬁ?(q,‘m_m_Hw‘!‘_‘99"9”‘_1”,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8517: 3-Hexanone, 5-methyl- f\ﬂwyﬂu‘\uw‘uwﬁ‘ﬁxw
57.0 8.40 8.60 8.80 9.00
m/z 56.00 7.05%
5000
41.0 85.0
27.0 114.0
72.0
obasg [l TR0 L e T A I\ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.291 10.57 ug/l 274894  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3095 (11.291 min): VU048716.D\data.ms (-3074) (-  m/z 105.10 100.00%
105.1
5000
120.1 A
—F —r—
770 911 11.00 11.50
380 210640 || |
Ol e ettt e e m/z 120.10  29.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 A\\ ‘ T
120.0 11.00 11.50
m/z 91.10 12.26%
77.0 91.0
O 150 L 390 | 6?\,\0 \‘ ‘\ Ly ‘ il
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 /\\
= o
11.00 11.50
5000 m/z 77.00 11.41%
79.0 120.0
39.0 65.0 ‘ 920 |
N S | Rt ] R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene A~‘ ‘ Py KA‘
105.0 11.00 11.50
m/z 106.10 9.31%
120.0
5000
39.0 77.0 91.0
0H“H"m"?uu““mi‘\w?%f“o‘m‘1“””“1‘H“‘:Mmh“‘mw —f— e,
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Benzene, 1,3-diethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.099 18.14 ug/l 471876  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 80
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 80
4 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 60
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 60
Abundance Scan 3346 (12.099 min): VU048716.D\data.ms (-3332) (-  m/z 105.10 100.00%
105.1
5000 134.2
77.0 /\ VI —
51.0 ‘ ‘ 12.00 12.50
O berreerprrreyeresteinebodde il el Ml M myz 119.10 99.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000 134.0 VAV W
12.00 12.50
27.0 510 91.0 m/z 117.10 82.71%
O\\‘H\\‘H\‘\“\H\“‘\H\}‘UH\‘\\H‘?9‘\‘\\H“\\H‘\H!\‘H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10191: Benzene, 2-propenyl-
117.0 j
—r —
12.00 12.50
5000 m/z 134.20 43.64%
91.0
51.0
o"‘H"‘%‘7“0‘”“"H‘}“H"M"mw“;:w:‘mw!‘_mww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10203: Benzene, 1-ethenyl-2-methyl- A —5 A\‘ e
11v.0 12.00 12.50
m/z 118.10 40.11%
5000
39.0 63.0
0H%?ﬂuJwHmwuﬂhu‘muwmhuuHmuﬂuwul‘HHMHWH AL —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.681 21.83 ug/l 567672 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 83
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 80
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 80

Abundance Scan 3527 (12.681 min): VU048716.D\data.ms (-3516) (-  m/z 117.10 100.00%

1171
5000
A e
=10 91‘-1 WJ 12.50 13.00
bbbt Ml 2072 /7 115,05 33.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 ——t ——
12.50 13.00
91.0 m/z 132.00  28.33%
51.0
O\\\‘2\7\\0\“\\“\\“‘\‘\\\“\\“f\‘H“\\U‘\Hf‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
P e
12.50 13.00
5000 m/z 91.10  14.20%
300 650 O ‘
0“‘_M‘ﬂ‘JH\WH“Hk‘_“W‘Mm“u“u“_“W“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16131: Benzene, 1-ethenyl-4-ethyl- ey A
117.0 1250 13.00
m/z 118.10 9.64%
5000
39.0 65.0 ‘
0“w“HH‘ﬂ“H“_“ww‘ﬂh‘w‘_“W“u“u“u“ — AL e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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@ Benzene, (1-methyl-1-propen... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.455 16.64 ug/l 432851 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 91
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 86
Abundance Scan 3768 (13.455 min): VU048716.D\data.ms (-3757) (- m/z 117.10 100.00%
117.1
5000
A
39.0 65.0 970 07 1 13.50
0 ‘HH‘_nhu“‘!‘”wmHuwwm“‘w e m/z 132,85 35.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000 \’\A\ T f \//\
13.50
9L.0 m/z 115.10  31.11%
20 %0 ) |
O‘\‘\H‘\\W\‘HH\“\H\““\‘\\‘\‘\‘U‘\‘\’\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
DISSATSE !
13.50
5000 m/z 131.05 17.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ M
Abundance #16104: Indan, 1-methyl- R
117.0 13.50
m/z 91.00 13.50%
5000
91.0 M
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48716.D

Acqg On : 28 May 2022 01:14
Operator : SY/MD

Sample : N3033-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U852622W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Isobutane 1.494 14.4 ug/l 198313 1 5.375 687083 50.0
Butane, 2-methyl- 1.996 9.0 ug/l 123778 1 5.375 687083 50.0
Butane, 2,3-dim... 3.044 7.9 ug/l 108860 1 5.375 687083 50.0
Butane, 2,2,3,3... 5.899 9.2 ug/l 165449 2 6.250 898574 50.0
Pentane, 2,3,3-... 7.382 15.3 ug/l 275766 2 6.250 898574 50.0
3-Pentanone, 2,... 8.716 10.3 ug/l 235065 3 9.417 1146640 50.0
Benzene, 1l-ethy... 11.291 10.6 wug/l 274894 4 11.812 1300340 50.0
Benzene, 1,3-di... 12.099 18.1 ug/l 471876 4 11.812 1300340 50.0
Benzene, 1l-ethe... 12.681 21.8 ug/l 567672 4 11.812 1300340 50.0
Benzene, (1-met... 13.455 16.6 ug/l 432851 4 11.812 1300340 50.0
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