LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 37 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\82U041221W.M

Title : SW846 8260

Signal : TIC: VU@43072.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.488 39 46 55 rBv2 9777 18162 2.24% 0.257%
2 2.636 386 403 421 rBv2 8829 18172 2.24% 0.257%
3 2.797 437 453 475 rBV2 7241 22190 2.74% 0.314%
4 3.047 517 531 540 rBV4 4772 10238 1.26% 0.145%
5 3.369 619 631 645 rvB2 8031 16436 2.03% 0.233%
6 4.443 950 965 980 rvB3 13127 33717 4.16% 0.477%
7 5.298 1215 1231 1244 rBV2 129162 277091 34.21%  3.923%
8 5.382 1244 1257 1271 rVWW 210203 433751 53.56% 6.141%
9 5.469 1271 1284 1301 rVB2 37128 83562 10.32% 1.183%
106 5.600 1312 1325 1339 rBV4 8604 19703  2.43% 0.279%
11 5.710 1345 1359 1378 rBV 146528 296900 36.66% 4.203%
12 5.858 1393 1405 1408 rBv3 16500 26968 3.33% 0.382%
13 5.909 1409 1421 1439 rVWV 129417 303877 37.52% 4.302%
14 5.996 1439 1448 1459 rVB5 4151 8195 1.01% 0.116%
15 6.256 1513 1529 1549 rBV 309693 577242 71.27% 8.172%
16 6.745 1669 1681 1692 rBV5 10743 23312 2.88% 0.330%
17 6.816 1694 1703 1711 rVV3 12506 23726  2.93% 0.336%
18 6.874 1711 1721 1731 rVV3 20650 38683 4.78% 0.548%
19 6.932 1731 1739 1749 rVB3 5817 10839 1.34% 0.153%
20 7.079 1771 1785 1796 rBV6 10952 22846 2.82% 0.323%
21 7.263 1823 1842 1859 rVB3 70727 142915 17.65% 2.023%
22 7.385 1868 1880 1890 rBV2 77229 153077 18.90% 2.167%
23 7.433 1891 1895 1905 rVB2 16554 23556  2.91% 0.333%
24  7.549 1922 1931 1939 rVB2 7375 11257 1.39% 0.159%
25 7.665 1961 1967 1974 rBV4 7525 10021 1.24% 0.142%
26 7.777 1992 2002 2013 rBV3 6102 11113 1.37% 0.157%
27 7.864 2013 2029 2030 rBv4 17492 33166 4.10% 0.470%
28 7.906 2031 2042 2057 rVB 468732 809892 100.00% 11.466%
29 8.028 2071 2080 2088 rBV6 7964 15730 1.94% 0.223%
30 8.253 2137 2150 2165 rVB5 7205 15704 1.94% 0.222%
31 8.375 2168 2188 2196 rBv4 18721 38759 4.79% 0.549%
32 8.665 2261 2278 2284 rBV8 5128 11440 1.41% 0.162%
33 8.796 2313 2319 2335 rVvB8 9655 25187 3.11% 0.357%
34 9.343 2478 2489 2500 rBV4 7394 15188 1.88% 0.215%
35 9.423 2501 2514 2529 rBV 434526 712073 87.92% 10.081%
36 9.697 2589 2599 2615 rVB7 9918 23656 2.92% 0.335%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 37 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\82U041221W.M
Title : SW846 8260
37 10.034 2695 2704 2712 rBV6 5579 9336 1.15% ©.132%
38 10.491 2837 2846 2854 rBV2 10355 15894 1.96% 0.225%
39 10.639 2880 2892 2907 rBV 365592 592908 73.21% 8.394%
40 10.912 2965 2977 2987 rVB 11496 20985 2.59% 0.297%
41 11.616 3180 3196 3201 rBV2 16839 27523  3.40% 0.390%
42 11.648 3201 3206 3215 rVB 17808 26226 3.24% 0.371%

43 11.819 3247 3259 3275 rBV 450013 719586 88.85% 10.188%
44 12.105 3338 3348 3362 rVB3 103026 162343 20.05%  2.298%

45 12.192 3362 3375 3395 rVB3 26291 54260 6.70% ©.768%
46 12.311 3402 3412 3421 rBV3 18557 28155 3.48% ©.399%
47 12.398 3426 3439 3452 rVB3 18198 30971 3.82% 0.438%
48 12.578 3480 3495 3502 rBV2 14005 22891 2.83% ©0.324%
49 12.623 3502 3509 3521 rVB7 7541 12355 1.53% 0.175%
50 12.713 3521 3537 3548 rBV7 26239 63955 7.90%  ©.905%
51 12.870 3577 3586 3590 rBV4 9812 14175 1.75% ©.201%
52 12.980 3602 3620 3633 rBV2 51905 97114 11.99% 1.375%
53 13.115 3651 3662 3676 rBV3 40401 70712 8.73% 1.001%
54 13.234 3683 3699 3702 rBv4 19521 31963 3.95% ©.453%
55 13.333 3724 3730 3740 rVB2 10720 15257 1.88% 0.216%
56 13.391 3740 3748 3753 rBV5 6122 9799 1.21% 0.139%
57 13.462 3762 3770 3787 rVB2 53147 94841 11.71%  1.343%
58 13.568 3796 3803 3818 rvv4 22405 43050 5.32% ©.609%
59 13.639 3818 3825 3835 rVB3 6221 11199 1.38% 0.159%
60 13.745 3848 3858 3866 rBv4 13360 25774 3.18%  ©.365%
61 13.793 3866 3873 3879 rVB2 7868 10700 1.32% ©.151%
62 13.841 3879 3888 3897 rBV3 53548 79592  9.83% 1.127%
63 13.889 3897 3903 3904 rBV2 13531 11180 1.38% ©.158%
64 13.918 3906 3912 3918 rW 21409 26665 3.29% ©.378%
65 14.066 3950 3958 3965 rBV2 5841 8665 1.07% ©.123%
66 14.127 3971 3977 3992 rVBS8 6491 13792 1.70% ©0.195%
67 14.201 3992 4000 4012 rVB8 6991 13053 1.61% ©.185%
68 14.295 4012 4029 4040 rBV6 29733 60538 7.47% 0.857%
69 14.352 4040 4047 4057 rVV3 16444 24578 3.03% 0.348%
70 14.494 4083 4091 4102 rVB2 21371 34003 4.20% 0.481%
71 14.674 4136 4147 4159 rBV3 49436 92652 11.44% 1.312%
72 14.815 4182 4191 4201 rBV2 37267 58053 7.17%  ©0.822%
73 14.883 4203 4212 4223 rVB3 34550 56329 6.96% 0.797%
74 14.944 4223 4231 4240 rBV6 5384 8168 1.01% ©.116%
75 15.034 4249 4259 4268 rBv4 10497 19052 2.35% ©.270%
76 15.211 4304 4314 4328 rVV4 7884 17148 2.12% 0.243%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 37 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\82U041221W.M

Title : SW846 8260

77 15.407 4367 4375 4381 rBV6 5908 9497 1.17% 0.134%
Sum of corrected areas: 7063281
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Data Path :
: VUe43072.D

: 13 Apr 2021 23:52
: SY/MD

: M1978-01

: 5.0mL/MSVOA_U/WATER
. 37

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41321\

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU043072.D\data.ms
400000
6.256
300000
5.382
200000
5.710
5.29 5.909
100000
.469
1.488 2.638.797 3.047 3.369 4.443 5.600|>-8%906 6.7:
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VU043072.D\data.ms
7.906 0.423 11.819
400000
10.639
300000
200000
100000 12.10&
7.263385
Ad
® ‘é?zd 43316657958.028 528575 g 665796 9343 9697 10034 10491 | 10912 WIS
O L e e o L A s o B o e e L e e e e e B L E e e e B L M i
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: VU043072.D\data.ms
400000
300000
200000
100000
12. 13.462 13.841
21:21351@%%7%5 3%%0/}&%5%@%% 5 'glsi 14, %@491: hsms
.87 KES39113 653F y 11Q34%.2145 407
O ‘\A/\\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘/\,\\/-\A-&\’_?A‘ 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@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Pentane, 2,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

5.469 9.63 ug/l 83562  Pentafluorobenzene 5.382
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 4-Penten-2-0l, 4-methyl- 100 C6H120 002004-67-3 38
3 Cyanic acid, butyl ester 99 C5HI9NO 001768-24-7 38
4 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 37
5 Butane, 1-isocyanato- 99 C5H9NO 000111-36-4 36

Abundance Scan 1284 (5.469 min): VU043072.D\data.ms (-1271) (-) m/z 56.00 100.00%

43.0 56.0
5000 71.0
1520540560580
| ‘ 849 1001 IR
O e et e e e e e m/z 43.00 89.12%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
43.0 56.0
5000 L L L I BN BB
29.0 71.0 5.20 5.40 5.60 5.80
m/z 40.95 87.82%
O \\‘\\\\‘\\1‘\‘\\\\"!\\\‘\‘\‘ {‘\\\\‘1{\\\‘?\5\'0\‘\\1\\0(‘)\.(\)\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3882: 4-Penten-2-ol, 4-methyl-
45.0 56.0
R AR RRRES T
5.20 5.40 5.60 5.80
5000 m/z 57.00 76.72%
29.0
67.0
ol el 850 1000
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3489: Cyanic acid, butyl ester A RAa R RN R
41.0 56.0 5.20 5.40 5.60 5.80
m/z 71.00 43.06%
5000 27.0
70.0 98.0
T Y. I
ol e by R RRAREEAE
m/z--> 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\VU@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Hexane, 2,2-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.909 26.32 ug/l 303877 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 1421 (5.909 min): VU043072.D\data.ms (-1409) (-) m/z 57.00 100.00%
57.0

5000
41.0
SRR
99.0 5.60 5.80 6.00 6.20
OLeer el e 839 TET L m/z S6.00  31.49%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7651: Hexane, 2,2-dimethyl-
57.0
5.60 5.80 6.00 6.20
410 m/z 41.00 31.09%
210 ] - 990
O \H‘\H\‘\\H‘\\\‘\‘\\H“\\\\‘\\‘\}‘\\H‘\H\‘\\H‘\\\\‘\\H‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57.0 /\
RN RRRRRRERET:
5.60 5.80 6.00 6.20
5000 m/z 43.00 17.06%
41.0
0 130 2P ‘M “‘ 830 9990 1140
TR e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7656: Pentane, 2,2,4-trimethyl- ‘AHWHH,HHWW
57.0 5.60 5.80 6.00 6.20
m/z 39.00 11.16%
5000
41.0
27.0 ‘ 99.0 /\
0 ‘H_HwHH_HMMHH‘_‘HwHu:‘HZ‘lcgWm_m‘www W NN "I A
m/z--> 0O 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@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.263 12.38 ug/l 142915 1,4-Difluorobenzene 6.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 72
3 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 64

4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 47

Abundance Scan 1842 (7.263 min): VU043072.D\data.ms (-1823) (-) m/z 43.00 100.00%

3.0
71.0
5000
‘ M 7.00 7.20 7.40 7.60
Obrrrprerdbrtl e 900 ey M/Z 71,00 68.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 L B L N B R B
7.00 7.20 7.40 7.60
m/z 70.00 49.71%
0 150“ M\ \H I 114.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11556: 2,4,4-Trimethyl-1-hexene
43.0 71.0
et AL WA
7.00 7.20 7.40 7.60
5000 m/z 40.95 36.29%
97.0
0150” ‘\ TR T ‘ 1260
R A B e R e SRR
miz--> 20 40 60 80 100 120 140 160 180 200 220 W
Abundance  #85787: Ethanedioic acid, bis(3-methylbutyl) ester R ARSETENE R
43.0 7.00 7.20 7.40 7.60
71.0 m/z 55.00 27.37%
5000
o AL 1150  161.0188.0 2300 W\,
HWm_m‘mwm,uwmwuwmwm‘,mwm‘ ARRRARNEEEE R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Pentane, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.385 13.26 ug/l 153077 1,4-Difluorobenzene 6.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Octane, 4-methyl- 128 C9H20 002216-34-4 78
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64

4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59

Abundance Scan 1880 (7.385 min): VU043072.D\data.ms (-1868) (-) m/z 43.00 100.00%

43.0
71.0
5000
R e AR
‘ ‘ 99.1 7.00 7.20 7.40 7.60 7.80
L m/z 71.08  53.39%
miz--> 0 20 40 60 80 100 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T T T T T T
7.00 7.20 7.40 7.60 7.80
27.0 m/z 57.00 47.18%
0 2.0 | H \‘ lly \‘ 99\0 114.0
\‘\\\\’\\\\1\!\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120

Abundance #12674: Octane, 4-methyl- /\ J\
43.0 V\ /\

7.00 7.20 7.40 7.60 7.80

5000 m/z 70.00  44.25%
280 71.0
AN A " T JEY
miz--> 0 20 40 60 80 100 120 /\ i
Abundance #7631: Heptane, 4-methyl- e
43.0 7.00 7.20 7.40 7.60 7.80
m/z 41.00 40.46%
71.0
5000
27.0
RSN R RN 1 R WAV M YA
m/z--> 0 20 40 60 80 100 120 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@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1,4-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.105 11.28 ug/l 162343 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 76
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 70
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 58
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 52
Abundance Scan 3348 (12.105 min): VU043072.D\data.ms (-3338) (-  m/z 119.00 100.00%
119.0
5000
91.0 134.1 /\ /\
A
39.0 63.0 ‘ ‘ 12.00 12.50
obeerermrrrrreedperetbongbec il bl Ml e myz 105.00  92.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14840: Benzene, 1,4-diethyl-
105.0
5000 j\ !A/\\
134.0 12.00 12.50
77.0 m/z 117.00  55.82%
70 0 |
O H‘H\\‘\\H‘HH"‘HH“‘H\HH\\‘\H!‘HH"}‘\H‘\‘M\’H‘HlHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14842: Benzene, 1,2-diethyl-
119.0
A
12.00 12.50
5000 134.0 m/z 134.85 42.85%
91.0
65.0
ST il T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 m /\/\ /\
Abundance #14843: Benzene, 1,3-diethyl- £\
119.0 12.00 12.50
m/z 91.00 37.00%
5000 134.0
91.0
27.0 51.0 ‘
0 "‘H‘w"““‘H‘“,“‘H;‘:m‘,"‘w??“‘H","H‘“11‘,HMM}WMHW pPLAL AA ‘/\
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@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.980 6.75 ug/l 97114  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 93
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 3620 (12.980 min): VU043072.D\data.ms (-3602) (-  m/z 119.00 100.00%

119.0
5000 134.1 j\
91.0 A‘/\NM
390 650 13.00
Ol rereprrreerebfereeivery e oo e bl i m/z 134,05 44.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 /\/\ L A
13.00
91.0 m/z 91.80  20.45%
65.0
O\\‘:L\?HO‘H\‘\‘H\\"‘HH“\‘H\’\‘\‘H‘\H‘\‘HH"\\H‘\‘\‘H’\\U\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- m
119.0 /M J\
13.00
5000 134.0 m/z 120.00  11.22%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A ﬂ ﬂﬂ
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl- A N
119.0 13.00
m/z 133.00 10.44%
5000
134.0
91.0
20w M0 A
RN S ot OO PR N 1) S OO PV 1 2 B AT A1 PAY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52

Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.462 6.59 ug/l 94841 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87

Abundance Scan 3770 (13.462 min): VU043072.D\data.ms (-3762) (-
.0

m/z 116.95 100.00%

11y
5000 Fﬂﬂﬁv
N e
390 630 91"0 | 1471 13.50
0 b et W T m/z 131,95 35.31%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 o \/\\ [ ‘/\Cj\‘ﬂ«
13.50
91.0 m/z 115.00 33.44%
0 \\\‘2\7‘\.9\“ \5\:,‘-\.(\)“1‘\7\4.\9‘ T \“\ T ’H‘\‘\ \N T \.‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #14033: 3-Phenylbut-1-ene
117.0 /\ /\M
e
13.50
5000 ITI/Z 131.05 17.88%
91.0
39.0 ‘ ii
65.0
0‘““M‘JM‘W“W“Mw‘w‘yW““%NQQ“‘W“‘
m/z--> 20 40 60 80 100 120 140 160 A\JlA j\ﬂﬂ
Abundance #14056: Benzene, 1-ethenyl-3-ethyl- R A L
117.0 13.50
m/z 91.00 13.35%
5000
0 91.0
51.
ol 20 10 ymae | Uamo o LI
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, pentamethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.841 5.53 ug/1 79592 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 76
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 68
4 Benzene, 1-(1,1-dimethylethyl)-3... 148 C1l1H16 001075-38-3 62
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 58

Abundance Scan 3888 (13.841 min): VU043072.D\data.ms (-3879) (-  m/z 133.00 100.00%

138.0 J\
5000
fan IL A

91.0
389 65.0 ‘ 13.50 14.00
160.0
0 w"‘w“‘AM‘www‘wh"Lwﬂ‘wm‘wﬂwﬂh‘w“}ﬁ¥? m/z 148.00  30.30%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22771: Benzene, pentamethyl-
138.0
5000 /J\/\A/\ \/\\ /\ \/\ T \A
13.50 14.00
91.0 m/z 131.00  21.27%

150 390 650

O\‘\\\\‘\\\\“‘\\‘\\‘\\\\“\\‘\\‘\‘\\m"\“\‘\‘\‘\‘\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22764: 3,4-Dimethylcumene
138.0 \ AJK

13 50 14.00
105.0
015041.0770! WM/J\A\ J\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)- NWM\
133.0 13. 50 14 00

m/z 115.00 14.73%

5000 /[\M
39.0 91.0
15.0 65.0 /\J\/\/\\ A
0 N v PR RO PR TPRO \ VAtV

m/z--> 0 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.674 6.44 ug/l 92652 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 87
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 86
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 83

Abundance Scan 4147 (14.674 min): VU043072.D\data.ms (-4136) (-  m/z 131.00 100.00%
131.0

L)

390 650 “ M ‘ 160.0 14.50 15.00
omwmJ“J;umm“wH‘wm‘ el LT m/z 146.05  30.72%
miz--> 20 40 60 80 100 120 140 160
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-

131.0

ML

5000 e I
14.50 15.00

m/z 115.00  21.84%
|

270 510 91.
71.0
O L \ ‘ T ‘\ T “ T \“\‘ T ‘ m T ‘\ \‘ ‘ T \ T ‘ \’]_\ \é“ T LU-LJ T ‘ T T ‘ T

m/z--> 20 40 60 80 100 120 140 160
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0 /\
AL SV,
14.50 15.00
5000 ITI/Z 145.00 18.70%
39.0 91.0
150 |~ 630 17 wig0
O L
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- ! A e
131.0 14.50 15.00
m/z 129.00 17.84%
5000
0 630 ‘ ﬂﬂ
o L B0 L mde ll ase  w WP
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43072.D

Acqg On : 13 Apr 2021 23:52
Operator : SY/MD

Sample : M1978-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pentane, 2,3-di... 5.469 9.6 ug/l 83562 1 5.382 433751 50.0
Hexane, 2,2-dim... 5.909 26.3 ug/l 303877 2 6.256 577242 50.0
Pentane, 2,3,4-... 7.263 12.4 ug/l 142915 2 6.256 577242 50.0
Pentane, 2,3,3-... 7.385 13.3 ug/l 153077 2 6.256 577242 50.0
Benzene, 1,4-di... 12.105 11.3 ug/l 162343 4 11.819 719586 50.0
Benzene, 1,2,4,... 12.980 6.8 ug/l 97114 4 11.819 719586 50.0
Benzene, 1-ethe... 13.462 6.6 ug/l 94841 4 11.819 719586 50.0
Benzene, pentam... 13.841 5.5 ug/l 79592 4 11.819 719586 50.0
1H-Indene, 2,3-... 14.674 6.4 ug/l 92652 4 11.819 719586 50.0
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