LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45013.D

Acqg On : 29 Sep 2021 23:31
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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\82U092821W.M

Title : SW846 8260

Signal : TIC: VU@45013.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.385 6 14 28 rBV 167448 180863 5.65% 0.229%
2 1.520 49 56 71 rVB 173953 194943 6.09% 0.246%
3 1.607 75 83 90 rBV 208327 226224 7.07%  0.286%
4 1.684 99 107 118 rBV 123934 144817 4.52% 0.183%
5 1.829 145 152 169 rVB 138588 150165 4.69% 0.190%
6 1.912 169 178 194 rVB 127889 178873 5.59% 0.226%
7 2.128 234 245 266 rVB 276168 421775 13.18% ©.533%
8 2.379 312 323 342 rVB 233221 340828 10.65% 0.431%
9 2.488 347 357 370 rVB 43968 70668 2.21% 0.089%
16 2.578 370 385 393 rBV 531239 922146 28.81% 1.165%
11  2.629 393 401 418 rVWW 316579 538883 16.84% 0.681%
12 2.719 418 429 441 rW 102848 184368 5.76% 0.233%
13 2.790 441 451 472 rVB 206569 359072 11.22% 0.454%
14  2.925 472 493 517 rBV2 271622 864932 27.02% 1.093%
15 3.047 517 531 555 rVB 255675 502090 15.69% 0.635%
16 3.202 559 579 600 rBv2 125311 332287 10.38% 0.420%
17 3.318 600 615 621 rVWW 474493 976847 30.52%  1.235%
18 3.359 622 628 658 rVB2 541477 1236376 38.63% 1.563%
19 3.871 769 787 800 rBV 184720 436917 13.65% 0.552%
20 3.957 800 814 842 rBV2 769455 2550629 79.69% 3.224%
21 4.671 1016 1036 1041 rBV 461384 1055791 32.99% 1.334%
22 4.777 1058 1069 1084 rBV2 264327 770895 24.08% 0.974%
23 4.977 1115 1131 1143 rBV2 402704 870305 27.19% 1.100%
24 5.054 1143 1155 1164 rBV 501431 1175604 36.73% 1.486%
25 5.314 1214 1236 1246 rBvV2 291482 903541 28.23% 1.142%
26 5.385 1246 1258 1271 rVV2 555947 1358038 42.43% 1.716%
27 5.462 1271 1282 1291 rVW 276738 567118 17.72% 0.717%
28 5.530 1291 1303 1327 rVB 522064 1090450 34.07% 1.378%
29 5.707 1343 1358 1368 rBV 197783 417774 13.05% 0.528%
30 5.780 1368 1381 1406 rVV2 586413 1474410 46.06% 1.863%
31 5.916 1409 1423 1456 rVB 301368 595408 18.60% 0.753%
32 6.253 1511 1528 1552 rBV 405124 763242 23.85% 0.965%
33  6.546 1604 1619 1647 rBV 351385 654808 20.46%  0.828%
34 6.768 1671 1688 1714 rBV3 482487 1542396 48.19% 1.949%
35 6.922 1722 1736 1741 rBV 216401 380417 11.89% 0.481%

36 6.964 1742 1749 1763 rVV2 436500 768570 24.01% 0.971%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45013.D

Acqg On : 29 Sep 2021 23:31
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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\82U092821W.M
Title : SW846 8260
37 7.044 1763 1774 1783 rVV 306214 554794 17.33% 0.701%
38 7.108 1784 1794 1826 rVB 298383 614934 19.21% 0.777%
39 7.369 1859 1875 1892 rBV 99211 190924 5.96% 0.241%
40 7.465 1892 1905 1924 rVB 810155 1360693 42.51% 1.720%
41  7.610 1937 1950 1976 rVB 367359 631523 19.73% 0.798%
42 7.796 1991 2008 2028 rBV 1847876 3200755 100.00% 4.045%
43  7.903 2028 2041 2052 rVV 649669 1130038 35.31% 1.428%
44  7.973 2052 2063 2085 rVB 737760 1246686 38.95% 1.576%
45  8.214 2122 2138 2156 rBV 372968 611825 19.12% 0.773%
46 8.337 2164 2176 2186 rBV 460120 716971 22.40% 0.906%
47  8.404 2186 2197 2225 rVB 423340 730666 22.83% 0.923%
48  8.558 2232 2245 2263 rBV2 551934 1482857 46.33% 1.874%
49 8.690 2273 2286 2312 rBV 1493995 2429529 75.90% 3.071%
50  8.835 2312 2331 2348 rVV2 506639 1165728 36.42% 1.473%
51 8.928 2348 2360 2379 rVB 209407 349770 10.93% 0.442%
52 9.420 2499 2513 2518 rBV 618108 1058119 33.06% 1.337%
53 9.539 2537 2550 2554 rBV 438701 705937 22.06%  0.892%
54 9.575 2554 2561 2580 rVB 870377 1381294 43.16% 1.746%
55 9.697 2584 2599 2628 rVB 1658115 2715703 84.85% 3.432%
56 10.111 2709 2728 2743 rBV4 1352074 2661989 83.17% 3.364%
57 10.295 2772 2785 2788 rBV 234575 340350 10.63% 0.430%
58 10.324 2788 2794 2822 rVB 558541 905826 28.30%  1.145%
59 10.488 2832 2845 2855 rBV 946687 1457619 45.54% 1.842%
60 10.549 2855 2864 2880 rVV 331844 537499 16.79% ©.679%
61 10.636 2880 2891 2911 rVB 511874 800587 25.01% 1.012%
62 10.787 2924 2938 2945 rBV 1033971 1688639 52.76% 2.134%
63 10.828 2945 2951 2966 rVV2 541808 1209858 37.80% 1.529%
64 10.909 2966 2976 2989 rVV 958474 1459275 45.59%  1.844%
65 10.989 2989 3001 3016 rVB 792585 1243852 38.86% 1.572%
66 11.095 3021 3034 3052 rVB3 1584299 2694510 84.18%  3.405%
67 11.423 3116 3136 3144 rBV2 1226671 2142898 66.95% 2.708%
68 11.472 3144 3151 3165 rVB 960652 1479685 46.23% 1.870%
69 11.645 3187 3205 3220 rBV 968600 1494439 46.69% 1.889%
70 11.748 3224 3237 3244 rBV 696739 1076394 33.63% 1.360%
71 11.800 3244 3253 3261 rBV3 1023513 2085322 65.15% 2.636%
72 12.214 3367 3382 3402 rBV2 1555690 2416046 75.48% 3.054%
73 12.478 3449 3464 3478 rBV 451039 733160 22.91% 0.927%
74 12.999 3610 3626 3646 rVB2 227315 401383 12.54% 0.507%
75 13.208 3679 3691 3711 rVB 23130 39161 1.22% 0.049%

76 13.449 3753 3766 3786 rVB 917639 1391061 43.46% 1.758%

82U092821W.M Fri Oct 01 18:42:13 2021 Page: 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45013.D

Acqg On : 29 Sep 2021 23:31
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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\82U092821W.M
Title : SW846 8260

77 13.841 3876 3888 3904 rBV 523616 829169 25.91% 1.048%
78 14.025 3933 3945 3954 rBV2 359915 555791 17.36% ©.702%

79 14.089 3954 3965 3986 rVB 726721 1166029 36.43% 1.474%
80 14.333 4028 4041 4060 rVB 528655 831199 25.97% 1.051%

Sum of corrected areas: 79122957
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Data Path :
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\VU092921\

: VUe45013.D

: 29 Sep 2021 23:31
: SY/MD

: VSTDCCCO50

: 5.0mL/MSVOA_U/WATER
31

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU045013.D\data.ms
1500000
1000000
3.957
2.578 3.359 5054 5385530 270
500000 3.318 4.671 6.7
4.97 6253 ...
2.128 5 500 %529 _ 2025047 777 53194 5.916 :
23592807 379 2.790).° 3.8 5.7
.68482912 7 3.20 )
0\‘\\\\‘\/\\\\_‘A\\/\\\‘\\\\‘\\\\‘\'\4\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
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: VU045013.D\data.ms
7.796
9.097 11.095
: 12.:
1500000 8.690
10.111
11.423
11.800
10.787
1000000 0578 10.488 0.909 11.472.645
7.465 ' .989
7.973 17
7.9 :
9.420
8.558 | g g35 10.324 |, s3H0i8
5000001 6.964 2 610 8 2? 304 ' .589
04408 ' : 10.5
928 10.205
7.36 K
ol VL AT L L) A Aivik o SV UL —
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: VU045013.D\data.ms
1500000
1000000 13.449
14.089
13.841 14.333
5000001 12.478
14.025
12.999
o j\ 13.208
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

82U092821W.M

Fri Oct 01 18:42:15 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45013.D

Acqg On : 29 Sep 2021 23:31
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Acetaldehyde Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.684 5.33 ug/1 144817  Pentafluorobenzene 5.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Propane 44 C3H8 000074-98-6 5

3 Ethylene oxide 44 C2H40 000075-21-8 5

4 Alanine 89 C3H7NO2 000056-41-7 4

5 Hydrogen isocyanate 43 CHNO 000075-13-8 3
Abundance Scan 107 (1.684 min): VU045013.D\data.ms (-99) (-) 43.95 100.00%

44.0
5000

1.60 1.80 2.00

63.9 77.9 o
O et o e M/z 42,95 56.83%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

Abundance #81: Acetaldehyde
29.0
44.0
5000 LML L L L L B A
15.0 1.60 1.80 2.00

m/z 41.9 18.94%

o

‘ | \‘ \
H‘HH‘HH‘HH‘HH‘\H ‘HH‘H\\‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #88: Propane
29.0

1.60 1.80 2.00

44.0
w0 | sp)
)Y S 1 1 1 —
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #84: Ethylene oxide T RS
29.0 1.60 1.80 2.00
44.0 o
m/z 44.90 2.66%
15.0
5000
O hreprerepetHbrrret W e e prres e L T B MR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45013.D

Acqg On : 29 Sep 2021 23:31
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Butane, 1-chloro- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
s.a62 20.88 ug/l S67118  Pentafluorobenzene 5.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-chloro- o2 camocl 000109-69-3 91

053783-86-1 72
007475-92-5 39

2 Cyclobutanecarbonitrile, 3,3-dim... 109 C7H11N
3 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803

4 Ethane, diazo- 56 C2H4N2 001117-96-0 9
5 Butane, 2-chloro- 92 C4H9Cl 000078-86-4 9
Abundance Scan 1282 (5.462 min): VU045013.D\data.ms (-1271) (-) m/z 56.00 100.00%

56.0
41.0
5000
| ‘ 5.20 5.40 5.60 5.80
by il b P9 920 m/z 41.00  51.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2732: Butane, 1-chloro-
56.0
41.0
5000 uu‘uu,uu,\M
5.20 5.40 5.60 5.80
270 m/z 43.00 22.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6344: Cyclobutanecarbonitrile, 3,3-dimethyl-
56.0
J\\\HMH\/,\/\L\\,HH‘HH
5.20 5.40 5.60 5.80
5000 41.0 m/z 38.90 14.11%
27.0 ‘
O+ttt e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13926: 3,4-Dimethyldihydrofuran-2,5-dione
56.0 5.20 5.40 5.60 5.80
41.0 m/z 55.00 8.80%
5000
27.0
N Y 128.0

miz--> 10 20 30 40 50

60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45013.D

Acqg On : 29 Sep 2021 23:31
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 n-Propyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.044  36.34 ug/l 554794  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 36
3 Isobutyl acetate 116 C6H1202 000110-19-0 9
4 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 9
97

5 1-Butanamine 73 C4H11N 000109-73-

Abundance Scan 1774 (7.044 mm) VU045013.D\data.ms (-1763) (-) m/z 42.90 100.00%

42.9
5000
61.0

73.0 TT T ‘ TTTT ‘ TTTT ’ TT 1T ’ TTT
6.80 7.00 7.20 7.40
Al \ 86.9 100.8

0 e b 222008 myz 60.95  31.57%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4776 n-Propyl acetate
43.0
5000

6.80 7.00 7.20 7.40

61.0 m/z 73.00 17.31%
73.0
180 200 L1 e
O\\‘\\‘\\‘\\\\“\\\\“\{\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4786: Isopropyl acetate
43.0
R AR e
680700720740
61.0
87.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9159: Isobutyl acetate
43.0 6.80 7.00 7.20 7.40

m/z 40,95 9.66%

5000
00 730
150 270 || ‘ .80 1010

m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45013.D

Acqg On : 29 Sep 2021 23:31
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Propane, 2-nitro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.369 12.51 ug/l 190924  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 64
2 Propane, 1-nitro- 89 (C3H7NO2 000108-03-2 45
3 Propene 42 C3He6 000115-07-1 9
4 Isobutyl nitrite 103 C4H9NO2 000542-56-3 9
5 1H-Pyrazol-1-amine, 5-methyl-3-n... 142 C4H6N402 151588-03-3 9

Abundance Scan 1875 (7.369 min): VU045013.D\data.ms (-1859) (-) m/z 42.95 100.00%
3.0

5000 A
ﬁ/\\ﬁwuu‘uu‘uu‘\
7.00 7.20 7.40 7.60
ol 728 AT mjz 41,00 88.66%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #2435: Propane, 2-nitro-
43.0
5000
7.00 7.20 7.40 7.60
m/z 39.00 32.56%
15.0 | )
O \‘\\\‘\’\‘\}\“ }‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #2433: Propane, 1-nitro-
43.0
7.00 7.20 7.40 7.60
5000 m/z 42.00 14.31%
15.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 /JL
Abundance #61: Propene R RRERE T
41.0 7.00 7.20 7.40 7.60
m/z 37.85 6.00%
5000
15.0
0 wum‘u,“mum‘mwm‘HHWHWH_HW
m/z--> 0 20 40 60 80 100 120 140 160 180 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©92921\
Data File : VU@45013.D

Acqg On : 29 Sep 2021 23:31
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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, 1,2,3,4-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.449 33.35 ug/l 1391060 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
Abundance Scan 3766 (13.449 min): VU045013.D\data.ms (-3753) (-  m/z 118.95 100.00%
119.0
5000 134.0
91.0 T
39.0 650 | | 13.50
0 et b i e m/z 13400 41.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0 e
13.50
m/z 90.95 17.79%
39.0 91.0
O \\‘].\?\.\CJ‘\H‘\‘HH"I‘\\Hi‘w\\\’6\3\.\0‘\HM“HH"\\H‘\w\\’H‘ml\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
T ‘ T \A\
13.50
5000 m/z 120.00 9.85%
134.0
91.0
41.0 65.0 ‘ I
O Frrprrrrprrtrprrrprrrr bttt e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- e
119.0 13.50
m/z 76.95 9.69%
134.0
5000
37.0 65.0 91.0 J\ /\
O“_H‘_HM_HwhquuwmﬁwuﬂmHHJHH‘MHMJMM‘H_M‘_‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45013.D

Acqg On : 29 Sep 2021 23:31
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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|
Acetaldehyde 1.684 5.3 ug/l 144817 1 5.375 1358040 50.0
Butane, 1-chloro- 5.462 20.9 ug/l 567118 1 5.375 1358040 50.0
n-Propyl acetate 7.044 36.3 ug/l 554794 2 6.253 763242 50.0
Propane, 2-nitro- 7.369 12.5 wug/l 190924 2 6.253 763242 50.0
Benzene, 1,2,3,... 13.449 33.4 ug/l 1391060 4 11.816 2085320 50.0
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