LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43073.D

Acqg On : 14 Apr 2021 00:15
Operator : SY/MD

Sample : M1978-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 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@43073.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 37 46 60 rBV 11272 22758 2.76% 0.418%
2 1.607 73 83 90 rBVe6 5188 11322 1.37% 0.208%
3 2.633 390 402 417 rBV2 7609 14903 1.81% 0.274%
4 4.443 953 965 980 rvB4 5130 12407 1.51% 0.228%
5 4.674 1022 1037 1049 rBV2 5816 12845 1.56% 0.236%
6 5.298 1215 1231 1244 rBV 129228 272028 33.00% 5.002%
7 5.382 1244 1257 1272 rVWW 205659 417975 50.70% 7.686%
8 5.469 1272 1284 1298 rVB4 14816 34545 4.19% 0.635%
9 5.600 1314 1325 1335 rBv4 5958 11520 1.40% 0.212%
10 5.710 1343 1359 1376 rBV 142298 293328 35.58% 5.394%
11 5.858 1395 1405 1409 rBV6 8023 14141 1.72% 0.260%
12 5.909 1410 1421 1439 rVv2 36254 86920 10.54% 1.598%
13 6.256 1514 1529 1547 rBV 302696 562521 68.24% 10.344%
14  6.552 1611 1621 1631 rVB4 6843 11978 1.45% 0.220%
15 6.745 1671 1681 1694 rBV6 5385 12684 1.54% 0.233%
16 6.870 1711 1720 1731 rBV6 4659 8723 1.06% 0.160%
17 7.263 1826 1842 1855 rVB3 22821 47411 5.75% 0.872%
18 7.388 1866 1881 1891 rBV2 30619 58565 7.10% 1.077%
19 7.906 2014 2042 2058 rVvV 468131 824359 100.00% 15.158%
20 8.375 2173 2188 2196 rBv4 9781 19156 2.32% 0.352%
21 8.562 2236 2246 2256 rVB3 18520 29609 3.59% 0.544%
22 8.796 2300 2319 2335 rBV9 10496 25568 3.10% 0.470%
23 9.423 2498 2514 2531 rBV 438120 709027 86.01% 13.038%
24 10.639 2879 2892 2909 rBV 361383 582331 70.64% 10.708%
25 11.652 3200 3207 3213 rVV4 5679 8824 1.07% 0.162%
26 11.819 3246 3259 3275 rBV 458678 717927 87.09% 13.201%
27 12.105 3329 3348 3361 rBV 39635 62040 7.53% 1.141%
28 12.192 3364 3375 3391 rVB2 13705 21709 2.63% 0.399%
29 12.308 3402 3411 3421 rBV3 8125 11554 1.40% 0.212%
30 12.398 3429 3439 3449 rBV3 16627 26404 3.20% 0.486%
31 12.716 3523 3538 3548 rBV6 13089 23917 2.90%  0.440%
32 12.873 3566 3587 3591 rBV5 11325 23366 2.83% 0.430%
33 12.947 3602 3610 3618 rBV4 10739 16372 1.99% 0.301%
34 13.118 3653 3663 3675 rVB3 26276 47394 5.75% 0.871%
35 13.234 3687 3699 3704 rBV2 18109 29241 3.55% 0.538%
36 13.333 3719 3730 3739 rBV3 12840 18462 2.24% 0.339%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43073.D

Acqg On : 14 Apr 2021 00:15
Operator : SY/MD

Sample : M1978-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 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 13.391 3739 3748 3759 rVB5 10105 15729 1.91% ©0.289%
38 13.472 3759 3773 3784 rBV5 6490 11998 1.46% 0.221%
39 13.590 3799 3810 3821 rVB5 7150 12516 1.52% 0.230%
40 13.758 3852 3862 3873 rBV1e 4588 10439 1.27% ©0.192%
41 13.893 3894 3904 3906 rVV3 18984 26057 3.16% ©.479%
42 13.918 3907 3912 3922 rVB 34850 50349 6.11% 0.926%
43 14.066 3951 3958 3966 rBvV2 6653 9542 1.16% 0.175%
44 14.304 4017 4032 4040 rBv4 10891 20304 2.46% ©.373%
45 14.356 4040 4048 4059 rVB4 8736 13986 1.70% 0.257%
46 14.690 4140 4152 4158 rBV5S 10266 21123 2.56% 0.388%
47 14.816 4181 4191 4203 rBV2 42655 66002 8.01% 1.214%
48 14.883 4203 4212 4224 rVB3 29803 48378 5.87% ©0.890%
49 15.034 4246 4259 4268 rBV4 6419 11757 1.43% 0.216%
50 15.201 4303 4311 4326 rVB7 7882 16266 1.97% 0.299%
Sum of corrected areas: 5438280
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Data Path :
: VUe43073.D

: 14 Apr 2021 00:15
: SY/MD

: M1978-02

: 5.0mL/MSVOA_U/WATER
. 38

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: VU043073.D\data.ms
400000
300000 6.256
5.382
200000
5.29 5710
100000
5.909
0 1.48807 2.633 4.443 4.674 “4@9600|5.8 6.552.7:
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\
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: VU043073.D\data.ms
7.906 9.423 11.819
400000
10.639
300000
200000
100000
12.10t
7.263388 562 AQAMJ
375 8.796 A
obgo AN J\ egereere N ueml| M
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: VU043073.D\data.ms
400000
300000
200000
100000
3,918 148104
215898 12.71%@ ﬁé%i}f@nme&ﬁowmese 14.690| 15.038.201
0 T T ‘ T T T T ‘ T T T T ‘ T 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@41321\
Data File : VU@43073.D

Acqg On : 14 Apr 2021 00:15
Operator : SY/MD

Sample : M1978-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 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 Hexane, 2,2-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.909 7.73 ug/l 86920 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 56
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45
Abundance Scan 1421 (5.909 min): VU043073.D\data.ms (-1410) (-) m/z 57.00 100.00%
57.0
5000
41.0
R EAREmEsaEERESELE
g30 99.0 5.60 5.80 6.00 6.20
o e m/z 41.00  32.17%
m/z--> 0 20 40 60 80 100 120
Abundance #7649: Hexane, 2,2-dimethyl-
57.0
5.60 5.80 6.00 6.20
41.0 m/z 56.00  30.62%
150 | ‘\ L 720 9904949
\‘\\\\‘\\\\‘1\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 0 60 80 100 120
Abundance #7663. Pentane, 2,2 4-trimethyl-
57.0
AN LA
5.60 5.80 6.00 6.20
5000 m/z 43.00 19.45%
41.0
o 150 || \H 1 83.0 9991140
Tt
miz--> 0 20 40 60 80 100 120 /\
Abundance #12740: Pentane, 2,2,4,4-tetramethyl- : “‘H“_“q‘uﬂﬁfYﬁf
57.0 5.60 5.80 6.00 6.20
m/z 38.90 9.19%
5000
41.0
0 26,0 ‘ | 81.0 96.0 113.0128.0 /\/\/\m A
““““““ e e A
m/z--> 0 60 80 100 120 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@43073.D

Acqg On : 14 Apr 2021 00:15
Operator : SY/MD

Sample : M1978-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 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 Pentane, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.388 5.21 ug/1 58565 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 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
Abundance Scan 1881 (7.388 min): VU043073.D\data.ms (-1866) (-) m/z 43.00 100.00%
3.0
5000 . 711
85.0
AR
‘ 98.9 7.00 7.20 7.40 7.60 7.80
Ot el el e m/z 71,100 51.14%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 ‘uu‘uu‘uﬂ,uu‘/\w\
57.0 7.00 7.20 7.40 7.60 7.80
270 85.0 m/z 70.00  45.22%
0 . | H \‘ Wl \‘ 99\0 113.0
\H’HH’HH’HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7631: Heptane, 4-methyl-
43.0
ANV R PNLY
71.0 7.00 7.20 7.40 7.60 7.80
5000 m/z 57.00 40.97%
57.0
29.0
o 150 [l ||| 830 901140
T e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100110120 \/\ /\ j\
Abundance #7654: Pentane, 2,3,4-trimethyl- RasasmasssREE m‘ fm
43.0 7.00 7.20 7.40 7.60 7.80
m/z 41.00 37.27%
71.0
5000
27.0 57.0
SIS 1 =Y
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60 7.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43073.D

Acqg On : 14 Apr 2021 00:15
Operator : SY/MD

Sample : M1978-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexane, 2,2-dim... 5.909 7.7 ug/l 86920 2 6.256 562521 ©50.0
Pentane, 2,3,3-... 7.388 5.2 ug/l 58565 2 6.256 562521 50.0
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