LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10621\
Data File : VN@65403.D

Acqg On : 6 Jan 2021 16:28
Operator : JC/MD

Sample : M1022-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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_N\methods\82N122220W.M

Title : SW846 8260

Signal : TIC: VN@65403.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.366 162 176 202 rBV 822142 1387525 100.00% 10.046%
2 3.258 454 472 499 rBV 478176 1177864 84.89% 8.528%
3 3.672 589 601 617 rVB 12815 30510 2.20% 0.221%
4 3.791 619 638 677 rBV 346852 909074 65.52% 6.582%
5 4.052 699 719 747 rVB2 128545 371512 26.78%  2.690%
6 6.023 1315 1332 1356 rBV3 9974 32018 2.31% 0.232%
7 6.508 1465 1483 1504 rBV2 44038 135338 9.75% 0.980%
8 6.811 1558 1577 1591 rBV2 7196 22198 1.60% 0.161%
9 6.901 1592 1605 1630 rVB3 10235 30359 2.19% 0.220%
10 7.553 1790 1808 1820 rBV2 172147 428440 30.88% 3.102%
11 7.630 1820 1832 1854 rVB 277671 666521 48.04%  4.826%
12 7.801 1873 1885 1905 rVB2 8552 22347 1.61% 0.162%
13 7.991 1927 1944 1965 rBV 173184 402482 29.01% 2.914%
14  8.553 2103 2119 2143 rBV 452184 937004 67.53% 6.784%
15 8.765 2171 2185 2213 rBV 58466 139481 10.05% 1.010%
16 9.135 2288 2300 2316 rBv4 9389 21660 1.56% 0.157%
17 10.061 2572 2588 2600 rBV 738828 1350111 97.30% 9.775%
18 10.126 2601 2608 2625 rVB 49151 90716 6.54% 0.657%
19 10.5e8 2715 2727 2737 rBV4 7533 16164 1.16% 0.117%
20 10.830 2816 2827 2839 rBv4 12914 24221 1.75% 0.175%

21 11.379 2984 2998 3025 rBV 727370 1295998 93.40%
22 11.791 3103 3126 3145 rBV9 8077 29078 2.10%
23 12.077 3175 3215 3220 rBV4 190690 779315 56.17%
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24 12.376 3295 3308 3330 rBV 605567 1078319 77.72% 808%
25 12.701 3402 3409 3419 rVB6 12612 20275 1.46% 147%
26 13.035 3496 3513 3526 rBV3 35107 63414  4.57% 459%
27 13.138 3534 3545 3554 rBV3 37863 69931 5.04% 506%

28 13.228 3559 3573 3579 rVV3 82541 211444 15.24%
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29 13.260 3579 3583 3590 rwV 76833 111886  8.06% 810%
30 13.318 3590 3601 3612 rVV 658908 1158916 83.52% 391%
31 13.379 3612 3620 3629 rVV 125747 219184 15.80% 1.587%
32 13.428 3629 3635 3646 rvv2 39828 73658 5.31% 0.533%
33 13.482 3647 3652 3669 rVB8 10875 20594  1.48% 0.149%
34 13.646 3693 3703 3712 rBV2 16817 25261 1.82% ©.183%
35 13.765 3730 3740 3745 rBV2 24015 36644 2.64% 0.265%
36 13.801 3745 3751 3768 rVB6 23277 46911 3.38% ©.340%

82N122220W.M Thu Jan 07 17:33:16 2021 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10621\
Data File : VN@65403.D

Acqg On : 6 Jan 2021 16:28
Operator : JC/MD

Sample : M1022-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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_N\methods\82N122220W.M
Title : SW846 8260
37 13.926 3778 3790 3813 rVB6 18238 77986 5.62% ©.565%
38 14.498 3960 3968 3976 rVB2 26021 36591 2.64% 0.265%
39 14.559 3979 3987 3996 rBV7 10330 20498 1.48% 0.148%
40 14.617 3996 4005 4016 rBV2 38492 67426 4.86% 0.488%
41 14.820 4059 4068 4077 rBV6 19539 33845 2.44%  0.245%
42 15.084 4142 4150 4160 rBV4 11328 22831 1.65% 0.165%
43 15.302 4209 4218 4231 rVB3 26395 45069 3.25% 0.326%
44 15.579 4300 4304 4317 rVB1o 10050 14699 1.06% ©0.106%
45 16.125 4466 4474 4482 rVB3 12162 19509 1.41% 0.141%
46 16.193 4487 4495 4504 rVB2 12822 19488 1.40% 0.141%
47 16.309 4523 4531 4544 rBV5 7883 17000 1.23% ©.123%
Sum of corrected areas: 13811315
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: M1022-05 50X
: 5.00mL/MSVOA_N/WATER
: 17  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe10621\

: VN@65403.D

6 Jan 2021 16:28
JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

0

TIC: VN065403.D\data.ms
2.306

3.258

3.791

4.052

6.508

3.67 6.023

Time-->

Abundance
800000
700000
600000
500000
400000
300000

200000

100000

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
TIC: VN065403.D\data.ms

10.061 11.379

8.553

7.630

7.5 7.991

8.765 126

Time-->

Abundance
800000
700000
600000
500000
400000
300000
200000

100000

0

7.801 /A 9135 10.508 10.830

T i — — T —— — T I
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

TIC: VN065403.D\data.ms

13.318
12.376

12.077

379

Time-->

82N122220W.M

1
1

791 12.701 13)'{35 4232 4367861926 1444851 84.820 15.08415.302 15579 16L62E83309

T T T T T T T T T T

[T T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010621\
Data File : VN@65403.D

Acqg On : 6 Jan 2021 16:28
Operator : JC/MD

Sample : M1022-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 Acetaldehyde Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.306 104.09 ug/l 1387530  Pentafluorobenzene 7.630

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Ethylene oxide 44 C2H40 000075-21-8 5

3 Propane 44 C3H8 000074-98-6 4
4 Alanine 89 C3H7NO2 000056-41-7 4

5 Ethyne, fluoro- 44 C2HF 002713-09-9 3
Abundance Scan 176 (2.306 min): VN065403.D\data.ms (-162) (-) m/z 44.00 100.00%

44.0
5000

2.00 2.20 2.40 2.60

e 11 1 FER .. m/z 43.80 54.79%
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #71: Acetaldehyde
24.0
44.0
5000 L L L B R B R R
15.0 2.00 2.20 2.40 2.60

m/z 42.00 17.83%

O\\\HH\‘\\\\‘\\\\‘\\}!‘1\\\2‘]\“\(\)%“} ‘HH‘HHM\HiHH‘HH‘
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #75: Ethylene oxide
29.0
44.0

2.00 2.20 2.40 2.60

15.0 .
5000 m z 41.00 7.23%
0“H‘H‘_H‘_‘H‘HJ‘M‘W‘H‘ H
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #79: Propane B RREEEE L e e

29.0 2.00 2.20 2.40 2.60
m/z 45.00 2.57%

5000
44.0
150 38.0 ‘
0 1.0 ‘ \‘\‘\
H FH

m/z--> 0 5 10 15 20 25 30 35 40 45 50 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010621\
Data File : VN@65403.D

Acqg On : 6 Jan 2021 16:28
Operator : JC/MD

Sample : M1022-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 Ethanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.258 88.36 ug/l 1177860  Pentafluorobenzene 7.630

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 74
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 L-Lactic acid 90 C3H603 000079-33-4 4

5 Formic acid 46 CH202 000064-18-6 4
Abundance Scan 472 (3.258 min): VN065403.D\data.ms (-454) (-) m/z 44.95 100.00%

45.0
5000

3.00 3.20 3.40 3.60
Olrrrererprrreprer e oo e M/Z 46,00 38.72%

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #96: Ethano
31.0
45.0

5000 N
3.00 3.20 3.40 3.60

m/z 43.00 19.82%

0 2.0 150 250 | ‘\‘
HHH\‘HH‘HH‘HH’HH‘HH‘HH‘\H‘HH‘HHHH‘HH‘\H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #98: Dimethyl ether

45.0
29.0
R N AREENEEEEEEa
15.0 3.00 3.20 3.40 3.60
5000 ITI z 41.95 7.51%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #92: Methane, nitroso- “‘W““,H““‘H‘ﬁvJ
30.0 3.00 3.20 3.40 3.60
45.0 ITI z 44.00 3.34%
5000
15.0
o“uu‘wu‘wuw‘mhtuw‘uw;wt‘ku‘wmlhh‘wu‘wu‘ S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010621\
Data File : VN@65403.D

Acqg On : 6 Jan 2021 16:28
Operator : JC/MD

Sample : M1022-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 Isopropyl Alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.052  27.87 ug/l 371512  Pentafluorobenzene 7.630

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 4-Penten-2-0l 86 C5H100 000625-31-0 9

3 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9
4 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

5 Formamide 45 CH3NO 000075-12-7 5
Abundance Scan 719 (4.052 min): VN065403.D\data.ms (-699) (-) m/z 45.00 100.00%

45.0
5000

3.80 4.00 4.20 4.40

38 59.0 S
o‘W_Wm_wwwwi%;m_m,mi_‘HW,WWW m/z 43.00 21.55%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: 1sopropyl Alcohol
45.0
5000 LB B L L B R B
3.80 4.00 4.20 4.40
m/z 41.00 8.00%
19.0 27.0
° L ml)  seo
O‘H\\‘\H}‘\\H‘HHHH\‘HH‘HM’\}\} iH\‘HH’\H}‘H\\‘HH’HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1719: 4-Penten-2-ol
45.0
 RARAREE
3.80 4.00 4.20 4.40
5000 ITI/Z 39.00 6.97%
27.0
0 N 38@\\ _ 530 63.0 710
[T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #275: Hydrazine, ethyl- AR A RRRaREE
45.0 3.80 4.00 4.20 4.40
m/z 42.00 4.93%
5000 60.0
31.0
O e A T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.80 4.00 4.20 4.40

82N122220W.M Thu Jan 07 17:33:20 2021 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010621\
Data File : VN@65403.D

Acqg On : 6 Jan 2021 16:28
Operator : JC/MD

Sample : M1022-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 Butanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.508 10.15 ug/l 135338  Pentafluorobenzene 7.630

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 37
3 Ethene, ethoxy- 72 C4H80 000109-92-2 33
4 Isobutylene epoxide 72 C4H80 000558-30-5 16
5 Methacrolein 70 C4H60 000078-85-3 14

Abundance Scan 1483 (6.508 min): VN065403.D\data.ms (-1465) (-) m/z 44.00 100.00%

44.0
72.0
5000
57.0
e
37 ‘ 6.20 6.40 6.60 6.80
Ot ettt Hr e M/ 42,95 87.73%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #647: Butanal
44.0
72.0
29.0
5000 UL L R R R B |
57.0 6.20 6.40 6.60 6.80
m/z 41.00 82.59%
1o L0l
O\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ ‘\\H‘H\\‘HH‘HH‘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 #685: Propanal, 2-methyl-
43.0
“_‘H,H“W‘H‘H‘w
720 6.20 6.40 6.60 6.80
5000 ' m/z 72.00 75.68%
27.0
ol 150 u‘ 36,0, 50.0°70
R LAy L e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #678: Ethene, ethoxy- e R
44.0 6.20 6.40 6.60 6.80
m/z 39.00 45.30%
72.0
5000 29.0
15.0
0 | L] 37.0, 57.0 . 79.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010621\
Data File : VN@65403.D

Acqg On : 6 Jan 2021 16:28
Operator : JC/MD

Sample : M1022-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 1-Butanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.765 7.44 ug/l 139481  1,4-Difluorobenzene 8.553

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H100 000071-36-3 78
2 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 42
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 38
4 Formic acid, butyl ester 102 C5H1002 000592-84-7 9
5 Oxetane, 2,3,4-trimethyl-, (2.al... 100 C6H120 032347-12-9 9

Abundance Scan 2185 (8.765 min): VN065403.D\data.ms (-2171) (-) m/z 56.10 100.00%

56.1
41.0
5000

‘ 8.40 8.60 8.80 9.00
et e e e M/Z 41,80 70.75%

| 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #833: 1-Butano
31.0
56.0

5000 RN I S A
‘

o

8.40 8.60 8.80 9.00
m/z 43.00 55.06%

‘W”‘W”H\””M”‘WJM‘”Z%ql””ﬁ”‘W”W‘”W””W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12132: 3,4-Dimethyldihydrofuran-2,5-dione
56.0
41.0

8.40 8.60 8.80 9.00

o

5000 m/z 42.00 29.71%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1505: Propane, 2-cyclopropyl- ‘wm,uH_m‘mw
56.0 8.40 8.60 8.80 9.00
41.0 m/z 39.00 22.03%
5000
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010621\
Data File : VN@65403.D

Acqg On : 6 Jan 2021 16:28
Operator : JC/MD

Sample : M1022-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.077 30.07 ug/l 779315 Chlorobenzene-d5 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 93
2 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 81
3 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 80
4 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 74
5 4'-Diethylaminoacetanilide 206 C12H18N20 005326-57-8 72

Abundance Scan 3215 (12.077 min): VN065403.D\data.ms (-3175) (-  m/z 191.10 100.00%

191.1
5000
T \
57‘ 0 910 13‘1-0 163.0 | ‘ 12.00
O bbbt the b b Lz 206.10 22.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 T
1200
57.0 9
131.0 163.0 m/z 131.00 15.02%
200, ] ||
O \\\‘\\‘\\’\\\‘\i\\\‘\“\M\\‘\H\\‘\“\\\\‘\\\\“\\\\‘\\\\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66113: Phenol, 3,5-bis(1,1-dimethylethyl)-
191.0
\
1200
5000 570 ITI/Z 57.05 14.39%
91.0 135.0 163.0 | ‘
o) S P PO S Y A N A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66104: Phenol, 2,4-bis(1,1-dimethylethyl)- o ‘
191.0 1200
m/z 192.05 14.22%
5000
57.0
29 0 91.0 1
0 ‘ T N —— ]\-l?o 1410 6\\?’0\ ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 1200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010621\
Data File : VN@65403.D

Acqg On : 6 Jan 2021 16:28
Operator : JC/MD

Sample : M1022-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 7 Eucalyptol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.379 9.46 ug/l 219184 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 74
3 2-Oxabicyclo[2.2.2]octan-6-01, 1... 170 C10H1802 018679-48-6 35
4 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 27
5 2-Acetonylcyclohexanone 154 C9H1402 006126-53-0 25
Abundance Scan 3620 (13.379 min): VN065403.D\data.ms (-3612) (-  m/z 43.00 100.00%
43.0
81.0
5000 108.1
154.1
= —=
13.00 13.50
0 b 2068 hyr 81,00 64.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26615: Eucalyptol
43.0
81.0
108.0
5000 e L
154.0 13.00 13.50
m/z 71.00 50.52%
O \].\5\‘0\‘\‘\ \‘i‘\ T \M\H‘ \HW \‘M T “\h\ T 1 f TTT f ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #101946: Trifluoroacetyl-.alpha.-terpineol j\
43.0 /\ﬂ
JNAS
69.0 1300 1350
5000 108.0 154.0 m/z 108.05 48.32%
;
m/z--> 20 40 60 80 lOO 120 140 160 180 200
Abundance #38102: 2-Oxabicyclo[2.2.2]octan-6-0l, 1,3,3-trimethyl- - Apl —
43.0 13.00 13.50
108.0 m/z 111.80  45.54%
71.0
5000
‘ 170.0
N O 7 A — |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10621\
Data File : VN@65403.D

Acqg On : 6 Jan 2021 16:28
Operator : JC/MD

Sample : M1022-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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|
Acetaldehyde 2.306 104.1 ug/l 1387530 1 7.630 666521 50.0
Ethanol 3.258 88.4 wug/l 1177860 1 7.630 666521 50.0
Isopropyl Alcohol 4.052 27.9 wug/l 371512 1 7.630 666521 50.0
Butanal 6.508 10.2 ug/l 135338 1 7.630 666521 50.0
1-Butanol 8.765 7.4 ug/l 139481 2 8.553 937004 50.0
Phenol, 2,6-bis... 12.077 30.1 wug/l 779315 3 11.380 1296000 50.0
Eucalyptol 13.379 9.5 ug/l 219184 4 13.318 1158920 50.0
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