LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65632.D

Acqg On : 27 Jan 2021 16:12

Operator : JC/MD

Sample : VNO127MBS01

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 15 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_N\methods\82N©12521W.M

Title : SW846 8260

Signal : TIC: VN@65632.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.837 21 30 42 rVB 48505 62632 5.58% 0.236%
2 2.036 82 92 103 rBvV 62096 87184 7.77% 0.329%
3 2.168 124 133 144 rVB 57467 83674 7.46% 0.316%
4 2.547 240 251 263 rBV 45556 82737 7.38% 0.312%
5 2.682 283 293 306 rBV 33348 59968 5.35% 0.226%
6 2.997 377 391 409 rBV 57875 125639 11.20% 0.474%
7 3.380 495 510 525 rBV 51760 115741 10.32% 0.437%
8 3.573 558 570 588 rVB 26087 62479 5.57% 0.236%
9 3.708 593 612 626 rBv4 103331 318260 28.37% 1.201%
106 3.782 629 635 653 rVB 50413 112234 10.01% 0.423%
11 3.910 661 675 689 rBv 31545 81038 7.22% 0.306%
12 4.010 691 706 725 rVB 54527 145794 13.00% 0.550%
13 4.280 761 790 817 rBV3 82963 247627 22.07% 0.934%
14 4.505 840 860 887 rBv2 58926 174923 15.59% 0.660%
15 4.759 910 939 959 rBv2 17562 64945 5.79% 0.245%
16 4.991 975 1011 1048 rBV7 135111 695604 62.01% 2.624%
17 5.849 1240 1278 1290 rBV2 221874 830314 74.02%  3.133%
18 6.785 1543 1569 1588 rBV3 187161 600496 53.53%  2.266%
19 6.891 1589 1602 1647 rVB3 85412 329638 29.39% 1.244%
20 7.167 1658 1688 1721 rBV4 121516 498295 44.42% 1.880%
21 7.328 1721 1738 1760 rVB 66569 174552 15.56% 0.659%
22 7.544 1782 1805 1816 rBV3 145817 447693 39.91% 1.689%
23 7.621 1816 1829 1845 rVV3 295727 782588 69.76% 2.953%
24 7.740 1845 1866 1890 rVB6 132164 559122 49.84% 2.109%
25 7.994 1927 1945 1962 rBV3 262411 680964 60.70%  2.569%
26 8.087 1962 1974 1979 rVV2 57973 124517 11.10% 0.470%
27 8.129 1981 1987 2007 rVB 80791 163971 14.62% 0.619%
28 8.547 2100 2117 2142 rBV 335493 703983 62.76% 2.656%
29 8.801 2181 2196 2219 rVB2 112393 232603 20.74% 0.878%
30 9.045 2256 2272 2279 rBV 151709 333612 29.74% 1.259%
31  9.171 2298 2311 2323 rBV3 157037 320560 28.58% 1.209%
32 9.235 2323 2331 2347 rVB 75053 139672 12.45% 0.527%
33 9.367 2359 2372 2388 rVB 78423 153517 13.69% ©.579%
34  9.592 2429 2442 2451 rBV2 18977 37143  3.31% 0.140%
35 9.663 2451 2464 2488 rVB 308646 551711 49.18% 2.081%

36 9.807 2493 2509 2528 rVB 114009 214187 19.09%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65632.D

Acqg On : 27 Jan 2021 16:12

Operator : JC/MD

Sample : VNO127MBS01

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 15 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_N\methods\82N©12521W.M
Title : SW846 8260
37 9.952 2537 2554 2572 rBV 395862 716924 63.91% 2.705%
38 10.058 2573 2587 2598 rVW 470680 867007 77.29%  3.271%
39 10.122 2598 2607 2627 rVB 243735 437912 39.04% 1.652%
40 10.351 2666 2678 2685 rBV 108103 189021 16.85% 0.713%
41 10.399 2685 2693 2707 rVB 118382 201017 17.92% 0.758%
42 10.531 2720 2734 2745 rBV 119833 214604 19.13% 0.810%
43 10.598 2745 2755 2768 rVW 172657 308036 27.46% 1.162%
44 10.675 2768 2779 2785 rVV 114129 196906 17.55% 0.743%
45 10.720 2785 2793 2814 rVV 282102 496039 44.22% 1.871%
46 10.823 2814 2825 2833 rVV 111798 190532 16.99% 0.719%
47 10.872 2833 2840 2853 rVB 72934 128780 11.48% 0.486%
48 10.974 2860 2872 2885 rBV 52865 94106 8.39% ©.355%
49 11.376 2984 2997 3017 rBV2 471923 1121762 100.00% 4.232%
50 11.479 3017 3029 3044 rVV2 389769 673282 60.02% 2.540%
51 11.592 3048 3064 3086 rBV 432906 844254 75.26%  3.185%
52 11.923 3151 3167 3192 rBV5 347670 796877 71.04% 3.006%
53 12.042 3192 3204 3213 rVV 137734 222314 19.82% 0.839%
54 12.097 3213 3221 3235 rVB 52796 95733 8.53% 0.361%
55 12.219 3247 3259 3268 rBV 268833 437542 39.00% 1.651%
56 12.270 3268 3275 3293 rVB2 73235 125795 11.21% 0.475%
57 12.373 3293 3307 3322 rBV 315773 528727 47.13%  1.995%
58 12.498 3327 3346 3359 rvv4 212138 694045 61.87% 2.618%
59 12.563 3359 3366 3378 rvV 261195 421328 37.56% 1.590%
60 12.643 3378 3391 3401 rVV 211275 357067 31.83% 1.347%
61 12.704 3401 3410 3416 rVV 272064 442513 39.45% 1.670%
62 12.743 3416 3422 3444 rVB 201142 328240 29.26% 1.238%
63 12.965 3476 3491 3497 rBV 252924 415628 37.05% 1.568%
64 13.010 3497 3505 3519 rVB 327170 558855 49.82% 2.108%
65 13.142 3533 3546 3563 rVB 235462 375101 33.44% 1.415%
66 13.257 3568 3582 3591 rBV2 400114 676982 60.35%  2.554%
67 13.315 3591 3600 3623 rVB3 442058 952762 84.93%  3.595%
68 13.585 3670 3684 3690 rBV 221325 350364 31.23% 1.322%
69 13.624 3690 3696 3713 rVB 164626 270843 24.14% 1.022%
70 13.846 3751 3765 3784 rVB2 113181 193055 17.21% ©.728%
71 14.238 3873 3887 3902 rVB3 35318 67254 6.00% 0.254%
72 14.550 3971 3984 3999 rBV 250025 393524 35.08% 1.485%
73 14.878 4075 4086 4103 rBV 102978 173807 15.49% 0.656%
74 14.977 4106 4117 4131 rVB2 84562 136568 12.17% ©.515%
75 15.100 4143 4155 4170 rBV 125351 221130 19.71% 0.834%

76 15.280 4190 4211 4229 rVB2 99496 189609 16.90% 0.715%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65632.D

Acqg On : 27 Jan 2021 16:12

Operator : JC/MD

Sample : VNO127MBS01

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 15 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_N\methods\82N©12521W.M
Title : SW846 8260

Sum of corrected areas: 26505462
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: VNO127MBSO1
: 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
. 15

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe12721\

: VNO65632.D
: 27 Jan 2021 16:12

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN065632.D\data.ms
400000
300000
5.849
200000
4,991
3.708
100000 4.280
1.8372:0%168 782 4.010 4505
3.91
4.759
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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: VN065632.D\data.ms
10.p58 11.JS76'L1'592
400000 9.952 1.47
8.547
9.663
300000 7.621 10.720
7.994
10.
2000001785
7:5447 740 2.085 7
7.167 : 8.801 9.807
1000001 6.891
7308 8.129 235367
.087
9.5
o4 —L S — R . L A
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN065632.D\data.ms
13.315
0
400000 13.237
11.923
300000
14.550
13.585
200000
13.624
15.100
13.846
14.878
100000 4.97 15.280
14.238
O 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--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82N012521W.M

Thu Jan 28 13:09:40 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65632.D

Acqg On : 27 Jan 2021 16:12

Operator : JC/MD

Sample : VNO127MBS@O1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: 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 n-Propyl acetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.235 9.92 ug/l 139672  1,4-Difluorobenzene 8.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Acetic acid, pentyl ester 130 C7H1402 000628-63-7 9
3 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 9
4 1-Butanamine 73 C4H11N 000109-73-9 7
5 Oxirane, 2,3-dimethyl-, cis- 72 C4H80 001758-33-4 7

Abundance Scan 2331 (9.235 min): VN065632.D\data.ms (-2323) (-) m/z 43.00 100.00%
.0

43
5000
61.0
P e
73"0 9.00 9.20 9.40 9.60
Ol et et e M/z 61,00 29.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: n-Propyl acetate
43.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\/\\\
9.00 9.20 9.40 9.60
61.0 m/z 73.00  16.27%
73.0
150 209 Lol e
O\\‘\\‘\\‘\\\\“\\\\"\{\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13449: Acetic acid, pentyl ester
43.0
R RRNCRE AR R R R
20.0 9.00 9.20 9.40 9.60
5000 ' m/z 41.95 9.66%
55.0
0 29\0 ‘\ N ‘\‘ 8?'0 lQl.O
R N e R R
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2271: Propanal, 2,3-dihydroxy-, (S)- R
43.0 9.00 9.20 9.40 9.60
m/z 41.00 6.94%
5000 61.0
73.0
Y
R R o R AR arAS
m/z--> 10 20 30 40 50 60 70 80 90 100 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65632.D

Acqg On : 27 Jan 2021 16:12

Operator : JC/MD

Sample : VNO127MBS@O1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.550 20.65 ug/l 393524 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 3984 (14.550 min): VN065632.D\data.ms (-3971) (-  m/z 119.10 100.00%

119.1
5000 134.1
91.0 CT f
390 650 | 14.50
Obrrprrrrprereprrrtrrr e ettt m/z 134,05 41.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000 — :
14.50
390 m/z 91.00 16.35%
. 65.0 91.0
OH‘\\\\‘\H‘\‘HH“‘\\Hi‘“\\\’\‘m\‘\HM“\H\“\H\‘\m\\‘Hw\l\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
I w
134.0 14.50
5000 ITI/Z 120.10 10.31%
91.0
39.0 65.0
0\\%ﬁﬂu”wHHN\HWHW“MwuhwuHmuwwmwquHH“MHMH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #14869: Benzene, 1,2,3,4-tetramethyl- — ‘
119.0 14.50
m/z 77.00 9.22%
134.0
5000
41.0 910
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65632.D

Acqg On : 27 Jan 2021 16:12

Operator : JC/MD

Sample : VNO127MBSO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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|
n-Propyl acetate 9.235 9.9 ug/l 139672 2 8.550 703983 50.0
Benzene, 1,2,3,... 14.550 20.7 ug/l 393524 4 13.312 952762 50.0
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