LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12621\
Data File : VN@65597.D

Acqg On : 26 Jan 2021 12:13
Operator : JC/MD

Sample : VNO126WBSDO1

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 6 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@65597.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 22 30 44 rVB 48407 63800 5.80% 0.240%
2 2.036 82 92 102 rBV 64201 90553 8.23% 0.340%
3  2.168 123 133 144 rBV 57958 84627 7.69% 0©.318%
4 2.544 240 250 268 rVB 46632 89026 8.09% ©.335%
5 2.682 282 293 306 rVB 32984 60867 5.53% 0.229%
6 2.994 377 390 409 rVB 58206 125534 11.41% 0.472%
7 3.380 496 510 527 rBvV2 51575 115817 10.53% 0.435%
8 3.5706 556 569 586 rVB2 27303 64181 5.83% 0.241%
9 3.705 592 611 625 rBV5 101775 318941 29.00% 1.199%
106 3.782 628 635 655 rVB 49402 115270 10.48% 0.433%
11 3.907 661 674 690 rV 30258 79792 7.25% 0.300%
12 4.007 691 705 728 rVB 55349 148148 13.47% 0.557%
13 4.277 761 789 815 rBV3 84683 253094 23.01% 0.951%
14 4.502 840 859 880 rVB2 59150 173511 15.77% 0.652%
15 4.759 914 939 969 rBV2 16526 64310 5.85% 0.242%
16 4.988 975 1010 1042 rBV7 137329 701419 63.77% 2.636%
17 5.843 1238 1276 1289 rBV2 228757 864326 78.58%  3.249%
18 6.782 1544 1568 1587 rBv4 182840 593398 53.95% 2.230%
19 6.891 1587 1602 1643 rVB3 83216 330263 30.02% 1.241%
20 7.164 1658 1687 1717 rBV5 121441 504165 45.83% 1.895%
21 7.328 1721 1738 1756 rVB 67011 173235 15.75% 0.651%
22 7.540 1781 1804 1815 rBV3 145425 449980 40.91% 1.691%
23 7.618 1815 1828 1843 rVV4 291622 771781 70.16% 2.901%
24 7.740 1843 1866 1885 rVB7 133885 562906 51.17% 2.116%
25 7.991 1925 1944 1961 rBV3 265253 692219 62.93% 2.602%
26 8.084 1961 1973 1978 rW 60073 127092 11.55% 0.478%
27 8.126 1980 1986 2005 rVB 81521 166710 15.16% 0.627%
28 8.547 2101 2117 2137 rBV 323584 675124 61.38% 2.538%
29 8.798 2180 2195 2217 rVB 113794 233009 21.18% 0.876%
30 9.042 2254 2271 2278 rBv2 156394 344981 31.36% 1.297%
31 9.167 2296 2310 2322 rBV2 161368 330838 30.08% 1.244%
32 9.235 2322 2331 2348 rVB 76631 143373 13.03% 0.539%
33 9.367 2357 2372 2388 rVB 81040 158025 14.37%  0.594%
34 9.592 2426 2442 2451 rBV 19632 40955 3.72% ©0.154%
35 9.659 2451 2463 2487 rVB 299315 545293 49.57% 2.050%

36 9.804 2495 2508 2525 rBV 119381 221511 20.14%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12621\
Data File : VN@65597.D

Acqg On : 26 Jan 2021 12:13
Operator : JC/MD

Sample : VNO126WBSDO1

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 6 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 9.949 2538 2553 2572 rBV 391661 714780 64.98% 2.687%
38 10.055 2572 2586 2597 rVwV 476451 871618 79.24% 3.276%
39 10.119 2597 2606 2626 rVB 239986 432449 39.31% 1.625%
40 10.347 2662 2677 2685 rBV 112654 201365 18.31% 0.757%
41 10.396 2685 2692 2709 rVB 121917 206357 18.76% 0.776%
42 10.527 2719 2733 2744 rBV 120480 220191 20.02% 0.828%
43 10.598 2744 2755 2767 rVV 175461 311434 28.31% 1.171%
44 10.672 2767 2778 2785 rVWW 116442 208045 18.91% 0.782%
45 10.720 2785 2793 2814 rVWW 276782 481223 43.75% 1.809%
46 10.823 2814 2825 2832 rVV 113514 192315 17.48% 0.723%
47 10.868 2832 2839 2853 rVB 74663 134889 12.26% ©.507%
48 10.974 2857 2872 2885 rBV 54675 96943 8.81% 0.364%
49 11.376 2983 2997 3017 rBV2 457105 1099986 100.00% 4.134%
50 11.479 3017 3029 3044 rVB2 393741 676458 61.50% 2.543%
51 11.589 3049 3063 3085 rVB 428132 839622 76.33%  3.156%
52 11.923 3150 3167 3193 rBv4 357087 796619 72.42% 2.994%
53 12.039 3193 3203 3213 rVW 140121 223080 20.28% 0.838%
54 12.097 3213 3221 3237 rVB2 53474 95759 8.71% 0.360%
55 12.219 3246 3259 3268 rBV 271980 443764 40.34% 1.668%
56 12.270 3268 3275 3287 rVB 72364 119593 10.87%  0.450%
57 12.370 3294 3306 3327 rVB 318005 527694 47.97%  1.983%
58 12.495 3327 3345 3358 rBV4 217499 679393 61.76% 2.554%
59 12.560 3358 3365 3380 rvVv 260054 435713 39.61% 1.638%
60 12.643 3380 3391 3400 rVV 210418 350878 31.90%  1.319%
61 12.701 3400 3409 3416 rVV 274470 452121 41.10% 1.699%
62 12.743 3416 3422 3438 rVB 202579 325961 29.63% 1.225%
63 12.961 3478 3490 3497 rBV 255111 424367 38.58% 1.595%
64 13.006 3497 3504 3519 rVB 326821 553812 50.35% 2.082%
65 13.142 3533 3546 3564 rBV 241253 387061 35.19%  1.455%
66 13.257 3569 3582 3591 rBV2 410203 687706 62.52%  2.585%
67 13.315 3591 3600 3622 rVB3 424715 920948 83.72%  3.462%
68 13.585 3671 3684 3690 rBV 232685 372572 33.87% 1.400%
69 13.624 3690 3696 3712 rVB 161590 269364 24.49% 1.012%
70 13.842 3753 3764 3781 rVB2 113698 195437 17.77% 0.735%
71 14.238 3874 3887 3905 rVB4 33115 64140 5.83% 0.241%
72 14.550 3972 3984 4000 rBV 255161 396331 36.03% 1.490%
73 14.878 4076 4086 4101 rBV2 105592 175888 15.99% 0.661%
74 14.977 4106 4117 4127 rBV 92889 144900 13.17%  ©.545%
75 15.100 4135 4155 4174 rBV 118916 211139 19.19% 0.794%

76 15.280 4193 4211 4224 rBV 101406 185143 16.83% 0.696%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12621\
Data File : VN@65597.D

Acqg On : 26 Jan 2021 12:13
Operator : JC/MD

Sample : VNO126WBSDO1

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 6 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: 26605132
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: VNO126WBSDO1
: 5.00mL/MSVOA_N/WATER
. 6

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe12621\

: VNO65597.D
: 26 Jan 2021 12:13

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: VN065597.D\data.ms
400000
300000
5.843
200000
4.988
3.705
100000 4.277
1.8372'0323'168 2544 2.994 3.380 782 4 007 4.502
2. 682 3. 57
/\ 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: VN065597.D\data.ms
10.p55 11.376
11.589
400000 9.949 1.47
8.547
9.659
300000 7.618
7091 10.720
10.119
20000077
9.04p167
7.740
7.164 8.798 9.804 lé%
100000
7 328 235367
9.5
0L ‘ ‘ - — ; —f T ‘ e . — . =
Time--> 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN065597.D\data.ms
13359°
400000
11.923
12.370 13.006
300000
12.219
12.961, ,{ 14.550
142 13.585
200000
13.624
2.039 é
13.842 14878405 280
77
100000 1027
12.09
14.238
0 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 1450 1500 1550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN012621\
Data File : VN@65597.D

Acqg On : 26 Jan 2021 12:13
Operator : JC/MD

Sample : VNO126WBSDO1

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 6 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 1 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.235 10.62 ug/l 143373  1,4-Difluorobenzene 8.547

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 1-Butanamine 73 C4H11N 000109-73-9 9
3 Isobutylamine 73 C4H11N 000078-81-9 4
4 5-Methyloxazolidine 87 C4H9NO 058328-22-6 4
5 Hydrogen azide 43 HN3 007782-79-8 4

Abundance Scan 2331 (9.235 min): VN065597.D\data.ms (-2322) (-) m/z 43.00 100.00%

43.0
5000
61.0
73.0 T T
‘ 9.00 9.20 9.40 9.60
bttt L BT0 sz 61.00 30.07%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4249: n-Propyl acetate
43.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\/\\\
9.00 9.20 9.40 9.60
61.0 m/z 73.60 16.57%
73.0
150 270 ! \ 87.0
O\\‘\\‘\\‘\\\\“\\\\"\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #746: 1-Butanamine
30.0
SNSRI A W
9.00 9.20 9.40 9.60
5000 m/z 42.00 10.44%
o150 410  56.0 7?70
e e e e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #749: Isobutylamine R AR R
30.0 9.00 9.20 9.40 9.60
m/z 41.00 7.26%
5000
41.0 56.0 73.0
m/z--> 10 20 30 50 60 70 80 90 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN012621\
Data File : VN@65597.D

Acqg On : 26 Jan 2021 12:13
Operator : JC/MD

Sample : VNO126WBSDO1

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 6 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, 1,2,3,4-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.550 21.52 ug/1l 396331 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
Abundance Scan 3984 (14.550 min): VN065597.D\data.ms (-3972) (-  m/z 119.05 100.00%
119.1
5000 134.1
91.0 LI
39.0  65.0 | 14.50
Obrrrrrerrrepreedpereepirep el e m/z 134,05 41.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0 — :
14.50
m/z 91.00 16.03%
39.0 65.0 91.0
O H‘].\?\.\CJ‘\H‘\‘H\\“‘\\Hi‘“\\\’\H‘\.\‘\HM“\\\\“\H\‘\w\\‘H‘ml\\\\’\‘\‘\\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
1
14.50
5000 134.0 m/z 120.10  9.81%
39.0 65.0 91.0
0‘wu‘wuﬁ_HWHHNWkuwuﬁm‘umuwmuwﬂmkuwmhw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl- — ‘
119.0 14.50
m/z 77.00 8.61%
5000 134.0
390 91.0
: 65.0
O"%%ﬂ‘wwuuwuuﬁm‘wmwuﬂmuum‘HNMW‘MWHH,MHMH /\“ i
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@12621\
Data File : VN@65597.D

Acqg On : 26 Jan 2021 12:13
Operator : JC/MD

Sample : VNO126WBSDO1

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 6 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 10.6 ug/l 143373 2 8.547 675124 50.0
Benzene, 1,2,3,... 14.550 21.5 ug/l 396331 4 13.312 920948 50.0
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