LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65591.D

Acqg On : 25 Jan 2021 21:01
Operator : JC/MD

Sample : VSTDCCCO50

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 27 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@65591.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.836 21 30 44 rBV 120104 154561 7.09% 0.261%
2 2.036 81 92 103 rBvV 156403 218299 10.01% 0.369%
3 2.168 122 133 144 rBV 147608 216584 9.93% 0.366%
4 2.531 235 246 258 rVB 106469 193026 8.85% 0.326%
5 2.676 279 291 305 rVB 80336 153029 7.02% 0.259%
6 2.991 375 389 406 rBV 141256 307451 14.09% 0.520%
7 3.380 496 510 529 rBV 129386 279567 12.82% 0.473%
8 3.576 556 569 590 rVB 74937 177234 8.13% 0.300%
9 3.701 593 610 626 rVV3 249440 785541 36.01% 1.328%
106 3.782 627 635 655 rVB 122706 297066 13.62% 0.502%
11 3.907 660 674 689 rVW 80501 220576 10.11% 0.373%
12 4.004 690 704 728 rVB 141116 370947 17.01% 0.627%
13 4.277 756 789 816 rBv2 210434 637968 29.25% 1.079%
14 4.502 838 859 886 rBv2 144338 436377 20.01% 0©.738%
15 4.766 915 941 971 rBV2 44538 166104 7.61% 0.281%
16 4.991 974 1011 1048 rBv4 331648 1757065 80.55% 2.971%
17 5.846 1239 1277 1290 rBV2 590454 2181307 100.00%  3.688%
18 6.785 1540 1569 1588 rBV3 454682 1461077 66.98% 2.470%
19 6.891 1588 1602 1615 rBV2 196155 552784 25.34% 0.935%
20 7.164 1656 1687 1720 rBV4 313497 1278856 58.63% 2.162%
21 7.328 1720 1738 1764 rVB 167572 438893 20.12% 0.742%
22 7.534 1780 1802 1814 rBV2 223144 693883 31.81% 1.173%
23 7.618 1815 1828 1843 rVV2 433495 1182349 54.20% 1.999%
24 7.740 1843 1866 1896 rVB4 335087 1420963 65.14% @ 2.402%
25 7.997 1928 1946 1962 rBV3 492865 1254178 57.50% @ 2.120%
26 8.087 1962 1974 1979 rW 148222 315940 14.48% 0.534%
27 8.129 1981 1987 2007 rVB 208895 410252 18.81% 0.694%
28 8.550 2103 2118 2139 rVB 315770 653466 29.96% 1.105%
29 8.801 2180 2196 2218 rVB 278062 576656 26.44% 0.975%
30 9.045 2254 2272 2279 rBV 377506 837643 38.40% 1.416%
31  9.171 2298 2311 2322 rBV3 408996 827323 37.93% 1.399%
32 9.235 2322 2331 2348 rVB 194413 363374 16.66% 0.614%
33 9.370 2358 2373 2392 rVB 199161 394731 18.10% 0.667%
34 9.592 2427 2442 2451 rBV 51729 99962 4.58% 0.169%
35 9.662 2451 2464 2484 rVB 805631 1450355 66.49% 2.452%

36 9.807 2495 2509 2525 rBV = 292636 546407 25.05%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65591.D

Acqg On : 25 Jan 2021 21:01
Operator : JC/MD

Sample : VSTDCCCO50

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 27 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 2538 2554 2573 rBV 998581 1792094 82.16% 3.030%
38 10.058 2573 2587 2597 rVV 448028 825869 37.86% 1.396%
39 10.122 2597 2607 2629 rVB 594516 1067065 48.92% 1.804%
40 10.351 2664 2678 2685 rBV 282270 499747 22.91% 0.845%
41 10.399 2685 2693 2716 rVV 310180 523973 24.02% 0.886%
42 10.531 2720 2734 2745 rVWV 301287 549221 25.18% 0.929%
43 10.598 2745 2755 2768 rVV 421475 747203 34.25% 1.263%
44 10.675 2768 2779 2785 rVV 290957 504005 23.11% 0.852%
45 10.720 2785 2793 2813 rVV 731573 1268091 58.13% 2.144%
46 10.823 2814 2825 2833 rVV 296973 497777 22.82% 0.842%
47 10.871 2833 2840 2858 rVV 188767 333177 15.27% 0.563%
48 10.974 2858 2872 2887 rVV 137208 244511 11.21% 0.413%
49 11.379 2982 2998 3001 rBV 488903 792615 36.34% 1.340%
50 11.479 3017 3029 3048 rVB2 996239 1675520 76.81% 2.833%
51 11.592 3049 3064 3088 rVV 1074839 2085211 95.59%  3.525%
52 11.926 3151 3168 3191 rBv4 897312 2004316 91.89% 3.389%
53 12.042 3192 3204 3213 rVV 376612 590490 27.07% 0.998%
54 12.097 3213 3221 3238 rVB 138091 246938 11.32% 0.417%
55 12.219 3246 3259 3268 rBV 673317 1097250 50.30% 1.855%
56 12.270 3268 3275 3295 rVV 196839 334430 15.33% 0.565%
57 12.373 3295 3307 3326 rVB 298976 510382 23.40% 0.863%
58 12.495 3326 3345 3359 rBV5 565261 1774571 81.35%  3.000%
59 12.560 3359 3365 3379 rVvV 663597 1074684 49.27% 1.817%
60 12.643 3379 3391 3401 rW 519212 876159 40.17% 1.481%
61 12.704 3401 3410 3416 rVV 688150 1107195 50.76% 1.872%
62 12.743 3416 3422 3442 rVB 516122 836552 38.35% 1.414%
63 12.965 3476 3491 3497 rBV 641120 1048420 48.06% 1.772%
64 13.010 3497 3505 3519 rVB 831040 1415178 64.88% 2.393%
65 13.141 3533 3546 3560 rBV 597471 958272 43.93% 1.620%
66 13.257 3569 3582 3592 rBV2 1039184 1740712 79.80% 2.943%
67 13.325 3592 3603 3624 rVB2 547484 1369570 62.79%  2.315%
68 13.585 3671 3684 3690 rBV 586447 931713 42.71% 1.575%
69 13.624 3690 3696 3722 rVB 432192 709689 32.54% 1.200%
70 13.846 3752 3765 3778 rVB 301502 508024 23.29% 0.859%
71 14.241 3874 3888 3904 rVB3 100017 186227 8.54% 0.315%
72 14.550 3971 3984 3998 rBV 662366 1039365 47.65% 1.757%
73 14.878 4074 4086 4102 rVB 313794 521068 23.89% 0.881%
74 14.977 4106 4117 4131 rVB2 228601 371573 17.03% 0.628%
75 15.100 4142 4155 4175 rBV 365929 651878 29.88% 1.102%
76 15.280 4191 4211 4229 rBV 293265 527932 24.20% 0.893%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65591.D

Acqg On : 25 Jan 2021 21:01
Operator : JC/MD

Sample : VSTDCCCO50

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 27 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: 59150461
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: VSTDCCCO50
: 5.00mL/MSVOA_N/WATER
: 27  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\

: VNO65591.D
: 25 Jan 2021 21:01

JC/MD

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

Abundance

1000000

800000

TIC: VNO65591.D\data.ms

600000 5.846

400000

4.991
3.701

4277
200000 (208168 2991 3380 282 4.004 4502
: 93} 676 3570 |/ 3.90
M A R

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: VNO065591.D\data.ms
92
1000000 9.952 11.4%
800000 9.662
10.720
600000
7.997 11.379
7.618 171
400000 2720 9.045
7.164 8550 o oo 9.807
200000 7328 235370
|
ok SEA ‘ ‘ . SRS LM
Time--> 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN065591.D\data.ms
13.257
1000000
11.926
13.010
800000
12219 1258694, oo 14.550
600000 12488 i) 144 505 13585
13,624
400000 2.042 15.100
12.37 13.846 14.878 | 15080
4.97
1927
200000 1809
14.241
0 T T T ‘ T T ‘ T \\/\\ T T T T ‘ T T ‘ T T T T ‘ T
Time--> 12,00 1250 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\VN@12521\
Data File : VN@65591.D

Acqg On : 25 Jan 2021 21:01

Operator : JC/MD

Sample : VSTDCCCO50

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 27 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 27.80 ug/l 363374 1,4-Difluorobenzene 8.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 78
2 Isopropyl acetate 102 C5H1002 000108-21-4 9
3 1-Butanamine 73 C4H11N 000109-73-9 7
4 Isobutylamine 73 C4H11N 000078-81-9 4
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 4
Abundance Scan 2331 (9.235 min): VN065591.D\data.ms (-2322) (-) m/z 43.00 100.00%
43.0
5000
61.0
e A RRRRRES
730 9.00 9.20 9.40 9.60
bt et e S50 m/z 61.00 31.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: n-Propyl acetate
43.0
5000 L LA LI L B R L
9.00 9.20 9.40 9.60
61.0 m/z 73.00  15.76%
73.0
15.0 27.0 |
O\\‘\\‘\\‘\\\‘\“\\\\“w{\\‘\\\\“\\\\‘\\\\‘\\\\.‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4255: |sopropyl acetate
43.0
R RS
9.00 9.20 9.40 9.60
5000 m/z 42.00 10.22%
61.0
87.0
S | NSO T
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #746: 1-Butanamine e
30.0 9.00 9.20 9.40 9.60
m/z 41.00 7.17%
5000
oL 150 41.0 560 730
e e e e e e T
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@12521\
Data File : VN@65591.D

Acqg On : 25 Jan 2021 21:01
Operator : JC/MD

Sample : VSTDCCCO50

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 27 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 Propane, 2-nitro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.592 7.65 ug/l 99962 1,4-Difluorobenzene 8.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 83
2 Propane, 1-nitro- 89 (C3H7NO2 000108-03-2 83
3 Isobutyl nitrite 103 C4HSNO2 000542-56-3 43
4 Propene 42 C3He 000115-07-1 9
5 o0-Allylhydroxylamine 73 C3H7NO 006542-54-7 5

Abundance Scan 2442 (9.592 min): VN065591.D\data.ms (-2427) (-) m/z 43.05 100.00%

43.0
A jk
5 ‘
9.50
Oberererrrerilhy 589 729 njz 4l.10 85.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2169: Propane, 2-nitro-
43.0
27.0
5000 ‘ ‘/M :
9.50
m/z 39.00 28.61%
O 15\0 \“\ w‘\‘m 57.0 710
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2167: Propane, 1-nitro-
43.0
27.0
9.50
5000 m/z 41.95 12.65%
o 20 .l g0 o
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4540: Isobutyl nitrite T ‘
43.0 9.50
m/z 37.85 5.34%
5000 30.0
57.0
ol 180 Lol 11 730 860 1020 A i
rerprrrr e e e e o e e AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65591.D

Acqg On : 25 Jan 2021 21:01

Operator JC/MD

Sample : VSTDCCCO50

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 27 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 3 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.550 37.94 ug/l 1039370 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94

Abundance Scan 3984 (14.550 min): VN065591.D\data.ms (-3971) (-
119.1

m/z 119.05 100.00%

5000
91.0 T ‘
39.0 650 | | 1351 14.50
bbb W T m/z 134,05 40.66%
m/z--> 20 40 60 80 100 120 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 — :
14.50
39.0 010 m/z 91.00 16.13%
" 65.0 { 1%50
0 \\\‘\‘\ \\“\\““\“1“\ T \‘H‘\\\\“i‘\\wl \\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
T \
14.50
5000 ITI/Z 120.10 10.07%
91.0
150 390 650 | 135.0
0+ W\\\w\\JN\‘W\\\M‘\\\\‘W‘\WWl\\\\ P
mize> 20 40 60 80 100 120 140 /\
Abundance #14812: o-Cymene T ‘
119.0 14.50
m/z 77.00 8.57%
5000
91.0
obaso M0 o, | Jwso Ll
m/z--> 20 40 60 80 100 120 140 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65591.D

Acqg On : 25 Jan 2021 21:01
Operator : JC/MD

Sample : VSTDCCCO50

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 27 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 27.8 ug/l 363374 2 8.550 653466 50.0
Propane, 2-nitro- 9.592 7.6 ug/l 99962 2 8.550 653466 50.0
Benzene, 1,2,3,... 14.550 37.9 ug/l 1039376 4 13.315 1369570 50.0
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