LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO72519\
Data File : VU033404.D

Aca On = 25 Jul 2019 12:49

Operator : JC/SP

Sample = K3957-05

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO71219WMA .M
Title : VOC Analysis

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.392 86 94 105 rBvV 127540 136456 14.43% 1.679%
1.543 134 141 153 rVB 22628 31016 3.28% 0.382%
180 196 rVB 118243 149654 15.82% 1.842%
2.254 352 362 373 rBV 219236 335464 35.47% 4.129%
2.309 374 379 395 rvB2 11253 18402 1.95% 0.226%
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2.428 404 416 443 rBvV 67994 123332 13.04% 1.518%

6

7 2.617 473 475 478 rVB3 332 199 0.02% 0.002%
8 2.678 491 494 497 rBvV 361 215 0.02% 0.003%
9 2.723 506 508 512 rvB2 399 189 0.02% 0.002%
10 2.784 525 527 530 rBv2 312 208 0.02% 0.003%
11 2.820 530 538 539 rBvV 947 1086 0.11% 0.013%
12 2.907 562 565 571 rvv 323 315 0.03% 0.004%
13 2.939 573 575 582 rVB3 246 277 0.03% 0.003%
14 3.055 604 611 615 rBvV 149 189 0.02% 0.002%
15 3.235 661 667 670 rBv2 161 221 0.02% 0.003%
16 3.270 674 678 683 rvv2 425 411 0.04% 0.005%
17 3.354 698 704 707 rBV2 222 201 0.02% 0.002%
18 3.389 713 715 721 rVvvV3 410 316 0.03% 0.004%
19 3.418 721 724 727 rVB 409 292 0.03% 0.004%
20 3.489 743 746 752 rBV 180 203 0.02% 0.002%
21 3.592 775 778 786 rVB2 226 259 0.03% 0.003%
22 3.659 795 799 802 rBVvV2 335 217 0.02% 0.003%
23 3.723 815 819 822 rBV 393 401 0.04% 0.005%
24 3.993 900 903 907 rvv2 284 250 0.03% 0.003%
25 4_.151 939 952 977 rBV 81925 225688 23.86% 2.778%
26 4_.357 1005 1016 1043 rBV 39104 95242 10.07% 1.172%
27 4.527 1067 1069 1073 rBV3 399 191 0.02% 0.002%
28 4.620 1081 1098 1121 rBV 166546 400254 42.32% 4.926%
29 4.865 1165 1174 1182 rVB5 1120 2063 0.22% 0.025%
30 4.916 1186 1190 1195 rBV2 335 303 0.03% 0.004%
31 5.054 1229 1233 1237 rBV2 184 211 0.02% 0.003%
32 5.099 1245 1247 1252 rVB 262 189 0.02% 0.002%
33 5.141 1257 1260 1264 rVvVv2 282 205 0.02% 0.003%

34 5.318 1291 1315 1337 rBV2 312044 945770 100.00% 11.640%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO72519\
Data File : VU033404.D

Aca On = 25 Jul 2019 12:49

Operator : JC/SP

Sample = K3957-05

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
Title : VOC Analysis

35 5.550 1385 1387 1390 rVB2 331 191 0.02% 0.002%
36 5.579 1390 1396 1399 rBV2 228 238 0.03% 0.003%
37 5.723 1437 1441 1443 rBV2 341 246 0.03% 0.003%
38 5.752 1447 1450 1455 rVB3 376 317 0.03% 0.004%
39 5.865 1471 1485 1507 rBV 322490 648033 68.52% 7.976%
40 6.042 1538 1540 1549 rvVB4 965 880 0.09% 0.011%
41 6.103 1557 1559 1563 rvVB4 473 271 0.03% 0.003%

42 6.167 1566 1579 1599 rBV 76212 150568 15.92% 1.853%
43 6.308 1608 1623 1652 rBV 218615 442371 46.77% 5.445%

44 6.440 1662 1664 1670 rVB5 903 768 0.08% 0.009%
45 6.469 1670 1673 1677 rVV3 396 313 0.03% 0.004%
46 6.505 1681 1684 1689 rvVB2 463 351 0.04% 0.004%
47 6.842 1785 1789 1790 rBV 313 205 0.02% 0.003%
48 6.942 1814 1820 1822 rBV 184 182 0.02% 0.002%
49 6.993 1833 1836 1842 rVB2 196 203 0.02% 0.002%
50 7.209 1892 1903 1919 rBV 113720 206171 21.80% 2.538%
51 7.344 1939 1945 1948 rBV3 359 323 0.03% 0.004%
52 7.376 1953 1955 1956 rBV 367 192 0.02% 0.002%
53 7.437 1971 1974 1977 rVB 384 221 0.02% 0.003%

54 7.546 1995 2008 2044 rBvV 395374 718012 75.92% 8.837%
55 7.833 2082 2097 2124 rBV 81747 144722 15.30% 1.781%

56 7.987 2141 2145 2148 rBV2 253 193 0.02% 0.002%
57 8.041 2160 2162 2166 rVB2 441 271 0.03% 0.003%
58 8.122 2183 2187 2190 rBV2 224 203 0.02% 0.002%
59 8.164 2190 2200 2211 rVB3 2418 3960 0.42% 0.049%
60 8.296 2230 2241 2275 rBV 273193 492782 52.10% 6.065%
61 8.505 2304 2306 2314 rVB2 471 429 0.05% 0.005%
62 8.562 2320 2324 2326 rBv4 814 691 0.07% 0.009%
63 8.575 2326 2328 2331 rVvv2 867 602 0.06% 0.007%
64 8.607 2335 2338 2339 rBvV 384 209 0.02% 0.003%
65 8.652 2346 2352 2353 rBV2 373 231 0.02% 0.003%
66 8.794 2391 2396 2398 rBvV 210 182 0.02% 0.002%
67 9.070 2469 2482 2523 rBvV 491004 849173 89.79% 10.451%
68 9.234 2530 2533 2535 rBvV 391 236 0.02% 0.003%
69 9.302 2549 2554 2558 rBV2 247 235 0.02% 0.003%
70 9.575 2637 2639 2643 rVB2 280 213 0.02% 0.003%
71 9.768 2696 2699 2702 rBV2 424 344 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO72519\
Data File : VU033404.D

Aca On = 25 Jul 2019 12:49

Operator : JC/SP

Sample = K3957-05

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO71219WMA .M
Title : VOC Analysis
72 10.086 2795 2798 2803 rBV 210 193 0.02% 0.002%
73 10.205 2830 2835 2838 rBV2 616 656 0.07% 0.008%
74 10.414 2888 2900 2922 rBV 338324 544416 57 .56% 6.701%
75 10.594 2946 2956 2966 rBV6 1891 3366 0.36% 0.041%
76 10.678 2977 2982 2986 rBV2 199 191 0.02% 0.002%
77 10.701 2986 2989 2993 rBV2 489 300 0.03% 0.004%
78 10.823 3023 3027 3030 rBV3 308 262 0.03% 0.003%
79 11.106 3112 3115 3122 rVB2 374 262 0.03% 0.003%
80 11.141 3122 3126 3127 rBV2 334 201 0.02% 0.002%
81 11.157 3128 3131 3136 rVvv2 453 422 0.04% 0.005%
82 11.209 3145 3147 3150 rVvVv 331 218 0.02% 0.003%
83 11.279 3166 3169 3172 rBV2 288 222 0.02% 0.003%
84 11.305 3173 3177 3181 rVB2 453 387 0.04% 0.005%
85 11.337 3184 3187 3189 rBV 396 314 0.03% 0.004%
86 11.469 3215 3228 3251 rBV 469104 742388 78.50% 9.137%
87 11.710 3301 3303 3308 rVB3 498 340 0.04% 0.004%
88 11.762 3308 3319 3321 rBV6 2323 3521 0.37% 0.043%
89 11.845 3333 3345 3365 rBV 427804 688466 72.79% 8.474%
90 12.077 3414 3417 3419 rBv4 467 286 0.03% 0.004%
91 12.109 3424 3427 3432 rVB3 795 664 0.07% 0.008%
92 12.141 3432 3437 3439 rBvV4 461 393 0.04% 0.005%
93 12.254 3467 3472 3477 rBvV4 533 565 0.06% 0.007%
94 12.443 3527 3531 3533 rBV2 519 400 0.04% 0.005%
95 12.598 3576 3579 3581 rBV 412 275 0.03% 0.003%
96 12.659 3595 3598 3602 rVvv2 360 305 0.03% 0.004%
97 12.935 3679 3684 3687 rBV3 371 375 0.04% 0.005%
98 13.408 3828 3831 3836 rBV3 389 448 0.05% 0.006%
99 13.446 3841 3843 3845 rBV 332 211 0.02% 0.003%
100 13.996 4012 4014 4017 rBV 463 232 0.02% 0.003%
Sum of corrected areas: 8124900
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO072519\
VU033404.D

25 Jul 2019 12:49

JC/SP

K3957-05

5.0mL/MSVOA U/WATER

12 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU033404.D
400000
5.32 5.86
300000
2.25 6.31
200000
4.62
139 167
100000
243 4.15
1.54
0 3 2 PBIAGRHA. 05 B2ZBHMRAIBF2 3.99 . SEHD
T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: VU033404.D
9107 11.47
11.85
400000 7.55
10.41
300000 8.30
200000
100000
0 b.QIBO 9.58 9.77 10.00.21 thMBZ mmJ 117 1220
: T T T T T T T T I T T T T "_ T T T T T T T I
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU033404.D
400000
300000
200000
100000
0 .12.2512.442.2®6 12.94 183445 14.00
L B e e e e e e e L e e e e e e e e e e I A e e B e e B B I B e e e e e
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\VUO72519\
Data File : VU033404.D

Aca On = 25 Jul 2019 12:49

Operator : JC/SP

Sample : K3957-05

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Isopropyl Alcohol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

2.43 9.52 ug/L 123332 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 86
2 Isopropvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropvl Alcohol 60 C3H80 000067-63-0 78
4 Isopropvl Alcohol 60 C3H80 000067-63-0 72
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9

Abundance Scan 417 (2.431 min): VU033404.D (-404) (-) m/z 45.10 100.00%
48.1
5000
37-q41|'. 50.1 2.00 2.20 2.40 2.60 2.80
O R A i R R a o B E o AR m/z 43.00 25.49%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: |Isopropy! Alcohol
44.0
5000 ISR SRR S

2.00 220 2.40 2.60 2.80
m/z 41.10 8.89%

15.019.0 27|°310 a7.0% 530 590
ot e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: |sopropy! Alcohol
45.0
2.00 2.20 2.40 2.60 2.80
5000 m/z 39.00 7.72%
27.0
15.019.0
| 0 a7ty 59.0
Ot e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: |sopropy! Alcohol
45.0 2.00 2.20 2.40 2.60 2.80
m/z 42.00 5.50%
5000
21.0 41.0
0 1501?0 ‘ ?10 37.07 59.0
R R R AR R e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO72519\
Data File : VU033404.D

Aca On = 25 Jul 2019 12:49

Operator : JC/SP

Sample : K3957-05

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Ethyl Acetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4_36 7.35 ug/L 95242 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 90
4 Ethvl Acetate 88 C4H802 000141-78-6 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 9

Abundance Scan 1017 (4.360 min): VU033404.D (-1005) (-) m/z 43.00 100.00%
43.0
5000 /\K\_
I 61|-1 0. 88.0 400 420 440 4.60
AL SRS RALSA AAAR) LAY BARLA MRS SAMLARARS) SARSI BAAAIBARAS AR SR RS AR M m/z 61.10 16.06%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
43.0
5000 AR AR RN LR

4.00 4.20 4.40 4.60
29.0 m/z 45.00 14.60%

15.0 61.0 70.0
B I AU I X N0 eso
T T T e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate
43.0

4.00 4.20 4.40 4.60

5000 m/z 70.10 12.13%
29.0 61.0
15 O | ‘ Il 55'0 7(‘).0\ 88\ 0 [\
Ofrrrrrprerrrrr T T T T Ty
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate R AR B
43.0 400 420 4.40 4.60

m/z 42.00 7.84%

5000
29.0 61.0
150 70.0 !\
Ly ‘ l ‘ 55.0 ‘ | 88\ 0 0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.00 4.20 4.40 4.60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72519\
Data File : VU033404.D

Acq On = 25 Jul 2019 12:49

Operator : JC/SP

Sample - K3957-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 12 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
VOC Analysis

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.43 9.5 ug/L 123332 1 5.86 648033 50.0
Ethyl Acetate 4.36 7.3 ug/L 95242 1 5.86 648033 50.0
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