LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052718\
Data File : VU024207.D

Aca On : 27 May 2018 23:26

Operator :© MD/SY

Sample : J3091-20

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 28 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 - W:\HPCHEM1\MSVOA U\METHOD\SOMULM052518WMA_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 0.976 116 120 122 rBvV 196 175 0.01% 0.002%
2 1.088 133 155 177 rBvY 350331 422961 19.74% 3.710%
3 1.179 178 183 193 rVB 33051 32784 1.53% 0.288%
4 1.294 215 219 235 rVB 9895 12385 0.58% 0.109%
5 1.400 245 252 263 rBV 153920 162362 7.58% 1.424%
6 1.674 329 337 354 rVB 118360 152922 7.14% 1.341%
7 1.886 393 403 422 rVB 211557 300542 14.03% 2.636%
8 2.272 512 523 533 rBV 246665 378220 17.65% 3.317%
9 2.323 533 539 556 rVB 34346 55824 2.61% 0.490%
10 2.445 563 577 597 rBV 71606 139209 6.50% 1.221%
11 2.764 672 676 679 rBV2 331 280 0.01% 0.002%
12 2.786 680 683 685 rBV2 294 174 0.01% 0.002%
13 2.841 685 700 715 rVB2 13914 30968 1.45% 0.272%
14 3.043 760 763 767 rVB2 234 149 0.01% 0.001%
15 3.072 769 772 778 rVV2 156 203 0.01% 0.002%
16 3.146 793 795 801 rVB2 233 228 0.01% 0.002%
17 3.178 801 805 810 rBV2 349 291 0.01% 0.003%
18 3.204 810 813 817 rVB 254 166 0.01% 0.001%
19 3.355 858 860 864 rVB2 193 149 0.01% 0.001%
20 3.397 868 873 874 rBV 163 167 0.01% 0.001%
21 3.468 894 895 902 rVB 258 147 0.01% 0.001%
22 3.619 938 942 945 rBV2 219 186 0.01% 0.002%
23 3.690 958 964 967 rBV 216 307 0.01% 0.003%
24 3.831 1003 1008 1011 rBV 183 153 0.01% 0.001%
25 3.918 1029 1035 1038 rBV 195 209 0.01% 0.002%
26 4.121 1093 1098 1101 rvVvB 173 206 0.01% 0.002%
27 4.178 1101 1116 1141 rBV 101166 275447 12.86% 2.416%
28 4.387 1171 1181 1209 rvVvB 9259 23591 1.10% 0.207%
29 4.558 1232 1234 1237 rVB 271 164 0.01% 0.001%
30 4.651 1245 1263 1288 rBvV 182277 428537 20.00% 3.759%
31 4.889 1327 1337 1344 rBvV3 608 1272 0.06% 0.011%
32 4.982 1363 1366 1369 rBv2 229 203 0.01% 0.002%
33 5.088 1395 1399 1403 rBvV2 168 167 0.01% 0.001%
34 5.143 1403 1416 1427 rVVv2 4183 9205 0.43% 0.081%

SOMULMO52518WMA_.M Tue May 29 17:48:47 2018 Page: 1



LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052718\
Data File : VU024207.D

Aca On : 27 May 2018 23:26

Operator :© MD/SY

Sample : J3091-20

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 28 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 = W:\HPCHEM1\MSVOA_U\METHOD\SOMULM052518WMA_M

Title : VOC Analysis

35 5.243 1444 1447 1451 rBV2 151 141 0.01% 0.001%
36 5.346 1453 1479 1515 rBV2 366189 1104277 51.54% 9.686%
37 5.751 1602 1605 1612 rBV3 325 360 0.02% 0.003%
38 5.812 1622 1624 1627 rVB2 326 223 0.01% 0.002%
39 5.834 1627 1631 1634 rBV 217 209 0.01% 0.002%
40 5.889 1634 1648 1690 rBVY 347843 718081 33.52% 6.298%
41 6.191 1729 1742 1762 rVB4 23118 47734 2.23% 0.419%
42 6.281 1765 1770 1772 rBV 259 253 0.01% 0.002%
43 6.333 1772 1786 1820 rBVY 245298 503167 23.49% 4.413%
44 6.551 1851 1854 1859 rVB3 265 225 0.01% 0.002%
45 6.580 1859 1863 1866 rBV2 162 143 0.01% 0.001%
46 6.638 1876 1881 1884 rBV 168 203 0.01% 0.002%
47 6.690 1892 1897 1899 rBV2 153 143 0.01% 0.001%
48 6.735 1907 1911 1913 rBV2 176 149 0.01% 0.001%
49 6.783 1919 1926 1929 rBV2 281 273 0.01% 0.002%
50 6.821 1933 1938 1946 rVB3 760 1297 0.06% 0.011%
51 6.860 1946 1950 1953 rBV 502 408 0.02% 0.004%
52 6.976 1979 1986 1992 rVB2 188 274 0.01% 0.002%
53 7.050 2006 2009 2013 rVvB2 268 173 0.01% 0.002%
54 7.095 2019 2023 2026 rvB2 160 140 0.01% 0.001%
55 7.233 2051 2066 2096 rBvV 116066 211935 9.89% 1.859%
56 7.394 2110 2116 2124 rBV3 1215 1715 0.08% 0.015%
57 7.471 2134 2140 2145 rVvv2 474 496 0.02% 0.004%
58 7.513 2150 2153 2157 rBV2 204 177 0.01% 0.002%

59 7.571 2157 2171 2206 rBV 454359 831725 38.82% 7.295%
60 7.853 2246 2259 2283 rBV2 80102 138063 6.44% 1.211%

61 7.985 2296 2300 2305 rVB3 257 207 0.01% 0.002%
62 8.072 2321 2327 2329 rBV2 742 700 0.03% 0.006%
63 8.181 2350 2361 2363 rBV3 1628 2118 0.10% 0.019%

64 8.230 2363 2376 2392 rVV 1238826 2142502 100.00% 18.792%
65 8.313 2393 2402 2433 rVB 318296 572496 26.72% 5.022%

66 8.542 2468 2473 2477 rVB2 481 526 0.02% 0.005%
67 8.580 2481 2485 2487 rBV3 690 618 0.03% 0.005%
68 8.673 2511 2514 2515 rBV 222 146 0.01% 0.001%
69 8.831 2559 2563 2565 rBVvV2 190 159 0.01% 0.001%
70 8.873 2573 2576 2578 rBV2 259 172 0.01% 0.002%
71 8.937 2593 2596 2603 rVB2 298 300 0.01% 0.003%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:
Smoothing
Sampling
Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

W:\HPCHEM1\MSVOA U\DATA\VU052718\
vu024207.D
27 May 2018 23:26
MD/SY

J3091-20

5.0mL/MSVOA U/WATER

28

Parameters:

RTE
OFF
1

0.2

Sample Multiplier: 1

Peak separation: 5

Method
Title
72 9.034
73 9.091
74 9.259
75 9.284
76 9.304
77 9.355
78 9.384
79 9.468
80 9.869
81 9.918
82 10.021
83 10.098
84 10.201
85 10.249
86 10.435
87 10.609
88 10.657
89 11.011
90 11.168
91 11.297
92 11.332
93 11.487
94 11.596
95 11.635
96 11.754
97 11.863
98 12.683
99 12.712
100 15.078

LSCINT.P

Filtering: 5

Min Area: 0 % of largest Peak

Max Peaks: 100
Peak Location: TOP

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO52518WMA _M
Analysis

VOC

2623
2631
2692
2702

2708
2723
2730
2757
2882

2895
2929
2952
2986
3002

3049
3108
3125
3235
3286

3328
3333
3377
3419
3432

3463
3494
3756
3767
4503

2626
2644
2696
2704

2710
2726
2735
2761
2886

2901
2933
2957
2989
3004

3062
3116
3131
3241
3290

3330
3341
3389
3423
3435

3472
3506
3761
3770
4506

2629
2674
2701
2708

2715
2730
2741
2765
2889

2903
2935
2960
2993
3011

3084
3125
3135
3247
3296

3332
3351
3414
3424
3438

3494
3528
3763
3779
4509

Sum

rBv2
rBv
rvv2
rvB

rvB2
rBv2
rBv4
rBv2
rBv

rBv
rBv
rvv
rBv
rvB2

rBv

rBv4
rBv2
rBv2
rBv2

rBv
rvB
rBv
rBv2
rBv3

rBv3
rvB
rBv
rvB
rvB

291
485270
263
248

233
180
391
281
202

184
233
142
190
232

342007
1675
515
299
378

280
7854
363187
333
201

13818
389826
236
376
396

212
837339
238
171

210
147
434
255
191

169
178
179
153
188

544263
2706
680
442
513

166
11195
597579
273
180

31093
658894
264
469
190

of corrected areas:
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0.01%
39.08%
0.01%
0.01%

0.01%
0.01%
0.02%
0.01%
0.01%

0.01%
0.01%
0.01%
0.01%
0.01%

25.40%
0.13%
0.03%
0.02%
0.02%

0.01%
0.52%
27 .89%
0.01%
0.01%

1.45%
30.75%
0.01%
0.02%
0.01%

11400852

0.002%
7.345%
0.002%
0.001%

0.002%
0.001%
0.004%
0.002%
0.002%

0.001%
0.002%
0.002%
0.001%
0.002%

4.774%
0.024%
0.006%
0.004%
0.004%

0.001%
0.098%
5.242%
0.002%
0.002%

0.273%
5.779%
0.002%
0.004%
0.002%
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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

W:\HPCHEM1\MSVOA U\DATA\VU052718\
VU024207.D

27 May 2018 23:26

MD/SY

J3091-20

5.0mL/MSVOA U/WATER

28 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM052518WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: VU024207.D

1.09

4.18
6.1€

0

Time-->
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400000

200000

04—

27684 BEREBIENT S5S.892 412 4.394,
e

T e e |
3.00 3.50 4.50
TIC: VU024207.D

L\
T

5.35 5.89
4.65
D\ wmsmdl s
e L A e s
0 6.00

5.00 5.5

757 9.09

531 10.44 1149 1186

7.23

7.85

Time-->
Abundance
1200000
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400000

200000

0
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e e e T e e
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7.50 8.00 11.50
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12681 15.08
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Time--> 12.00
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T
17.00 17.50

16.00 16.50

14.50 15.00 15.50

12.50 13.00

13.50 14.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052718\
Data File : VU024207.D

Aca On : 27 May 2018 23:26

Operator : MD/SY

Sample : J3091-20

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM052518WMA .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 Isopropyl Alcohol Concentration Rank 3

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

2.45 9.69 ug/L 139209 1,4-Difluorobenzene 5.89
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 86
3 Isopropvl Alcohol 60 C3H80 000067-63-0 83
4 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 40
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 578 (2.449 min): VU024207.D (-563) (-) m/z 45.00 100.00%
45 ?
5000
3 4|1. 59 220 240 2.60 2.80
O R RS B o R MR B AR m/z 43.00 23.82%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45 ]k
5000 RS L IR L L
220 240 2.60 2.80
m/z 41.10 9.10%
. 15 19 2l 31 g4l 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
220 240 2.60 2.80
5000 m/z 39.00 7.29%
15 19 2T 3 3g 41 59
O‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: Isopropyl Alcohol
45 220 240 2.60 2.80
m/z 42.00 5.26%
5000
1F ﬁg 21 ‘31 ag 4 59
o) INUNESESENIISSSR SN EASSRATS S S DSt S NTL S (N WM.
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 240 2.60 2.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU052718\
Data File : VU024207.D

Aca On : 27 May 2018 23:26

Operator : MD/SY

Sample : J3091-20

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM052518WMA .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 4 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.60 ug/L 31093 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 53
Abundance Scan 3471 (11.750 min): VU024207.D (-3463) (-) m/z 57.05 100.00%
57
5000 41
70 83
| ” | % 11.40 11.60 11.80 12.00
0..w.”.,”..“.”,.”.“H.h.”HﬂL.WH!”,”.!“.”,:”.“ m/z 41.10 40.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57 A
5000 .,.ﬂ..,...., ABAANABRRR
43 11.40 11.60 11.80 12.00
29 70 83 m/z 55.00 40.06%
o 18 51|/, 63 77 % 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
11.40 11.60 11.80 12.00
5000 41 m/z 43.00 31.45%
29 0 8
o 15 51 63 77 % 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl- i R ma
57 11.40 11.60 11.80 12.00
m/z 56.10 25.49%
5000 41
29
70 83
o N 1 N 1< < T A0 ?F,....%%%..,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU052718\
Data File : VU024207.D

Acq On : 27 May 2018 23:26

Operator : MD/SY

Sample - J3091-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM052518WMA .M
VOC Analysis

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 2.45 9.7 ug/L 139209 1 5.89 718081 50.0
1-Hexanol, 2-ethyl- 11.75 2.6 ug/L 31093 3 11.49 597579 50.0
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