LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102918\
Data File : VU027859.D

Aca On : 29 Oct 2018 16:27

Operator : MD/SY

Sample : J5716-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 17 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\SOMULM102218WMA .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 1.399 64 70 80 rBv 49044 49992 2.80% 0.833%
2 1.681 150 158 169 rBv 37627 47587 2.67% 0.793%
3 2.273 332 342 353 rBV 78633 119233 6.69% 1.987%
4 2.411 382 385 386 rBV 153 86 0.00% 0.001%
5 2.443 386 395 409 rVB 8421 14064 0.79% 0.234%
6 2.813 507 510 514 rBV 86 80 0.00% 0.001%
7 2.842 514 519 523 rVVv2 226 267 0.01% 0.004%
8 2.919 541 543 546 rVB 151 82 0.00% 0.001%
9 2.987 554 564 577 rBV2 5356 9255 0.52% 0.154%
10 3.093 595 597 603 rBV 247 236 0.01% 0.004%
11 3.132 608 609 615 rVB 225 131 0.01% 0.002%
12 3.366 679 682 686 rVB 136 95 0.01% 0.002%
13 3.775 806 809 811 rVB 162 108 0.01% 0.002%
14 3.800 811 817 820 rBV 219 302 0.02% 0.005%
15 3.916 849 853 856 rVB 192 192 0.01% 0.003%
16 3.945 857 862 868 rBV 186 303 0.02% 0.005%
17 4.228 922 950 988 rBV2 256902 720981 40.44% 12.017%
18 4.395 1000 1002 1005 rBv2 140 79 0.00% 0.001%
19 4.453 1017 1020 1021 rBvV 140 81 0.00% 0.001%
20 4.537 1040 1046 1051 rBvV 164 285 0.02% 0.005%
21 4.652 1066 1082 1105 rBvV 63551 150070 8.42% 2.501%
22 4.771 1114 1119 1121 rBV 196 180 0.01% 0.003%
23 4.787 1121 1124 1126 rVB 166 106 0.01% 0.002%
24 4.800 1126 1128 1130 rBvV 173 104 0.01% 0.002%
25 4.816 1130 1133 1136 rBv 138 134 0.01% 0.002%
26 4.894 1154 1157 1158 rVvVv 235 131 0.01% 0.002%
27 5.144 1233 1235 1238 rVB 145 99 0.01% 0.002%
28 5.167 1239 1242 1244 rBV 130 114 0.01% 0.002%
29 5.344 1273 1297 1320 rBv3 130840 388595 21.80% 6.477%
30 5.424 1320 1322 1325 rBvV2 201 135 0.01% 0.002%
31 5.514 1348 1350 1352 rBV 125 92 0.01% 0.002%
32 5.636 1383 1388 1389 rBV 180 146 0.01% 0.002%
33 5.675 1395 1400 1403 rBV 150 201 0.01% 0.003%
34 5.797 1431 1438 1443 rBV2 426 618 0.03% 0.010%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102918\
Data File : VU027859.D

Aca On : 29 Oct 2018 16:27

Operator : MD/SY

Sample : J5716-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 17 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M
VOC Analysis

35 5.887 1453 1466 1488 rBV 128731 252450 14.16% 4.208%

36 6.064 1516 1521 1524 rBV 215 162 0.01% 0.003%
37 6.189 1546 1560 1588 rBV 242331 468041 26.25% 7.801%
38 6.334 1592 1605 1625 rBV 89984 179431 10.06% 2.991%

39 6.562 1673 1676 1677 rBV 187 130 0.01% 0.002%
40 6.861 1762 1769 1779 rBv4 843 1405 0.08% 0.023%
41 6.958 1795 1799 1804 rBvV 105 111 0.01% 0.002%
42 7.019 1814 1818 1822 rBV 144 96 0.01% 0.002%
43 7.115 1845 1848 1854 rVB 173 215 0.01% 0.004%
44 7.144 1854 1857 1858 rBV 128 93 0.01% 0.002%
45 7.228 1870 1883 1906 rBV 51164 91543 5.13% 1.526%
46 7.395 1928 1935 1938 rBv4 569 787 0.04% 0.013%
47 7.565 1976 1988 2011 rBV 176056 304889 17.10% 5.082%
48 7.684 2021 2025 2027 rBV 204 194 0.01% 0.003%
49 7.852 2065 2077 2092 rBvV 36841 61286 3.44% 1.021%
50 7.948 2103 2107 2109 rBvV 168 163 0.01% 0.003%
51 8.186 2166 2181 2182 rBV3 16693 23238 1.30% 0.387%

52 8.228 2183 2194 2210 rVV 1054155 1782950 100.00% 29.716%
53 8.311 2211 2220 2248 rVB 137768 237162 13.30% 3.953%

54 8.430 2255 2257 2261 rVB 151 91 0.01% 0.002%
55 8.472 2268 2270 2273 rVB 232 105 0.01% 0.002%
56 8.556 2292 2296 2299 rBvV 197 205 0.01% 0.003%
57 8.598 2305 2309 2313 rBV 237 275 0.02% 0.005%
58 8.749 2352 2356 2359 rBvV 124 92 0.01% 0.002%
59 8.990 2427 2431 2434 rBV 120 102 0.01% 0.002%
60 9.090 2450 2462 2484 rBvV 188788 310126 17.39% 5.169%
61 9.209 2496 2499 2501 rBV2 288 205 0.01% 0.003%
62 9.254 2511 2513 2517 rVB2 519 321 0.02% 0.005%
63 9.279 2517 2521 2523 rBV2 334 318 0.02% 0.005%
64 9.414 2561 2563 2570 rVB3 297 278 0.02% 0.005%
65 9.720 2655 2658 2661 rVB4 534 321 0.02% 0.005%
66 9.762 2668 2671 2675 rBV3 349 351 0.02% 0.006%
67 9.819 2687 2689 2691 rBvV 209 142 0.01% 0.002%
68 9.971 2734 2736 2739 rBvV2 147 113 0.01% 0.002%
69 9.996 2742 2744 2747 rVB 181 126 0.01% 0.002%

70 10.434 2867 2880 2896 rBV 116163 183272 10.28% 3.055%
71 10.533 2907 2911 2913 rBV 116 88 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102918\
Data File : VU027859.D

Aca On : 29 Oct 2018 16:27

Operator : MD/SY

Sample : J5716-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 17 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\SOMULM102218WMA .M
Title : VOC Analysis
72 10.614 2925 2936 2950 rBV2 6859 12864 0.72% 0.214%
73 10.871 3013 3016 3024 rBV2 496 564 0.03% 0.009%
74 11.083 3079 3082 3085 rVB 133 87 0.00% 0.001%
75 11.337 3158 3161 3167 rVB 126 109 0.01% 0.002%
76 11.414 3181 3185 3188 rBV 111 115 0.01% 0.002%
77 11.485 3195 3207 3229 rBV 182919 281644 15.80% 4.694%
78 11.581 3233 3237 3240 rBV2 173 130 0.01% 0.002%
79 11.755 3283 3291 3295 rBvV4 725 938 0.05% 0.016%
80 11.861 3311 3324 3343 rBV 162767 262585 14.73% 4_.377%
81 11.961 3354 3355 3360 rVB 199 95 0.01% 0.002%
82 12.157 3410 3416 3417 rBV 232 223 0.01% 0.004%
83 12.237 3426 3441 3442 rBV4 1900 2741 0.15% 0.046%
84 12.565 3540 3543 3544 rBV4 161 77 0.00% 0.001%
85 12.668 3571 3575 3578 rBV 136 121 0.01% 0.002%
86 12.813 3617 3620 3624 rBV 148 134 0.01% 0.002%
87 13.224 3746 3748 3750 rVvVv 234 80 0.00% 0.001%
88 13.237 3750 3752 3757 rVB 283 219 0.01% 0.004%
89 13.266 3757 3761 3764 rBV2 273 211 0.01% 0.004%
90 13.546 3846 3848 3851 rBV2 215 110 0.01% 0.002%
91 13.851 3941 3943 3947 rVB 186 79 0.00% 0.001%
92 14.096 4017 4019 4023 rVB2 240 178 0.01% 0.003%
93 14.154 4035 4037 4041 rVB 186 89 0.00% 0.001%
94 14.208 4045 4054 4055 rBV3 691 703 0.04% 0.012%
95 14.276 4069 4075 4090 rVB 4429 7674 0.43% 0.128%
96 14.427 4118 4122 4126 rBV 273 297 0.02% 0.005%
97 14.601 4158 4176 4180 rBV6 8284 20326 1.14% 0.339%
98 14.781 4230 4232 4236 rVB2 286 157 0.01% 0.003%
99 14.896 4265 4268 4271 rBV2 199 145 0.01% 0.002%
100 15.684 4504 4513 4519 rBV6 1142 2147 0.12% 0.036%
Sum of corrected areas: 5999883
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102918\
Data File : VU027859.D

Aca On : 29 Oct 2018 16:27

Operator : MD/SY

Sample : J5716-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M
VOC Analysis

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

Abundance TIC: VU027859.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102918\
Data File : VU027859.D

Aca On : 29 Oct 2018 16:27

Operator : MD/SY

Sample : J5716-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 3

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

2.44 2.79 ug/L 14064 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 64
2 4-Penten-2-ol 86 C5H100 000625-31-0 43
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 Ethvlamine 45 C2H7N 000075-04-7 5
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 394 (2.440 min): VU027859.D (-386) (-) m/z 45.10 100.00%
48.1
5000
39, 59.1 220 240 2.60 2.80
I””I””P”W'”W”'W”“P”Iﬂj'“'W””P”:P”W'”W””I””P m/z 43.10 20.09%
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: |sopropy! Alcohol
48.0
5000
220 240 2.60 2.80
270 m/z 41.00 10.13%
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1719: 4-Penten-2-ol
48.0
220 240 2.60 2.80
5000 m/z 39.00 6.38%
27.0
|, mn%ﬂ\ 53.058.063.0 71.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropy! Alcohol
48.0 220 2.40 2.60 2.80
m/z 59.10 4_71%
5000
P”W”Wjﬂi”ﬁﬂ%RP?ﬁ“””W%RE%1W””W”PMP U U SR L R
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102918\
Data File : VU027859.D

Aca On : 29 Oct 2018 16:27

Operator : MD/SY

Sample : J5716-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 3 1,1"-Biphenyl, 2,6-dichloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.60 3.61 ug/L 20326 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.6-dichloro- 222 C12H8CI2 033146-45-1 98
2 1.17-Biphenvl 2.3"-dichloro- 222 C12H8CI2 025569-80-6 98
3 1.17-Biphenvl. 4.4"-dichloro- 222 C12H8CI2 002050-68-2 98
4 1.1"-Biphenvl. 4.4"-dichloro- 222 Cl12H8CI2 002050-68-2 98
5 1,1"-Biphenyl, 2,3-dichloro- 222 Cl12H8CI2 016605-91-7 97

Abundance Scan 4176 (14.601 min): VU027859.D (-4158) (-) m/z 222.00 100.00%

222.0
152.1
5000

75.1 ------------------
51.0 93.1 124.9 186.0 1420 14.40 14.60 14.80 15.00

S R m/z 152.10 79.51%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #78933: 1,1-Biphenyl, 2,6-dichloro-
222.0
152.0
5000

14.20 14.40 14.60 14.80 15.00

750 930 m/z 224.05 51.67%
51.0 111.0126.0 170. 0186 0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #78926: 1,1'-Biphenyl 2,3'-dichloro-
222.0
152.0 ................ —
14. 20 14. 40 14. 60 14. 80 15. 00
5000 m/z 75.10 19.50%
75.0
5%0 | { 111.0126.0 W 186.0 I
1l il Iy
,,,,,,,,,,
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #78950: 1,1'-Biphenyl, 4,4'-dichloro- . R A maa s
222.0 14. 20 14. 40 14. 60 14. 80 15. 00
0
152.0 m/z 150.90  18.93%
5000
75.0
111.0 186.0
43.0 1l \M ‘\ m Iy 12\60 “‘ Ly ‘H

m/z--> 40 60 80 100 120 140 160 180 200 220 14. 20 14. 40 14. 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102918\
Data File : VU027859.D

Acq On : 29 Oct 2018 16:27

Operator : MD/SY

Sample - J5716-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 2.44 2.8 ug/L 14064 1 5.89 252450 50.0
1,1*-Biphenyl, 2,... 14.60 3.6 ug/L 20326 3 11.48 281644 50.0
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