LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 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 V\METHOD\SOMVLMO32720WMA .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

1.222 37 41 44 rBV5 7974 8259 0.00% 0.002%
1.312 63 69 82 rvB 233491 244900 0.14% 0.051%
151 163 rVB 206930 238470 0.13% 0.049%
2.116 311 319 341 rVB 439016 694227 0.39% 0.144%

abrwNPE
=
)]
\l
()]
=
N
)]

2.392 403 405 406 rBvV2 2271 1028 0.00% 0.000%
6 2.589 459 466 476 rVB 34836 56168 0.03% 0.012%
7 2.778 515 525 537 rVB4 14272 29097 0.02% 0.006%
8 2.962 578 582 584 rBv4 2052 1418 0.00% 0.000%
9 2.978 584 587 591 rVB6 2974 2202 0.00% 0.000%
10 2.997 591 593 594 rBvV2 2003 802 0.00% 0.000%
11 3.013 594 598 602 rBvV7 1774 1768 0.00% 0.000%
12 3.058 608 612 613 rBV3 5531 4099 0.00% 0.001%
13 3.225 655 664 669 rBvV3 2697 5069 0.00% 0.001%
14 3.286 680 683 685 rBv4 2304 1788 0.00% 0.000%
15 3.322 690 694 697 rvVB6 1102 939 0.00% 0.000%
16 3.502 748 750 753 rVB4 2326 1255 0.00% 0.000%
17 3.521 753 756 757 rBV3 1888 1247 0.00% 0.000%
18 3.540 760 762 766 rVB5 2204 1356 0.00% 0.000%
19 3.576 771 773 778 rBV5 1181 784 0.00% 0.000%
20 3.640 790 793 795 rBv4 2080 1264 0.00% 0.000%
21 3.656 795 798 800 rvv4 1895 1266 0.00% 0.000%
22 3.685 803 807 809 rvvs 2131 1637 0.00% 0.000%
23 3.704 810 813 817 rVvve 2243 1927 0.00% 0.000%
24 3.788 820 839 862 rvv 217213 552947 0.31% 0.114%
25 3.888 867 870 872 rBv4 1509 938 0.00% 0.000%
26 3.945 872 888 931 rBVv3 107712 600906 0.34% 0.124%
27 4_306 998 1000 1003 rBv4 1334 918 0.00% 0.000%
28 4.399 1005 1029 1056 rVv2 1057964 3061729 1.71% 0.633%
29 4.521 1065 1067 1070 rVB4 2862 1468 0.00% 0.000%
30 4.627 1097 1100 1102 rVv4 1220 923 0.00% 0.000%

31 4.704 1110 1124 1142 rVB2 85344 211184 0.12% 0.044%
32 4.855 1153 1171 1190 rvVv 539683 1289182 0.72% 0.267%
33 5.138 1222 1259 1295 rBV3 67981188 156835490 87.45% 32.434%
34 5.640 1402 1415 1438 rBV 793622 1563793 0.87% 0.323%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 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_V\METHOD\SOMVLM032720WMA _M
Title : VOC Analysis

35 5.878 1486 1489 1491 rVB3 1984 1064 0.00% 0.000%
36 5.939 1497 1508 1522 rVv9 21180 48577 0.03% 0.010%
37 6.051 1538 1543 1544 rBV3 2652 2205 0.00% 0.000%
38 6.096 1544 1557 1571 rBV2 382441 819779 0.46% 0.170%
39 6.296 1616 1619 1622 rVB4 1871 1035 0.00% 0.000%
40 6.341 1631 1633 1636 rVB4 1863 1134 0.00% 0.000%
41 6.379 1636 1645 1647 rBV9 7773 8949 0.00% 0.002%
42 6.447 1663 1666 1669 rVB4 2573 1915 0.00% 0.000%
43 6.466 1669 1672 1677 rBV7 2800 2213 0.00% 0.000%
44 6.492 1677 1680 1682 rBV3 1489 927 0.00% 0.000%
45 6.537 1682 1694 1706 rvv3 14466 30155 0.02% 0.006%
46 6.749 1758 1760 1763 rBv4 1535 875 0.00% 0.000%
47 6.797 1773 1775 1777 rVVv3 1502 826 0.00% 0.000%
48 6.826 1777 1784 1791 rVB3 5270 7058 0.00% 0.001%
49 6.926 1811 1815 1816 rBV3 1286 1104 0.00% 0.000%
50 7.010 1827 1841 1856 rBV2 226160 411290 0.23% 0.085%
51 7.116 1872 1874 1877 rVB3 2230 1087 0.00% 0.000%
52 7.225 1904 1908 1910 rBV5 2276 1582 0.00% 0.000%
53 7.257 1916 1918 1920 rBV3 1674 937 0.00% 0.000%
54 7.338 1929 1943 1959 rBV 790426 1382589 0.77% 0.286%
55 7.415 1960 1967 1980 rvv2 35868 70504 0.04% 0.015%
56 7.473 1983 1985 1989 rVB5 1603 1095 0.00% 0.000%
57 7.511 1995 1997 1998 rBV2 1909 937 0.00% 0.000%
58 7.566 2010 2014 2016 rBv4 2695 2447 0.00% 0.001%
59 7.643 2027 2038 2058 rBvV 162158 282494 0.16% 0.058%
60 7.810 2086 2090 2093 rBV5 1524 1429 0.00% 0.000%
61 7.858 2100 2105 2107 rBV6 2635 2390 0.00% 0.000%
62 7.875 2107 2110 2114 rVV5 1762 1439 0.00% 0.000%
63 7.997 2141 2148 2164 rVB2 34205 63022 0.04% 0.013%
64 8.055 2164 2166 2169 rVB3 1622 984 0.00% 0.000%
65 8.080 2170 2174 2176 rBv4 2011 1483 0.00% 0.000%
66 8.122 2176 2187 2213 rBV 490955 956675 0.53% 0.198%
67 8.383 2264 2268 2276 rVB 3785 5228 0.00% 0.001%
68 8.424 2276 2281 2285 rBV7 2201 2452 0.00% 0.001%
69 8.527 2310 2313 2316 rVB4 1954 1091 0.00% 0.000%
70 8.563 2322 2324 2330 rVB7 1578 1353 0.00% 0.000%
71 8.588 2330 2332 2334 rBV3 1896 1158 0.00% 0.000%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 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_V\METHOD\SOMVLM032720WMA _M
Title : VOC Analysis

72 8.633 2342 2346 2350 rBV6 1152 1106 0.00% 0.000%
73 8.659 2350 2354 2358 rVB6 1817 1470 0.00% 0.000%
74 8.759 2382 2385 2388 rvVB4 2386 1751 0.00% 0.000%
75 8.778 2388 2391 2395 rBV6 2496 2164 0.00% 0.000%
76 8.801 2396 2398 2403 rVB5 1463 803 0.00% 0.000%
77 9.849 2722 2724 2725 rBV2 2189 894 0.00% 0.000%
78 9.948 2753 2755 2756 rBV2 2754 1113 0.00% 0.000%
79 10.048 2783 2786 2787 rBV3 2373 1422 0.00% 0.000%

80 10.241 2834 2846 2861 rBV 947438 1479150 0.82% 0.306%

81 10.450 2902 2911 2926 rVB 91915 145187 0.08% 0.030%

82 10.566 2939 2947 2963 rVB2 54700 90097 0.05% 0.019%
83 10.800 3017 3020 3021 rBV3 1644 935 0.00% 0.000%
84 10.890 3043 3048 3059 rVB3 9061 15664 0.01% 0.003%
85 10.945 3059 3065 3081 rVBS8 6600 13659 0.01% 0.003%
86 11.003 3081 3083 3085 rBV3 1671 1053 0.00% 0.000%
87 11.051 3096 3098 3102 rVB5 2232 1046 0.00% 0.000%

88 11.215 3132 3149 3162 rBV2 48933665 82498285 46.00% 17.061%
89 12.421 3514 3524 3539 rVB 708684 1070282 0.60% 0.221%
90 12.604 3569 3581 3592 rBV2 198040 482873 0.27% 0.100%

91 12.665 3592 3600 3615 rVB2 384275 619618 0.35% 0.128%
92 12.775 3624 3634 3650 rVB 357924 560302 0.31% 0.116%

93 13.022 3703 3711 3726 rVB3 43311 82313 0.05% 0.017%
94 13.302 3780 3798 3821 rBV2 114986465 179348128 100.00% 37.090%
95 13.530 3864 3869 3884 rVB 32917 55203 0.03% 0.011%

96 13.775 3930 3945 3970 rBV 26736311 40670005 22.68% 8.411%
97 14.173 4061 4069 4081 rBV3 124591 194179 0.11% 0.040%
98 14.640 4209 4214 4227 rVB6 18637 28414 0.02% 0.006%
99 14.849 4263 4279 4297 rVB 1049898 1813262 1.01% 0.375%
100 15.424 4445 4458 4479 rBV 3105893 4828408 2.69% 0.999%

Sum of corrected areas: 483550716
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VW015225.D
1.5e+08
1e+08
5.14
5e+07
ol_1.2231 1.58 2.12  2.39 2.59 2.78 ZERi6 3. T2 TIRHM RIS 4.3140.5p83704.86 5.64 588800 665ERES
R e e e e R T S s et e
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VW015225.D
1.5e+08 p
1e+08
5e+07 11.2p
0 9.8596.05L0.2410.46.57 10180RER05
s P , e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VW015225.D
1.5e+08
13.30
1e+08
5e+07
13.77
oL 12.422P62.77 13.02 1%3A 14.17 14.6414.85 15.42
e e e e e e B B e S s
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 V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 (DEL) Alkane: Cyclic3.79 Concentration Rank 21

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

3.79 17.68 ug/L 552947 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
4 Cvclohexane 84 C6H12 000110-82-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

Abundance Scan 840 (3.791 min): VV015225.D (-820) (-) m/z 56.00 100.00%
56
5000 4l 69 /\
1, so | R I 340 360 380 4.00 420
e Sl L 98 "m/z  41.00  50.63%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69 USRS R

3.40 3.60 3.80 4.00 4.20
- m/z 69.10 44.35%

‘ ‘ 84
15 Iif g S0 63 | 77 |
B B e N B L B o o o e R o e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
56

41 3.40 3.60 3.80 4.00 4.20
5000 m/z 55.00 27.00%
69
27 84
S S I < RIS

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1491: Cyclopentane, methy!- PP T Tt
56 340 3.60 3.80 4.00 4.20

m/z 39.00 20.92%

5000 4l
69
84
27
15 || [lll 50 |l 63 | 77

m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.40 3.60 380 400 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 unknown-01 Concentration Rank 15

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

7.47 68.18 ug/L 1095 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Boric acid 62 BH303 010043-35-3 9
2 2-Octene. 1-(methoxvmethoxv)-. (E)- 172 C10H2002 142509-32-8 9
3 Cvclohexanol. 1R-4-acetamido-2.3... 171 C8H13NO0O3 077803-84-0 9
4 Dimethoxvamine 77 C2H7NO2 007487-32-3 9
5 Sulfonium, dimethyl-, cyanonitro... 146 C4H6N202S 058992-18-0 7

Abundance Scan 1984 (7.469 min): VV015225.D (-1983) (-) m/z 42.90 100.00%
43
5000
720 740 7.60 7.80
e m/z 39.90 89.59Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #321: Boric acid
5000 R RIS UL R IR
7.20 7.40 7.60 7.80
m/z 45.00 74 .66%
28
B S A AN S A RAALA RAAS ARAS AN LARRS SARA) LA BARAN AR LRARY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
45
7.20 7.40 7.60 7.80
5000 m/z 49.70 70.59%
55 69
29 85 96 111 18 15 155 17
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #39338: Cyclohexanol, 1R-4-acetamido-2,3-cis-epoxy- R e e A R
43 7.20 7.40 7.60 7.80
m/z 45.90 63.80%
5000
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 unknown-02 Concentration Rank 18

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

7.51 58.34 ug/L 937 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. N-(4-chlorophenvl... 292 C13H9CIN204 003848-41-7 43
2 1-Propvne. 3-chloro- 74 C3H3CI 000624-65-7 38
3 3-Butvnoic acid 84 C4H402 002345-51-9 10
4 2-Pentenedinitrile 92 C5H4N2 007717-24-0 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance Scan 1997 (7.511 min): VV015225.D (-1995) (-) m/z 38.70 100.00%

56
71 92 124 147
5000 107

7.20 7.40 7.60 7.80
m/z 55.90 68.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137385: Carbamic acid, N-(4-chlorophenyl)-, 4-nitrophenyl...
39 153

5000
7.20 7.40 7.60 7.80

m/z 38.00 52 .30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
39
7.20 7.40 7.60 7.80
5000 m/z 47.90 50.88%
74
25 59
mwwwmwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1343: 3-Butynoic acid
84 7.20 7.40 7.60 7.80
m/z 124_30 49_47%
5000
67
5
ﬁmﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 5 unknown-03 Concentration Rank 3

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

7.57 152.37 ug/L 2447 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-5-nitropvridine 139 C5H5N302 004214-76-0 32
2 Imidazolol4.5-Eltetrazololl.5-b1... 226 C4H6N1002 1000294-13-9 25
3 Cvclopropanecarboxamide. N-n-propvl 127 C7H13NO 026389-59-3 10
4 1-Octen-3-vne 108 C8H12 017679-92-4 10
5 2,5-Cyclooctadien-1-one 122 C8H100 010061-05-9 10

Abundance Scan 2015 (7.569 min): VV015225.D (-2010) (-) m/z 38.90 100.00%
39
€0 69 101
5000 9 122

“L || | | 7.20 7.40 7.60 7.80 8.00
L | Tm/z 82.80  91.45%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #17662: 2-Amino-5-nitropyridine
66 139
39
5000
109 7.20 7.40 7.60 7.80 8.00
0
28 54 8l g3 m/z 36.60 83.76%
sl L L L s L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
39
66 7.20 7.40 7.60 7.80 8.00
5000 58 m/z 59.90 80.34%
94 104
P 74 g3 112 122339
_Twmwﬂwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11854: Cyclopropanecarboxamide, N-n-propy!
69 7.20 7.40 7.60 7.80 8.00
m/z 69.20 77.78%
5000 98
112 127
30 55
S | 2. Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 6 unknown-04 Concentration Rank 9

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

7.81 88.98 ug/L 1429 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 9
2 Ethanethiol 62 C2H6S 000075-08-1 9
3 2-Pentenedinitrile 92 C5H4N2 007717-24-0 9
4 3.3-Dichloropropvne 108 C3H2CI2 025523-14-2 9
5 Acetamide, 2,2-dichloro- 127 C2H3CI2NO 000683-72-7 9

Abundance Scan 2090 (7.810 min): VV015225.D (-2086) (-) m/z 43.95 100.00%

44
73
35
5000 52 62
92 137
105 126

83
T v
SSSRSRRSS AR T A B 8 | R S S | m/z 73.00 62.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #332: Ethanethiol
29 47 62
5000
7.40 7.60 7.80 8.00 8.20
m/z 42.00 52.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
29 62
47
7.40 7.60 7.80 8.00 8.20
5000 m/z 40.90 51.57%
36 55
mmwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2443: 2-Pentenedinitrile B e e
27 7.40 7.60 7.80 8.00 8.20
m/z 35.50 51.00%
5000
41
52
66 92
...,}l‘}..,.a‘..‘,..a‘l‘il...,‘....,.‘l‘l.,..?.7,....,....,....,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 7 unknown-05 Concentration Rank 4

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

7.86 148.82 ug/L 2390 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-5-nitropvridine 139 C5H5N302 004214-76-0 10
2 1.2-Difluoroethane 66 C2H4F2 000624-72-6 9
3 Propane. 1-(methvlthio)- 90 C4H10S 003877-15-4 9
4 2-Cvclohepten-1-one 110 C7H100 001121-66-0 9
5 3,3,4,4-Tetrafluoro-1,2-oxazetidine 131 C2HF4NO 1000305-82-3 9

Abundance Scan 2105 (7.858 min): VV015225.D (-2100) (-) m/z 41.10 100.00%
4
54 97
66 8l 121
5000 146
h || ” ‘ | 760 7.80 8.00 820
'”P”'P”W'”W”'W””P'LP”h'mW”'W””I””P”'P”W”'W”' m/z 45.00 78.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17662: 2-Amino-5-nitropyridine
66 139
39
5000
109 7.60 7.80 8.00 8.20
28 54 8l o3 m/z 47.20 78.33%
'“l'%ql'““l“J'w"ww““ “H“ '”'J”"P"W"”I'”'?E%'P"W"”I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
33 46
7.60 7.80 8.00 8.20
5000 m/z 46.20 71.67%
66
25
wwmmﬁwwwmwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2339: Propane, 1-(methylthio)-
61 7.60 7.80 8.00 8.20
m/z 96.90 69.00%
90
5000 48
27
a1
miz--> "'15"'25"'3'6"46"é‘d"é‘d"%'d"'s'd"'g'd"iéb"iib’ 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 8 unknown-06 Concentration Rank 8

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

7.87 89.60 ug/L 1439 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(.alpha.-Methvl-4-nitrobenzvli... 299 C15H13N304 1000223-36-2 47
2 N-2-T2-I5-Trimethylsilvllthienvyl... 339 C11H21NO3S3Si 1000256-89-8 12
3 Cvanomethvl 2-chloroethvl disulfide 167 C4H6CINS2 1000226-70-1 12
4 2.4-Dinitrobenzoic acid 212 C7H4N206 000610-30-0 10
5 2H-Isoindole-1,3(1H,3H)-dione, 5... 268 C15H12N203 313515-42-3 9

Abundance Scan 2109 (7.871 min): VV015225.D (-2107) (-) m/z 65.80 100.00%
50 66 85
3
5000
7.60 7.80 8.00 8.20
- m/z 60.60 94 _.80%
m/z-->
Abundance
5000
7.60 7.80 8.00 8.20
m/z 85.50 90.17%
m/z--> "Ed"édllso 100 120 140 160 180 200 220 240 260 280 300
Abundance
147
7.60 7.80 8.00 8.20
5000 3 9o m/z 78.70 88.44%
45
59
111
131 170186 212227242 258 275
m‘wm’mmwmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35966: Cyanomethyl 2-chloroethyl disulfide
63 103 7.60 7.80 8.00 8.20
m/z 49.90 86.13%
5000 167
8 127
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 9 unknown-07 Concentration Rank 17

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

8.05 61.27 ug/L 984 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. pent-2-en-4... 192 C7H6CI1202 1000299-43-1 12
2 Ethane. 1-chloro-1.1-difluoro- 100 C2H3CIF2 000075-68-3 9
3 Ethane. 1-chloro-1.1-difluoro- 100 C2H3CIF2 000075-68-3 9
4 Trichloroacetic acid. pent-2-en-... 226 C7H5CI302 1000299-25-6 9
5 p,.beta.-Dinitrostyrene 194 C8H6N204 003156-41-0 9

Abundance Scan 2165 (8.051 min): VV015225.D (-2164) (-) m/z 65.00 100.00%
6 79
40
5000
S 91
| | “ 7.80 8.00 8.20 8.40
e m/z 79.30 89.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54878: Dichloroacetic acid, pent-2-en-4-ynyl ester
65
81
5000 39
53 7.80 8.00 8.20 8.40
‘ m/z 58.30 70.33%
27 109
I N L " S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
65
7.80 8.00 8.20 8.40
5000 m/z 39.90 67.58%
45
19 98
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3571: Ethane, 1-chloro-1,1-difluoro- e B R
65 7.80 8.00 8.20 8.40
m/z 75.80 67.58%
5000
45
85
31
"I"M'H"'fu'”lm“'??”"l""ﬁ"'I"”I""I R A RSN IR U
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 10 Pentaborane(11) Concentration Rank 1

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

8.38 325.53 ug/L 5228 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaborane(11) 66 B5H11 018433-84-6 50
2 Propanoic acid. 2.3-dichloro- 142 C3H4CI1202 000565-64-0 38
3 Pentaborane(9) 64 B5H9 019624-22-7 38
4 Pvridine-4-aldehvde. N-ethoxvcar... 193 C9H11N302 083710-34-3 23
5 Propanoic acid, 2,2-dichloro- 142 C3H4CH1202 000075-99-0 23

Abundance Scan 2267 (8.379 min): VV015225.D (-2264) (-) m/z 54.80 100.00%
37 5 87
73
147
5000 207
‘ | ‘ 8.00 820 8.40 8.60 8.80
Sancalmas e~ | m/z 60.00 98.65%
m/z-> 0 60 80 100 120 140 160 180 200
Abundance #360: Pentaborane(11)
60
I W
5000
8.00 8.20 8.40 860 8.80
EE m/z 36.70 85.59%
[z Lkl
..‘l.ll“‘..“.‘l“..“l‘. e
m/z-> 0 20 40 60 80 100 120 140 160 180 200
Abundance
62
SRR SRR AR SR
27 107 8.00 8.20 8.40 860 8.80
5000 m/z 46.00 84 .23%
45
89
15 76 125 143
m/z-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #346: Pentaborane(9)
50 8.00 8.20 8.40 860 8.80
m/z 39.90 82 .88%
5000 47
11
35
""Fﬁ"l'”' RN IURLELI UL S LI LI WAL S SRS SAERE AR SR R
m/z-> 0 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 11 unknown-08 Concentration Rank 2

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

8.42 152.68 ug/L 2452 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvridinecarbonitrile. 6-chloro- 138 C6H3CIN2 033252-29-8 9
2 2-p-Nitrobenzovl-1.3.5-tribenzvl... 569 C33H31N0O8 1000129-85-6 9

N-(4.6-Dimethvl-2-pvrimidinvl)-4.._ 411 C19H17N504S 328111-25-7 9
4 Benzeneethanamine. .beta.-methvl- 135 C9H13N 000582-22-9 7
5 Methylthio-2-propanone 104 C4H80S 014109-72-9 7
Abundance Scan 2280 (8.421 min): VV015225.D (-2276) (-) m/z 42.90 100.00%
43
74 f
62 85 135
5000 17 159 191
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—
H ‘ 8.00 8.20 8.40 8.60 8.80
e S e S B B B Mt B o e S SN SSS m/z 50.80 74.62%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #17128: 2-Pyridinecarbonitrile, 6-chloro-
51 76 138
103
5000 ARSI N R N
37 8.00 8.20 8.40 8.60 8.80
62 m/z 96.90 70.38%
III""I"'I'8'8"I'"1'1I8""I""I""I"''I""II
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
51
8.00 820 8.40 8.60 8.80
5000 m/z 98.00 65.77%
41 69
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #216015: N-(4,6-Dimethyl-2-pyrimidinyl)-4-(4-nitrobenzylid... I B e e
51 8.00 8.20 8.40 8.60 8.80
77 m/z 51.20 62.31%
151
5000, 40
‘ 105
”‘,H\Im,u,mm\ 1 ,”120, L N N L e
m/z--> 40 100 120 140 160 180 200 220 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 12 unknown-09 Concentration Rank 16

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

8.53 67.93 ug/L 1091 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaborane(9) 64 B5H9 019624-22-7 12
2 Propanoic acid. 2.2-dichloro- 142 C3H4C1202 000075-99-0 9
3 Acetoacetic acid. 1.3-dithio-. S... 162 C6H100S2 020383-01-1 9
4 Ethane. 1.2-dichloro- 98 C2H4cCIl2 000107-06-2 7
5 Ethane, 1,2-dichloro- 98 C2H4cCIl2 000107-06-2 5

Abundance Scan 2314 (8.530 min): VV015225.D (-2310) (-) m/z 56.80 100.00%

|| 8.20 8.40 860 880
e m/z 43.90 91.90%

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #346: Pentaborane(9)
59

5000 R R ARAREERR
8.20 840 8.60 8.80

m/z 39.90 87.04%
il

11
M 24 % M
e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

4 57 o
20 79
5000 “ 109 146

Abundance
62
. o7 0 A |
43 8.20 8.40 8.60 8.80
5000 m/z 98.10 81.38%
107
15
53 9 127
WWWTWWTWWWW
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #32457: Acetoacetic acid, 1,3-dithio-, S-ethyl ester Rl B e
59 o 8.20 8.40 8.60 880
20 44 101 m/z 36.90 77.73%
74
5000 133
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 840 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 13 unknown-10 Concentration Rank 11

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

8.56 84 .25 ug/L 1353 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-methvl- 82 C5H60 000534-22-5 11
2 Furan. 2-methvl- 82 C5H60 000534-22-5 11
3 2-Hexvne 82 C6H10 000764-35-2 10
4 Furan. 2-methvl- 82 C5H60 000534-22-5 10
5 Bicyclo[3.1.0]hexane 82 C6H10 000285-58-5 9

Abundance Scan 2323 (8.559 min): VV015225.D (-2322) (-) m/z 63.10 100.00%
42 63
84 119
103 171 291
5000
/\'I""I"" rrrTTrTrTTeT
| 8.20 8.40 8% 8.80
| = o o e m o SO m/z 42.30 85.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1170: Furan, 2-methyl-
82
53
5000
27 8.20 840 8.60 8.80
m/z 51.10 75.84%
ﬁwmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82
53 8.0 840 8.60 880
5000 m/z 119.60 74 _72%
27
12
wmmmwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1189:2—Hexyne LA LI LN B L DL B
67 8.20 8.40 860 880
82 m/z 84.00 73.03%
5000 41
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 556"546"566"556""
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 14 unknown-11 Concentration Rank 12

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

8.59 72.10 ug/L 1158 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Hexadivne 78 C6H6 000628-16-0 9
2 Cvclopropanecarboxamide 85 C4H7NO 006228-73-5 9
3 2.2.2-Trifluoroethvlamine 99 C2H4F3N 000753-90-2 4
4 4-Methyl-5H-furan-2-one 98 C5H602 006124-79-4 4
5 Ethanol, 2,2,2-trifluoro- 100 C2H3F30 000075-89-8 4

Abundance Scan 2333 (8.592 min): VV015225.D (-2330) (-) m/z 98.20 100.00%

8.20 8.40 860 880 900
""I""I""I"'I""I"'I""I""I'"'I""I""I""I""I m/z  63.10 86. 22%

40 63 o ®
49 7
5000 ‘ 36 117 161

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1023: 1,5-Hexadiyne
9 77
52
5000 LI LI B L L L L L L L L

8.20 8.40 8.60 8.80 9.00
m/z 69.00 85.83%

27 63
...,1..3..,..l‘.,..:‘.i....‘,.‘...,‘:‘...,.‘.‘..‘,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
44

84 8.20 840 8.60 8.80 9.00
5000 m/z 39.90 80.71%
28 69
Wﬂmmwwwwwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3427: 2,2,2-Trifluoroethylamine
30 8.20 840 8.60 8.80 9.00

m/z 77.70 73.62%

5000
48
19 ),38 . 606978 99

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 820 8.40 860 8.80 900
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 15 unknown-12 Concentration Rank 14

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

8.63 68.87 ug/L 1106 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propvn-1-amine. N.N-di-2-propv... 131 C9HO9N 006921-29-5 43
2 4-Methvl-2-nitrophenvlhvdrazine 167 C7HON302 050707-83-0 32
3 Methanesulfonic acid 96 CH403S 000075-75-2 22
4 3-Dodecen-1-vne. (E)- 164 C12H20 025091-25-2 17
5 trans-2-Nitrocinnamic acid 193 C9H7N0O4 000612-41-9 16

Abundance Scan 2345 (8.630 min): VV015225.D (-2342) (-) m/z 43.05 100.00%
43
65
57
5000 101 115

8.20 8.40 8.60 8.80 9.00

.,”JﬁLIJ”w” ””“Ul“”.“”w”.w””,””“”.“”w”.w”” m/z 65.10 76.36%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #14021: 2-Propyn-1-amine, N,N-di-2-propyny!l-
65 130
7
5000 92 103 | BNLEL LI L L L B LB
52 8.20 8.40 8.60 8.80 9.00
al ‘ m/z 66.90 58.91%
SN R O T A —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
91
65
8.20 8.40 8.60 8.80 9.00
5000 51 77 167 m/z 91.60 56.36%
104
41

119 133 149

mmmﬁwmﬁmmmm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2934: Methanesulfonic acid
79 8.20 8.40 8.60 8.80 9.00

48 - m/z 78.90 55.64%
65

5000

u‘\ l 5* i

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 16 unknown-13 Concentration Rank 7

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

8.66 91.53 ug/L 1470 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvlenediamine 60 C2H8N2 000107-15-3 9
2 Carbamic acid. ethvInitroso-. et... 146 C5H10N203 000614-95-9 9
3 Succindialdehvde 86 C4H602 000638-37-9 9
4 Methane. chloromethoxy- 80 C2H5CIO 000107-30-2 5
5 3-hydroxy-2-thiabutane 92 C3H80S 1000366-00-5 5

Abundance Scan 2354 (8.659 min): VV015225.D (-2350) (-) m/z 43.90 100.00%
i}
58 70 92
5000 35 o1 107
“ " '840 860 880 9.00
SN |11 111 m/z 44.80 61.56%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #274: Ethylenediamine
30
5000
8.40 8.60 8.80 9.00
m/z 51.10 49 _13%
15 %5 60
T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30
LN B e
8.40 8.60 8.80 9.00
5000 m m/z 92.20 47.69%
56
74
101
88 117 131 146
mmmmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1664: Succindialdehyde
29 8.40 8.60 8.80 9.00
43 58 m/z 70.20 47.40%
5000
15
71
>l g WMoyl
P T e e e T T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 17 unknown-14 Concentration Rank 6

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

8.76 109.03 ug/L 1751 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3(2H)-Pvridazinone. 6-methvl- 110 C5H6N20 013327-27-0 16
2 1.3-Butadiene-1-carboxvlic acid 98 C5H602 000626-99-3 12
3 1H-Benzotriazole. 4-nitro- 164 C6H4AN402 006299-39-4 9
4 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 9
5 Benzene, 4-methoxy-l-nitro-2-(tr... 221 C8H6F3NO3 000344-39-8 9

Abundance Scan 2385 (8.759 min): VV015225.D (-2382) (-) m/z 63.30 100.00%
63
46
5000 243
“‘ | ‘ 840 860 880 9.00
e L R ma s o A WA o m/z 86.80 96 .90%
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance #5708. 3(2H)-Pyridazinone, 6-methyl-
53
27
5000 82 USRI S R SR I
39 8.40 8.60 8.80 9.00
110 m/z 52.80 87.17%
HM“M“ M§1'w'“|“'w'“'w'“|“'w'“'"“l“'w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
27
53 LU R L A
8.40 8.60 8.80 9.00
5000 98 m/z 71.10 83.19%
82
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33978: 1H-Benzotriazole, 4-nitro- e e
63 840 8.60 880 9.00
m/z 76.90 81.42%
5000 51
‘ 78 o1 - 164
106
H‘ L1y ‘\ \‘l ‘\ u‘ | 119 ‘ 148 ‘

m/z--> 20 60 80 100 120 140 160 180 200 220 240 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 18 unknown-15 Concentration Rank 5

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

8.78 134.75 ug/L 2164 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 4-pentvnoate 112 C6H802 021565-82-2 32
2 3(2H)-Pvridazinone. 6-methvl- 110 C5H6N20 013327-27-0 27
3 Formaldehvde. methvl(2-propvnvl)... 96 C5H8N2 110213-10-0 25
4 Cvclobut-1-envimethanol 84 C5H80 089182-08-1 12
5 Acetylene dicarboxamide 112 C4H4N202 000543-21-5 12

Abundance Scan 2392 (8.781 min): VV015225.D (-2388) (-) m/z 41.80 100.00%
R
69 84
5000
8.40 8.60 8.80 9.00 9.20
R R e m/z 57.00 81.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6368: Methyl 4-pentynoate
53
84
5000 43 AR NN
8.40 8.60 8.80 9.00 9.20
29 11 m/z 68.90 70.47%
W'J'W"ﬂw' "ﬁ"il”l'l”"l”"l”"I'”'I'”'
m/z--> 20 40 100 120 140 160 180 200
Abundance
53
27 8.40 8.60 8.80 9.00 9.20
5000 82 m/z 84.00 68.11%
39
110
67
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2780: Formaldehyde, methyl(2-propynyl)hydrazone L L L L L O
43 8%(%08% 9.00 9.20
53 m/z 76.90 66.54%
95
5000{ 30
66 jﬁ
'I"”W"”IJH”?¥"W"'W"'W"'W""P"'P"' USRS RS AR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 19 unknown-16 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.80 50.00 ug/L 803 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.2.41Triazolol4.3-alpvrimidine... 207 C8H9N502 1000351-68-2 16
2 5-Hexen-3-vn-2-ol. 2-methvl- 110 C7H100 000690-94-8 10
3 Pvridine-2.3.6-trione trioxime 170 C5H6N403 1000318-31-7 9
4 Sulfacvtine 294 C12H14N403S 017784-12-2 9
5 Ethanone, 1-(methylenecyclopropyl)- 96 C6H80 062266-35-7 9
Abundance Scan 2398 (8.801 min): VV015225.D (-2396) (-) m/z 42.90 100.00%

8.40 8.60 8.80 9.00 9.20
S—— R m/z 97.10  76.86%

m/z--> 20 40 100 120 140 160 180 200 220
Abundance #67117: l 2 4] T||azolo[4 3-a]pyrimidine-6-carboxylic acid..
95

43
97
222
5000

52
207

5000 68 135 L L L

40 108 840 860 880 900 920

179 m/z 48.40 66.27%

; |
....,....,... e LA A e e e e e
m/z--> 20 60 80 100 120 140 160 180 200 220 /Lh

Abundance
43

8.40 8.60 8.80 9.00 9.20

5000 o1 m/z 95.00 60.78%
28 62
14 i 109
T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38454: Pyridine-2,3,6-trione trioxime P P
52 8.40 8.60 880 900 920

m/z 52.10 58 .04%

30 20 170
5000 152
% 64 95 122 J/A\
140
Aﬂ | ‘\ “HH\ \“ ‘\ \“M \%}O I ul \“ I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 840 860 880 9.00 920
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 20 unknown-17 Concentration Rank 19

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

9.85 55.67 ug/L 894 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 9
2 Butanedinitrile 80 C4H4N2 000110-61-2 9
3 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 9
4 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 9
5 1,2-Propadiene, 1-bromo- 118 C3H3Br 010024-18-7 9

Abundance Scan 2724 (9.849 min): VV015225.D (-2722) (-) m/z 43.95 100.00%
a4
67 85
5000 219
‘ H ‘ ‘ 9.60 9.80 10,00 10.20
SNBSS |1 .L!h. S m/z 67.10 71.89%
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #447. 1-Butyne, 3-methyl-
53 67
5000 27
9.60 9.80 10.00 10.20
m/z 84.80 70.68%
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
53
9.60 9.80 10.00 10.20
5000 40 79 m/z 52.10 70.28%
26
12 64
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #446: 1-Butyne, 3-methyl-
3 67 9.60 9.80 10.00 10.20
m/z 58.70 63.05%
5000 27
m/z--> 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 21 unknown-18 Concentration Rank 13

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

9.95 69.30 ug/L 1113 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvI-2-vinvloxirane 84 C5H80 001838-94-4 32
2 Benzenamine. 2-methoxv-5-I5-(1H-... 257 C11H11N70 1000362-82-7 25
3 Furan. 2-(3-imino-3-ethoxvprop-1... 165 C9H11NO2 036878-63-4 16
4 1.2-Dichloroethvl hvdroperoxide 130 C2H4Cl1202 138434-10-3 10
5 2-Propyn-l-amine, N,N-di-2-propy... 131 C9HON 006921-29-5 10

Abundance Scan 2755 (9.948 min): VV015225.D (-2753) (-) m/z 105.00 100.00%
105
39 120
5000
3 81
67 157 217
| || 9.60 9.80 10.00 10.20
Frepreered m/z 120.10 64.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1425: 2-Methyl-2-vinyloxirane
39
5000 53
83 9.60 9.80 10.00 10.20
m/z 38.70 58.26%
2 ‘ 69
..wﬂnNWNA,J.W.”.“.”,”.W.”......”...” S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
39
52 SRR UM SR
9.60 9.80 10.00 10.20
5000 m/z 49.80 53.70%
66
79 g5 110 e 24
133146159173 | 199 241 257
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260
Abundance #34706: Furan, 2-(3-imino-3-ethoxyprop-1-enyl)- A RN e ey e
3 65 9.60 9.80 10.00 10.20

m/z 43.90 50.00%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 960 980 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032720\
Data File : VV015225.D

Aca On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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 22 2,4-Heptadien-6-yn-1-ol, (E... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.05 88.54 ug/L 1422 Chlorobenzene-d5 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Heptadien-6-vn-1-ol. (E.E)- 108 C7H80 017098-71-4 50
2 Carbon diselenide 172 CSe2 000506-80-9 33
3 s-Triazolol4.3-alpvridine. 7-met... 133 C7H7N3 004919-10-2 25
4 3-Pvridinemethanamine 108 C6H8N2 003731-52-0 10
5 4-(Aminomethyl)pyridine 108 C6H8N2 003731-53-1 9
Abundance Scan 2787 (10.051 min): VV015225.D (-2783) (-) m/z 38.90 100.00%
39
112
51 80
5000
93 164
102 147 AT W
‘l 9.80 10.00 10.20 10.40
S 11 N m/z 66.95 99.53%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #5389: 2,4-Heptadien-6-yn-1-ol, (E,E)-
80
108
5000
51 9.80 10.00 10.20 10.40
m/z 111.80 64.47%
‘ ‘ 89
.,....,....,....,l‘.l.,..‘.. S —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
80
R R EEERERmS
172 9.80 10.00 10.20 10.40
5000 m/z 79.90 56.00%

92

#WWWWWTWWWWWWW
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #14702: s-Triazolo[4,3-a]pyridine, 7-methyl-
51 9.80 10.00 10.20 10.40
m/z 51.20 52_.47%
133
5000 106
i
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 980 10 00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV032720\
Data File : VV015225.D

Acq On : 28 Mar 2020 05:09

Operator : SY/MD

Sample : L2003-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032720WMA .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]
(DEL) Alkane: Cyc... 3.79 17.7 ug/L 552947 1 5.64 1563790 50.0
unknown-01 7.47 68.2 ug/L 1095 2 8.92 803 50.0
unknown-02 7.51 58.3 ug/L 937 2 8.92 803 50.0
unknown-03 7.57 152.4 ug/L 2447 2 8.92 803 50.0
unknown-04 7.81 89.0 ug/L 1429 2 8.92 803 50.0
unknown-05 7.86 148.8 ug/L 2390 2 8.92 803 50.0
unknown-06 7.87 89.6 ug/L 1439 2 8.92 803 50.0
unknown-07 8.05 61.3 ug/L 984 2 8.92 803 50.0
Pentaborane(11) 8.38 325.5 ug/L 5228 2 8.92 803 50.0
unknown-08 8.42 152.7 ug/L 2452 2 8.92 803 50.0
unknown-09 8.53 67.9 ug/L 1091 2 8.92 803 50.0
unknown-10 8.56 84.3 ug/L 1353 2 8.92 803 50.0
unknown-11 8.59 72.1 ug/L 1158 2 8.92 803 50.0
unknown-12 8.63 68.9 ug/L 1106 2 8.92 803 50.0
unknown-13 8.66 91.5 ug/L 1470 2 8.92 803 50.0
unknown-14 8.76 109.0 ug/L 1751 2 8.92 803 50.0
unknown-15 8.78 134.8 ug/L 2164 2 8.92 803 50.0
unknown-16 8.80 50.0 ug/L 803 2 8.92 803 50.0
unknown-17 9.85 55.7 ug/L 894 2 8.92 803 50.0
unknown-18 9.95 69.3 ug/L 1113 2 8.92 803 50.0
2,4-Heptadien-6-y... 10.05 88.5 ug/L 1422 2 8.92 803 50.0
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