LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033120\
Data File : VV015311.D

Aca On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

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\SOMVLMO33020WMA .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 1.319 63 71 88 rvB2 742548 824927 15.21% 3.120%
2 1.399 90 96 111 rVvVv 59973 91998 1.70% 0.348%
3 1.579 146 152 174 rVB 271732 335386 6.19% 1.268%
4 2.045 288 297 310 rBV 912874 1286497 23.73% 4 .866%
5 2.122 312 321 335 rVB 568440 837205 15.44% 3.166%
6 3.315 689 692 697 rvv7 1623 1425 0.03% 0.005%
7 3.370 704 709 713 rBV7Y 1825 1717 0.03% 0.006%
8 3.412 720 722 727 rVB5 1780 1502 0.03% 0.006%
9 3.482 739 744 748 rBVS 1606 1373 0.03% 0.005%
10 3.527 754 758 761 rBV5 3070 2233 0.04% 0.008%
11 3.579 772 774 779 rVB5 1512 1319 0.02% 0.005%
12 3.611 779 784 787 rBV7 2332 2031 0.04% 0.008%
13 3.743 816 825 839 rBV7Y 11055 28247 0.52% 0.107%

14 3.836 839 854 870 rBV3 46106 115660 2.13% 0.437%
15 3.929 871 883 903 rBv2 155560 524368 9.67% 1.983%

16 4.380 1008 1023 1044 rVvVv 343418 844982 15.58% 3.196%

17 4_.553 1074 1077 1082 rVB7 1848 1811 0.03% 0.007%
18 4.627 1096 1100 1103 rBV5 1377 1116 0.02% 0.004%
19 4.781 1143 1148 1151 rBV7 1445 1434 0.03% 0.005%
20 4.826 1160 1162 1165 rBV4 1594 1181 0.02% 0.004%

21 5.074 1221 1239 1270 rBV2 843787 2114392 39.00% 7.997%
22 5.479 1363 1365 1368 rBv4 1917 1289 0.02% 0.005%
23 5.643 1403 1416 1444 rBvV 684317 1450502 26.75% 5.486%
24 6.093 1544 1556 1579 rVB 481971 975462 17.99% 3.689%

25 6.212 1585 1593 1611 rVB3 33977 69633 1.28% 0.263%
26 6.534 1691 1693 1695 rBV2 1906 1153 0.02% 0.004%
27 6.746 1756 1759 1762 rVB5 2376 1391 0.03% 0.005%
28 6.775 1762 1768 1770 rBvV7 2313 2132 0.04% 0.008%
29 6.868 1794 1797 1800 rBV5 2576 1876 0.03% 0.007%
30 7.006 1826 1840 1864 rBV 304169 553459 10.21% 2.093%
31 7.113 1868 1873 1875 rBV5 3364 3462 0.06% 0.013%
32 7.264 1915 1920 1923 rBVS5 2714 2275 0.04% 0.009%

33 7.338 1931 1943 1966 rBV 1033792 1783822 32.90% 6.746%
34 7.643 2027 2038 2056 rVB 215777 363854 6.71% 1.376%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033120\
Data File : VV015311.D

Aca On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

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
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .M
VOC Analysis

35 8.113 2172 2184 2216 rBV 774183 1414884 26.10% 5.351%

36 8.415 2270 2278 2282 rBV7 6783 11191 0.21% 0.042%
37 8.559 2318 2323 2325 rBV5 2760 2778 0.05% 0.011%
38 8.733 2366 2377 2399 rBvV 145763 328722 6.06% 1.243%
39 8.875 2409 2421 2447 rVB 1084925 1738776 32.07% 6.576%

40 9.145 2502 2505 2507 rBv4 1667 1126 0.02% 0.004%
41 9.170 2508 2513 2514 rBV3 4565 4109 0.08% 0.016%
42 9.476 2606 2608 2613 rVB5 1893 1108 0.02% 0.004%
43 9.498 2613 2615 2622 rVBS8 2031 1772 0.03% 0.007%
44 9.569 2635 2637 2643 rVB7 2129 1500 0.03% 0.006%
45 9.643 2657 2660 2663 rBV5 1819 1219 0.02% 0.005%
46 9.698 2668 2677 2685 rBV5 8654 17096 0.32% 0.065%
47 9.807 2709 2711 2714 rVB3 2144 1217 0.02% 0.005%
48 9.833 2714 2719 2725 rBVS8 4009 4853 0.09% 0.018%
49 9.919 2743 2746 2749 rBV6 1661 1162 0.02% 0.004%

50 10.038 2769 2783 2816 rBV 3175114 5422029 100.00% 20.506%

51 10.238 2833 2845 2863 rBV 717653 1123954 20.73% 4_.251%

52 10.347 2877 2879 2884 rBV6 2249 1831 0.03% 0.007%
53 10.521 2927 2933 2934 rBV6 2679 2106 0.04% 0.008%
54 10.598 2954 2957 2962 rBV6 3503 3850 0.07% 0.015%
55 10.993 3076 3080 3085 rBVS 2686 2298 0.04% 0.009%
56 11.032 3088 3092 3094 rBvV4 1850 1411 0.03% 0.005%
57 11.148 3123 3128 3134 rVV9 2850 3641 0.07% 0.014%
58 11.177 3134 3137 3140 rBV5 1833 1467 0.03% 0.006%
59 11.273 3155 3167 3182 rBV 1114752 1697458 31.31% 6.420%
60 11.485 3231 3233 3240 rVB7 4116 4000 0.07% 0.015%
61 11.553 3248 3254 3270 rVB4 13282 23812 0.44% 0.090%
62 11.649 3270 3284 3308 rBV 1060143 1676030 30.91% 6.339%
63 11.804 3327 3332 3333 rBV5 3805 3172 0.06% 0.012%
64 11.836 3340 3342 3348 rBV7 1715 1216 0.02% 0.005%
65 11.903 3352 3363 3375 rBv4 22713 39905 0.74% 0.151%
66 12.257 3469 3473 3474 rBV3 2035 1472 0.03% 0.006%
67 12.302 3482 3487 3488 rBV5 1709 1327 0.02% 0.005%
68 12.405 3514 3519 3524 rBV9 1942 2311 0.04% 0.009%
69 12.450 3531 3533 3537 rVB4 2068 1479 0.03% 0.006%
70 12.476 3537 3541 3544 rBV6 2103 1298 0.02% 0.005%
71 12.505 3547 3550 3554 rVB5 1627 1383 0.03% 0.005%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033120\
Data File : VV015311.D

Aca On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

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\SOMVLMO33020WMA .M
Title : VOC Analysis
72 12.537 3556 3560 3565 rBV7 1870 1782 0.03% 0.007%
73 12.582 3570 3574 3575 rBvV4 2480 1832 0.03% 0.007%
74 12.627 3584 3588 3594 rBV9 1762 1973 0.04% 0.007%
75 12.659 3594 3598 3602 rVB7 2335 1891 0.03% 0.007%
76 12.681 3602 3605 3607 rBV3 1567 1103 0.02% 0.004%
77 12.723 3615 3618 3621 rBV4 1701 1172 0.02% 0.004%
78 12.759 3627 3629 3633 rVVv5 1368 1172 0.02% 0.004%
79 12.810 3641 3645 3648 rBV4 1839 1573 0.03% 0.006%
80 12.855 3648 3659 3672 rVvV 403739 604991 11.16% 2.288%
81 13.090 3730 3732 3735 rVvB4 2271 1236 0.02% 0.005%
82 13.167 3748 3756 3761 rBvV4 4191 6376 0.12% 0.024%
83 13.315 3799 3802 3806 rVB5 1583 1109 0.02% 0.004%
84 13.337 3806 3809 3812 rBV5 1370 1147 0.02% 0.004%
85 13.450 3839 3844 3845 rBV4 2519 1818 0.03% 0.007%
86 13.514 3860 3864 3866 rBV5 1856 1431 0.03% 0.005%
87 13.948 3996 3999 4004 rVB7 1897 1370 0.03% 0.005%
88 14.103 4044 4047 4054 rVBS8 3175 3117 0.06% 0.012%
89 14.135 4054 4057 4058 rBV3 2227 1299 0.02% 0.005%
90 14.521 4174 4177 4180 rBv4 2059 1384 0.03% 0.005%
91 14.553 4183 4187 4193 rBVS 2949 3925 0.07% 0.015%
92 14.601 4199 4202 4204 rBvV4 2470 1622 0.03% 0.006%
93 14.643 4211 4215 4217 rBv4 1709 1094 0.02% 0.004%
94 14.836 4269 4275 4279 rBV9 3095 3384 0.06% 0.013%
95 14.910 4295 4298 4301 rBV5 2059 1448 0.03% 0.005%
96 15.125 4360 4365 4368 rBV6 2207 1882 0.03% 0.007%
97 15.482 4471 4476 4478 rBV6 3293 2965 0.05% 0.011%
98 15.614 4513 4517 4521 rBV6 2820 2377 0.04% 0.009%
99 15.951 4619 4622 4626 rBV5 2220 1841 0.03% 0.007%
100 16.019 4640 4643 4647 rBV6 2802 2639 0.05% 0.010%
Sum of corrected areas: 26441030
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033120\
Data File : VV015311.D

Aca On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .M
VOC Analysis

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

Abundance TIC: VV015311.D
3000000

2500000
2000000
1500000
1000000 2.05 5.07

5.64

500000 4.38

3.93
33PYBIEE. AIBA /\ 4.3%34483 5.48

T 7 —T— —= T T T —T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VV015311.D

3000000

0

1004

2500000
2000000

1500000

1000000
8.11 10.24

500000

7.01

A 8.73 4
oL EB7Br87)\7.117. N 8.418.56 DWW DARDBIDRBI 0.33016260
e e e ) e e

T T f T ™
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: VV015311.D

3000000

10108BL 11.2%5| 11188400

2500000

2000000

1500000

1000000

500000 12.86

e 13984118 1%4#56414180115.13  1548.61 15682 777747
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\VV033120\
Data File : VV015311.D

Aca On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .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 dIl-Alanine Concentration Rank 7

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

1.40 3.17 ug/L 91998 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dI-Alanine 89 C3H7NO2 000302-72-7 50
2 Acetaldehvde 44 C2H40 000075-07-0 9
3 Glutaraldehvde 100 C5H802 000111-30-8 9
4 Acetaldehvde 44 C2H40 000075-07-0 9
5 dI-Alanine 89 C3H7NO2 000302-72-7 7

Abundance Scan 96 (1.399 min): VV015311.D (-90) (-) m/z 43.95 100.00%
4
5000
B e
120 140 160 1.80
Ol BT 080 95200128 175 214 200 | s oGt 6n A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2155: dI-Alanine
44
5000
28 120 140 160 1.80
m/z 42.00 17.49%
0 s 74 g9
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 200 250 250
Abundance
29 4
120 140 160 180
5000 . m/z 40.95 5.96%
e R R R R B B AR SRS SRR LA R RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3668: Glutaraldehyde I
44 120 140 160 1.80
m/z 39.90 2.81%
5000
29 -
ol 15 ‘ ‘\ M ‘ 100
m/z--> 25 45 ' 85 160 120 150 1éo 1éo 200 250 250 1.50 1.ho 1.%0 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033120\
Data File : VV015311.D

Aca On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .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 Ethanethiol Concentration Rank 2

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

2.05 44 _35 ug/L 1286500 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 91
2 Ethanethiol 62 C2H6S 000075-08-1 91
3 Ethanethiol 62 C2H6S 000075-08-1 91
4 Ethanethiol 62 C2H6S 000075-08-1 91
5 Ethanethiol 62 C2H6S 000075-08-1 91

Abundance Scan 298 (2.048 min): VV015311.D (-288) (-) m/z 61.95 100.00%
a2
47
5000
B L oy
1.80 2.00 2.20 2.40
Ol 2O by 78 87 106 122134 151165176 216 | szt 47.00 61.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #335: Ethanethiol
29, 62
5000 L L L L I
1.80 2.00 2.20 2.40
m/z 45.00 21.07%
oA e e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
29 4, 62
1.|80 2.'00 2.'20 2.210
5000 m/z 61.00 15.37%
15
e S I UL U L I I L BN WA B
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #333: Ethanethiol I BEEEE LR e
29 2 1.80 2.00 2.20 2.40
47 m/z 45.95 12.00%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 1.80 200 220 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033120\
Data File : VV015311.D

Aca On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .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 Ethane, (methylthio)- Concentration Rank 6

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

3.84 3.99 ug/L 115660 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. (methvithio)- 76 C3H8S 000624-89-5 90
2 Ethane. (methvlithio)- 76 C3H8S 000624-89-5 90
3 Ethane. (methvlithio)- 76 C3H8S 000624-89-5 90
4 Trimethvlphosphine 76 C3H9P 000594-09-2 64
5 Trimethylphosphine 76 C3H9P 000594-09-2 50

Abundance Scan 855 (3.839 min): VV015311.D (-839) (-) m/z 61.00 100.00%
il
76
5000 48
360 3.80 4.00 4.20
Obrrrprrrrrrrrrrroerr i e iyl 88 L 1% Tm/z 76.00 72.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #959: Ethane, (methylthio)-
61
76
5000 48 U U A IR L
27 3.60 3.80 4.00 4.20
- m/z 47.95  36.64%
0 1\5 | ‘ ‘ “ N i 69 m
L R AR AR AR AR RSN RRARS RRARA RARSS RARAS RARS RARSS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
61
48 76 3.60 3.80 4.00 4.20
5000 27 m/z 47.00 32.12%
35
15
ol 69
wmmmwwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #957: Ethane, (methylthio)-
il 3.60 3.80 4.00 4.20
76 m/z 44.95 27 .18%
5000 48
0'”I}?W'”'P'”I”'W'“'P'ﬁ%'“I”'W'“'P'”I”'W“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033120\
Data File : VV015311.D

Aca On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .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 Methyl ethyl disulfide Concentration Rank 5

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

8.73 9.45 ug/L 328722 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl ethvl disulfide 108 C3H8S2 020333-39-5 91
2 1.2-Benzenediamine 108 C6H8N2 000095-54-5 80
3 Methvl ethvl disulfide 108 C3H8S2 020333-39-5 78
4 1.3-Benzenediamine 108 C6H8N2 000108-45-2 64
5 Nicotinyl alcohol 109 C6H7NO 000100-55-0 64

Abundance Scan 2376 (8.730 min): VV015311.D (-2366) (-) m/z 107.90 100.00%

80 108
5000
45 64

840 8.60 880 9.00
37 ‘, 5 L ;93 145
e M SOy B s h77 79.85

0 87.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5248: Methy! ethy! disulfide
80 108 /K/\
5000 SRR RN RN R
29 8.40 8.60 8.80 9.00
30.36%

45 64 m/z 45.00

”,””,”.w”.w”.w”.w.”w.”..”.??....P.”P.”P.”,””,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
108

8.40 8.60 8.80 9.00
5000 80 m/z 63.90 27 .02%

o

28 53
o 39 63 73 91 100

wwmmwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5247: Methy! ethy! disulfide R EaE e  RARES
29 80 108 8.40 8.60 8.80 9.00
m/z 79.00 15.51%

o

5000 45
64
15 37\H 6l B
S 8 M -2 PR 1

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\VV033120\
Data File : VV015311.D

Aca On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .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 Diethyl disulfide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.04 155.92 ug/L 5422030 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl disulfide 122 C4H10S2 000110-81-6 95
2 Diethvl disulfide 122 C4H10S2 000110-81-6 94
3 Diethvl disulfide 122 C4H10S2 000110-81-6 91
4 Diethvl sulfone 122 C4H1002S 000597-35-3 64
5 6-exo-Methyl-5-endo-norbornenol 124 C8H120 041414-52-2 50
Abundance Scan 2783 (10.038 min): VV015311.D (-2769) (-) m/z 122.00 100.00%
66 14
94
5000
5 179 " '9.80 10.00 10,20 10.40
o! o e 2 m/z 65.90  79.15%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #9706: Diethyl disulfide
66 122
29 94
5000 R LN SRR BN B
9.80 10.00 10.20 10.40
5 m/z 93.90 62.18%
79
0 I"}?IM'hIJH'Nwlﬂ'ﬁv"wI%Q?'Iq"'l"'W""I""P"'I""I
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
66 122
29 94 9.80 10.00 10.20 10.40
5000 m/z 59.00 14.87%
15 ® I 107 /\\
G e R R R L BN LS BN WS LS RS LA
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #9704: Diethyl disulfide R e L R
29 66 9.80 10.00 10.20 10.40
122 m/z 44.95 14.21%
94
5000
45 A&
0 '}"}?Ijl“'ILh'Mmbl'ﬂv"WI%Q?'IH"'I""I""I""I""I""I U LN U BN B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV033120\
Data File : VV015311.D

Aca On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO33020WMA .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 Trisulfide, diethyl Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.86 17.82 ug/L 604991 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trisulfide. diethvl 154 C4H10S3 003600-24-6 64
2 Benzofurazan. 4-chloro- 154 C6H3CIN20 007116-16-7 37
3 1-Nitro-2-propanol 105 C3H7NO3 003156-73-8 23
4 5-Chloro-benzofurazan 154 C6H3CIN20 019155-86-3 16
5 4-Nitro-2-picoline N-oxide 154 C6H6N203 005470-66-6 14
Abundance Scan 3661 (12.861 min): VV015311.D (-3648) (- m/z 153.95 100.00%
61 1%4
5000
93
> 75 W 125 12,60 12.80 13.00 13.20
0 - | bto W18 "m/z 60.95 84.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27141: Trisulfide, diethyl
29
5000 61 LI B SULIL I B
12.60 12.80 13.00 13.20
45 154 m/z 92.90 27 .50%
93
0....|..l‘.|.“...“l‘.‘..7.5|..Hl“.‘l....|1.25...|...‘.|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
124 154
12,60 12.80 13.00 13.20
5000 m/z 63.90 24 .33%
73
39 49 62 88 97
L S L UL UL S L DL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4906: 1-Nitro-2-propanol
61 12.60 12.80 13.00 13.20

m/z 58.95 22 .76%

5000 44
30
2 T L
0 \‘ \\“‘ 70 104
LI B B Y B LI L I B e

Ll
m/z--> 20 40 0 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV033120\
Data File : VV015311.D

Acq On : 31 Mar 2020 14:11

Operator : SY/MD

Sample : L1975-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM0O33020WMA .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]
dl-Alanine 1.40 3.2 ug/L 91998 1 5.64 1450500 50.0
Ethanethiol 2.05 44 _4 ug/L 1286500 1 5.64 1450500 50.0
Ethane, (methylth... 3.84 4.0 ug/L 115660 1 5.64 1450500 50.0
Methyl ethyl disu... 8.73 9.4 ug/L 328722 2 8.87 1738780 50.0
Diethyl disulfide 10.04 155.9 ug/L 5422030 2 8.87 1738780 50.0
Trisulfide, diethyl 12.86 17.8 ug/L 604991 3 11.27 1697460 50.0
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