LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 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 : VOC Analysis
Signal > TIC
peak R.T. first max last PK
# min scan scan scan TY h
1 1.222 36 41 47 rBV2
2 1.315 62 70 85 rvB
3 1.528 134 136 141 rBV5
4 1.579 144 152 167 rVV
5 2.119 310 320 339 rVB
6 2.309 370 379 387 rBV
7 2.524 437 446 457 rBV
8 2.592 459 467 485 rVB
9 2.698 497 500 502 rBvV2
10 2.778 516 525 537 rVB10
11 2.878 554 556 561 rVB2
12 2.901 561 563 566 rBV2
13 3.010 591 597 601 rVB3
14 3.064 605 614 621 rBV5
15 3.129 630 634 638 rBV2
16 3.161 638 644 646 rVvv2
17 3.187 649 652 653 rvv
18 3.196 653 655 657 rvv3
19 3.209 657 659 668 rvv2
20 3.290 678 684 686 rBV
21 3.331 693 697 701 rBV3
22 3.569 768 771 776 rVvVv2
23 3.653 792 797 800 rVB3
24 3.794 821 841 860 rVvv2
25 3.939 870 886 909 rBV2
26 4.380 1005 1023 1056 rBv3
27 4_.572 1081 1083 1089 rvB2
28 4.708 1108 1125 1144 rVvv2
29 4.804 1150 1155 1160 rBv4
30 4.827 1160 1162 1170 rVB3
31 4.878 1174 1178 1181 rVB3
32 4.910 1181 1188 1194 rBvV2
33 4.978 1206 1209 1210 rBvV3
34 5.209 1222 1281 1322
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 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\SOMVLMO31620WMA .M
VOC Analysis

35 5.650 1406 1418 1440 rVB 460915 895961 0.23% 0.097%

36 5.942 1499 1509 1522 rBV2 23785 46763 0.01% 0.005%
37 6.100 1544 1558 1573 rBV 291523 600274 0.15% 0.065%
38 6.318 1624 1626 1629 rBV3 584 284 0.00% 0.000%
39 6.367 1639 1641 1642 rBvV 562 249 0.00% 0.000%
40 6.383 1642 1646 1647 rBvV2 1935 1354 0.00% 0.000%
41 6.425 1657 1659 1661 rBV3 664 394 0.00% 0.000%
42 6.466 1667 1672 1673 rBV2 693 476 0.00% 0.000%
43 6.502 1679 1683 1686 rVB3 700 552 0.00% 0.000%
44 6.569 1701 1704 1706 rBVvV2 689 473 0.00% 0.000%
45 6.633 1719 1724 1727 rBV3 905 855 0.00% 0.000%
46 6.659 1727 1732 1734 rBV3 885 742 0.00% 0.000%
47 6.717 1748 1750 1752 rBV2 726 397 0.00% 0.000%
48 6.823 1773 1783 1784 rBV5 5711 6640 0.00% 0.001%
49 7.013 1828 1842 1862 rBV 170314 310020 0.08% 0.033%
50 7.135 1878 1880 1881 rBV2 624 315 0.00% 0.000%
51 7.251 1911 1916 1917 rBV2 448 393 0.00% 0.000%

52 7.341 1930 1944 1959 rBvV 681238 1217091 0.31% 0.131%
53 7.415 1960 1967 1988 rVB 70771 129309 0.03% 0.014%
54 7.592 2020 2022 2028 rBV6 486 439 0.00% 0.000%
55 7.646 2028 2039 2056 rBvV 118442 207606 0.05% 0.022%

56 7.749 2068 2071 2076 rVB5 870 631 0.00% 0.000%
57 7.791 2082 2084 2086 rBV2 610 244 0.00% 0.000%
58 7.894 2114 2116 2118 rVB2 566 249 0.00% 0.000%
59 7.920 2119 2124 2127 rBvV4 582 439 0.00% 0.000%
60 7.942 2127 2131 2132 rBV2 601 470 0.00% 0.000%
61 7.961 2133 2137 2139 rVV3 2071 1551 0.00% 0.000%
62 8.003 2139 2150 2164 rVB3 44913 79034 0.02% 0.009%
63 8.087 2170 2176 2177 rBV3 731 692 0.00% 0.000%
64 8.132 2178 2190 2225 rVvV2 300146 638160 0.16% 0.069%
65 8.312 2243 2246 2253 rVB7 770 617 0.00% 0.000%
66 8.376 2264 2266 2268 rVB3 654 280 0.00% 0.000%
67 8.444 2285 2287 2293 rVB5 924 733 0.00% 0.000%
68 8.495 2300 2303 2305 rBVvV2 566 279 0.00% 0.000%
69 8.646 2348 2350 2352 rBV2 504 277 0.00% 0.000%
70 8.727 2370 2375 2378 rBV2 308 265 0.00% 0.000%

71 10.241 2833 2846 2870 rBV2 568678 904446 0.23% 0.097%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 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\SOMVLMO31620WMA .M
Title : VOC Analysis

72 10.405 2894 2897 2900 rBvV2 2152 1357 0.00% 0.000%
73 10.450 2902 2911 2926 rVB 63494 100485 0.03% 0.011%
74 10.566 2938 2947 2962 rVB 41669 68616 0.02% 0.007%
75 10.723 2993 2996 3000 rBV3 905 777 0.00% 0.000%
76 10.871 3040 3042 3046 rBv4 729 274 0.00% 0.000%
77 10.913 3053 3055 3057 rBvV3 505 285 0.00% 0.000%
78 10.942 3060 3064 3066 rBvY 1319 1195 0.00% 0.000%
79 11.010 3082 3085 3087 rBV3 790 476 0.00% 0.000%
80 11.071 3102 3104 3106 rBV3 550 332 0.00% 0.000%

81 11.209 3131 3147 3161 rBV 9304433 16584985 4.26% 1.788%
82 11.337 3161 3187 3201 rVB5 108168793 292756995 75.12% 31.557%
83 11.701 3274 3300 3334 rBV4 86525779 198212283 50.86% 21.366%
84 12.135 3430 3435 3448 rVBS8 5480 8523 0.00% 0.001%
85 12.418 3513 3523 3536 rBV 86008 130915 0.03% 0.014%

86 12.601 3572 3580 3594 rVB3 13620 29366 0.01% 0.003%
87 12.669 3597 3601 3605 rVB5 2474 2406 0.00% 0.000%
88 12.772 3622 3633 3643 rBV2 36336 57867 0.01% 0.006%
89 13.026 3703 3712 3720 rVBS8 3069 5302 0.00% 0.001%
90 13.286 3776 3793 3818 rBV 14320733 21749031 5.58% 2.344%
91 13.527 3860 3868 3879 rVB 14974 23321 0.01% 0.003%
92 13.765 3930 3942 3962 rVB 625628 968017 0.25% 0.104%
93 13.878 3975 3977 3981 rVB4 1262 732 0.00% 0.000%
94 13.926 3988 3992 3993 rBV2 704 573 0.00% 0.000%
95 14.009 4016 4018 4019 rBV2 902 329 0.00% 0.000%
96 14.099 4043 4046 4050 rBV3 959 637 0.00% 0.000%
97 14.382 4132 4134 4136 rVB2 729 326 0.00% 0.000%
98 14.440 4149 4152 4155 rBv4 1265 760 0.00% 0.000%
99 14.456 4155 4157 4162 rVB4 895 474 0.00% 0.000%
100 14.881 4287 4289 4291 rBV3 773 403 0.00% 0.000%

Sum of corrected areas: 927695538

SOMVLMO31620WMA_M Wed Mar 18 13:09:34 2020 Page: 3



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
VV014953.D

16 Mar 2020 18:07

SY/MD

L1890-18

5.0mL/MSVOA V/WATER

23 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO031620WMA .M
: VOC Analysis

: C:\DATABASE\NIST11.L

LSCINT.P

Abundance

1e+08

8e+07
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4e+07
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1.2232 18538
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TIC: VV014953.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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: Cyclic2.59 Concentration Rank 16

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

2.59 3.78 ug/L 67645 1,4-Difluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 72
2 Cvclopentane 70 C5H10 000287-92-3 72
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cvclopentane 70 C5H10 000287-92-3 56
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 32

Abundance Scan 466 (2.589 min): VV014953.D (-459) (-) m/z 42.00 100.00%
ap
5000 s 70
220 2.40 2.60 2.80 3.00
3 51 6265 78
o........,....,....,....,....,....,....,....,..ﬁ.l...,....,..!:,:...,....i..'::,....,....,....,.. m/z 55.10 50.99%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #553: 1-Pentene
42
55
5000 LA RS SARSE AR
27 70 220 2.40 2.60 2.80 3.00
m/z 70.05 39.66%
o 15 131 38 51 | 6063
miz--> T B s B % 4 45 o o e o 7o 75 5 5
Abundance
42
220 240 2.60 2.80 3.00
5000 m/z 41.00 36.62%
55 70
27
o 1 15 31 38 51 | 60 65
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #551: 1-Pentene
i) 220 2.40 2.60 2.80 3.00
55 m/z 39.00 23.73%
5000 70
29
0 15 Zé 34‘ ., 51| 6165
m/z--> 0 5 10 15 20 25 30 35 40 45 50 5% 60 65 70 75 80 85 220 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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 (DEL) Alkane: Cyclic3.79 Concentration Rank 15

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

3.79 12.64 ug/L 226430 1,4-Difluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclohexane 84 C6H12 000110-82-7 83
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 59

Abundance Scan 840 (3.791 min): VV014953.D (-821) (-) m/z 56.10 100.00%
56
5000 4 69 j\
A s | o165 70 340 360 380 4.00 420
0““MWMWMWNWMWNWMWMWMJJWNWMH“wmwﬁwmwmw“M“W“M m/z 41.00 48.31%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl- /\
56
41
5000 69 USRS RSN LN AR
3.40 3.60 3.80 4.00 4.20
o8 o m/z 69.10 44 .88%
15 I 51 ‘ ! 65\\ " ‘
0““mwmwmwmwmwmwmwmwmwmwmwm|“WMHMmemwmwmwmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 84 SRS AR SR R
3.40 3.60 3.80 4.00 4.20
5000 . m/z 55.10 26.24%
69
o 2 5 51 ' 6165 77
LR L) L L) L) ML AR AR L) KLY A M) LA R M AL e L L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl- A L B
56 3.40 3.60 3.80 4.00 4.20
a1 m/z 39.00 23.58%
5000
69
21 84
o 1 15 | 3337, 51 “ 6165, 77
miz--> T % 5 4o 4'5 b o5 60 65 70 75 8 98 % || | 340 350 380 4b0 420
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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-01 Concentration Rank 6

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

7.59 82.83 ug/L 439 Chlorobenzene-d5 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Buten-3-vne 52 C4H4 000689-97-4 3
2 1-Buten-3-vne 52 C4H4 000689-97-4 3
3 Cvanoaen 52 C2N2 000460-19-5 3
4 1-Buten-3-vne 52 C4H4 000689-97-4 3
5 1-Buten-3-yne 52 C4H4 000689-97-4 3

Abundance Scan 2021 (7.588 min): V\V014953.D (-2020) (-) m/z 51.80 100.00%
5p
5000 j\u\
» i 720 740 7.60 7.80 8.00
O T T e m/z 78.00 12.74%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #124: 1-Buten-3-yne
52
5000 LRI I L L
7.20 7.40 7.60 7.80 8.00
m/z 51.00 3.82%
26 37
\‘ I 4 I |
O rrrrrrr T T T T T T T T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
52
7.20 7.40 7.60 7.80 8.00
5000 m/z 43.90 2.55%
26
0 2 12 3740 48
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #121: Cyanogen TS = S Lot
52 7.20 7.40 7.60 7.80 8.00
5000
26
O rrrrrrr T T T T T T T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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-02 Concentration Rank 3

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

7.75 119.06 ug/L 631 Chlorobenzene-d5 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Hexadien-3-vne 78 C6H6 000821-08-9 7
2 2.4-Pentadienenitrile 79 C5H5N 001615-70-9 5
3 1.5-Hexadivne 78 C6H6 000628-16-0 5
4 2.4-Pentadienenitrile 79 C5H5N 001615-70-9 5
5 Propanedinitrile, methylene- 78 C4H2N2 000922-64-5 3

Abundance Scan 2071 (7.749 min): VV014953.D (-2068) (-) m/z 42.00 100.00%
38 4P 52 78
5000
7.40 7.60 7.80 8.00
S e A N LS AR R AR AN KRR RRALS LA LARA RRAR] ARA NAM AR m/z  78.20 97.63%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1026: 1,5-Hexadien-3-yne
78
52
5000 LM L R UL
7.40 7.60 7.80 8.00
39 - m/z 38.20 92.31%
o 1215 2427 31 36‘ 44 49 55 60 \ 6770 |
niz> L5 15 3 25 3 B 45 45 50 % &b 65 70 75 8 55
Abundance
52
7.40 7.60 7.80 8.00
5000 79 m/z 77.00 83.43%
27 39
ol 24| 3134 43 49 55586164 7
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1023: 1,5-Hexadiyne
39 7w 7.40 7.60 7.80 8.00
52 m/z 52.10 82 .25%
5000
74
63
0 13 24\2\ 34 44 4\ .60 il
mz-> 5 10 15 30 25 30 95 40 45 50 55 00 68 70 75 30 88 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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-03 Concentration Rank 12

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

7.89 46.98 ug/L 249 Chlorobenzene-d5 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methan-d3-ol 35 CHD30 001849-29-2 3
2 Methan-d3-ol 35 CHD30 001849-29-2 3
3 2-1-Phenvl ethvlidene-hvdrazono-... 281 C16H15N3S 1000148-55-3 3

4 4-Bromo-2.6-difluorobenzvl alcoh... 294 C10H13BrF20Si 1000364-60-0 2
5 6,8-Dioxa-3-thia-bicyclo(3,2,1)o0... 132 C5H802S 1000143-27-3 2

Abundance Scan 2115 (7.891 min): VV014953.D (-2114) (-) m/z 35.20 100.00%
35 7
5000
7.60 7.80 8.00 8.20
O T T e e e e e m/z 45.90 93.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43: Methan-d3-ol
33
5000
7.60 7.80 8.00 8.20
m/z 41.20 92.37%
O b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
33
7.60 7.80 8.00 8.20
5000 m/z 77.10 90.68%
18
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128311: 2-1-Phenyl ethylidene-hydrazono-3-methyl-2,3-dihy...
281 7.60 7.80 8.00 8.20
m/z 43.90 1.69%
5000
150
T 109 136
63\ ‘ i H‘ \‘ I 223 2522?6
Onnlnnp.nﬁh.P”ql”q”.q”” R AR R S RRRRR R R R e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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 unknown-04 Concentration Rank 5

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

7.94 88.68 ug/L 470 Chlorobenzene-d5 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Hexadivne 78 C6H6 000628-16-0 5
2 Acetaldehvde. methvl(2-propenvl)... 112 C6H12N2 066075-10-3 5
3 Titanium., I(1.2.3-.eta.)-2-buten... 207 C12H15Ti 039015-02-6 5
4 5-Amino-3.4-dimethvl-isoxazole 112 C5H8N20 019947-75-2 4
5 Hydrazine, 1,1-di-2-propenyl- 112 C6H12N2 005164-11-4 4

Abundance Scan 2130 (7.939 min): VV014953.D (-2127) (-) m/z 207.00 100.00%
77 112 207
44
5000
760 7.80 800 820
O T o B O m/z 111.80 93.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1020: 1,5-Hexadiyne
39 78
52
5000
7.60 7.80 8.00 8.20
m/z 76.90 88.82%
27 ‘ 63
0'}%|”h““*”“|h'mu"“l"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42 69
112
7.60 7.80 8.00 8.20
5000 30 85 m/z 77.80 71.43%
56
97
e R L I S L S S BRI B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66801: Titanium, [(1,2,3-.eta.)-2-butenyl](.eta.8-1,3,5,7... R EEEE e R
41 78 104 153 207 7.60 7.80 8.00 8.20
m/z 44.00 59.63%
55 91
5000 126
!
0""l""l"l'lu""'l"““l '”IM”'I"'I'”'h'”'I'”' SRR SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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-05 Concentration Rank 4

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

8.31 116.42 ug/L 617 Chlorobenzene-d5 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoroacetic acid 78 C2H3F02 000144-49-0 7
2 Guanidine 59 CH5N3 000113-00-8 5
3 Guanidine 59 CH5N3 000113-00-8 5
4 Guanidine 59 CH5N3 000113-00-8 5
5 Acetaldoxime 59 C2H5NO 000107-29-9 4

Abundance Scan 2245 (8.309 min): VV014953.D (-2243) (-) m/z 40.80 100.00%
a 281
57 75
5000

8.00 8.20 8.40 8.60

o L M. K m/z 281.00 82.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #994: Fluoroacetic acid
45
5000 61 78
3 8.00 8.20 8.40 8.60
14 m/z 50.20 72 .39%
0””,””“.”“”.“”w.”w”.w””,””..”.”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 99
8.00 8.20 8.40 8.60
5000 m/z 42.90 71.17%
28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #256: Guanidine

3 59 8.00 8.20 8.40 8.60
m/z 56.90 63.80%

5000{ 18 A'\
0 Al

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 840 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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-06 Concentration Rank 8

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

8.38 52.83 ug/L 280 Chlorobenzene-d5 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl Sulfoxide 78 C2H60S 000067-68-5 7
2 Dimethvl Sulfoxide 78 C2H60S 000067-68-5 7
3 Dimethvl Sulfoxide 78 C2H60S 000067-68-5 7
4 Dimethvl Sulfoxide 78 C2H60S 000067-68-5 5
5 Thiirane, methyl- 74 C3H6S 001072-43-1 5

Abundance Scan 2267 (8.379 min): VV014953.D (-2264) (-) m/z 77.85 100.00%
59 78 112
46
5000
40 8.00 820 8.40 8.60 8.80
ot e e e e m/z 111.70 98.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #999: Dimethyl Sulfoxide
63
78
5000 SRS AR R
45 8.00 8.20 8.40 8.60 8.80
m/z 59.00 86.15%
29 35 I ‘
Obr e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
63
8 SIS AR SR
8.00 8.20 8.40 8.60 8.80
5000 m/z 73.90 86.15%
45
31
37 51 57
G L IR R R UL S UL IS UL BN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #996: Dimethyl Sulfoxide A e A
63 8.00 8.20 8.40 8.60 8.80
78 m/z 45.90 76.92%
5000
45
15
0"w'*“l'“UW"“w"M|“§?M”“|'““P"w'“'l“'w"“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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-07 Concentration Rank 2

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

8.44 138.30 ug/L 733 Chlorobenzene-d5 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrazololl.5-blpvridazine. 6-ch... 169 C5H4CIN5 028691-22-7 9
2 Fumaronitrile 78 C4H2N2 000764-42-1 5
3 Propanedinitrile. methvlene- 78 C4H2N2 000922-64-5 5
4 Fumaronitrile 78 C4H2N2 000764-42-1 5
5 1,5-Hexadiyne 78 C6H6 000628-16-0 4

Abundance Scan 2286 (8.441 min): VV014953.D (-2285) (-) m/z 77.90 100.00%
78
37
5000
112 ]
8.20 8.40 8.60 8.80
O e e by || M/Z 37.60  66.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37619: Tetrazolo[1,5-b]pyridazine, 6-chloro-7-methyl-
78
5000 RN UL UL R
5t 820 840 8.60 8.80
28 m/z 111.80 25.31%
37 ‘ 62
o JH.Wh.ﬂl.,M..W“,....,....,....,.... e
m/z--> 20 40 60 80 100 120 140 160
Abundance
78
51 IR U R LR
8.20 8.40 8.60 8.80
5000 m/z 76.90 11.73%
26
38 62
L L UL WU UL S
m/z--> 20 40 60 80 100 120 140 160
Abundance #1014: Propanedinitrile, methylene- Al maam Ee
78 8.20 8.40 860 8.80
51 m/z 43.90 10.49%
5000
26
38
W0l e |
L L UL WU UL S IR S RN RN
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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-08 Concentration Rank 9

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

8.50 52.64 ug/L 279 Chlorobenzene-d5 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. methvl- 46 CHG6N2 000060-34-4 4
2 Hvdrazine. methvl- 46 CHG6N2 000060-34-4 4
3 Hvdrazine. methvl- 46 CHG6N2 000060-34-4 4
4 Mercaptamine 77 C2H7NS 000060-23-1 3
5 Silanamine, N-silyl- 77 H7NSi2 005702-11-4 3

Abundance Scan 2305 (8.502 min): V\V014953.D (-2300) (-) m/z 46.00 100.00%
4p
5000

8.20 8.40 8.60 8.80

40
S m/z 39.90 0.81%
m/z--> 18 20 22 24 26 28 30 32 34 36 38 40 42 44 46 48 50 52 54 56
Abundance #103: Hydrazine, methyl-
28
31 46
5000 LA L L L L L B LB
8.20 8.40 8.60 8.80
‘ 43
o |
L L s aaad Lt s LN LA CRLR LR Ry RS L L LR R s L
m/z--> 18 20 22 24 26 28 30 32 34 36 38 40 42 44 46 48 50 52 54 56
Abundance
46
28
31
5000
o 36 394 4
m/z--> 18 20 22 24 26 28 30 32 34 36 38 40 42 44 46 48 50 52 54 56
Abundance #105: Hydrazine, methyl-
46
28
5000 31
‘ 43
T T —

m/z--> 18 20 22 24 26 28 30 32 34 36 38 40 42 44 46 48 50 52 54 56
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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-09 Concentration Rank 10

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

8.65 52.26 ug/L 277 Chlorobenzene-d5 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 1-nitro- 103 C4H9NO2 000627-05-4 1
2 Silanediol. dimethyl- 92 C2H802Si 001066-42-8 1
3 Silanediol. dimethyl- 92 C2H802Si 001066-42-8 1
4 1.5-Hexadiene. 3.3.4.4-tetrafluoro- 154 C6HG6F4 001763-21-9 1
5 2-Chloroethylamine 79 C2H6CIN 000689-98-5 1

Abundance Scan 2351 (8.649 min): VV014953.D (-2348) (-) m/z 76.80 100.00%
36 46 51 717
5000

8.40 8.60 8.80 9.00

o} S m/z 78.10 97.50%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4541: Butane, 1-nitro-
29 4 57
5000 LIRS

8.40 8.60 8.80 9.00
‘ m/z 46.00 89.17%

36“‘ 11 \4‘6 51‘ ‘

15 A 62 69 74 80 86
e I LIRS
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
T
N N REEE N R
8.40 8.60 8.80 9.00
5000 m/z 36.30 86.67%
45
30 38 50 59 64 88
O T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2399: Silanediol, dimethyl- e
v 8.40 8.60 8.80 9.00
m/z 50.80 86.67%
5000
45
‘ A 62 i 92
O T T e e e gt 1
m/z--> 10 20 30 40 50 60 70 80 90 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031620\
Data File : VV014953.D

Aca On : 16 Mar 2020 18:07

Operator : SY/MD

Sample : L1890-18

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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-10 Concentration Rank 11

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

8.73 50.00 ug/L 265 Chlorobenzene-d5 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdroaen chloride 36 CIH 007647-01-0 2
2 Hvdroaen chloride 36 CIH 007647-01-0 2
3 Methanol-D4 36 CD40 000811-98-3 2
4 Ammonium Chloride 53 CIH4N 012125-02-9 1
5 2-Chloroethylamine 79 C2H6CIN 000689-98-5 1

Abundance Scan 2376 (8.730 min): VV014953.D (-2370) (-) m/z 36.00 100.00%
36
78
5000 40

8.40 8.60 8.80 9.00

o S m/z 77.95 78.10%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #46: Hydrogen chloride
36
5000 TT [T T T T [T T I T [T 1T T [TTTT]

8.40 8.60 8.80 9.00
m/z 39.90 46.67%

O T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
36
e R R SRamms
8.40 8.60 8.80 9.00
5000

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #44: Methanol-D4
34

5000 30

14, 1
T e T

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV031620\
Data File : VV014953.D

Acq On : 16 Mar 2020 18:07

Operator : SY/MD

Sample - L1890-18

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031620WMA .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... 2.59 3.8 ug/L 67645 1 5.65 895961 50.0
(DEL) Alkane: Cyc... 3.79 12.6 ug/L 226430 1 5.65 895961 50.0
unknown-01 7.59 82.8 ug/L 439 2 8.94 265 50.0
unknown-02 7.75 119.1 ug/L 631 2 8.94 265 50.0
unknown-03 7.89 47.0 ug/L 249 2 8.94 265 50.0
unknown-04 7.94 88.7 ug/L 470 2 8.94 265 50.0
unknown-05 8.31 116.4 ug/L 617 2 8.94 265 50.0
unknown-06 8.38 52.8 ug/L 280 2 8.94 265 50.0
unknown-07 8.44 138.3 ug/L 733 2 8.94 265 50.0
unknown-08 8.50 52.6 ug/L 279 2 8.94 265 50.0
unknown-09 8.65 52.3 ug/L 277 2 8.94 265 50.0
unknown-10 8.73 50.0 ug/L 265 2 8.94 265 50.0
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