LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 X\METHOD\82X100819W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.070 26 30 42 rBV 682091 844555 8.98% 1.917%
2 1.399 80 84 89 rBv 305511 322136 3.43% 0.731%
3 1.783 141 147 162 rBY 6846180 9401618 100.00% 21.339%
4 1.990 177 181 195 rVB2 549904 851072 9.05% 1.932%
5 2.594 270 280 296 rBV 54711 105004 1.12% 0.238%
6 2.838 310 320 325 rBVY 1280786 2935577 31.22% 6.663%
7 2.880 325 327 344 rVB 538211 1053085 11.20% 2.390%
8 3.167 362 374 390 rBV 376263 872803 9.28% 1.981%
9 3.514 420 431 445 rBV 133209 305339 3.25% 0.693%
10 4.301 547 560 568 rBV 279870 846854 9.01% 1.922%

11 4.392 568 575 589 rVvB 320438 933565 9.93% 2.119%
12 4.581 589 606 617 rBV5 58505 253089 2.69% 0.574%
13 5.490 740 755 761 rBV2 95713 284320 3.02% 0.645%
14 5.575 761 769 776 rVV3 314734 1050161 11.17% 2.384%
15 5.654 776 782 786 rvV 191799 545204 5.80% 1.237%

16 5.721 786 793 811 rvV 318964 993553 10.57% 2.255%
17 5.929 814 827 839 rvv4 127046 433062 4.61% 0.983%
18 6.057 839 848 854 rvv 112195 293765 3.12% 0.667%
19 6.136 854 861 871 rvVv 167360 441742 4._.70% 1.003%
20 6.252 871 880 885 rvv2 99827 285091 3.03% 0.647%

21 6.343 885 895 906 rvv 1222668 3689872 39.25% 8.375%
22 6.447 906 912 925 rVvB2 123998 334429 3.56% 0.759%
23 6.849 969 978 989 rBV 275693 656132 6.98% 1.489%
24 7.459 1064 1078 1087 rBV 449232 1068943 11.37% 2.426%
25 7.568 1088 1096 1101 rvVv 118063 244988 2.61% 0.556%

26 7.636 1101 1107 1111 rVvVv 159022 359951 3.83% 0.817%
27 7.672 1111 1113 1118 rVV 85587 154607 1.64% 0.351%
28 7.727 1118 1122 1134 rVV 78024 152457 1.62% 0.346%
29 8.050 1164 1175 1186 rBV 759592 1499342 15.95% 3.403%
30 8.172 1186 1195 1203 rBV 1021196 2028982 21.58% 4._.605%

31 8.251 1203 1208 1214 rVVv 130432 219022 2.33% 0.497%
32 8.666 1267 1276 1279 rBV3 206385 410303 4_36% 0.931%
33 8.709 1279 1283 1290 rVB 576854 934588 9.94% 2.121%
34 8.837 1299 1304 1308 rBV 70357 114064 1.21% 0.259%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_X\METHOD\82X100819W_.M
SW846 8260

35 9.038 1331 1337 1343 rVB 127026 203649 2.17% 0.462%

36 9.160 1348 1357 1363 rBV 69212 118905 1.26% 0.270%
37 9.617 1428 1432 1437 rVV 124753 175110 1.86% 0.397%
38 9.672 1437 1441 1446 rVV 80575 119443 1.27% 0.271%
39 10.111 1507 1513 1519 rBV 535631 714254 7.60% 1.621%
40 10.245 1530 1535 1544 rVB 408015 556147 5.92% 1.262%

41 10.355 1544 1553 1560 rBVY 918999 1249445 13.29% 2.836%
42 11.013 1656 1661 1675 rVB 195366 246719 2.62% 0.560%
43 11.135 1675 1681 1686 rBVY 390557 522360 5.56% 1.186%
44 11.354 1710 1717 1724 rBVY 190623 248817 2.65% 0.565%
45 11.428 1724 1729 1731 rVV 235374 313452 3.33% 0.711%

46 11.452 1731 1733 1737 rVV 220620 234232 2.49% 0.532%
47 11.501 1737 1741 1750 rVB 256881 302260 3.21% 0.686%
48 11.665 1762 1768 1777 rBV 266193 346448 3.68% 0.786%
49 11.806 1786 1791 1801 rVB 625792 776771 8.26% 1.763%
50 11.940 1811 1813 1819 rVB 81477 95062 1.01% 0.216%

51 12.019 1819 1826 1830 rBV 97997 126344 1.34% 0.287%
52 12.074 1830 1835 1841 rVV2 523450 702178 7.47% 1.594%
53 12.141 1841 1846 1851 rVB 169534 216214 2.30% 0.491%
54 12.299 1865 1872 1873 rBV2 126534 157800 1.68% 0.358%
55 12.318 1873 1875 1879 rVV 135718 157738 1.68% 0.358%

56 12.366 1879 1883 1892 rVB4 159261 243311 2.59% 0.552%
57 12.513 1903 1907 1913 rBV 122966 149441 1.59% 0.339%
58 12.580 1913 1918 1920 rBV 81108 103258 1.10% 0.234%
59 12.604 1920 1922 1927 rVB 90793 99939 1.06% 0.227%
60 12.665 1927 1932 1935 rBV 109640 127732 1.36% 0.290%

61 12.750 1942 1946 1954 rBV4 91676 201246 2.14% 0.457%
62 12.897 1965 1970 1975 rVB3 66226 97378 1.04% 0.221%
63 12.976 1975 1983 1986 rVvVv 78270 116183 1.24% 0.264%
64 13.013 1986 1989 1995 rVB 127488 152315 1.62% 0.346%
65 13.342 2039 2043 2048 rBV2 100590 135516 1.44% 0.308%

66 14.835 2283 2288 2297 rVB 91185 129652 1.38% 0.294%

Sum of corrected areas: 44058594
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
VX013060.D

14 Oct 2019 18:26

JC/SP

K5313-05

5.0mL/MSVOA X/WATER

25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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 Butane, 2-methyl- Concentration Rank 1

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

1.78 862.21 ug/Il 9401620 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 3-Buten-1-ol 72 C4H80 000627-27-0 50
3 Pentane 72 C5H12 000109-66-0 36
4 1-Propene. 2-methvl- 56 C4HS8 000115-11-7 14
5 1-Butene 56 C4H8 000106-98-9 10

Abundance Scan 147 (1.783 min): VX013060.D (-141) (-) m/z 43.10 100.00%
43
57
5000
39
II\IIIIIIIIIIIIIIIIII
72 1.40 1.60 1.80 2.00 2.20
36|, 5053 | 62 67 78
O'W““P“W““P“W““P“W““v'W““P“W““P“W““HLWH“V“W“ m/z 41.10 93.05%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000 AR RN LA AR R
1.40 1.60 1.80 2.00 2.20
29 ¥ m/z 42.10 86.40%
0 15 24 | | 5053 | 62 67 '
o T R R T
Abundance
42
AN
31 RS NAREE SRR RN R
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.10 73.04%
39
27
o 121518 36 45 5053 57 692
AR LR AR AN ARARY RAREA LRARS RARLN RRARNRARAN RRAR) RARLN ARER) RARL RARAN LR RARLY LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #706: Pentane R B R
43 1.40 1.60 1.80 2.00 2.20
m/z 39.05 31.77%
5000
27 39 57 -
0 15 80 ! 5053 | 6265 69 | A
I P 140 1.60 180 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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 Pentane Concentration Rank 9

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

1.99 78.05 ug/1 851072 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane. ethvl- 72 C4HB80 000106-88-7 50
3 Butane. 2-methvl- 72 C5H12 000078-78-4 45
4 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 17
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9

Abundance Scan 181 (1.990 min): VX013060.D (-177) (-) m/z 43.05 100.00%
48
5000
JAN
oo 160 1.80 2.00 220 2.40
0 ”w.”w.”.““.“?ﬁhd.?%J,ﬁ?,L.%%.w”.ﬂ9§.ﬂ4§“. m/z  42.05  59.47%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #706: Pentane
48
5000 B NRASARNARS RS RARSE R
160 1.80 2.00 2.20 2.40
27 57 7 m/z 41.10 54 _97%
ARSI LA ARSI AR RERRS IR RRARS LAY SRS LR W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
41
SRR RARSS SARRE SRR B
7 1.60 1.80 2.00 2.20 2.40
5000 - m/z 39.05 18.94%
71
15
50
s A AR RN LN AR RARAS RARRS RARRN RRARA RARSN SRS RSN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #713: Butane, 2—methy|— T[T T T |/|\| LN L B B
43 1.60 1.80 2.00 2.20 2.40
m/z 57.05 16.84%
57
5000 29
ot |l so | es T2
m/z--> c') 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 12'0 1. 530 1. I80 2. oo 2. I20 2. I40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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 Butane, 2,3-dimethyl- Concentration Rank 3

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

2.84 269.22 ug/l 2935580 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
3 Butane. 2-methvl- 72 C5H12 000078-78-4 36
4 1-Pentene 70 C5H10 000109-67-1 28
5 Pyrrolidine 71 C4HON 000123-75-1 22

Abundance Scan 320 (2.838 min): VX013060.D (-310) (-) m/z 43.05 100.00%
43
5000 /\\k
71
3 55 260 280 300 320
86 : . . .
51 6367 | 77 82
0““mvmvmvmvmvmvmvvaP”vmvWLMPMPNPMPNPMHNP“W' m/z 42.05 86.16%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- /k
43
5000 A AR UL L
71 2.60 2.80 3.00 3.20
39 m/z 41.10 39 .54%
27 55 86
0 15 , |, . 51| 6367
BARARRES RAERS RARLA SASA RAASA SRR ALK SARS) RALK) AULLE RARAN KRRAN ARSI SARLA RARLI SUAAR MRS BRESY KRS RAAS A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
260 280 300 320
5000 m/z 71.10 28.17%
27 71
39 57
o 2 15 32 53 86
SRR L Ly A ML KA ALY SR KAL) KLY AR ML ekt Ay LA LA R R LA Nkt
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #714: Butane, 2-methyl- a E e B i R
43 2.60 2.80 3.00 3.20
57 m/z 39.10 18.21%
5000
29 39
0 15 25 ‘ ‘M ‘ 4953‘ 62 67 ?
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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 unknown2.88 Concentration Rank 6

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

2.88 96.58 ug/1 1053090 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 38
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 33
3 1-Pentanol. 2-methvl- 102 C6H140 000105-30-6 25
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 25
5 Butane, 2-methyl- 72 C5H12 000078-78-4 9

Abundance Scan 327 (2.880 min): VX013060.D (-325) (-) m/z 43.10 100.00%
43
71
5000
‘ 57 SR SRR R S N
86 2.60 2.80 3.00 3.20
o..w.”.“.”,“.w..”LL.ﬁQJJ,ﬁfw.”.“.u,”.w.”.“.”,” m/z 71.10 57.20%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1823: Pentane, 2-methyl-
43
5000 L R R L I
- 2.60 2.80 3.00 3.20
27 m/z 41.10 30.16%
2 B ‘ = 86
s e A RS RS AN RS RS RARRA RALRS AR SRS LARRS U
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
7 260 280 3.00 320
5000 m/z 57.10 25.12%
27 55
0 36 63 83 97 114
RIS L UL I SULILRS UM JULI SRR IR UL IS SRS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #4451: 1-Pentanol, 2-methyl- B e
43 2.60 2.80 3.00 3.20
m/z 70.10 20.79%
5000
71
55
‘ ‘ 84
0'“I“'W'”'P'LJ“'M'“'P'”F%”I”'W'LW'“'P'”P'”I” U AR R R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\
Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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 Pentane, 2,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.30 77.66 ug/l 846854 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 94
2 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
3 Hexane. 2-methvl- 100 C7H16 000591-76-4 64
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 59
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59
Abundance Scan 560 (4.301 min): VX013060.D (-547) (-) m/z 43.10 100.00%

43 57
5000
85

400 420 440 4.60
51 69 100
0 .”,”..“.”,.”.,”?ﬂi:”,mhh§?”,”??“.”,.”.“..w m/z 57.10 89.65%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57
5000 85

4.00 4.20 4.40 4.60
29 m/z 41.05 53.59%

15 || 34, , ., 63 69 77 ‘ 100
R o e o o o N RNARREEE SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57
43

4.00 4.20 4.40 4.60

o
a
1P

5000 m/z 56.10 50.48%
29 85
15
0 1 37 51 63 69 75 100
R R B e AR AR BAERARREEE B

m/z--> 0 10 20 30 40 50 60 70 80 90 100

Abundance #3976: Hexane, 2-methyl-  EAmE e A paaa
43 400 420 4.40 4.60

m/z 85.10 28.61%

5000 g5
57
29
0 15 || 37l 51 63 7177 100

m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\
Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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 Cyclopentane, methyl- Concentration Rank 8

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

4_.39 85.62 ug/1 933565 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 78
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
4 Cvclopentane. 1.l1-dimethvl- 98 C7H14 001638-26-2 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50

Abundance Scan 575 (4.392 min): VX013060.D (-568) (-) m/z 56.10 100.00%
96
5000 41 69
Al | eres| 7a 0™ 0o 450 ko 4k 4By
N I Atsd i ot Bt A Ay Ml Al A Mt AL SRR Sl m/z 41.10 46.55%
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
4.00 420 4.40 4.60 4.80
o8 o m/z 69.10 44 .20%
s Dol sl el o
O T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
a1 400 420 4.40 460 4.80
5000 m/z 55.10 25.16%
27
69
o 1 15 37 51 65 84
ALLALRL) R LR MALA LA BRI KARS) ML) KL ALY LARA) L) RARK) KAL) KAL) RAALE LARAA MARL AL AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- R R e
56 4.00 420 4.40 4.60 4.80
21 m/z 39.10 20.58%
5000
42
38 84
A Ak kst A ekad A SAAAA AN MARAI A MRS A MRS ARSI A AN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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 Pentane, 2,3-dimethyl- Concentration Rank 7

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

5.72 91.12 ug/1 993553 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 38
3 Heptane 100 C7H16 000142-82-5 38
4 Aziridine. 2-methvl- 57 C3H7N 000075-55-8 37
5 Propane, l-isocyanato- 85 C4H7NO 000110-78-1 37

Abundance Scan 793 (5.721 min): VX013060.D (-786) (-) m/z 56.10 100.00%

56
43
5000 71

85 540 560 580 6.00
o”,”.w.”.“.“LL.wnJ.ﬁ?”!”.w.m.“.E?Q.w.”.“.”,”. m/z 43.05  76.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000 "|""|""|""|""|
29 71 5.40 5.60 5.80 6.00

m/z 57.10 64 .19%

I‘ Ll .|‘ 78 & 100
AN N o o e R R R R R A R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57

5.40 5.60 5.80 6.00

o

5000 m/z 41.05 63.09%
41
29 71
0 48 83 95 113 128
T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3972: Heptane
43 5.40 5.60 5.80 6.00

m/z 71.10 41.22%

5000 57 71
29
100
oL 15 ] 50 | | ss

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2

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

6.34 281.18 ug/l 3689870 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59

Abundance Scan 894 (6.337 min): VX013060.D (-885) (-) m/z 57.10 100.00%
57
5000 //\\
41 IIIIIIIIIIIIII|IIII|I
99 6.00 6.20 6.40 6.60
Ol prrrr el 20l 89 83 oL T 14 Ths7 56,05 34.05%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
g7
5000 a1 6.00 620 640 660
m/z 41.10 26.70%

29
5 7l .‘ 69 g3 9P
(O o B o B o AR S m e E S a s e o
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57

6.00 6.20 6.40 6.60

5000 a m/z 43.10 16.20%
29 99
0 15 50 64 71 83 113
T T T T T T T e T e T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7650: Hexane, 2,2-dimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.05 8.76%
5000
41
29
oL 4 15 | \k\ 50 |, 71 79 %9 14
T T T [ T e e T e T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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 Pentane, 2,3,4-trimethyl- Concentration Rank 5

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

8.05 114.26 ug/l 1499340 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 74

Abundance Scan 1175 (8.050 min): VX013060.D (-1164) (-) m/z 43.05 100.00%
43 71
5000
55
7.80 8.00 8.20 8.40
0 ”.“.”,”.w.”.“.”hh.quLﬁ?”,u.w??”,”?ﬁ.”.341,” m/z 71.10 84.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Pentane, 2,3,4-trimethyl-
43
71
5000
7.80 8.00 8.20 8.40
27 55 m/z 70.10 60.70%
o2 15 | ||,, |62 || 83 91 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 7.80 8.00 8.20 8.40
5000 m/z 41.10 29.69%
o 15 50 85 g9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3981: Pentane, 3-ethyl-
43 7.80 8.00 8.20 8.40
m/z 55.05 23.90%
5000 70
29
55
oL 1 15 ‘w L | e2 || 77 85 100
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013060.D

Aca On - 14 Oct 2019 18:26

Operator : JC/SP

sample - K5313-05 -
Misc - 5.0mL/MSVOA X/WATER E R
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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 Pentane, 2,3,3-trimethyl- Concentration Rank 4

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

8.17 154.62 ug/l 2028980 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Octane. 4-methvl- 128 C9H20 002216-34-4 64
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50

Abundance Scan 1195 (8.172 min): VX013060.D (-1186) (-) m/z 43.10 100.00%
43
71
5000 57 85
| 9 i, 7.80 8.00 8.20 8.40 8.60
O A e T o e R S m/z 71.05 62.70%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 8.20 8.40 8.60
27 85 m/z 70.05 54.66%
0 2 15 |‘ 99 113
miz--> 370 % 30 4b % 6 70 80 % 160 110 120 130
Abundance
43
7.80 8.00 8.20 8.40 8.60
5000 m/z 57.05 48_.23%
29 5 71 g

98 113 128

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7644: Hexane, 3,3-dimethyl-
43 7.80 8.00 8.20 8.40 8.60
m/z 85.10 40.83%
5000 1
57 85
29
> 15| ‘ ) L9 112

O rr e e e e e e e e e B e e S NAAmaw
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 780 8.00 820 8.40 860
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013060.D

Acg On - 14 Oct 2019 18:26

Operator : JC/SP

Sample - K5313-05 :
Misg - 5.0mL/MSVOA_X/WATER ERE I R S
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methyl- 1.78 862.2 ug/l 9401620 1 5.65 545204 50.0
Pentane 1.99 78.0 ug/I1 851072 1 5.65 545204 50.0
Butane, 2,3-dimet... 2.84 269.2 ug/l 2935580 1 5.65 545204 50.0
unknown?2 .88 2.88 96.6 ug/1 1053090 1 5.65 545204 50.0
Pentane, 2,4-dime... 4.30 77.7 ug/l 846854 1 5.65 545204 50.0
Cyclopentane, met... 4_.39 85.6 ug/l 933565 1 5.65 545204 50.0
Pentane, 2,3-dime... 5.72 91.1 ug/Il 993553 1 5.65 545204 50.0
Butane, 2,2,3,3-t... 6.34 281.2 ug/l 3689870 2 6.85 656132 50.0
Pentane, 2,3,4-tr... 8.05 114.3 ug/1 1499340 2 6.85 656132 50.0

2

Pentane, 2,3,3-tr... 8.17 154.6 ug/1 2028980 6.85 656132 50.0
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