LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064154.D

Aca On : 15 Oct 2020 19:31

Operator : JC/MD

Sample : L4417-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 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 N\METHODS\82N101420W_.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

2.415 200 210 219 rBV2 32732 55323 3.11% 0.522%
2.779 307 323 338 rBv2 127617 269054 15.11% 2.540%
rBv4 13530 30357 1.71% 0.287%
3.766 606 630 652 rBV5 80163 259401 14.57% 2.448%
4.486 831 854 855 rBvV3 71248 138777 7.79% 1.310%
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5.004 992 1015 1035 rBv4 28995 108689 6.10% 1.026%
6.476 1457 1473 1490 rVB4 19097 57849 3.25% 0.546%
7.550 1787 1807 1819 rBV2 233642 596976 33.53% 5.635%
7.627 1819 1831 1846 rVVv 348227 850303 47.76% 8.026%
7.708 1846 1856 1872 rVB3 34368 90586 5.09% 0.855%

=
QO ~NO®

11 7.991 1927 1944 1965 rBV 247778 593831 33.35% 5.605%
12 8.174 1989 2001 2018 rVB2 74747 196174 11.02% 1.852%
13 8.550 2102 2118 2143 rBV 584966 1258193 70.67% 11.876%
14 9.489 2396 2410 2422 rBV3 42787 86188 4._.84% 0.814%
15 9.621 2435 2451 2466 rBV2 71529 155281 8.72% 1.466%

16 9.991 2554 2566 2573 rBV10 9722 19894 1.12% 0.188%
17 10.061 2573 2588 2606 rVvVv 979749 1780399 100.00% 16.805%
18 11.380 2984 2998 3019 rBV 929549 1648195 92.57% 15.557%
19 12.379 3295 3309 3334 rBvV 657876 1149374 64.56% 10.849%
20 13.318 3587 3601 3622 rBV 716485 1249733 70.19% 11.796%

Sum of corrected areas: 10594577
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064154.D

Aca On : 15 Oct 2020 19:31

Operator : JC/MD

Sample o L4417-07

Misc - 5.00mL/MSVOA N/WATER

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N101420W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN064154.D

800000
600000
400000

200000 278

2.42 /\ 8.7 4.49
; 3. 11 5.00 6.48
0 /\\ J@\\

Time--> 180 2.00 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 6.40 6.60
Abundance TIC: VN064154.D
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Abundance TIC: VN064154.D
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82N101420W.M Fri Oct 16 12:00:25 2020 Page: 2



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064154.D

Aca On : 15 Oct 2020 19:31

Operator : JC/MD

Sample : L4417-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101420W .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.

2.78 15.82 ug/Il 269054 Pentafluorobenzene 7.63
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 47
3 Pentane 72 C5H12 000109-66-0 42
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 33
5 Butane, 1l-isocyano- 83 C5HSN 002769-64-4 14

Abundance Scan 323 (2.779 min): VN064154.D (-307) (-) m/z 43.05 100.00%
43
57
5000
240 2.60 280 3.00 3.20
Ol ||,,,,, 291206 %8 Tnjz 42.10  91.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #714: Butane, 2-methyl-
43
57
5000 UV ARASSNARE RS Ay
240 2.60 280 3.00 3.20
29 m/z 41.10 91.61%
72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
42
W"”I'”'I”"P4¥ﬁ"
240 2.60 2.80 3.00 3.20
5000 m/z 57.05 69.14%
27
o2 57 72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #706: Pentane R A
43 240 2.60 280 3.00 3.20
m/z 38.95 33.03%
5000
i i
o I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 2.40 260 280 300 320
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064154.D

Aca On : 15 Oct 2020 19:31

Operator : JC/MD

Sample : L4417-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101420W .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 Butane, 2,2-dimethyl- Concentration Rank 2

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

3.77 15.25 ug/I1 259401 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 86
2 Oxirane. propvl- 86 C5H100 001003-14-1 59
3 Sulfurous acid. isobutvl pentvl ... 208 C9H2003S 1000309-13-8 56
4 Pentane. 3-bromo- 150 C5H11Br 001809-10-5 40
5 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 40

Abundance Scan 631 (3.769 min): VN064154.D (-606) (-) m/z 43.00 100.00%
4 57 7
5000
| || L 84 3.40 3.60 3.80 4.00 4.20
Orrrprrrrprrrr et e R et e e e e e m/z 57.00 95.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1835: Butane, 2,2-dimethyl-
5% 7
43
5000 USRS S AR
340 3.60 3.80 4.00 4.20
29 m/z 71.10 92.68%
O'WE?V“N““M“W”LWH“H“'§?VHWH“V“W““P“W““V“W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
41
& 340 360 3.80 4.00 4.20
5000 m/z 41.00 58.67%
56
o 85
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #68284: Sulfurous acid, isobutyl pentyl ester
57 11 3.40 3.60 3.80 4.00 4.20
m/z 56.10 33.02%
43
5000
29
o H‘ | I . 87 108 123 153 A
m/z--> 10 20 30 40 50 6|0 7'0 80 9'0 100 110 120 130 140 150 340 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064154.D

Aca On : 15 Oct 2020 19:31

Operator : JC/MD

Sample : L4417-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101420W .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.

4.49 8.16 ug/l 138777 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 59
2 Butane. 2-methvl- 72 C5H12 000078-78-4 33
3 1-Pentene 70 C5H10 000109-67-1 28
4 Oxalic acid. allvl octvl ester 242 C13H2204 1000309-23-6 12
5 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 12

Abundance Scan 855 (4.489 min): VN064154.D (-831) (-) 43.10 100.00%
43
5000
39 71
55
x5 4751 sg 67 86 420 4.40 4.60 4.80
Ofprrrrprrrrprrrrprere e 'I""I:'!'!'"'I""I"'!i""l""l"'!I!"'I""I" m/z 42.10 87.20%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl-
42

5000 A
71 4.20 440 4.60 4.80

27 39 m/z 41.10 52.89%

55 86
15 \3236“ 45 517758 6367 | 7477
[P [T T P T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43

o

57 ...,....,....,....,....
420 4.40 4.60 4.80
5000 m/z 39.05 29.13%
29 39
0 15 26 4953 62 67 '
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #551: 1-Pentene
a4 4.20 4.40 4.60 4.80

m/z 71.10 29.04%

55
5000 20
g 39
15 24 “‘ 51, | 62 67

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.20 440 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064154.D

Aca On : 15 Oct 2020 19:31

Operator : JC/MD

Sample : L4417-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N101420W.M
Quant Title : 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 Pentane, 3-methyl- Concentration Rank 5

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

5.00 6.39 ug/Il 108689 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
2 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 53
3 Cvclobutane 56 C4H8 000287-23-0 50
4 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 45
5 4-Penten-2-ol, 4-methyl- 100 C6H120 002004-67-3 42

Abundance Scan 1014 (5.000 min): VN064154.D (-992) (-) m/z 57.00 100.00%
g7
41
5000
69 g 207 466' 450 500 820 50
0 m/z 56.00 97 .55%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000 | NI LR IR I
4.60 4.80 500 520 5.40
m/z 41.10 76 .08%
| ‘ \‘ I

o

1 15 71 g
| L | il | I
T T T T e e e e e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
41 6

4.60 4.80 5.00 5.20 5.40

5000 27 m/z 39.05 23.86%
70
15
ol L
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #179: Cyclobutane B AL
28 41 460 480 500 520 5.40
m/z 43.00 22 .04%
5000 56 \\\A
) Y NI NS,
m/z--> 0 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064154.D

Aca On : 15 Oct 2020 19:31

Operator : JC/MD

Sample : L4417-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N101420W.M
Quant Title : 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, 2,3-dimethyl- Concentration Rank 7

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

7.71 5.33 ug/Il 90586 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 81
2 1l-Hexene. 2-methvl- 98 C7H14 006094-02-6 53
3 1l-Hexene. 5-methvl- 98 C7H14 003524-73-0 50
4 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 50
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 49

Abundance Scan 1857 (7.711 min): VN064154.D (-1846) (-) m/z 56.00 100.00%
96
43
5000
71
3| | 50| I” 83 100 111 7.40 7.60 7.80 8.00
o e L e ol B R e LR m/z 43.00 75.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 7.40 7.60 7.80 8.00
m/z 41.00 67.42%
ol 15 “‘ 7. 50 es | 77 % o
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
56
7.40 7.60 7.80 8.00
5000 41 m/z 57.00 52.91%
27 70
0 15 50 63 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3321: 1-Hexene, 5-methyl-
56 7.40 7.60 7.80 8.00
a1 m/z 38.95 30.96%
B MA/\‘\/\J\
29
70
ol 15 \‘ Ul 50|l es || 7783 08
miz--> 10 20 30 40 50 60 70 8 90 100 110 740 760 7.80 800
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064154.D

Aca On : 15 Oct 2020 19:31

Operator : JC/MD

Sample : L4417-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101420W .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 Pentane, 2,2,4-trimethyl- Concentration Rank 4

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

8.17 7.80 ug/l 196174 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 64
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
3 Methane. isocvanato- 57 C2H3NO 000624-83-9 59
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 50
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 45

Abundance Scan 2000 (8.171 min): VN064154.D (-1989) (-) m/z 57.10 100.00%
g7
5000
41
99 7.80 8.00 820 8.40 8.60
Obrr e e Ol 22 7O 0L B M2 o 6610 34.65%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7664: Pentane, 2,2,4-trimethyl-
57
5000 a1

7.80 8.00 8.20 8.40 8.60
29 m/z 41.00  30.34%
|

99
15 | ||| 50, 64 71 83 | 113
T T T T T T e T e T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
N

7.80 8.00 8.20 8.40 8.60

o

5000 m/z 42.95 14.52%
41
29
0 4 15 50 71 79 99 114
R R e e LA I o o e R S RAREE R S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #189: Methane, isocyanato-

57 7.80 8.00 8.20 8.40 8.60

m/z 39.00 13.65%

5000 28

15 |, 38 |

B M o

I I I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064154.D

Aca On : 15 Oct 2020 19:31

Operator : JC/MD

Sample : L4417-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101420W .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, 2,3,3-trimethyl- Concentration Rank 6

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

9.62 6.17 ug/l 155281 1,4-Difluorobenzene 8.55

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 72
2 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 53
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 50
4 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 47

5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S

1000309-14-1 47

Abundance Scan 2451 (9.621 min): VN064154.D (-2435) (-) m/z 43.00 100.00%
43
71
57
5000 85
| 99 9.40 9.60 9.80 10.00
112 207
ottt M2 207 L7100 60. 66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000
57 9.40 9.60 9.80 10.00
85 m/z 70.10 60.04%
2 15 J | |99 113
0 w..”,.”.,.”.,”..“..w..”,.”. B Emma s
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
43
7 9.40 9.60 9.80 10.00
5000 57 m/z 57.10 52.01%
85
29
0 97 127 161 191
R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7645: Hexane, 3,3-dimethyl-
43 9.40 9.60 9.80 10.00
m/z 41.10 50.75%
71
5000 57 85
29
99
0 w..??“U.NL..H“.L.,”..u”..,”.. —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN101520\
Data File : VN064154.D

Acq On : 15 Oct 2020 19:31

Operator : JC/MD

Sample - L4417-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101420W .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- 2.78 15.8 ug/I1 269054 1 7.63 850303 50.0
Butane, 2,2-dimet... 3.77 15.3 ug/I1 259401 1 7.63 850303 50.0
Butane, 2,3-dimet... 4.49 8.2 ug/Il 138777 1 7.63 850303 50.0
Pentane, 3-methyl- 5.00 6.4 ug/Il 108689 1 7.63 850303 50.0
Pentane, 2,3-dime... 7.71 5.3 ug/Il 90586 1 7.63 850303 50.0
Pentane, 2,2,4-tr... 8.17 7.8 ug/l 196174 2 8.55 1258190 50.0
Pentane, 2,3,3-tr... 9.62 6.2 ug/l 155281 2 8.55 1258190 50.0
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