LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWV@27675.D

Acqg On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 4  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA V\Method\SFAMVTRO83122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VVW027675.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.207 46 52 56 rBv2 12671 11772 1.86% 0.174%
2 1.297 70 80 88 rBv 112320 120443 19.05% 1.784%
3 1.336 90 92 104 rVB2 10904 11968 1.89% 0.177%
4 1.558 154 161 172 rW 80693 90781 14.36% 1.344%
5 1.622 174 181 192 rVB 72217 86385 13.66% 1.279%
6 2.098 318 329 345 rBV 175617 291403 46.09%  4.315%
7 2.484 435 449 464 rBV2 105751 220805 34.92%  3.270%
8 2.561 467 473 488 rvB2 21988 41649 6.59% 0.617%
9 2.751 516 532 562 rBV 236691 460943 72.90% 6.826%
10 3.529 762 774 777 rBV 5052 8574 1.36% 0.127%
11 3.654 794 813 828 rBV2 56707 146550 23.18% 2.170%
12 3.908 880 892 903 rBV2 96816 255150 40.36% 3.778%
13 4.346 1011 1028 1056 rBV2 120484 321690 50.88% 4.764%
14  4.735 1136 1149 1169 rBV3 58230 145354 22.99%  2.153%
15 5.024 1226 1239 1264 rBV2 285863 632261 100.00%  9.363%
16 5.194 1280 1292 1306 rVvB2 115351 264973 41.91% 3.924%
17 5.596 1404 1417 1446 rVB 176382 367028 58.05% 5.435%
18 5.895 1493 1510 1526 rBV3 54556 117464 18.58% 1.740%
19 6.063 1546 1562 1587 rBV 155473 350946 55.51% 5.197%
20 6.239 1604 1617 1626 rBV8 6070 12613 1.99% 0.187%
21  6.291 1626 1633 1643 rvB8 3953 7460 1.18% 0.110%
22 6.448 1670 1682 1694 rVB5 6560 12843 2.03% 0.190%
23 6.545 1700 1712 1721 rBV4 4455 11623 1.84% 0.172%
24  6.670 1735 1751 1767 rVB2 55958 121811 19.27%  1.804%
25 6.792 1774 1789 1806 rBV2 64470 135050 21.36% 2.000%
26 7.008 1841 1856 1880 rBV2 63026 122285 19.34% 1.811%
27 7.275 1928 1939 1946 rBvV8 5706 11941 1.89% 0.177%
28 7.333 1946 1957 1979 rVB 275277 486740 76.98%  7.208%
29 7.641 2045 2053 2071 rVB 35574 69251 10.95% 1.026%
30 7.796 2092 2101 2109 rVB9 5690 8001 1.27% 0.118%
31 7.853 2109 2119 2128 rBV 13211 22943  3.63% 0.340%
32 7.985 2152 2160 2169 rVB7 4675 7951 1.26% 0.118%
33 8.114 2189 2200 2229 rBV2 227016 486393 76.93% 7.203%
34 8.522 2316 2327 2337 rVB9 6441 10531 1.67% 0.156%
35 8.860 2421 2432 2450 rBV 226835 379915 60.09% 5.626%
36 9.107 2500 2509 2515 rBvV8 5303 8540 1.35% 0.126%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWV@27675.D

Acqg On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 4  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA .M
Title : TRACE VOA SFAM1.0
37 10.220 2843 2855 2871 rBV 92511 151244 23.92%  2.240%
38 11.249 3164 3175 3196 rBV 198810 314520 49.75% 4.658%
39 11.625 3278 3292 3308 rBV 216401 350521 55.44% 5.191%
49 12.548 3570 3579 3590 rVB6 6228 9734 1.54% 0.144%
41 12.754 3636 3643 3652 rVB3 9237 13404 2.12% ©.198%
42 13.310 3808 3816 3830 rVB5 5097 8867 1.40% 0.131%
43 15.914 4606 4626 4631 rBVS 13831 42406 6.71% ©0.628%
Sum of corrected areas: 6752726
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27675.D

Acq On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV027675.D\data.ms
300000 5.024

250000 2.751

200000
2.098 5.596

6.063

150000 5.194
4.346

1.297 2.484

100000 1558,

5.895
50000

36
1.2 662384. 434&

0\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

I I
Time--> 1.20 1.40 1.60 1.80 2.0 .20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VV027675.D\data.ms
300000
7.333

250000

8.114 8.860
11.625

200000 11.249

150000

100000 10.220

5 667927.008
50000 7.641
7 J % 8.522 9107
ok,

‘ P I L T T =
Time--> 8. OO 8.50 9 OO 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV027675.D\data.ms
300000

250000

200000

150000

100000

50000

15.914
12.54%2.754 13.310

0 T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T W
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\VVve90122\
Data File : VWW@27675.D

Acq On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.622 1.18 ug/L 86385 1,4-Difluorobenzene 5.596

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 33
4 Pentane 72 C5H12 000109-66-0 33
5 Butane, 2-chloro-3-methyl- 106 C5H11C1 000631-65-2 28
Abundance Scan 181 (1.622 min): VV027675.D\data.ms (-174) (-) m/z 43.05 100.00%
43.0
REREUEEEEE S ]
‘ 72.1 1.20 1.40 1.60 1.80 2.00
Obprrrrprerdlbstlhe e e o2y m/z 41.1@ 95.39%
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #814: Butane, 2-methyl-
43.0
5000 BEEEREEERE R R
1.20 1.40 1.60 1.80 2.00
m/z 42.05  93.24%
S0 | |20
\‘\\H‘HH‘H\\‘\H\‘HH‘HH‘HH’HH‘\H\‘HH‘HH‘HH’HH‘
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #813: Butane, 2-methyl-
43.0
RSN NN R
1.20 1.40 1.60 1.80 2.00
5000 m/z 57.05 71.71%
15.0
‘ | ‘72'0
Ottt it b e e e e e e e
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #2051: Butane, 2,3-dimethyl- Raanmmmas s EE R
43.0 1.20 1.40 1.60 1.80 2.00
m/z 39.05 37.72%
5000
71.0
m/z--> 0 20 40 60 80 100120140160 180200220240 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27675.D

Acq On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.484 3.01 ug/L 220805 1,4-Difluorobenzene 5.596

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80

4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 78
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 78

Abundance Scan 449 (2.484 min): VV027675.D\data.ms (-435) (-) m/z 43.05 100.00%

43.0
5000
711 _J

2.20 2.40 2.60 2.80

RN ¥ 8 A — N Y PR Y M T XV
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L B B LR
71.0 2.20 2.40 2.60 2.80
m/z 40.95 43.69%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2056: Butane, 2,3-dimethyl-
e N

(B L L B L B R

2.20 2.40 2.60 2.80

5000 m/z 71.10 25.15%
71.0
015.0‘ . |
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2053: Butane, 2,3-dimethyl- F S e
42.0 2.20 2.40 2.60 2.80

m/z 38.95 19.13%

5000
71.0
150‘\ ‘ | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.20 2.40 2.60 2.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27675.D

Acq On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 (DEL) Alkane: Cyclic2.561 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.561 0.57 ug/L 41649 1,4-Difluorobenzene 5.596

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane 70 C5H10 000287-92-3 80
2 Cyclopentane 70 C5H1e0 000287-92-3 72
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 50
4 1-Pentene 70 C5H1e 000109-67-1 50
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 45
Abundance Scan 473 (2 561 min): VV027675.D\data.ms (-467) (-) m/z 42.05 100.00%

42.0
5000 70.0

2.20 2.40 2.60 2.80

104.7 y
0 wH‘w‘HM‘wwmhuﬂu‘_‘u_‘u_‘u‘HH‘HH‘H‘WH‘fﬁqw m/z 70.00 43.27%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #635: Cyclopentane
42.0
5000 (\“\"“\MH\‘HH’HH‘HH‘\
70.0 2.20 2.40 2.60 2.80

m/z 55.10  39.61%

10, |
O\ H\‘\”\\‘\H‘\‘HH’HH‘\H\‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘
miz--> 40 60 80 100120 140160180200 220240
Abundance #634: Cyclopentane
42.0

2.20 2.40 2.60 2.80

5000 m/z 41.00 29.98%
70.0
m/z--> 0 20 40 60 80 100120140160 180200220 240 k
Abundance #652: Cyclobutane, methyl- R REEE e e
42.0 2.20 2.40 2.60 2.80

m/z 39.00 25.39%

5000
‘700
0 “H‘\“‘\“\H‘ AL ‘

m/z--> 0 20 40 60 80 100120140160 180200220240 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27675.D

Acq On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.654 2.00 ug/L 146550  1,4-Difluorobenzene 5.596

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 87
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 78
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 74
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53
Abundance Scan 813 (3.654 min): VV027675.D\data.ms (-794) (-) m/z 42.95 100.00%
43.0
- L
85'1 \\\\‘\\\\‘\\\\‘\\\\’\\\
‘ ‘ . 3.40 3.60 3.80 4.00

obrrlbphie b 1485 2520281% ;57,05  82.74%

miz--> 50 100 150 200 250

Abundance #4474 Pentane, 2,4-dimethyl-

43.0
5000 LA L L L B I L B
3.40 3.60 3.80 4.00
85.0 m/z 40.95 57.48%
O 1\3"\0“\ ‘“ ’ “\ ‘\ T ‘ T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
B P RREmEEAEEE
3.40 3.60 3.80 4.00
5000 m/z 56.10 50.98%
85.0
miz--> 50 100 150 200 250
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 3.40 3.60 3.80 4.00
m/z 42.05 26.78%
- 1 /MJ\\~//M
0 H et — B
m/z--> 50 100 150 200 250 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27675.D

Acq On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.735 1.98 ug/L 145354  1,4-Difluorobenzene 5.596

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 50
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 50
Abundance Scan 1149 (4.735 min): VV027675.D\data.ms (-1136) (-) m/z 56.00 100.00%
56.0
R AREERRRER S
“ | 85.0 187 ] 4.40 4.60 4.80 5.00
0L prrrrprrribotliithephereg 223:4193.0 1870 217.0 25001 /7 42,95 78.03%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
5000 I L LR B R R
270 4.40 4.60 4.80 5.00
m/z 41.00 69.69%
| H ‘ ‘ 8.0
O \‘H\‘\‘\‘H\‘H\‘\‘ “\H\’\‘\Hi\\H‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
e NEREEEERE e
4.40 4.60 4.80 5.00
5000 m/z 57.05 64.35%
27,0
|
O bbbt b e e e e
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #4478 Pentane, 2,3-dimethyl- T &‘ T
56.0 4.40 4.60 4.80 5.00
m/z 71.10 40.68%
5000
27,0
1m0
R e e R
m/z--> 0 20 40 60 80 100120140160 180200220240 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27675.D

Acq On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.194 3.61 ug/L 264973 1,4-Difluorobenzene 5.596

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 64
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 64
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 64
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 64
Abundance Scan 1292 (5.194 min): VV027675.D\data.ms (-1280) (-) m/z 57.10 100.00%
57.1
5000 J\
RmmEs R R
99.1 4.80 5.00 5.20 5.40 5.60
bbbt e 4273 1610 2014 2332 /7 s6.00  31.94%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #8678: Butane, 2,2,3,3-tetramethyl-
57.0
5000 [T T[T T[T r it
4.80 5.00 5.20 5.40 5.60
m/z 41.00 31.42%
29.0‘ 99.0
O \‘H\\‘\‘\‘H“‘\HH‘\\H’HH“H\\‘\\H‘\H\‘\H\’HH‘HH‘\H\’\H\‘
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
R e e AR
4.80 5.00 5.20 5.40 5.60
5000 m/z 43.00 17.60%
29.0‘
99.0
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #8679: Butane, 2,2,3,3-tetramethyl- R RABA
57.0 4.80 5.00 5.20 5.40 5.60
m/z 39.00 11.79%
5000
27.0 | | 99‘-0
O e eyt e i 4 AN
m/z--> 0 20 40 60 80 100120140160180200220240 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27675.D

Acq On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.670 1.66 ug/L 121811  1,4-Difluorobenzene 5.596

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
Abundance Scan 1751 (6.670 min): VV027675.D\data.ms (-1735) (-) m/z 42.95 100.00%
43.0
71.1
5000
‘T"’ 40 650 680 700
95.2 :

0 HwHH_m,w,uw,!:HMWmMwm‘_mwl‘l_z‘?w m/z 71.10 81.10%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #4472: Pentane, 3-ethyl-

43.0
5000 70.0 LB B e B
6.40 6.60 6.80 7.00
29.0 m/z 70.10 67.10%
5l.10 150 H \“‘ | 85.0 100.0
H\‘HH‘HH’HH’HH’HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
“W‘H‘_“W‘H‘W“
6.40 6.60 6.80 7.00
5000 m/z 40.95 38.66%
270 57.0
0 \“ H 97.0 114.0
‘H‘H‘w‘H‘V‘H,HH,H‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0 6.40 6.60 6.80 7.00
m/z 55.05 33.07%
71.0
5000
27.0 570
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27675.D

Acq On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.792 1.84 ug/L 135050  1,4-Difluorobenzene 5.596

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
4 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 1789 (6.792 min): VV027675.D\data.ms (-1774) (-) m/z 43.05 100.00%

71.1
5000
RRmanEEE e
‘ | 99.0 6.40 6.60 6.80 7.00 7.20
0t bl e w2 7110 67.38%
m/z--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 [T RS
6.40 6.60 6.80 7.00 7.20
270 m/z 70.10 63.89%
020 I ‘ 98.0 1140
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 20 60 80 100 120
Abundance #8649.Hexane,33—dhneﬂwh
43.0
P e
710 6.40 6.60 6.80 7.00 7.20
5000 ' m/z 57.10 46.42%
27.0 ‘ ‘ 99.0
0 ‘“,‘M““‘“Mq“‘:“““u —
m/z--> 0 20 40 60 80 100 120 \
Abundance #14557: Heptane, 2,4-dimethyl- “‘H““W““‘H““
43.0 6.40 6.60 6.80 7.00 7.20
m/z 40.95 42.16%
5000
85.0
27.0 70.0
ol el -l 11301260 YA
m/z--> 0 20 40 60 80 100 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27675.D

Acq On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.914 0.67 ug/L 42406  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 4626 (15.914 min): VV027675.D\data.ms (-4606) (- m/z 73.00 100.00%
73.0
43.0
5000 129.1
256.4 —r—
1 wh‘\ \ e o
O b ML L m/z 6@.00  86.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
5000 b gl
16.00
129.0 J150 256.0 m/z 57.10 74.67%
LA 3929 | 15703850 |
O \H‘HH“H\H\M\H\‘\MH‘H“\\w\‘HH‘\H\“H‘H‘\‘\H‘H\‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
w1
16.00
5000 129.0 m/z 42.95 73.07%
157-0185.0213‘0 256.0
0 m‘uui‘}‘u
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0 16.00
m/z 40.95 44.91%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWwmewWMMMWHJMJHJHWH‘WHH_‘H_
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWVW@27675.D

Acqg On : 01 Sep 2022 18:34
Operator : SY/MD

Sample : N4366-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 1.622 1.2 ug/L 86385 1 5.596 367028 5.0
(DEL) Alkane: S.. 2.484 3.0 ug/L 220805 1 5.596 367028 5.0
(DEL) Alkane: C.. 2.561 0.6 ug/L 41649 1 5.596 367028 5.0
(DEL) Alkane: S.. 3.654 2.0 ug/L 146550 1 5.596 367028 5.0
(DEL) Alkane: S.. 4.735 2.0 ug/L 145354 1 5.596 367028 5.0
(DEL) Alkane: S.. 5.194 3.6 ug/L 264973 1 5.596 367028 5.0
(DEL) Alkane: S.. 6.670 1.7 ug/L 121811 1 5.596 367028 5.0
(DEL) Alkane: S... 6.792 1.8 wug/L 135050 1 5.596 367028 5.0
n-Hexadecanoic ... 15.914 0.7 ug/L 42406 3 11.249 314520 5.0
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