LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69925.D

Acqg On : 9 Dec 2021 21:01
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\methods\82N120221W.M

Title : SW846 8260

Signal : TIC: VN@69925.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.242 85 94 102 rBV3 54043 97712 1.13% 0.120%
2 3.140 421 429 451 rVB3 56080 119666 1.38% 0.147%
3  4.259 816 846 879 rBV3 369792 1348299 15.53% 1.658%
4 5.079 1114 1152 1191 rBV2 1557802 5863506 67.54% 7.209%
5 5.382 1238 1265 1292 rVB4 49459 179202 2.06% 0.220%
6 5.618 1329 1353 1379 rVB4 50287 185706 2.14% 0.228%
7 6.892 1805 1828 1843 rBV3 50532 153684 1.77% 0.189%
8 7.045 1863 1885 1912 rVB 709115 2117969 24.39% 2.604%
9 7.324 1972 1989 2030 rVB4 80680 300856 3.47% 0.370%
10 7.783 2140 2160 2168 rBV6 38355 99136 1.14% 0.122%
11  7.844 2170 2183 2210 rVB2 129304 365726 4.21% 0.450%
12 8.021 2219 2249 2261 rBV2 950931 2360726 27.19% 2.902%
13 8.086 2261 2273 2289 rVV 1674346 3799048 43.76% 4.671%
14  8.174 2289 2306 2333 rVB2 2013958 5022142 57.85% 6.174%
15 8.357 2359 2374 2386 rBv4 100308 231334 2.66% 0.284%
16 8.437 2387 2404 2429 rVV 1099693 2593909 29.88% 3.189%
17  8.555 2430 2448 2454 rVV6 143824 346668 3.99% 0.426%
18 8.617 2455 2471 2493 rVV 1802264 4454752 51.31% 5.477%
19 8.705 2494 2504 2525 rVB3 146423 344804 3.97% 0.424%
20 8.968 2581 2602 2627 rBV 2742690 5803849 66.85% 7.135%
21  9.199 2672 2688 2704 rBV2 193950 406758 4.69% 0.500%
22 9.427 2753 2773 2779 rBV3 258846 560507 6.46% 0.689%
23 9.512 2797 2805 2821 rVB5 135333 274659 3.16% 0.338%
24  9.593 2822 2835 2848 rBV2 154943 318743  3.67% 0.392%
25 9.732 2866 2887 2904 rVB5 182930 453773  5.23% ©.558%
26 9.883 2925 2943 2964 rVB 1218065 2530559 29.15% 3.111%
27 10.014 2969 2992 3020 rBV 1910938 4171127 48.04% 5.128%
28 10.119 3021 3031 3045 rVB8 60791 137214 1.58% 0.169%
29 10.199 3047 3061 3076 rBv4 218729 460204 5.30% 0.566%
30 10.368 3112 3124 3135 rVB4 253013 458864 5.29% 0.564%

31 10.440 3135 3151 3182 rBV 4496445 8470986 97.57% 10.414%
32 10.631 3201 3222 3238 rVB 109965 410452  4.73%
33 10.722 3243 3256 3267 rVV3 70288 141392 1.63%
34 10.781 3267 3278 3291 rVV3 132136 244483 2.82%
35 10.859 3292 3307 3328 rVV5 514459 1208209 13.92%

RPOOO®
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36 10.947 3330 3340 3358 rVB5 64246 153690 1.77%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69925.D

Acqg On : 9 Dec 2021 21:01
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\methods\82N120221W.M

Title : SW846 8260

37 11.130 3401 3408 3420 rVB4 110585 178289 2.05% 0.219%
38 11.258 3447 3456 3467 rVB5 84913 138140 1.59% 0.170%
39 11.315 3468 3477 3493 rVB5 49759 95611 1.10% 0.118%
40 11.401 3498 3509 3518 rBV7 57271 107126 1.23% 0.132%
41 11.452 3520 3528 3540 rVB6 82173 137509 1.58% 0.169%

42 11.744 3621 3637 3667 rBV 4660021 8681991 100.00% 10.674%

43 12.449 3892 3900 3919 rVvB8 45203 89979 1.04% 0.111%
44 12.731 3988 4005 4027 rBV 3690750 6576077 75.74%  8.085%
45 13.498 4277 4291 4305 rVB4 72633 173707 2.00% 0.214%
46 13.675 4340 4357 4384 rBV 4012331 7058206 81.30% 8.677%
47 13.839 4405 4418 4432 rBV 743425 1210112 13.94%  1.488%
48 14.394 4615 4625 4639 rVB8 44611 95450 1.10% ©.117%
49 14.463 4642 4651 4662 rBVv3d 73010 118226 1.36% ©0.145%
50 14.619 4699 4709 4716 rBV2 61942 93408 1.08% 0.115%
51 14.657 4717 4723 4737 rVB4 57050 88907 1.02% ©.109%
52 14.823 4770 4785 4797 rBv4 97925 182924  2.11% ©.225%

53 15.507 5032 5040 5054 rVB 69649 123822 1.43% 0.152%

Sum of corrected areas: 81339798
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69925.D

Acqg On : 9 Dec 2021 21:01
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

Abundance TIC: VN069925.D\data.ms

4000000
3000000

2000000
5.079

1000000

4.259

222 3.140 O 5.382 5.618 6.8¢
‘ TT T ‘ T ‘ TT T ‘ T ‘ TT T ‘ T ‘ TT T ‘ TT T ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TT T ‘ TTTT ‘ TT 171 ‘ TTrTT ‘ TT 71T ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TT 71T ‘ TTT
2

Time--> .00 2.20 2.40 2.60 2.80 3.00 3.20 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 6.60 6.80
Abundance TIC: VN069925.D\data.ms

10.440 11.y44

4000000

3000000 8.968

10.014

9.883
10.859
705 9.199 9 ?ﬂa%m 1 10; /jﬁt&&l 11?92@3@52
0= —— ‘ /A% ‘{‘ﬁ\%

T
Time--> 7.00 7.50 9.00 9. 50 10 00 10.50 11. 00 11 50
Abundance TIC: VN069925.D\data.ms

2000000

1000000 7.045

4000000 13.675
12.731

3000000
2000000
1000000 13.839
12 449 13 498 4139%]45&9]1 823 15.507
0 T T

I I T T T
Time--> 12.00 12.50 13,00 1350 14.00 14:50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69925.D

Acqg On 9 Dec 2021 21:01

Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2,3-dimethyl- Concentration Rank 1

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

5.079 77.17 ug/1 5863510 Pentafluorobenzene 8.088
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
3 Oxalic acid, pentyl propyl ester 202 C1eH1804 1000309-25-7 12
4 Pyrrolidine 71 C4HON 000123-75-1 9

5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 9

Abundance Scan 1152 (5.079 min): VN069925.D\data.ms (-1114) (-) m/z 43.00 100.00%

43.0
5000
711

‘ 4.80 5.00 5.20 5.40

— ““““:‘wh“w“‘aﬂq“ SR m/z 42.00 85.11%

m/z--> 0 20 60 80 100 120
Abundance #2054 Butane, 2,3-dimethyl-
43.0

5000 P
4.80 5.00 5.20 5.40

27.0 m/z 41.00 45.05%

71.0
\1‘.q\ \‘\ ‘ T }‘\ \‘i } T f‘\ ‘ T \‘\ T ‘8\7\.0\\ ‘ T 1T ‘ T 1T
m/z--> 0 20 40 60 80 100 120
Abundance #2045: Pentane, 2-methyl-
43.0

4.80 5.00 5.20 5.40
5000 71.0 m/z 71.10 22.63%

27.0
;‘Hu\‘H\_‘s‘z-q‘_‘”_m
m/z--> 0 60 80 100 120
Abundance #77327.0xchacM,penwlmDpylemer

43.0 4.80 5.00 5.20 5.40

m/z 39.00 22.19%
5000
71.0
27.0
I | 91.0 115.0 133.0

AN AL A S A S -

miz-> 80 100 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69925.D

Acqg On : 9 Dec 2021 21:01
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Pentane, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.045 27.88 ug/l 2117970  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 64
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 56
5 n-Hexane 86 C6H14 000110-54-3 53

Abundance Scan 1885 (7.045 min): VN069925.D\data.ms (-1863) (-) m/z 43.00 100.00%

43.0
5000
85.1

‘ 6.80 7.00 7.20 7.40

206.8 o
\‘\\\\‘\\H“\H‘\‘H\\‘\\H‘H\\‘\\\\‘\\H‘\H\‘H\\‘\\H ITIZ 57.00 79.22%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
5000

6.80 7.00 7.20 7.40
85.0 m/z 41.00  58.75%

150 H ‘ | i |
\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0

6.80 7.00 7.20 7.40

5000 m/z 56.00 43.71%
29.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #111144: Oxalic acid, butyl isohexyl ester  RAREamr R R
43.0 6.80 7.00 7.20 7.40

m/z 42.00  26.83%

5000 8.0 /\\A

m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\

VN@69925.D
9 Dec 2021 21:01
JC/MD

: M4969-10
: 5.00mL/MSVOA_N/WATER
: 23 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

3 Pentane, 2,3-dimethyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.174 66.10 ug/l 5022140  Pentafluorobenzene 8.088
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 95
2 Propane, 1l-isocyanato- 85 C4H7NO 000110-78-1 47
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38
4 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 37
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 37
Abundance Scan 2306 (8.174 min): VN069925.D\data.ms (-2289) (-) m/z 56.00 100.00%
56.0
780800820840
85.0 -80 8.00 8.20 8.
w_mm“_“H,Jm_Hwwwwww?‘(??? m/z 43.00  83.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
5000 U L UL B B B
29.0 7.80 8.00 8.20 8.40
m/z 41.e0 74.17%
I
L 1 Al LI N |
\\\\‘\\\\ T ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1749: Propane, l-isocyanato-
56.0
R RARRN TSR
7.80 8.00 8.20 8.40
5000 m/z 57.00 65.24%
2
9.0 84.0
|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2013: Oxirane, (1-methylethyl)-
56.0 7.80 8.00 8.20 8.40
m/z 71.00 36.52%
5000
270‘
HWH‘HNW N
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69925.D

Acqg On : 9 Dec 2021 21:01
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Butane, 2,2,3,3-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.617 38.38 ug/l 4454750  1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64
5 1-Propanol, 2,2-dimethyl- 88 C5H120 000075-84-3 38
Abundance Scan 2471 (8.617 min): VN069925.D\data.ms (-2455) (-) m/z 57.00 100.00%
57.0
5000
41.0
| ‘ I 830 990 8.20 8.40 8.60 8.80 9.00
e e e e e e e m/z 41.00 31.96%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0
5000 R R R
41.0 8.20 8.40 8.60 8.80 9.00
m/z 56.00 31.75%
27‘.‘0 ‘ ‘ | 99.0
| | fnn | L h
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
P A
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 18.05%
41.0
27.0
o | ‘ 710 850 990 1140
T T T e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl- P
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 11.45%
5000
41.0
27.0
) ‘ \“ | \ , 710 85.0 990 1140
A e e e e o e e e R e e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69925.D

Acqg On : 9 Dec 2021 21:01
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Pentane, 2,3,4-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.883 21.80 ug/l 2530560 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 64
Abundance Scan 2943 (9.883 min): VN069925.D\data.ms (-2925) (-) m/z 42.95 100.00%
43.0
71.0
5000
‘ 9 lSO‘ EI.O‘O(S
95.0 : :
‘_HwHHu‘H‘,uwmHm_m‘HHWWH_H%Q?:C‘ m/z 71.05 71.63%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 - ~
9.50 10.00
m/z 70.05 53.66%
15.0 M M\ \M | 114.0
\‘\\\\‘\\\\‘1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4465: Hexane, 3-methyl-
43.0
71.0 9.50 10.00
5000 m/z 41.00 38.38%
5o | | | w00
et
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4472: Pentane, 3-ethyl- o T
43.0 9.50 10.00
m/z 55.00 26.99%
5000 70.0
15.0 H “‘\ ‘H n 100.0
R R B B R S AR RRR ~l .
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69925.D

Acqg On 9 Dec 2021 21:01

Operator JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Pentane, 2,3,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.014 35.93 ug/l 4171130 1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 2992 (10.014 min): VN069925.D\data.ms (-2969) (- | m/z 43.00 100.00%
3.0
71.1
5000 57.0
85.1
T T
10.00
99.1
e el 1130 m/z 71.10  53.22%
miz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 A ‘
57.0 10.00
270 85.0 m/z 70.85 44.51%
’.”99.0113.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl-
43.0
71.0 10.00
5000 ITI/Z 56.95 42 .80%
57.0
29.0
85.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 A
Abundance #8658: Pentane, 2,3,4-trimethyl- ‘ T I
43.0 10.00
m/z 41.00 39.98%
71.0
5000
27.0 57.0
‘\‘ P \H L 114'0
T e e e e e e o
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69925.D

Acqg On : 9 Dec 2021 21:01
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.859 6.96 ug/1l 1208210 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 81
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 80
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 78
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 72
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 68

Abundance Scan 3307 (10.859 min): VN069925.D\data.ms (-3292) (- | m/z 95.00 100.00%
95.0
- j
67.0
110.1 7T = \/\’\T\’\’\\
H ‘0 ‘ 81 ‘ 1240 10.50 11.00
\\‘H\\‘H\\‘H\\i}H\i‘\‘\\\‘\H\‘}\H\“”\H\‘\\\M\‘\H\‘\H\‘\H\‘\\ m/z 67.09 27.5500
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 s TANAe
67.0 10.50 11.00
m/z 110.05 20.28%
390 44 110.0 /
\\‘J\-\S\\O‘H\M“H\\“‘\H\i‘\‘\‘\\‘\\‘\\‘\\?e‘\\c}\\“\‘\l\‘\H\“\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0 A AN
P e e T
410 10.50 11.00 )
5000 m/z 55.00 19.78%
27.0
‘ 110.0
‘wH‘wH‘l‘w:L:MH‘,“‘H‘,‘“‘U"‘?‘HMH“‘MWwlwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6749: 5,5-Dimethyl-1,3-hexadiene — —F
95.0 10.50 11.00
m/z 39.00 16.89%
5000 210 ., OO
110.0
““? s s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69925.D

Acqg On : 9 Dec 2021 21:01
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 1,4-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.839 8.57 ug/1 1210116 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 4418 (13.839 min): VN069925.D\data.ms (-4405) (- | m/z 104.95 100.00%
105.0
5000 134.0
77.0
‘ ‘ 13.50 14.00
‘H_"“p”“m‘”‘”‘m‘MH“,“““,‘1“5?’@1””‘?‘9‘7:1‘ m/z 119.05  94.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 13. 50 14 00
m/z 134.0 44.73%
M0 820y L
) Iy |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl-
119.0
13. 50 14 00
5000 m/z 90.95 27.64%
91.0
39.0 65.0 ‘
‘H‘“h““H‘:u"H““"H“‘UHU,“HM,HHWHWH_M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0 13 50 14 OO
m/z 76.95 17.80%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13 50 14 OO
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN©69925.D

Acqg On : 9 Dec 2021 21:01
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2,3-dim... 5.079 77.2 ug/l 5863510 1 8.088 3799050 50.0
Pentane, 2,4-di... 7.045 27.9 ug/l 2117970 1 8.088 3799050 50.0
Pentane, 2,3-di... 8.174 66.1 ug/l 5022140 1 8.088 3799050 50.0
Butane, 2,2,3,3... 8.617 38.4 ug/l 4454750 2 8.968 5803850 50.0
Pentane, 2,3,4-... 9.883 21.8 ug/l 2530560 2 8.968 5803850 50.0
Pentane, 2,3,3-... 10.014 35.9 ug/l 4171130 2 8.968 5803850 50.0
Cyclopentene, 1... 10.859 7.0 ug/l 1208210 3 11.744 8681990 50.0
Benzene, 1,4-di... 13.839 8.6 wug/l 1210110 4 13.675 7058210 50.0
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