LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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_ U\Method\SFAMUTRO30422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@47388.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 1.604 72 82 91 rBV 1085650 1236664 1.50% 0.309%
2 1.999 192 205 232 rBV 40062389 52987490 64.46% 13.245%
3 2.208 261 270 294 rVB 6876238 9862074 12.00% 2.465%
4 2.324 294 306 318 rBV 943600 1339448 1.63% 0.335%
5 2.472 344 352 370 rVB 839530 1314935 1.60% 0.329%
6 2.604 370 393 424 rBV 2166596 4342453 5.28% 1.085%
7 3.051 519 532 537 rVW 2323620 4791549 5.83% 1.198%
8 3.089 538 544 553 rVW 2930843 5670188 6.90% 1.417%
9 3.144 553 561 596 rVB2 1842023 4336910 5.28% 1.084%
106 3.369 610 631 666 rVB 3007220 6664497 8.11% 1.666%
11 3.581 679 697 718 rBV2 535274 1239569 1.51% 0.310%
12 3.706 719 736 758 rVB 462322 1025270 1.25% 0.256%
13 3.838 758 777 789 rBV2 436473 1049611 1.28% 0.262%
14 3.922 789 803 812 rVW 566165 1317590 1.60% 0.329%
15 3.983 812 822 840 rVB 942586 2234244 2.72% 0.558%
16 4.095 840 857 871 rBV 676139 1708286 2.08% 0.427%
17 4.192 871 887 900 rBv4 461383 1344625 1.64% 0.336%
18 4.340 919 933 951 rVB 959901 2256272 2.74% 0.564%
19 4.539 976 995 1010 rBV 4300294 10275819 12.50% 2.569%
20 4.620 1010 1020 1073 rVB2 385596 1142187 1.39% 0.286%
21 5.182 1184 1195 1211 rVB 1000196 2114308 2.57% 0.528%
22 5.394 1243 1261 1274 rBV 2226386 5175286 6.30% 1.294%
23 5.465 1274 1283 1308 rVB3 464530 1257578 1.53% 0.314%
24 5.777 1369 1380 1394 rVB 2197845 4380100 5.33% 1.095%
25 5.906 1411 1420 1434 rVB5 333691 880325 1.07% 0.220%
26 6.298 1533 1542 1551 rBV2 464446 899290 1.09% 0.225%
27 6.574 1608 1628 1643 rBv4 340897 822932 1.00% 0.206%
28 6.764 1672 1687 1702 rVB3 499263 1305277 1.59% 0.326%
29 7.398 1865 1884 1894 rBV 557183 1103558 1.34% 0.276%
30 7.973 2049 2063 2079 rBV 11468660 19082554 23.21% 4.770%
31 8.635 2248 2269 2285 rBV 483111 956198 1.16% ©0.239%
32 9.574 2547 2561 2584 rVV 19620960 31280326 38.05% 7.819%
33 9.706 2584 2602 2630 rVB2 45726960 82208388 100.00% 20.549%
34 10.105 2693 2726 2755 rVB 13148897 20840328 25.35% 5.209%
35 10.484 2832 2844 2870 rVB 1208687 1880173 2.29% 0.470%

36 10.905 2961 2975 2991 rBV 3788764 5731127 6.97% 1.433%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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_ U\Method\SFAMUTRO30422WMA .M
Title : TRACE VOA SFAM1.0

37 10.999 2991 3004 3022 rVV 10092449 21606262 26.28% 5.401%
38 11.089 3022 3032 3047 rVB 4609219 6914172  8.41% 1.728%
39 11.295 3081 3096 3121 rVB 5165375 7891395 9.60% 1.973%
40 11.471 3122 3151 3164 rBV 20119808 30490439 37.09% 7.621%

41 11.896 3269 3283 3294 rBV 4935501 7371867 8.97%  1.843%
42 12.095 3326 3345 3363 rBV 5575648 9168359 11.15% @ 2.292%
43 12.188 3363 3374 3392 rVB4 1305613 2392559 2.91% ©.598%
44 12.465 3448 3460 3466 rBV 697817 1142481 1.39% 0.286%
45 12.571 3481 3493 3500 rBV 935779 1410286 1.72% ©.353%
46 12.684 3516 3528 3545 rBV 1297940 2178360 2.65%  ©.545%
47 12.973 3601 3618 3626 rBV 1160581 1728231 2.10% 0.432%
48 13.024 3626 3634 3650 rVB 1218630 1852252 2.25% 0.463%
49 13.294 3708 3718 3743 rVB 1145053 1776780 2.16% 0.4447%
50 13.455 3756 3768 3779 rVB3 1898197 3160336 3.84% 0.790%
51 14.085 3947 3964 3989 rBV 2452485 3851081 4.68% 0.963%

52 15.220 4306 4317 4332 rVB 669172 1066240 1.30% 0.267%

Sum of corrected areas: 400058529
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU047388.D\data.ms
4e+07 1.999
3e+07
2e+07
1le+07
2.208
4.539
604 33 3.369 5.394 5777
0 1.604 2.322472 4 3.5817 368382820595 340 A@o 518275465 ~)\5.906  6.298 6.574.7
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘T\\\“F\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘Y‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 1.40 1.60 1.80 2.00 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
Abundance TIC: VU047388.D\data.ms
9.706
4e+07
3e+07
26407 9.574 11.471
7973 10.105
1e+07 10.999
10.9d4.0881.295 11.8982.095
0 7.398 8.635 10.484 A ]\ A
——— — ——— — A~ — —— e e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU047388.D\data.ms
4e+07
3e+07
2e+07
1le+07
12 13§7£54 12902413 283 455 e 15.220
T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.999 294.61 ug/L 52987500  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Pentane 72 C5H12 000109-66-0 38
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
5 3-Buten-1-o0l 72 C4H80 000627-27-0 28
Abundance Scan 205 (1.999 min): VU047388.D\data.ms (-192) (-) m/z 43.05 100.00%
T s71
5000
A e
‘ 72.1 1.60 1.80 2.00 2.20 2.40
Ol il et e m/z 41,05 89.62%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 ‘\\\\‘\\\\‘\\\T/’\T\\\‘\\
29.0 1.60 1.80 2.00 2.20 2.40
m/z 42.05 89.34%
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\\“\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
R
1.60 1.80 2.00 2.20 2.40
27.0 570
5000 : m/z 57.10 82.06%
15.0
72.0
0 m‘z?qwmwm!_m}H‘H‘uu‘m‘mw‘lm,m
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane REama e e
43.0 1.60 1.80 2.00 2.20 2.40
m/z 38.95 30.29%
5000
27.0 57.0 720
0 \H‘HH‘:\L'\SFO\‘\m‘}“\Hc‘iu‘u‘m‘\“w\\H‘HH‘\H S RS
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.208 54.83 ug/L 9862070 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 90
4 Pentane 72 C5H12 000109-66-0 90
5 Pentane 72 C5H12 000109-66-0 90
Abundance Scan 270 (2.208 min): VU047388.D\data.ms (-261) (-) m/z 43.00 100.00%
5000
Pty
‘ 72‘-0 . 180200220240 2560
bbb e e 200 m/z 42,08 57.89%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0
5000 B RN

1.80 2.00 2.20 2.40 2.60
m/z 41.00 53.48%

72.0
O\‘\:\]-\5\-?\‘“\\“HH‘H“H!\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #810: Pentane
43.0
[T T T T T T T T
1.80 2.00 2.20 2.40 2.60
5000 ITI/Z 39.00 19.17%
72.0
15.0‘ | |
ot e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #806: Pentane R
43.0 1.80 2.00 2.20 2.40 2.60
m/z 57.00 18.00%
5000
15.0‘ ‘ ‘72.0
0"m“‘“!Hi1H‘;WMHH‘W"Hu‘mwmwmwuu R e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
2.324 7.45 ug/L 1339450 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
3 2-Pentene, (E)- 70 C5H1e 000646-04-8 87
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
Abundance Scan 306 (2.324 min): VU047388.D\data.ms (-294) (-) m/z 55.00 100.00%
55.0
5000
2.00 2.20 2.40 2.60
C
bbbk 2088 7 70,05 42.68%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #643: 2-Methyl-1-butene
55.0
5000
2.00 2.20 2.40 2.60
29.0 m/z 42.00  28.69%
0 \‘\\\\‘\‘i\\‘i‘\\”\“l‘\\MH‘\H\‘H\\‘\\H‘\H\‘H\\‘\\H‘\H\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #651: 2-Butene, 2-methyl-
55.0
R RARE s
2.00 2.20 2.40 2.60
5000 m/z 39.00 26.88%
27.0
olL0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #638: 2-Pentene, (E)- ““Hfﬁk‘u,“u“‘u‘
55.0 2.00 2.20 2.40 2.60
m/z 41.00 21.91%
5000
29.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
2.472 7.31 ug/L 1314940  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
Abundance Scan 352 (2.472 min): VU047388.D\data.ms (-344) (-) m/z 55.00 100.00%
55.0
5000 70.0
39.0
H‘ ‘ 63.0 2.20 2.40 2.60 2.80
Otprrrrrrerrrrprrprrrrree e bt M/ 70.05 45.28%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: 2-Butene, 2-methyl-
55.0
5000 70.0
41.0 2.20 2.40 2.60 2.80
290 m/z 39.00 27.20%
O‘\\H‘\\]\-?HOH‘\H\‘\H\‘HH‘HHiHl\‘HH‘Hl\1H\‘H‘H‘\}\MMH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0
R RARamaaE e
2.20 2.40 2.60 2.80
5000 70.0 m/z 41.00  25.65%
27 0
Oh w_;l‘}ww; ol 820
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #658: Cyclopropane, 1,1-dimethyl- “TAm““‘H,“‘W““
55.0 2.20 2.40 2.60 2.80
m/z 42.00 19.92%
5000 39.0 70.0
27.0
15.0 H ‘ ‘
O prrrrrrr e et e e e e RS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.051 26.64 ug/L 4791550 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
Abundance Scan 532 (3.051 min): VU047388.D\data.ms (-519) (-) m/z 43.00 100.00%
3.0
| J/k
71.0
‘ 2.80 3.00 3.20 3.40
0Ll e e e 200S m/z 42.00 82.33%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000
71.0 2.80 3.00 3.20 3.40
m/z 41.00 39.80%
O 150 ‘\‘ ‘\ I \‘ “
\‘\\\\‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2051: Butane, 2,3-dimethyl- f\
3.0
T REm e e
2.80 3.00 3.20 3.40
5000 m/z 71.05 30.85%
71.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2054: Butane, 2,3-dimethyl-
3.0 2.80 3.00 3.20 3.40
m/z 39.00 18.43%
5000
71.0
15.0‘ ‘
Y L — e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.089 31.53 ug/L 5670190 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 72
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 58
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 45
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 45
Abundance Scan 544 (3.089 min): VU047388.D\data.ms (-538) (-) m/z 43.00 100.00%
43.0
71.1
5000 /\
50 \\\‘\\\\‘\\\\‘\\\\’\\\\
‘ H‘ 86.1 2.80 3.00 3.20 3.40
0"""w"“‘H“;‘1H““‘W““‘H‘,“Jw“‘ m/z 71.10 63.00%
m/z--> 10 20 30 40 70 80 90
Abundance #2048:Pentane,24nethyb
43.0
5000 71.0
2.80 3.00 3.20 3.40
270 57.0 m/z 41.00 41.72%
' 86.0
O\\‘-:L\E)\q‘\\\‘\“\\\\‘i\}\\‘\\H‘\’\\\\l}\\\’\\l\‘\\\
miz--> 10 20 40 50 60 70 80 90
Abundance #2047:Pentane,24nethyh
43.0
AR ARAR RS
2.80 3.00 3.20 3.40
m/z 42.00 30.14%
5000 710 /
57.0
27.0
86.0
ol g0 Il S N
miz--> 10 20 40 50 60 70 80 90
Abundance #2045:Pentane,24nethyh
43.0 2.80 3.00 3.20 3.40
m/z 57.00  24.98%
5000 71.0
27.0 57.0
86.0
ohoaso lssoll | m0
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 7 (DEL) Alkane: Cyclic3.144 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.144  24.11 ug/L 4336910 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H1e 000598-61-8 80
2 1-Pentene 70 C5H10 000109-67-1 80
3 1-Pentene 70 C5H10 000109-67-1 59
4 1-Pentene 70 C5H10 000109-67-1 50
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 42
Abundance Scan 561 (3.144 min): VU047388.D\data.ms (-553) (-) m/z 42.00 100.00%
42.0
55.0
5000 70.0
84.1 2.80 3.00 3.20 3.40
O el UL w2 ss.ee 54.95%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\/\\
2.80 3.00 3.20 3.40
270 550 0o m/z 41.00  51.22%
so L LT
O\\\‘\\\\‘\\\\‘\\\‘\‘\\\"\\\\‘\\\\‘\\\\’\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
T
55.0 2.80 3.00 3.20 3.40
m/z 70.05 47 .52%
5000 0.0 /
29.0
so | |
Ottt e e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene R L ARAARARE
42.0 2.80 3.00 3.20 3.40
m/z 69.00 35.32%
55.0
5000
27.0 70.0
15.0 ‘ ‘
O e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40

SFAMUTRO30422WMA.M Wed Mar 09 17:01:16 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.369 37.05 ug/L 6664500 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
Abundance Scan 631 (3.369 min): VU047388.D\data.ms (-610) (-) m/z 57.05 100.00%
57.0
5000
86.1 3.00 3.20 3.40 3.60
[ 206.8 ;
-t b m/z 55.95 83.00%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2043: Pentane, 3-methyl-
57.0
5000
29.0 3.00 3.20 3.40 3.60
m/z 41.00 55.82%
[ 4 860
O\‘\\\\‘\{\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2049: Pentane, 3-methyl-
57.0
29.0 3.00 3.20 3.40 3.60
5000 m/z 42.95 21.09%
ol10 \“‘ . 800
et
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2050: Pentane, 3-methyl-
57.0 3.00 3.20 3.40 3.60
m/z 39.00 16.01%
29.0
5000
20 U W 4 . %80
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.581 6.89 ug/L 1239570  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 91
3 Cyclohexane 84 C6H12 000110-82-7 90
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 64

Abundance Scan 697 (3.581 min): VU047388.D\data.ms (-679) (-) m/z 56.00 100.00%
5

6.0
41.0
5000 69.0 84.1

‘ 3.20 3.40 3.60 3.80 4.00
S O O PN m/z 40.95  63.19%

0 |
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0
5000
27.0 69.0 84.0 3.20 3.40 3.60 3.80 4.00
m/z 84.10 44.79%
15.0 ‘
0 \H‘\\‘H‘Hw‘\\\‘}}\‘\mi‘\‘} ‘\‘\\\‘\i\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0
3.20 3.40 3.60 3.80 4.00
5000 27.0 69.0 m/Z 55.00 43.85%
' 84.0
15.0
0 ‘H"1‘”‘Hl!‘uu‘“u‘{‘;‘l R T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0 84.0 3.20 3.40 3.60 3.80 4.00

m/z 69.00 41.97%

5000 410

69.0

27.0 “
ol 20 Ll
miz--> 10 20 30 40 50 60 70 80 90

C

3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
3.706 5.70 ug/L 1025270  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 86
2 n-Hexane 86 C6H14 000110-54-3 78
3 n-Hexane 86 C6H14 000110-54-3 78
4 n-Hexane 86 C6H14 000110-54-3 78
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 50
Abundance Scan 736 (3.706 min): VU047388.D\data.ms (-719) (-) m/z 56.95 100.00%
57.0
5000
86.1
‘ ‘ 3.40 3.60 3.80 4.00
bl b e 206E Wz 41.00 64.09%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2041: n-Hexane
57.0
5000
3.40 3.60 3.80 4.00
86.0 m/z 42.95 55.93%
O \‘\\\\‘\\\\‘\\\M‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2038: n-Hexane
57.0
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.00 49.,09%
86.0
0 %Q‘MHL‘MMJH‘ﬂ‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2040: n-Hexane
57.0 3.40 3.60 3.80 4.00
m/z 42.00 27.97%
29.0
5000
| ‘ 86.0
2.0
0"H‘MJH‘{mﬂ\‘ﬂ‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H

m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
3.838 5.84 ug/L 1049610 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, (E)- 84 C6H12 013269-52-8 91
2 3-Hexene, (Z)- 84 C6H12 007642-09-3 90
3 2-Hexene, (Z)- 84 C6H12 007688-21-3 90
4 3-Hexene 84 C6H12 000592-47-2 90
5 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 87
Abundance Scan 777 (3.838 min): VU047388.D\data.ms (-758) (-) m/z 55.00 100.00%
55.0
84.1
5000
‘ 3.60 3.80 4.00 4.20
bl b il b 2000 mjz 40095 73.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1655: 3-Hexene, (E)-
55.0
5000
27.0 84.0 3.60 3.80 4.00 4.20
‘ m/z 68.95 66.41%
0\\“\‘\‘\\\‘\\H}“‘\“\\\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1652: 3-Hexene, (2)-
55.0
3.60 3.80 4.00 4.20
5000 84.0 m/z 84.10 61.20%
27.0
Ot e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1653: 2-Hexene, (2)-
55.0 3.60 3.80 4.00 4.20
m/z 41.95 41.98%
5000
27.0 84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.922 7.33 ug/L 1317590 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, (Z)- 84 C6H12 007688-21-3 91
2 3-Hexene, (Z)- 84 C6H12 007642-09-3 91
3 2-Hexene, (Z)- 84 C6H12 007688-21-3 91
4 2-Hexene, (Z)- 84 C6H12 007688-21-3 91
5 2-Hexene 84 C6H12 000592-43-8 91
Abundance Scan 803 (3.922 min): VU047388.D\data.ms (-789) (-) m/z 55.00 100.00%
55.0
5000 84.1
‘ ‘ 3.60 3.80 4.00 4.20
Ot b e 2000 m/z 84.10 43.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1650: 2-Hexene, (2)-
55.0
so00{ 279
84.0 3.60 3.80 4.00 4.20
m/z 42.00  33.05%
OH\‘\‘\WH‘ \\‘HH ‘\‘\‘H‘\‘\H‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1649: 3-Hexene, (2)-
55.0
3.60 3.80 4.00 4.20
m/z 41.00 32.13%
5000 84.0
27.0 ‘
omwﬂmmmemwuwuuwuwuwuwu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1653: 2-Hexene, (2)-
55.0 3.60 3.80 4.00 4.20
m/z 39.00 25.40%
5000
27.0 84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20

SFAMUTRO30422WMA.M Wed Mar 09 17:01:21 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 13 (DEL) Alkane: Cyclic3.983 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.983 12.42 ug/L 2234240 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
2 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 86
3 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 86
4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 83
5 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 83
Abundance Scan 822 (3.983 min): VU047388.D\data.ms (-812) (-) m/z 69.00 100.00%
69.0
41.0
5000
3.60 3.80 4.00 4.20 4.40
T | 206.¢ 9
-ttt b m/z 41.00 66.93%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1708: Cyclopropane, 1,1,2-trimethyl-
41.0
69.0
5000
3.60 3.80 4.00 4.20 4.40
m/z 84.10 36.91%
99 |
O \‘\\\‘\‘\w\\‘ \\‘\‘\‘\‘\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1705: 2-Pentene, 4-methyl-, (E)-
41.0
69.0
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 20.54%
0 w‘H“m‘mwmW‘muw‘H“H‘w“u‘u‘w“u‘u‘w“u
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1691: 2-Butene, 2,3-dimethyl-
41.0 69.0 3.60 3.80 4.00 4.20 4.40
' m/z 67.00 8.86%
5000
15.0 ‘ |
o bl e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40

SFAMUTRO30422WMA.M Wed Mar 09 17:01:22 2022

Page:

16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.095 9.50 ug/L 1708290 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 95
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
3 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 91

4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 857 (4.095 min): VU047388.D\data.ms (-840) (-) m/z 69.00 100.00%

69.0
41.0
84.1
5000 55.0
‘ | ‘ 3.80 4.00 4.20 4.40
Ol et il Ll L w2 a1.0e 79.63%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000
70 55.0 84.0 3.80 4.00 4.20 4.40
m/z 84.10 58.21%
o
O \\\‘\\\\‘\H\\‘\\}\‘1\\}}\‘\\\“}1\\‘\\‘\‘\“\\\\‘\\‘\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1702: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
3.80 4.00 4.20 4.40
5000 55.0 m/z 55.00 48.76%
27.0 84.0
15.0
ol 20l bl bl
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1707: Cyclopropane, 1,2,3-trimethyl-
41.0 3.80 4.00 4.20 4.40
m/z 39.00 26.77%
5000 69.0
27.0 55.0 84.0
0 e
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40

SFAMUTRO30422WMA.M Wed Mar 09 17:01:23 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53

Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
: TRACE VOA SFAM1.0

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
4.192 7.48 ug/L 1344630 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene 84 C6H12 000592-43-8 86
2 1,4-Hexadiene, (Z)- 82 C6H10 007318-67-4 60
3 Isopropenylcyclopropane 82 C6H10 004663-22-3 60
4 1,4-Hexadiene, (Z)- 82 C6H10 007318-67-4 53
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H1e 000926-54-5 53

Abundance Scan 887 (4.192 min): VU047388.D\data.ms (-871) (-)

55.0

67.0
5000 41.0 84.0
0 |
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1641: 2-Hexene
55.0
5000 41.0
27.0 84.0
69.0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1377: 1,4-Hexadiene, (2)-
67.0
5000 41.0
27.0 82.0
‘ 54.0
0 "‘“""H""‘11“"‘1}1"‘WH“‘W‘M‘m“wmwm
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1397: Isopropenylcyclopropane
67.
5000 41.0
27.0 82.0
‘ 53.0
15.0
ol 2o 130 gl bl
m/z--> 0 10 20 30 40 50 60 70 80 90

SFAMUTRO30422WMA.M Wed Mar 09 17:01:24 2022

m/z 55.00 100.00%

=

3.80 4.00 4.20 4.40 4.60
m/z 67.00 84.06%

=

3.80 4.00 4.20 4.40 4.60
m/z 84.05 43.92%

=

3.80 4.00 4.20 4.40 4.60
m/z 41.00 42.94%

=

3.80 4.00 4.20 4.40 4.60
m/z 42.00 39.79%

-

3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.340 12.54 ug/L 2256270  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
3 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 91
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
Abundance Scan 933 (4.340 min): VU047388.D\data.ms (-919) (-) m/z 69.00 100.00%
69.0
41.0
5000
. 4.00 4.20 4.40 4.60
b e b e 208 m/z 41,00 76.96%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1698: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
5000
4.00 4.20 4.40 4.60
m/z 84.05 56.69%
o | |
O \‘\\\‘\‘\‘\\\ \\w\’\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1702: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
4.00 4.20 4.40 4.60
5000 m/z 55.00 47.17%
0 |
I T N
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1661: 2-Pentene, 3-methyl-
410 69.0 4.00 4.20 4.40 4.60
m/z 39.00 25.39%
5000
oL 150
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60

SFAMUTRO30422WMA.M Wed Mar 09 17:01:25 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 17 (DEL) Alkane: Cyclic4.539 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,539 57.13 ug/L 10275800  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 80
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 995 (4.539 min): VU047388.D\data.ms (-976) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0 A_/\L
AR EE e
‘ ‘ ‘ 84.0 4.20 4.40 4.60 4.80
0 ""H"‘mwwmmwuuu_m‘w_“”w m/z 41.00 46.64%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.20 4.40 4.60 4.80
m/z 69.00 45.58%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\u\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00 25.80%
69.0
270
84.0
0 "‘1"9"_1?‘9‘HH,HW“W‘A:M_H‘:,HH_!HW
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0 4.20 4.40 4.60 4.80
m/z 39.00 21.40%
5000 41.0
84.0
270
180 “ ‘ 68.0 ‘
0 ""H‘“‘m“m‘uwmwu‘Wu‘l“‘uu‘mwu M R T
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 18 Cyclopentene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.182 11.76 ug/L 2114310 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
2 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 87
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
Abundance Scan 1195 (5.182 min): VU047388.D\data.ms (-1184) (-) m/z 67.00 100.00%
67.0
5000
82.0
39‘0 53.0 | 4.80 5.00 5.20 5.40 5.60
o O Y | R m/z 82.60  30.74%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1410: Cyclopentene, 1-methyl-
67.0
5000 820 T T T T T[T
4.80 5.00 5.20 5.40 5.60
390 m/z 81.00 15.08%
i |
15.0
0\\\‘\\\\‘\\\}‘\\\\ “}H‘\\‘\\M“\\\‘\‘\\\‘\
miz-> 10 50 60 70
Abundance #1398.Cycbpentene,44nethyL
67.0
4.80 5.00 5.20 5.40 5.60
5000 m/z 39.00 14.64%
39.0 82.0
27.0
54.0
o 150
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1400: Cyclopentene, 1-methyl- T T
67.0 4.80 5.00 5.20 5.40 5.60
m/z 79.00 11.50%
5000
82.0
27.0 53.0
m/z--> 10 20 30 40 50 60 70 90 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.465 6.99 ug/L 1257580  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 46
5 Ethane, isocyanato- 71 C3H5NO 000109-90-0 40

Abundance Scan 1283 (5.465 min): VU047388.D\data.ms (-1274) (-) m/z 56.00 100.00%

56.0
5000
I R R R
H ‘81.0 5.20 5.40 5.60 5.80
bt bl 2989 n7 43,00 80.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4476: Pentane, 2,3-dimethyl-
568.0
5000
29.0 5.20 5.40 5.60 5.80
m/z 57.00 73.14%
[
O\\\\‘\\\\i\\\ (L B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
5.20 5.40 5.60 5.80
5000 ITI/Z 41.00 55.21%
29.0
‘ ‘ 85.0
byl v
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4484: Pentane, 2,3-dimethyl-
56.0 5.20 5.40 5.60 5.80
m/z 71.05 48.56%
5000
29.0
1 i /\ /\
O e e e e e AT T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
5.906 4.89 ug/L 880325 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 38
2 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 37
3 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 37
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 37
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 32

Abundance Scan 1420 (5.906 min): VU047388.D\data.ms (-1411) (-) m/z 57.00 100.00%
57.0

5000
‘ | Jhu 82‘-0 5.60 5.80 6.00 6.20
0- vy el b m/z 56.00  39.19%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8654: Hexane, 2,2-dimethyl-
57.0
5000 LB B R R B
5.60 5.80 6.00 6.20
29.0 m/z 41.00 34.26%
Ll g %0
O’-\\\‘\’\‘\\\“\\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl-
57.0
5.60 5.80 6.00 6.20
5000 m/z 67.00 32.74%
29.0 85.0
0 ) |77 1130 14101680 2110
AR e EARRR A=
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #45516: 2,2,7,7-Tetramethyloctane
57.0 5.60 5.80 6.00 6.20
m/z 39.00 18.88%
5000
29.0 85.0
L 20 1s50
RS L s L e i bR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 21 Cyclopentene, 1,5-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.574 4.58 ug/L 822932  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
2 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 87
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 87
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 72
5 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 72

Abundance Scan 1628 (6.574 mln) VU047388.D\data.ms (-1608) (-) m/z 81.00 100.00%

81.0
5000
550 ‘ ‘ 6.20 6.40 6.60 6.80
0 W_WH‘ uumw‘;m‘;“”JM_m‘Hu_ww_mz‘(??:q m/z 79.00  27.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
5000 L R B R
6.20 6.40 6.60 6.80
39.0 m/z 96.05 25.01%
15.0 ‘
0\\\\‘\‘N\\‘i‘\\‘H“\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3253: 3,5-Dimethylcyclopentene
81.0
6.20 6.40 6.60 6.80
5000 m/z 55.00 15.86%
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0 6.20 6.40 6.60 6.80
m/z 38.95 14.31%
5000
39.0
o15 AVARTLAVE NN SSVAN
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

SFAMUTRO30422WMA.M Wed Mar 09 17:01:29 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 22 Cyclobutane, (1-methylethyl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.398 6.14 ug/L 1103560 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 78
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 72
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 72

Abundance Scan 1884 (7.398 min): VU047388.D\data.ms (-1865) (-) m/z 81.00 100.00%
.0

81
5000
39‘-0 ‘ 7.00 7.20 7.40 7.60 7.80
Okl e JA100 2069 o o616 28.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000
7.00 7.20 7.40 7.60 7.80
39.0 m/z 79.00  25.09%
O\\\\‘\“\‘\\“i‘\\‘M“‘\“\h‘}\\“i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
7.00 7.20 7.40 7.60 7.80
5000 ITI/Z 39.00 13.42%
39.0
s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3288: Cyclopropane, 1-methyl-1-isopropenyl- T T T T T
81.0 7.00 7.20 7.40 7.60 7.80
m/z 67.00 12.83%
5000
41.0
O el o)
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 23 Benzene, propyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.906 3.89 ug/L 5731136 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 91
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72

Abundance Scan 2975 (10.905 min): VU047388.D\data.ms (-2961) (- m/z 91.00 100.00%

91.0
5000
LVAV. - -
510 12L1 11.00
ol b gkt 1910 24892811 ., 935,19 23.35%
m/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0 j\
5000 /\ J\ T T T T
11.00
m/z 92.00 10.70%
39.0 L
O\\‘\‘\‘i‘\“\“\‘\“‘%zw‘.\ow‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #10699: Benzene, propyl-
91.0
Uy A
11.00
5000 m/Z 65.00 9.90%
39.0 121.0
o‘Hu‘w‘u‘”“m”‘H e
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl- -
91.0 11.00
m/z 78.00 6.17%
5000 J\/\ﬂL
39.0
0 Ly ‘ 1 ‘ \12h0 A j\

SVRTA
miz--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 24 Benzene, 1l-ethyl-3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.999 14.65 ug/L 21606300 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3004 (10.999 min): VU047388.D\data.ms (-2991) (-  m/z 105.05 100.00%
105.1
5000 j\J\ /\
e
39.0 77.0 11.00
Obrerremherrtid b k2070 n; 106,65 32.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\J\J\ i /x 1
11.00
m/z 91.00 12.34%
77.0
39.0
O\1\5\.(‘)\‘\\\“‘\\‘\\“‘\‘\\\M‘\\‘}\‘M‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 A
LUAV S -l
11.00
5000 m/z 77.00 12.03%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #10722: Benzene, 1-ethyl-2-methyl- L
105.0 11.00
m/z 106.05 8.98%
5000
39.0 77.0 ﬁv\ ‘A
0“‘Mh‘“HWMWUHJMHM‘ﬂhuqu‘u“u“u“w“W“u e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 25 Benzene, 1l-ethyl-2-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.294 5.35 ug/L 7891400 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 3096 (11.295 min): VU047388.D\data.ms (-3081) (-  m/z 105.00 100.00%
105.0
5000 ﬁ\A
— e
510 70 11.00 11.50
Obereperrebotioptl b M 2069 17 170.10  31.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M A L
11.00 11.50
m/z 77.00 11.77%
77.0
O\:L\S\.‘O\‘HS\Q“.\O\‘\\“\‘H\M‘\\‘1\‘H‘H‘\H“HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
e
11.00 11.50
5000 m/z 90.95 11.70%
77.0
39.0
olt80 e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene L ‘/\ e
105.0 11.00 11.50
m/z 79.00 8.92%
5000
77.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 26 Benzene, 1,2,3-trimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
11.896 5.00 ug/L 7371870  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 3283 (11.896 min): VU047388.D\data.ms (-3269) (-  m/z 105.00 100.00%
105.0
5000
-
77.0 11.50 12.00
SLO 207.1
Ot e el e 95T m/z 120,100 43.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 = ‘/‘\‘ :
11.50 12.00
770 m/z 76.95 12.16%
51.0 ’
O\\\‘2\7\'\0\“\\“P\H“\‘\\\‘H‘\\‘\\‘M\\‘\“"\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
S
11.50 12.00
5000 m/z 119.10 9.98%
390 770
miz--> 20 40 60 80 100 120 140 160 180 200 K M
Abundance #10705: Benzene, 1,2,4-trimethyl- — e Ea
105.0 11.50 12.00
m/z 91.00 9.90%
5000
28.0 51.0 77.0
ol d b b
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 27 Benzene, cyclopropyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.095 6.22 ug/L 9168360 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
2 Indane 118 C9H10 000496-11-7 81
3 Indane 118 C9H10 000496-11-7 81
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
5 Indane 118 C9H1e0 000496-11-7 74

Abundance Scan 3345 (12.095 min): VU047388.D\data.ms (-3326) (-  m/z 117.05 100.00%

1171
5000
91.0 T \
390 630 | | 1340 12.00
Ot bl gh L TR myz 118,10 54.87%
m/z--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 =1 ‘
91.0 12.00
51.0 m/z 115.00 32.96%
O\\\\‘Z\Z}.O\\“‘\\““H ‘H“‘”"\“““““"‘
m/z--> 20 40 80 100 120 140
Abundance #10179.Indane
117.0
12.00
5000 ITI/Z 91.00 17.03%
39.0 g 910
oL 230 | | | Mm
m/z--> 20 40 60 100 120 140
Abundance #10181.Indane
117.0 12.00
m/z 119.05 13.36%
5000
91.0
39.0 63.0 jk
owl‘s‘o“‘H“H”HMMH_J“‘,uHMHH,‘ A =
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 28 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
12.465 0.77 ug/L 1142480 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3460 (12.465 min): VU047388.D\data.ms (-3448) (- 119.05 100.00%
119.1
5000
91.0
390 630, | | 206.9 o
Ot e e m/z 134.05 32.79%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 T /\

12.50
91.00 16.79%

91.0
15\0\39\\0\650\ |l
i\ il
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0

o

12.50
5000 105.00  13.38%
91.0
390 65.0 ‘
ol 280 o b A
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50

m/z 120.10 9.96%

5000
91.0
39.0 50
ol 230 by Ly ‘ ‘_/\

m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 29 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
12.571 0.96 ug/L 1410290 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95

Abundance Scan 3493 (12.571 min): VU047388.D\data.ms (-3481) (- 119.05 100.00%
119.1
5000
134.0
91.0
390 650 | Ll 12.50
L 1 N 134.00  29.90%
miz-> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
134.0 12.50

91.00 15.84%

91.0
O \J-\S\()‘ T \ \3\9‘“0\ \‘\ T ‘6?\0\ \‘ " T \‘\ T ’H‘\ \‘\“l T \‘\ ‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0

12.50
5000 m/z 120.10 10.07%
134.0
91.0
41.0 65.0
o280 e L
miz--> 20 40 60 80 100 120 140 J\
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- e L) ‘
119.0 12.50

105.00 8.76%

5000
91.0 134 0
39.0 65.0 ‘
0 150 L I \‘ H ‘ n wh‘\ H ‘

m/z--> 20 40 60 80 100 120 140 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 30 Indan, 1-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.684 1.48 ug/L 2178360 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 86

Abundance Scan 3528 (12.684 min): VU047388.D\data.ms (-3516) (-  m/z 117.00 100.00%

117.0
5000
132.0
91.0
39.0 63.0 | 12 50 13 00
O e e e e e e e e e m/z 115.00 31.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 12.50 13.00
132.0 - -
910 m/z 132.00  28.64%
39.0 65.0 " ‘
0H‘\\H‘H\‘\‘HH“\\Hi‘\‘\\}‘\‘HH‘\H‘\‘H\\"HH‘H\\‘Hl1‘\\\}“‘\‘\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
132.0
—= —
12.50 13.00
91.0
39.0 65.0
Y N PG O Y OOPGUON (WO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 1250 1300
m/z 118.00 9.64%
5000 132.0
0 91.0
51.
0 270 | L, Ll 74p ‘ i H i \_ /\/\

[
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 31 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
12.973 1.17 ug/L 1728230 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97

Abundance Scan 3618 (12.973 min): VU047388.D\data.ms (-3601) (-  m/z 119.05 100.00%
1

19.1
5000 ﬂ J\
- -
390 650 | N 070 13.00
0t M 2070 sy 134,05 47.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
m/z 90.95 15.12%
390 650 91.0
0 \1\5\-‘0\‘\\\“‘\\‘\‘\“\“.\\\L“\\‘\\‘m\\m‘"\\r“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
o
13.00
5000 ITI/Z 120.10 9.92%
39‘.0 65.0 9]‘..0
0 H“ﬂ"JHW‘NM‘WM“WW‘N”“MW“H“‘H“H“‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 J\ J\
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- ‘ A\‘ .
119.0 13.00
m/z 133.05 9.60%
5000
: 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 32 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
13.024 1.26 ug/L 1852250 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97

Abundance Scan 3634 (13.024 min): VU047388.D\data.ms (-3626) (- m/z 119.10 100.00%

119.1
5000
A MV

91.0

13.00
39.0 65.0
0 ‘H_"wHH"HJ‘H“wum‘“,“H“‘,‘f“‘lww_mz“??‘l‘ m/z 134.05  45.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000

13.00

m/z 91.00 15.19%

91.0
39.0 65.0
O\1\5\-?\\\\“‘\\‘\‘\“\‘\\\“‘\\‘\\‘\\\‘\"‘\\\“\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0

13 00
5000 m/z 120.10 9.98%
91.0
150 390 650 |
0 ‘H‘“H““Hm“‘m“‘Hw‘:m‘“,“H“‘,‘m_m_m_m

m/z--> 20 40 60 80 100 120 140 160 180 200 A/\ ’/\
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- A LR Ty

119.0 13.00

m/z 133.05 8.74%

5000
o 91.0 M
0 150\ Ly 650\\ ‘ m H‘ ‘\ e

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 33 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.294 1.21 ug/L 1776780  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 Indan, 1-methyl- 132 C10H12 000767-58-8 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
Abundance Scan 3718 (13.294 min): VU047388.D\data.ms (-3708) (-  m/z 117.00 100.00%
11y7.0
5000
o1 P o
390 650 “ ‘ 206.9 13.00 13.50
o"w‘H"HM‘_H"H‘W‘H‘nlmw_wwwm m/z 132.00  39.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11y.0
5000 —r— SR
13.00 1350
m/z 115.00 %
39.0 g50 910 ‘ ‘
O\\\‘\‘\\\“\\“”\“U\\\“\\\\“\‘\\!‘\‘\H‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 AJ¥AA
1300 1350
5000 m/z 131.05 20.87%
S N Y O 1 A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 13.00 13.50
m/z 91.00 12.78%
5000
0 91.0
51.
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 34 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

13.455 2.14 ug/L 3160340 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 89
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83

Abundance Scan 3768 (13.455 min): VU047388.D\data.ms (-3756) (-  m/z 117.00 100.00%

117.0
5000 j\\
P

91.0

390 620 m 147.0 206.9 13:50
bl e 2470 2069y 937 00 37.32%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 J\
Al
010 13.50

m/z 115.00  28.54%

51.0
270" ‘
\\\‘\\\\‘\\‘U\““U\\h\‘\\\\“H\\\‘\\!‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
AL
13.50

5000
\H‘

o

5000 m/z 119.05 24.22%
91.0
obee 2 b e |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- P
117.0 13.50

131.00 18.79%

5000
390 g50 910 ‘ ‘
S N SNV )

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 35 Azulene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

14.085 2.61 ug/L 3851080 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10HS8 000275-51-4 93
4 Naphthalene 128 C10HS8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3964 (14.085 min): VU047388.D\data.ms (-3947) (- m/z 128.00 100.00%

128.0
5000

51.0 740 1020 1400
0 ‘mwm‘”“ww‘_m_m_“H,HH_MW%W-? m/z 127.00  13.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 T
1400

129.00 10.71%

51.0 750 102.0 H
0‘\\\\‘\\“\\‘\\\w‘\\\\“\\\\‘\‘\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: Naphthalene
128.0

14.00
5000 m/z 102.00 8.13%
51.0 102.0
om0 100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene T
128.0 1400

m/z 126.00 7.31%

5000 /\
102.0
51.0
o280 510 770 T |

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On : 08 Mar 2022 13:53
Operator : SY/MD

Sample : N1810-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 36 Naphthalene, 2-methyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
15.220 0.72 ug/L 1066240 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 4317 (15.220 min): VU047388.D\data.ms (-4306) (-  m/z 142.00 100.00%

142.0
5000
63.0 15.00 1550
13.0
Ol et O ML 2070 2690 /s 141,00 88.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000
15.00 15.50
m/z 114.9 30.62%
ol 390 710 1130 |
’\\H‘HH‘HH‘HH‘HH‘\H\‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
T
1500 1550
5000 m/z 143.00  11.36%
o270 530 | 1130
R L A n e RSARRRRasREEEEEES
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl- —F e
142.0 15.00 15.50
m/z 139.00 10.97%
5000
63.0 l
AT N o S | G
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47388.D

Acqg On

Operator : SY/MD

Sample
Misc

: 08 Mar 2022 13:53

: N1810-22
: 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA .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.. 1.999 294.6 ug/L 52987500 1 6.250 8992990 5.0
(DEL) Alkane: S.. 2.208 54.8 ug/L 9862070 1 6.250 899290 5.0
(DEL) Alkane: S.. 2.324 7.5 wug/L 1339450 1 6.250 899290 5.0
(DEL) Alkane: S.. 2.472 7.3 ug/L 1314940 1 6.250 899290 5.0
(DEL) Alkane: S.. 3.051 26.6 ug/L 4791550 1 6.250 899299 5.0
(DEL) Alkane: S.. 3.089 31.5 ug/L 5670199 1 6.250 899290 5.0
(DEL) Alkane: C.. 3.144 24.1 ug/L 4336910 1 6.250 899290 5.0
(DEL) Alkane: S.. 3.369 37.0 ug/L 6664500 1 6.250 899290 5.0
(DEL) Alkane: S.. 3.581 6.9 ug/L 1239570 1 6.250 899290 5.0
(DEL) Alkane: S.. 3.706 5.7 ug/L 1025270 1 6.250 8992990 5.0
(DEL) Alkane: S.. 3.838 5.8 ug/L 1049610 1 6.250 899290 5.0
(DEL) Alkane: S.. 3.922 7.3 ug/L 1317590 1 6.250 899290 5.0
(DEL) Alkane: C.. 3.983 12.4 wug/L 2234240 1 6.250 8992990 5.0
(DEL) Alkane: S.. 4.095 9.5 ug/L 1708299 1 6.250 899299 5.0
(DEL) Alkane: S.. 4.192 7.5 wug/L 1344630 1 6.250 899290 5.0
(DEL) Alkane: S.. 4.340 12.5 wug/L 2256270 1 6.250 899290 5.0
(DEL) Alkane: C.. 4.539 57.1 wug/L 10275800 1 6.250 8992990 5.0
Cyclopentene, 1.. 5.182 11.8 wug/L 21143106 1 6.250 899290 5.0
(DEL) Alkane: S.. 5.465 7.0 ug/L 1257580 1 6.250 899290 5.0
(DEL) Alkane: S... 5.906 4.9 ug/L 880325 1 6.250 8992990 5.0
Cyclopentene, 1... 6.574 4.6 ug/L 822932 1 6.250 899299 5.0
Cyclobutane, (1... 7.398 6.1 ug/L 1103560 1 6.250 899290 5.0
Benzene, propyl- 10.906 3.9 ug/L 5731130 3 11.812 7371870 5.0
Benzene, 1l-ethy... 10.999 14.7 ug/L 21606300 3 11.812 7371870 5.0
Benzene, 1-ethy... 11.294 5.3 ug/L 7891400 3 11.812 7371870 5.0
Benzene, 1,2,3-... 11.896 5.0 ug/L 7371870 3 11.812 7371870 5.0
Benzene, cyclop... 12.095 6.2 ug/L 9168360 3 11.812 7371870 5.0
Benzene, 2-ethy... 12.465 0.8 wug/L 1142480 3 11.812 7371870 5.0
Benzene, 1-ethy... 12.571 1.0 ug/L 1410290 3 11.812 7371870 5.0
Indan, 1-methyl- 12.684 1.5 wug/L 2178360 3 11.812 7371870 5.0
Benzene, 1,2,4,... 12.973 1.2 ug/L 1728230 3 11.812 7371870 5.0
Benzene, 1,2,3,... 13.024 1.3 wug/L 1852250 3 11.812 7371870 5.0
1H-Indene, 2,3-... 13.294 1.2 ug/L 1776780 3 11.812 7371870 5.0
Benzene, 2-ethe... 13.455 2.1 ug/L 3160340 3 11.812 7371870 5.0
Azulene 14.085 2.6 ug/L 3851080 3 11.812 7371870 5.0
Naphthalene, 2-... 15.220 0.7 ug/L 1066240 3 11.812 7371870 5.0
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