LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\

Data File : VNO52858.D

Aca On - 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02

Misc - 5.160/10mL/100uL/5.00mL/MSVOA_N/MEOH 06 BT-12
ALS Vial : 8 Sample Multiplier: 28

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N121218W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.584 834 874 927 rVB 627971 2739224 5.18% 0.388%
2 5.050 989 1019 1059 rBV 558950 1998453 3.78% 0.283%
3 6.365 1402 1428 1446 rBv8 189085 685730 1.30% 0.097%
4 6.516 1458 1475 1490 rBV2 260944 785646 1.49% 0.111%
5 6.625 1491 1509 1527 rBV 1049353 3157330 5.97% 0.447%
6 7.323 1708 1726 1736 rVvV 276022 746137 1.41% 0.106%
7 7.387 1738 1746 1768 rVB4 217568 576737 1.09% 0.082%
8 7.638 1773 1824 1844 rBV8 4666327 17921582 33.88% 2.539%
9 7.741 1844 1856 1878 rVB2 1556295 4230800 8.00% 0.599%
10 7.873 1878 1897 1911 rBV 4796346 11846903 22.40% 1.679%

11 8.027 1931 1945 1966 rVB2 719649 1839574 3.48% 0.261%
12 8.156 1967 1985 1997 rBV2 2760823 6814099 12.88% 0.966%
13 8.233 1997 2009 2019 rvv4 2488389 5969643 11.29% 0.846%
14 8.301 2020 2030 2051 rvB 3010811 7195866 13.60% 1.020%
15 8.410 2052 2064 2095 rvB4 352525 1183009 2.24% 0.168%

16 8.580 2097 2117 2141 rBV3 3573254 9933487 18.78% 1.408%
17 8.744 2158 2168 2178 rVB2 413286 763536 1.44% 0.108%
18 8.818 2178 2191 2201 rBV 2079652 4528292 8.56% 0.642%
19 9.079 2246 2272 2285 rBV2 21281182 52895504 100.00% 7.495%
20 9.143 2285 2292 2307 rVB2 2103721 4090819 7.73% 0.580%

21 9.272 2308 2332 2345 rBV3 3483018 8583263 16.23% 1.216%
22 9.365 2346 2361 2375 rVB2 3420479 7926080 14.98% 1.123%
23 9.436 2376 2383 2395 rBV7 468169 1006614 1.90% 0.143%
24 9.509 2396 2406 2419 rVB3 4133067 8043180 15.21% 1.140%
25 9.616 2420 2439 2446 rBV3 2198867 4680504 8.85% 0.663%

26 9.664 2446 2454 2463 rBV2 2973003 4801343 9.08% 0.680%
27 9.728 2463 2474 2498 rVB2 13686356 35583684 67.27% 5.042%
28 9.870 2498 2518 2540 rBV 8878598 23365587 44.17% 3.311%
29 9.969 2540 2549 2555 rBV2 1448911 2668540 5.04% 0.378%
30 10.024 2556 2566 2575 rVB2 5259330 8942477 16.91% 1.267%

31 10.088 2575 2586 2594 rBV2 15112234 29170843 55.15% 4_.133%
32 10.214 2610 2625 2631 rBV2 2761989 5541937 10.48% 0.785%
33 10.259 2631 2639 2641 rBV3 3551291 4628010 8.75% 0.656%
34 10.349 2660 2667 2670 rBV3 664249 915589 1.73% 0.130%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\

Data File : VNO52858.D

Aca On - 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02

Misc - 5.160/10mL/100uL/5.00mL/MSVOA_N/MEOH 06 BT-12
ALS Vial : 8 Sample Multiplier: 28

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling ; 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W.M
Title : SW846 8260

35 10.387 2672 2679 2685 rVVv4 2743611 4532067 8.57% 0.642%

36 10.432 2685 2693 2709 rVB 6540942 11763581 22.24% 1.667%

37 10.526 2710 2722 2735 rBV4 6903414 15751529 29.78% 2.232%

38 10.625 2745 2753 2763 rVB4 2625260 4588103 8.67% 0.650%

39 10.718 2763 2782 2792 rBV 6880898 12803743 24.21% 1.814%

40 10.825 2793 2815 2825 rVV2 4808203 13413413 25.36% 1.901%

41 10.882 2826 2833 2838 rVV6 3378060 5850971 11.06% 0.829%

42 10.918 2840 2844 2847 rVV2 3453116 4343872 8.21% 0.615%

43 10.953 2848 2855 2863 rVV 10393600 18020983 34.07% 2.553%
44 11.005 2863 2871 2882 rVV 11003648 20450398 38.66% 2.898%
45 11.062 2882 2889 2897 rVV4 2924625 5198180 9.83% 0.737%

46 11.120 2897 2907 2916 rVV5 4820102 9434309 17.84% 1.337%

47 11.201 2916 2932 2952 rVB5 13736420 34020301 64.32% 4._.820%
48 11.300 2952 2963 2987 rBV 10623513 20978413 39.66% 2.972%
49 11.410 2988 2997 3006 rBV3 3448356 6198639 11.72% 0.878%

50 11.593 3045 3054 3063 rVB6 3463505 6792786 12.84% 0.962%

51 11.654 3064 3073 3081 rBV 6174463 11154139 21.09% 1.580%

52 11.754 3096 3104 3112 rBV6 1271282 2295472 4._.34% 0.325%

53 11.812 3114 3122 3128 rBV5 1460816 2466926 4.66% 0.350%

54 11.857 3130 3136 3144 rVB5 1275627 1899597 3.59% 0.269%

55 11.921 3144 3156 3169 rBV6 5718976 13845287 26.17% 1.962%

56 12.046 3188 3195 3202 rVB 5650805 7567877 14.31% 1.072%

57 12.120 3210 3218 3224 rBV4 4489639 7249418 13.71% 1.027%

58 12.162 3224 3231 3241 rVB4 6451568 11131537 21.04% 1.577%

59 12.403 3301 3306 3312 rVB3 1835072 2284186 4._.32% 0.324%

60 12.445 3313 3319 3327 rVB 3888245 4930396 9.32% 0.699%

61 12.564 3348 3356 3359 rBV3 3277645 4672109 8.83% 0.662%

62 12.725 3394 3406 3416 rBV6 4675040 11085585 20.96% 1.571%

63 12.924 3462 3468 3473 rBV4 2210285 3287558 6.22% 0.466%

64 12.963 3474 3480 3494 rVB3 6466281 10207483 19.30% 1.446%

65 13.149 3532 3538 3541 rBV3 1680577 2273104 4 _30% 0.322%

66 13.426 3618 3624 3634 rVB3 2495700 3751767 7.09% 0.532%

67 13.513 3645 3651 3656 rBV 2998444 4052433 7.66% 0.574%

68 13.612 3670 3682 3689 rBV3 2828659 7006635 13.25% 0.993%

69 13.667 3690 3699 3708 rVV5 4422371 8125444 15.36% 1.151%

70 13.889 3760 3768 3778 rVB 11325544 16651881 31.48% 2.359%
71 13.995 3792 3801 3812 rVB 9674891 16046798 30.34% 2.274%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\

Data File : VNO52858.D

Aca On - 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02

Misc - 5.160/10mL/100uL/5.00mL/MSVOA_N/MEOH 06 BT-12
ALS Vial : 8 Sample Multiplier: 28

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W.M

: SW846 8260

72 14.294 3886 3894 3901 rBV2 3736779 5872399 11.10% 0.832%
73 14.477 3943 3951 3961 rBV2 4921098 8733052 16.51% 1.237%
74 14.593 3975 3987 3997 rBV4 10101632 20757823 39.24% 2.941%
75 14.648 3998 4004 4015 rVvB2 3371381 5580520 10.55% 0.791%

76 14.850 4051 4067 4075 rBV4 5787189 11462560 21.67% 1.624%
77 14.959 4091 4101 4113 rVB2 4739909 10138023 19.17% 1.436%
78 15.242 4180 4189 4196 rBV3 1860062 3116870 5.89% 0.442%
79 15.419 4233 4244 4257 rBV2 2065014 4105067 7.76% 0.582%
80 15.763 4343 4351 4363 rVB7 843104 1813532 3.43% 0.257%

81 15.908 4388 4396 4406 rVB4 380262 682215 1.29% 0.097%
82 16.352 4523 4534 4559 rVB 664755 1600876 3.03% 0.227%

Sum of corrected areas: 705749879
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\
VN052858.D

13 Dec 2018 12:27

MD\SY

J6319-02
5.16a/10mL/100uL/5.00mL/MSVOA_N/MEOH

8 Sample Multiplier: 28

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

056 BT-1-2

Abundance TIC: VN052858.D
2e+07
1.5e+07
1e+07
5000000
6.63
4.58 5.05 6.366.5
Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
Abundance TIC: VN052858.D
9(08
2e+07
10.09
1.5e+07 9.73 11.20
0
1&8 11.30
1le+07 0.87
11.65
10435310.72
10.02 3
1026 10.82|| |1 11.59
5000000 7.64 7.87 369-510.66 foosepy disl | [|11.41
o 858 9.5 ; +10.89 \ iin
8yﬁ 9 10. 10.63 i
8.82 14 - .97 1.7
,,’ 045
0 732‘39 841 8.7)
r T ; e B e e e B e LA e e e e e e I
Time--> 7.00 7. 50 8 50 9 OO 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN052858.D
2e+07
1.5e+07 13.89
13.99 14.59
1e+07
5000000
O——1— — — — — — — — = T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\
VN052858.D

13 Dec 2018 12:27

MD\SY

J6319-02
5.16a/10mL/100uL/5.00mL/MSVOA_N/MEOH

8 Sample Multiplier: 28

056 BT-1-2

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

= C:\DATABASE\NIST11.L
LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Heptane, 2-methyl- Concentration Rank 5

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

9.73 179.11 ug/l 35583700 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 94
2 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 81
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
4 Oxalic acid. heptvl propvl ester 230 C12H2204 1000309-26-0 37
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 35

Abundance Scan 2475 (9.731 min): VN052858.D (-2463) (-) m/z 57.10 100.00%
57.1
5000
3P | 9.40 9.60 9.80 10.00
o) N - ,..”.7??....,..1."?1.... e m/z 43.10 92.66%
m/z--> 0 20 40 60 100 120 140 160 180 200
Abundance #7625. Heptane, 2-methyl-
43.0
5000
9.40 9.60 9.80 10.00
70.0 990 m/z 41.10 47 .07%
.,.E%?ALJH.ﬂq.”.,”.w..m,”.......”.,”.w..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7639: Hexane, 2,5-dimethyl-
43.0
9.40 9.60 9.80 10.00
5000 m/z 42.10 38.93%
71.0  99.0
B N e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72873: Heptane, 1,1'-oxybis-
57.0 9.40 9.60 9.80 10.00
m/z 70.10 25.14%
5000
‘ 7.0
ek 00 TP w0 amo
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\

Data File : VNO52858.D

Aca On - 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02

Misc - 5.160/10mL/100uL/5.00mL/MSVOA_N/MEOH 06 BT-12
ALS Vial : 8 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Cyclohexane, ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.95 145.36 ug/Il 18021000 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
2 2H-Pvran-2-carboxaldehvde. 3.4-d... 112 C6H802 000100-73-2 50
3 3-Hexene. 3.4-dimethvl- 112 C8H16 030951-95-2 50
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 50
5 2H-Pyran-2-carboxaldehyde, 5,6-d... 112 C6H802 053897-26-0 50
Abundance Scan 2854 (10.950 min): VN052858.D (-2848) (-) m/z 83.10 100.00%
83.1
55.1
5000
112.1
10.60 10.80 11.00 11.20
0 ﬂTWﬂlqﬂT%EQWWﬂTWﬁTWﬂTWﬂTWﬁTwﬁﬁﬁ m/z 55.10 63.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6669: Cyclohexane, ethyl-
83.0
55.0
5000 NN SRR SO
10.60 10.80 11.00 11.20
112.0 m/z 82.10 45.95%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6419: 2H-Pyran-2-carboxaldehyde, 3,4-dihydro-
83.0
550 10.60 10.80 11.00 11.20
5000 m/z 41.10 27 .49%
29.0 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6709: 3-Hexene, 3,4-dimethyl- A B L
55.0 10.60 10.80 11.00 11.20
830 m/z 112.10 21.36%
5000
112.0
28.0 ‘
S T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\
Data File : VNO52858.D

Aca On - 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02

Misc - 5.160/10mL/100uL/5.00mL/MSVOA_N/MEOH 06 BT-12
ALS Vial : 8 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.20 274.42 ug/Il 34020300 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 64
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 49
3 Octane. 4-methvl- 128 C9H20 002216-34-4 43
4 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 43
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 43
Abundance Scan 2932 (11.201 min): VN052858.D (-2916) (-) m/z 43.10 100.00%
43.1
5000 71.1
1111
| “ 106 1138 2071 saro| | 10.80 11.00 11.20 11.40 11.60
0.“.”,.“,””,”..”!w'.w:”w.”q....”.P.”“.”,””,” m/z 57.10 50.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12671: Octane, 2-methyl-
43.0
5000
710 10.80 11.00 11.20 11.40 11.60
: m/z 71.10 43.93%
| 113.0
mz-> 20 40 60 80 100 120 140 160 150 200 230 250 2% 280
Abundance #12695: Heptane, 2,4-dimethyl-
43.0
10.80 11.00 11.20 11.40 11.60
5000 m/z 41.10 41.03%
85.0
\‘\ \ 5&) \ 128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12674: Octane,4methy| | LI NN L L
43.0 10.80 11.00 11.20 11.40 11.60
m/z 85.10 31.14%
5000
71.0
A Jeso aemo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11.00 11.20 11.40 11.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\
VN052858.D

13 Dec 2018 12:27

MD\SY

J6319-02
5.16a/10mL/100uL/5.00mL/MSVOA_N/MEOH

8 Sample Multiplier: 28

056 BT-1-2

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

EAECE R e e e

Peak Number

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

5 Octane, 3-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.30 169.22 ug/Il 20978400 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 90
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 72
3 Decane. 2.5-dimethvl- 170 C12H26 017312-50-4 59
4 Undecane. 6-methvl- 170 C12H26 017302-33-9 53
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 53

Abundance Scan 2963 (11.300 min): VN052858.D (-2952) (-) m/z 57.10 100.00%
57.1
5000
41.1
%8.1 11.00 11.20 11.40 11.60
o 790 ) 1281 1580 2069 | Thzz 41.10  26.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12669: Octane, 3-methyl-
57.0
5000 AL IR UL L BN
11.00 11.20 11.40 11.60
41,0 m/z 43.10 26.03%
98.0
15.0 , 128.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12701: Heptane, 2,5-dimethyl-
57.0
11.00 11.20 11.40 11.60
5000 m/z 56.10 22 .29%
41l0
----?§@--w---“H--W-%%q-?%?- "}?§{{I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38342: Decane, 2,5-dimethyl- O B B e e
57.0 11.00 11.20 11.40 11.60
m/z 98.10 16.62%
5000
41,0 98.0
150 | || o, | 127.0  154.0170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\

Data File : VNO52858.D

Aca On - 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02

Misc - 5.160/10mL/100uL/5.00mL/MSVOA_N/MEOH 06 BT-12
ALS Vial : 8 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Cyclohexane, 1,4-dimethyl-,.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.72 147.74 ug/Il 11085600 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 62
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 49
3 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 49
4 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 49
5 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 49
Abundance Scan 3405 (12.722 min): VN052858.D (-3394) (-) m/z 55.10 100.00%
548.1 971
5000
70.1
39 140.1 ISR ISR RSN IARAN RN
112.1 12.40 12.60 12.80 13.00
ol b 2L A9 1010 1 Tz7 97,10 83.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis-
58.0 97.0
5000 B DU SRR SRR IR
112.0 12.40 12.60 12.80 13.00
390 m/z 69.10 48.68%
7?0
e I"”fh"IP"'I"”I""P"'I"”I
m/z--> 20 40 100 120 140 160 180
Abundance #6813. Cyclohexane, 1,3-dimethyl-, trans-
58.0 97.0
12.40 12.60 12.80 13.00
5000 m/z 41.10 46.47%
112.0
390
70.0
'%??'H'wﬁ'“Jl”ﬁ”lw"MP'“'I"”I""P"'I"”I
m/z--> 20 60 80 100 120 140 160 180
Abundance H#HE741: Cyclohexane, l,4—dimethy|— LA L L L N LB |
58.0 97.0 12.40 12.60 12.80 13.00
m/z 56.10 35.14%
5000
112.0
39/0 70.0
m/z--> 20 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\

Data File : VNO52858.D

Aca On - 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02

Misc - 5.160/10mL/100uL/5.00mL/MSVOA_N/MEOH 06 BT-12
ALS Vial : 8 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.89 221.92 ug/Il 16651900 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 94
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94

Abundance Scan 3768 (13.889 min): VN052858.D (-3760) (-) m/z 119.10 100.00%
119.1
5000
65.0 910 LS 13.60 13.80 14.00 14.20
39.1 . 135.1 : : : :
ob e B 20 Ll BB 183117021881 2079 | s34 10 29 . 60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
13.60 13.80 14.00 14.20
910 m/z 91.00 15.43%
150 390 650 ) 130
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119.0
13.60 13.80 14.00 14.20
5000 m/z 120.10 9.90%
39.0 91.0
"'I'h"““ "'??9"|'"'|""|'}?%?""|""|""|" T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene
119.0 13.60 13.80 14.00 14.20
m/z 105.00 9.31%
5000
91.0
50 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\

Data File : VNO52858.D

Aca On - 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02

Misc - 5.160/10mL/100uL/5.00mL/MSVOA_N/MEOH 06 BT-12
ALS Vial : 8 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, (2-methyl-1-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.99 213.86 ug/Il 16046800 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 81
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 81
3 Indan. 1-methvl- 132 C10H12 000767-58-8 76
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 76
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 74
Abundance Scan 3800 (13.992 min): VN052858.D (-3792) (-) m/z 117.00 100.00%
117.0
5000
91.0
39.1 65.0 148.1 13.60 13.80 14.00 14.20 14.40
o! 1ol 2089 28091 "'m/z 115.00 32.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0

5000
13.60 13.80 14.00 14.20 14.40

m/z 119.05 30.16%

39.0 65.0
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14034: 1-Phenyl-1-butene
11y.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 132.10 26.32%
91.0
.”ff9w?ﬁi.“.“.“,“..“.w.“.“.”..“ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14031: Indan, 1-methyl- I A REREE RSy L
117.0 13.60 13.80 14.00 14.20 14.40
m/z 91.00 20.45%
5000
39.0 65.0 91"0 “ 1
[T \
e e e e e e e e e e e e R AR RS SRR SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13.80 14.00 14.20 14. 40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\

Data File : VNO52858.D

Aca On - 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02

Misc - 5.160/10mL/100uL/5.00mL/MSVOA_N/MEOH 06 BT-12
ALS Vial : 8 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.59 276.64 ug/Il 20757800 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 64
3 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 60
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 58
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 58
Abundance Scan 3986 (14.590 min): VN052858.D (-3975) (-) m/z 117.00 100.00%
117.0
5000
148.1 14.20 14.40 14.60 14.80 15.00
0 180.1 _207.0 28101 "n/z 119.05  62.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 14.20 14.40 14.60 14.80 15.00
51.0 m/z 132.10 35.87%
27.0, 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene
117.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 115.00 30.73%
91.0
20, 0, |
\ Y Y A
m/z--> 20 40 60 80 100 150 150 160 180 200 220 240 260 280
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117.0 14.20 14.40 14.60 14.80 15.00
m/z 133.10 26.26%
5000
91.0
51.0
e | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121318\

Data File : VNO52858.D

Aca On - 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02

Misc - 5.160/10mL/100uL/5.00mL/MSVOA_N/MEOH 06 BT-12
ALS Vial : 8 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.85 152.76 ug/Il 11462600 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 Cl11H14 017057-82-8 90
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 70
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 64
4 Benzene. 1-methvl-3-(1-methvl-2-_... 146 C11H14 052161-57-6 55
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 55
Abundance Scan 4067 (14.850 min): VN052858.D (-4051) (-) m/z 131.05 100.00%
13f.1
5000
39.1 64.9 14.60 14.80 15.00 15.20
o 60.1182.2 207.0 282.3 m/z 133.10 77 13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
14.60 14.80 15.00 15.20
91.0 m/z 148.10 25.38%
39.0 30
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0
14.60 14.80 15.00 15.20
5000 91.0 m/z 119.10 22 .82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0 14.60 14.80 15.00 15.20
m/z 146.10 22 .49%
91.0
5000
39.0
150 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121318\

Data File : VN052858.D

Acq On : 13 Dec 2018 12:27

Operator : MD\SY

Sample - J6319-02 e
Misc : 5.169/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 8 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Heptane, 2-methyl- 9.73 179.1 ug/1 35583700 2 8.59 9933490 50.0
Cyclohexane, ethyl- 10.95 145.4 ug/1 18021000 3 11.41 6198640 50.0
Octane, 2-methyl- 11.20 274_.4 ug/1 34020300 3 11.41 6198640 50.0
Octane, 3-methyl- 11.30 169.2 ug/l 20978400 3 11.41 6198640 50.0
Cyclohexane, 1,4-... 12.72 147.7 ug/l1 11085600 4 13.35 3751770 50.0
Benzene, l-ethyl-_.. 13.89 221.9 ug/l 16651900 4 13.35 3751770 50.0
Benzene, (2-methy... 13.99 213.9 ug/l 16046800 4 13.35 3751770 50.0
Benzene, 2-etheny... 14.59 276.6 ug/l 20757800 4 13.35 3751770 50.0
1H-Indene, 2,3-di... 14.85 152.8 ug/1 11462600 4 13.35 3751770 50.0
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