LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN112818\

Data File : VNO52515.D

Aca On - 28 Nov 2018 13:10

Operator : MD\SY

Sample - J5996-01 20X

Misc - 5.860/5mL/100uL/5.00mL/MSVOA_N/MEOH e
ALS Vial : 11 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\82N112718W_.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 2.188 115 129 145 rBvV 739939 1098774 2.96% 0.276%
2 2.809 304 322 349 rBVY 4171527 8659301 23.34% 2.178%
3 3.146 412 427 455 rVB2 1353087 3316651 8.94% 0.834%
4 3.326 465 483 505 rBV 572238 1267954 3.42% 0.319%
5 3.484 511 532 544 rBV 300183 716675 1.93% 0.180%
6 3.571 544 559 590 rVB 1120078 2754203 7.42% 0.693%
7 4.429 792 826 840 rBV5 248573 901938 2.43% 0.227%
8 4.542 841 861 865 rBV3 982141 2680089 7.22% 0.674%
9 5.059 989 1022 1058 rBV2 1205616 4334005 11.68% 1.090%
10 5.391 1097 1125 1156 rBV5 324670 1323045 3.57% 0.333%

11 5.574 1156 1182 1211 rBV 888576 2781680 7.50% 0.700%
12 5.744 1213 1235 1252 rBvV2 285318 877131 2.36% 0.221%
13 5.863 1252 1272 1281 rBV2 383989 1213912 3.27% 0.305%
14 5.931 1284 1293 1315 rVB 617022 1735238 4.68% 0.437%
15 6.072 1316 1337 1353 rBvV 350859 1131841 3.05% 0.285%

16 6.204 1354 1378 1411 rVB4 223526 1231699 3.32% 0.310%
17 6.374 1411 1431 1455 rBV2 640489 1951713 5.26% 0.491%
18 6.522 1456 1477 1494 rBV 1153567 3680406 9.92% 0.926%
19 6.628 1494 1510 1527 rBV 1184474 3432046 9.25% 0.863%
20 7.323 1707 1726 1733 rBVv3 150920 397881 1.07% 0.100%

21 7.391 1734 1747 1765 rVB 738406 1909992 5.15% 0.480%
22 7.657 1792 1830 1844 rBV5 2269225 10354177 27.91% 2.605%
23 7.744 1845 1857 1879 rVB2 2440165 6627786 17.86% 1.667%
24 7.876 1879 1898 1929 rBV 1515360 3748225 10.10% 0.943%
25 8.040 1929 1949 1972 rBV3 2153323 5830721 15.71% 1.467%

26 8.207 1972 2001 2023 rBV 8740563 24738811 66.68% 6.223%
27 8.307 2025 2032 2052 rVB3 419843 1200549 3.24% 0.302%
28 8.435 2053 2072 2099 rVvB3 1008957 2936250 7.91% 0.739%
29 8.583 2099 2118 2131 rBV3 3599638 8596943 23.17% 2.163%
30 8.747 2158 2169 2180 rVB2 353647 683776 1.84% 0.172%

31 8.825 2180 2193 2195 rBV3 327539 535109 1.44% 0.135%
32 9.085 2244 2274 2284 rBV3 2754605 7160577 19.30% 1.801%
33 9.143 2284 2292 2305 rVV 1539996 3022206 8.15% 0.760%
34 9.220 2305 2316 2325 rVV 554877 1169635 3.15% 0.294%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 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\82N112718W.M
SW846 8260

35 9.268 2325 2331 2344 rVB 403931 751014 2.02% 0.189%

36 9.365 2344 2361 2374 rBV3 300777 751146 2.02% 0.189%
37 9.519 2396 2409 2428 rVB 5059027 9981267 26.90% 2.511%
38 9.654 2429 2451 2465 rBV3 6510182 16039230 43.23% 4._.035%
39 9.728 2466 2474 2482 rBV 875409 1468485 3.96% 0.369%
40 9.866 2499 2517 2538 rBV3 1111379 2954815 7.96% 0.743%

41 9.966 2538 2548 2554 rBV2 413927 745590 2.01% 0.188%
42 10.024 2554 2566 2576 rVV 4945401 8630938 23.26% 2.171%
43 10.091 2576 2587 2596 rBV 3821170 6985321 18.83% 1.757%
44 10.156 2596 2607 2621 rVB2 20913498 37103094 100.00% 9.333%
45 10.288 2632 2648 2659 rVB4 1346958 3005425 8.10% 0.756%

46 10.522 2711 2721 2724 rBV3 901080 1455427 3.92% 0.366%
47 10.625 2744 2753 2763 rVB4 332834 639990 1.72% 0.161%
48 10.718 2764 2782 2791 rBV3 349841 775425 2.09% 0.195%
49 10.821 2792 2814 2825 rBV2 673747 1752752 4.72% 0.441%
50 11.066 2882 2890 2899 rVB6 234687 409480 1.10% 0.103%

51 11.123 2901 2908 2916 rVB2 320549 457097 1.23% 0.115%
52 11.201 2917 2932 2952 rVB4 1074155 2734977 7.37% 0.688%
53 11.300 2953 2963 2981 rBV 815212 1632436 4._.40% 0.411%
54 11.406 2983 2996 3008 rBV2 3599009 6769113 18.24% 1.703%
55 11.513 3014 3029 3044 rVB 5337399 9807625 26.43% 2.467%

56 11.619 3046 3062 3085 rVV 16141407 31812687 85.74% 8.003%
57 11.857 3128 3136 3145 rVV4 416822 750464 2.02% 0.189%
58 11.947 3152 3164 3181 rVB 6647398 11562779 31.16% 2.909%
59 12.117 3208 3217 3224 rBV6 265565 483663 1.30% 0.122%
60 12.249 3250 3258 3266 rBV 488968 809439 2.18% 0.204%

61 12.397 3290 3304 3315 rVV2 2938156 7053230 19.01% 1.774%
62 12.445 3315 3319 3326 rVB 356327 406410 1.10% 0.102%
63 12.548 3343 3351 3356 rBV2 440018 760948 2.05% 0.191%
64 12.593 3356 3365 3374 rVB 2430153 3916490 10.56% 0.985%
65 12.657 3374 3385 3391 rBV 8233833 13380171 36.06% 3.366%

66 12.734 3401 3409 3426 rVB2 5271547 8813027 23.75% 2.217%
67 12.892 3447 3458 3474 rBV 2775427 4905564 13.22% 1.234%
68 12.992 3484 3489 3494 rVB 370815 393711 1.06% 0.099%
69 13.040 3494 3504 3516 rVB 12901990 20464164 55.15% 5.148%
70 13.094 3516 3521 3531 rVB2 427876 636431 1.72% 0.160%

71 13.204 3531 3555 3562 rBV3 981540 2627730 7.08% 0.661%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN112818\

Data File : VNO52515.D

Aca On - 28 Nov 2018 13:10

Operator : MD\SY

Sample - J5996-01 20X

Misc - 5.860/5mL/100uL/5.00mL/MSVOA_N/MEOH e
ALS Vial : 11 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\82N112718W.M

: SW846 8260

72 13.287 3574 3581 3586 rBV2 337135 495562 1.34% 0.125%
73 13.348 3587 3600 3604 rBV 2838449 5028371 13.55% 1.265%
74 13.545 3643 3661 3667 rBV2 3422679 6924430 18.66% 1.742%
75 13.586 3668 3674 3692 rVB4 2882920 5549368 14.96% 1.396%

76 13.673 3694 3701 3710 rBV 877240 1215982 3.28% 0.306%
77 13.741 3715 3722 3732 rVB 701481 1152789 3.11% 0.290%
78 13.805 3733 3742 3746 rBV 1239155 1914016 5.16% 0.481%
79 13.834 3747 3751 3759 rVB 1291458 1678316 4._.52% 0.422%
80 13.889 3759 3768 3779 rBV 2212474 3483330 9.39% 0.876%

81 13.998 3793 3802 3812 rVB 1292470 2027197 5.46% 0.510%
82 14.130 3835 3843 3851 rBV 447085 810818 2.19% 0.204%
83 14.210 3860 3868 3874 rBV 997069 1578278 4._.25% 0.397%
84 14.252 3875 3881 3888 rVB 1404877 2027851 5.47% 0.510%
85 14.297 3888 3895 3902 rBV4 828975 1202049 3.24% 0.302%

86 14.435 3931 3938 3944 rBV2 443638 640109 1.73% 0.161%
87 14.477 3944 3951 3960 rVVv2 1118518 1976524 5.33% 0.497%
88 14.525 3960 3966 3975 rVB 963949 1411891 3.81% 0.355%
89 14.593 3975 3987 3998 rBV4 1749177 3646800 9.83% 0.917%
90 14.651 3998 4005 4016 rVB2 505854 891567 2.40% 0.224%

91 14.853 4060 4068 4075 rBvV4 583437 951962 2.57% 0.239%
92 14.963 4092 4102 4117 rVB3 653342 1405127 3.79% 0.353%
93 15.136 4143 4156 4167 rVB 771399 1548579 4_.17% 0.390%
94 15.246 4181 4190 4198 rBV4 281667 498430 1.34% 0.125%
95 15.332 4213 4217 4232 rVB5 237702 394677 1.06% 0.099%

96 15.419 4234 4244 4259 rBV 342878 692075 1.87% 0.174%
97 16.162 4464 4475 4491 rVB 383469 752937 2.03% 0.189%

Sum of corrected areas: 397527529

82N112718W.M Thu Nov 29 16:19:47 2018 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN052515.D
2e+07

1.5e+07
1e+07

5000000 281

3.1 5.06 6.56.63
2.19 N 3333:8\57 %ﬂ A 539 ?{75745\?((?3607620637/\/\A

L S s = A4 B SRR SR A S M e Sbav= SV AN AL T

Time--> 1.80 2.00 2.20 2.40 260 280 3.00 3.20 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 6.20 6.40 6.60
Abundance TIC: VN052515.D

1016
2e+07

11.62
1.5e+07

1e+07

8.21

5000000

0‘ et NS YN
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN052515.D
2e+07
1.5e+07
13.04
1e+07

5000000

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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_M
SW846 8260

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

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

Peak Number 1 Butane, 2-methyl- Concentration Rank 8

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

2.81 41.82 ug/1 8659300 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 33
3 3-Buten-1-ol 72 C4H80 000627-27-0 28
4 Methane. isocvanato- 57 C2H3NO 000624-83-9 9
5 Isobutane 58 C4H10 000075-28-5 9

Abundance Scan 322 (2.809 min): VN052515.D (-304) (-) m/z 43.05 100.00%
a3
57
5000
| 2o 1s 2.40 2.60 2.80 3.00 3.20
Ol 2 M T Tm/z 42.05  84.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000
2.40 2.60 2.80 3.00 3.20
29 m/z 41.10 82.20%
"}?PH"I”JhI'7il"'W""P"'I”"I'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
240 2.60 2.80 3.00 3.20
5000 m/z 57.10 68.80%
27 57 72
15
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #654: 3-Buten-1-ol IRRMRRY S ¢ SUMMMED 4 S
a4 240 2.60 2.80 3.00 3.20
31 m/z 39.05 23.77%
5000
72
"}?wh““ﬁh”?i"'w""|“"l"”l""w"'l'“'l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_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 Pentane, 2,2,4-trimethyl- Concentration Rank 1

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

8.21 143.88 ug/l 24738800 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 83
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 83
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 83
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 78
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 64

Abundance Scan 2002 (8.210 min): VN052515.D (-1972) (-) m/z 57.10 100.00%
g7
5000
41 -
99 7.80 8.00 8.20 8.40 8.60
0 ...,....,....,....,....',.l..?P..'..-,...?,O....,5.‘.3..??...',....,1.??.,. m/z 56.05 31.73%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7656: Pentane, 2,2,4-trimethyl-
57
5000
7.80 8.00 8.20 8.40 8.60
41 m/z 41.10 24 _47%
5 2 “\ 50 | 71 83 9
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
7.80 8.00 820 8.40 8.60
5000 m/z 43.10 17.00%
s A
2 Ml 69 77es % 4
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57 7.80 8.00 8.20 8.40 8.60
m/z 39.10 7.35%
5000
41
29
S-S S NA) - Y0 - R N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_M
SW846 8260

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

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

Peak Number 3 Pentane, 2,3,4-trimethyl- Concentration Rank 6

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

9.52 58.05 ug/1 9981270 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 78
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 74

Abundance Scan 2409 (9.519 min): VN052515.D (-2396) (-) m/z 43.10 100.00%
43
71

5000

9.20 9.40 9.60 9.80
m/z 71.10 81.71%

04
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7658: Pentane, 2,3,4-trimethyl-
43
71
5000
9.20 9.40 9.60 9.80
27 55 m/z 70.10 57.46%
2 15 || J“ |63 | 8390199 114
T T T T T T T T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
71 9.20 9.40 9.60 9.80
5000 m/z 41.10 27 .54%
57
29
15 85 g9 114
wwmwmmwﬁmwmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3974: Hexane, 3-methyl-
a3 9.20 9.40 9.60 9.80
m/z 55.05 23.54%
57 71
5000
29
85
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_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 Pentane, 2,3,3-trimethyl- Concentration Rank 3

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

9.65 93.28 ug/1 16039200 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 80
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 68
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
4 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59

Abundance Scan 2450 (9.651 min): VN052515.D (-2429) (-) m/z 43.05 100.00%
a3
71
5000 57
85
99 9.40 9.60 9.80 10.00
...,....,....,....,..3.6.|,‘!:.?P.-.|..,.6.4.'.',:..7.53.:..,9.2...-,....,1.?‘.‘.,.. m/z 71.05 60.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 9.40 9.60 9.80 10.00
27 85 m/z 70.05 53.21%
S SN N A9 A Ot N
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 9.40 9.60 9.80 10.00
5000 m/z 57.10 43 .40%
27 55
2 15 62 83 91 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43 9.40 9.60 9.80 10.00
- m/z 85.10 32.96%
5000
15 4, 50| B 99 ma4
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_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 5 Hexane, 2,2,5-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.02 63.75 ug/1 8630940 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 83
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 83
3 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 64
4 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 50
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 50
Abundance Scan 2565 (10.021 min): VN052515.D (-2554) (-) m/z 57.05 100.00%
57
5000
41 ‘ 71
113 9.80 10.00 10.20 10.40
o...,....,....,....',.|..4.8,..l.:,?ﬁ‘..;|...7.8,.f.‘?.,..?.7,....,.'...,..1.??.... m/z 56.10 35.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12712: Hexane, 2,2,5-trimethyl-
57
5000
9.80 10.00 10.20 10.40
41 71 m/z 41.10 23.82%
'“I'%§'P"?ﬁ"“\U'ﬂﬁ"“lP"'J”'Z?"”I"'W""}i%'l'”'l"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
9.80 10.00 10.20 10.40
5000 m/z 71.10 21.58%
41
29 n
48 83 95 113 128
wmmmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12687: Heptane, 2,2-dimethyl-
57 9.80 10.00 10.20 10.40
m/z 43.05 15.35%
5000
41
29 ‘ 71
ol sl e | s e W am
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_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 Benzene, l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.66 133.05 ug/Il 13380200 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3386 (12.660 min): VN052515.D (-3374) (-) m/z 105.00 100.00%
105
5000
120
77 @ 12.40 12.60 12.80 13.00
39 51 65
Ol e e e o 249 "m/z 120,10 31.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105
5000 T '|""|'{\'|"
120 12.40 12.60 12.80 13.00
m/z 77.00 11.30%
217 39 51 65 17 %1
| 1l | !

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

105

12.40 12.60 12.80 13.00
5000 m/z 91.00 10.91%

120

27 39 51 65 77 91

wwwmmmmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9424: Benzene, 1-ethyl-4-methyl- L ELASSVASE AR
105 12.40 12.60 12.80 13.00

m/z 106.00 8.46%

5000
120

77 9
15 27 39 51 65 R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_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-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.89 48.78 ug/1 4905560 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3457 (12.889 midr)w): VN052515.D (-3447) (-) m/z 105.00 100.00%
105
5000
120 i\ /
77 91 1560 1980 1200 1290
39 51 65 12.60 12.80 13.00 13.20
O et e 237 254 473207 0 77 120.05 30 76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.60 12.80 13.00 13.20
m/z 77.00 12.14%
15 27 39 51 65 7T |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
12.60 12.80 13.00 13.20
5000 m/z 91.00 11.40%
120
15 27 39 51 65 77 91
I o o o e B B BN e e o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9399: Mesitylene
105 12.60 12.80 13.00 13.20
120 m/z 106.00 8.93%
5000
39 7 91
ot Bl ) B Y . O W X P
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_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, 1-propenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.54 68.85 ug/1 6924430 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propenvl- 118 C9H10 000637-50-3 50
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 50
3 (2)-1-Phenvilpropene 118 C9H10 000766-90-5 50
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 50
5 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 45
Abundance Scan 3660 (13.541 min): VN052515.D (-3643) (-) m/z 105.00 100.00%
105
117
5000
134 S AL VNN
39 51 63 '/ 13.20 13.40 13.60 13.80
...,....',..-'..','.'...|",..|!.,.|.. b i2s 168 191 209 m/z 117.00 65.01%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #8962. Benzene, 1-propenyl-
117
5000

13.20 13.40 13.60 13.80

9a m/z 118.00 35.82%
39 51 g3 77 ‘ 103 ‘
| I

"1'5I'2'7"‘I"“"“I“""'HI"*'I""'I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.20 13.40 13.60 13.80
5000 o1 m/z 134.10 26.05%

39 51 63 77

15 27 103
T o o o e B L B o I A o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8954: (2)-1-Phenylpropene
117

13.20 13.40 13.60 13.80
m/z 115.00  23.55%

5000
91

39 51 63 47 103
1520 | g gl il

m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_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, 1l-ethyl-2,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.89 34.64 ug/1 3483330 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3768 (13.889 min): VN052515.D (-3759) (-) m/z 119.05 100.00%
119
5000
134
91
39 g3 77 | 105 ‘ 13.60 13.80 14.00 14.20

Obrrrprrre et e 2o 100198207 2871 "m/z 134.05 29.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-

5000
13.60 13.80 14.00 14.20

m/z 91.00 15.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 120.10 9.81%
91 134
7 105
121 St

wmmwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-

13.60 13.80 14.00 14.20
m/z 105.00 9.04%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112818\
Data File : VN052515.D

Aca On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.86a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.59 36.26 ug/l 3646800 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 91
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 70
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 64
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 64
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 62

Abundance Scan 3986 (14.590 min): VN052515.D (-3975) (-) m/z 117.00 100.00%

5000

14.20 14.40 14.60 14.80 15.00
m/z 119.10 61.40%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

5000
14.20 14.40 14.60 14.80 15.00

m/z 132.10 36.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
14.20 14.40 14.60 14.80 15.00
5000 m/z 115.00 31.01%
91 132
39 63 77
wmmrﬂﬁmwmwﬂrﬁrmﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 14.20 14.40 14.60 14.80 15.00
m/z 91.00 22.92%
5000 132
39 65 91
e  EEREEEEEE 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN112818\
Data File : VN052515.D

Acq On : 28 Nov 2018 13:10

Operator : MD\SY

Sample : J5996-01 20X

Misc : 5.869/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112718W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methyl- 2.81 41.8 ug/l 8659300 1 7.67 10354200 50.0
Pentane, 2,2,4-tr... 8.21 143.9 ug/1 24738800 2 8.59 8596940 50.0
Pentane, 2,3,4-tr... 9.52 58.0 ug/1 9981270 2 8.59 8596940 50.0
Pentane, 2,3,3-tr... 9.65 93.3 ug/1 16039200 2 8.59 8596940 50.0
Hexane, 2,2,5-tri... 10.02 63.8 ug/1 8630940 3 11.41 6769110 50.0
Benzene, l-ethyl-... 12.66 133.1 ug/1 13380200 4 13.35 5028370 50.0
Benzene, l-ethyl-_.. 12.89 48.8 ug/l 4905560 4 13.35 5028370 50.0
Benzene, 1l-propenyl- 13.54 68.8 ug/l 6924430 4 13.35 5028370 50.0
Benzene, l-ethyl-_.. 13.89 34.6 ug/l 3483330 4 13.35 5028370 50.0
Benzene, 2-etheny... 14.59 36.3 ug/1 3646800 4 13.35 5028370 50.0
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