LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO32019\

Data File : VNO54475.D

Aca On - 20 Mar 2019 20:35

Operator : JC/SP

Sample - K1994-02

Misc - 5.000/10mL/100uL/5.00mL/MSVOA_N/MEOH S
ALS Vial : 22 Sample Multiplier: 1

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\82N032019W_.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 7.590 1792 1809 1819 rBV 399784 987101 7.82% 0.515%
2 7.664 1819 1832 1860 rVB 754033 1844947 14.62% 0.962%
3 8.024 1927 1944 1967 rBV 454270 1061277 8.41% 0.553%
4 8.583 2103 2118 2154 rBvY 1103753 2375777 18.83% 1.239%
5 10.088 2572 2586 2619 rBVY 1717818 3490879 27.66% 1.820%
6 10.281 2636 2646 2659 rVB2 87465 165177 1.31% 0.086%
7 10.950 2847 2854 2862 rVB2 84385 126367 1.00% 0.066%
8 11.005 2863 2871 2882 rVB2 82554 146446 1.16% 0.076%
9 11.201 2915 2932 2951 rVB5 239446 607299 4.81% 0.317%
10 11.297 2951 2962 2972 rBvV 202669 348302 2.76% 0.182%

11 11.406 2984 2996 3017 rBV 1426166 2689389 21.31% 1.402%
12 11.509 3019 3028 3036 rBvV 160634 300867 2.38% 0.157%
13 11.632 3044 3066 3080 rBv4 983351 2443974 19.37% 1.274%
14 11.696 3082 3086 3097 rVvB2 153481 222880 1.77% 0.116%
15 11.947 3142 3164 3180 rBv4 410559 1474996 11.69% 0.769%

16 12.043 3186 3194 3202 rBV 369126 500197 3.96% 0.261%
17 12.120 3210 3218 3222 rBvV4 191639 290412 2.30% 0.151%
18 12.162 3223 3231 3248 rVB5 396949 848929 6.73% 0.443%
19 12.246 3250 3257 3263 rBvV2 161207 266381 2.11% 0.139%
20 12.336 3279 3285 3289 rBV 321511 379851 3.01% 0.198%

21 12.403 3298 3306 3314 rBV 1017088 1567502 12.42% 0.817%
22 12.445 3314 3319 3327 rVB 461178 616528 4_89% 0.321%
23 12.564 3349 3356 3358 rBV3 192831 234381 1.86% 0.122%
24 12.654 3372 3384 3391 rBV 1212354 2190579 17.36% 1.142%
25 12.728 3398 3407 3417 rVB3 4374491 6924323 54.87% 3.610%

26 12.779 3418 3423 3433 rVB2 456746 674381 5.34% 0.352%
27 12.892 3434 3458 3465 rBV2 780127 2075109 16.44% 1.082%
28 12.963 3473 3480 3491 rVB 1469189 2367261 18.76% 1.234%
29 13.040 3492 3504 3514 rBV 2215724 3837544 30.41% 2.001%
30 13.091 3515 3520 3529 rVB4 234509 320661 2.54% 0.167%

31 13.149 3531 3538 3539 rBV3 358873 408478 3.24% 0.213%
32 13.236 3552 3565 3573 rBV5 1534691 3081960 24.42% 1.607%
33 13.284 3573 3580 3586 rvv2 1078735 1669065 13.23% 0.870%
34 13.349 3587 3600 3616 rVVv4 2224122 5665974 44 _.90% 2.954%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO32019\

Data File : VNO54475.D

Aca On - 20 Mar 2019 20:35

Operator : JC/SP

Sample - K1994-02

Misc - 5.000/10mL/100uL/5.00mL/MSVOA_N/MEOH S
ALS Vial : 22 Sample Multiplier: 1

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\82N032019W .M
SW846 8260

35 13.422 3617 3623 3631 rVV 789492 1031228 8.17% 0.538%

36 13.541 3647 3660 3667 rBV2 1720960 2939925 23.30% 1.533%
37 13.586 3667 3674 3689 rVB4 1484225 2929321 23.21% 1.527%
38 13.673 3689 3701 3709 rBV 7583016 11710302 92.79% 6.106%
39 13.802 3736 3741 3744 rBV 542887 652854 5.17% 0.340%
40 13.831 3746 3750 3760 rVB5 1522863 2104679 16.68% 1.097%

41 13.889 3761 3768 3775 rVB 1714462 2382013 18.88% 1.242%
42 13.934 3777 3782 3791 rVB4 906077 1343908 10.65% 0.701%
43 13.995 3792 3801 3811 rVB2 2549374 4054505 32.13% 2.114%
44 14.062 3811 3822 3832 rBV7 914291 2353412 18.65% 1.227%
45 14.165 3845 3854 3868 rBV10 2039287 4799262 38.03% 2.502%

46 14.294 3887 3894 3900 rBV2 2147202 3038702 24.08% 1.584%
47 14.332 3901 3906 3915 rVB2 1796014 2435005 19.30% 1.270%
48 14.432 3932 3937 3943 rVB2 911423 1073918 8.51% 0.560%
49 14.477 3944 3951 3957 rBV2 1510148 2562594 20.31% 1.336%
50 14.522 3958 3965 3975 rVB 8644490 12569708 99.60% 6.554%

51 14.593 3976 3987 3995 rBV5 4497445 9129248 72.34% 4_.760%
52 14.641 3996 4002 4014 rVB2 3766943 6254700 49.56% 3.261%
53 14.744 4029 4034 4049 rVB2 2258546 3673645 29.11% 1.915%
54 14.850 4061 4067 4074 rVB4 1743269 2349771 18.62% 1.225%
55 14.959 4091 4101 4110 rBV3 2281721 4304219 34.11% 2.244%

56 15.111 4139 4148 4165 rBV5 3179225 6778440 53.71% 3.534%
57 15.188 4166 4172 4180 rVB 1818386 2488315 19.72% 1.297%
58 15.242 4181 4189 4199 rBV5 2217741 4816492 38.17% 2.511%
59 15.332 4208 4217 4230 rVB 7386023 12619604 100.00% 6.580%
60 15.416 4233 4243 4257 rVV4 2146047 5244506 41.56% 2.734%

61 15.612 4298 4304 4317 rVB 4067130 7084847 56.14% 3.694%
62 15.908 4386 4396 4406 rBV5 2391682 4793796 37.99% 2.499%
63 16.033 4429 4435 4442 rBV 801281 1098298 8.70% 0.573%
64 16.101 4448 4456 4467 rVB3 2946170 5456774 43.24% 2.845%
65 16.229 4488 4496 4514 rVB 2945168 5511237 43.67% 2.874%

Sum of corrected areas: 191790422

82N032019W.M Sat Mar 23 01:25:35 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .M
SW846 8260

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VN054475.D

1e+07
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Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 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
Abur‘ll%a_l'_né:;e TIC: VN054475.D
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TIC: VN054475.D
14,52
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Decane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.67 103.34 ug/Il 11710300 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Undecane 156 Cl11H24 001120-21-4 87
3 Tetradecane 198 C14H30 000629-59-4 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
Abundance Scan 3700 (13.670 min): VN054475.D (-3689) (-) m/z 57.10 100.00%
43 §7
5000
08 138 156 13.40 13.60 13.80 14.00
o I— | na 2 167 188 207 m/z 43.10 90.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane
43 57
5000
71 13.40 13.60 13.80 14.00
29 85 m/z 41.10 50.30%
Lis 1l .J | 90 113 142
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #28421: Undecane
43 57
113.40 13.60 13.80 14.00
5000 71 m/z 71.10 47 .34%
85
29
Lo | g | ®us s
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #59881: Tetradecane
3 57 13.40 13.60 13.80 14.00
4 o m/z 85.10 27.59%
5000 g5
29
‘ ‘ 9 113 197 198
o ...,.‘:..“M. wﬂ,.ﬂh. SR }?%.%éﬁ }§?.,. e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Dodecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.52 110.92 ug/Il 12569700 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Hexadecane 226 C16H34 000544-76-3 64
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
Abundance Scan 3964 (14.519 min): VN054475.D (-3958) (-) m/z 57.10 100.00%
43 57

5000

14.20 14.40 14.60 14.80

133148 170184 207

0! m/z 43.10 85.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38315: Dodecane
57
43
71
5000
85 14.20 14.40 14.60 14.80
29 m/z 71.10 54 .98%
99 170
A NE T L P .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
a3 Y
14.20 14.40 14.60 14.80
5000 71 m/z 41.10 44 . 65%
85
29
o | L I w 99113127141155169183197 226
B R B e R R e e S AAREARIRERS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48894: Decane, 2,3,5-trimethyl- B o
57 14.20 14.40 14.60 14.80
43 m/z 85.10 31.27%
71
5000 P
29 99 141
o ‘ 113 169
“w.”q.“w.”q.”q.”q.“q.”q.“..”..”..”..”q.”q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.59 80.56 ug/1 9129250 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 92
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 81
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
Abundance Scan 3986 (14.590 min): VN054475.D (-3976) (-) m/z 117.10 100.00%
117
5000 130
n% 7%
148 14.20 14.40 14.60 14.80 15.00
o 108184 207 281 | "m/z 119.10  39.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132

14.20 14.40 14.60 14.80 15.00
m/z 132.05 36.13%

39 65 91
O 2
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
5000 15 m/z 115.00 29.46%
39
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 14.20 14.40 14.60 14.80 15.00
132 m/z 91.05 20.17%
5000
91
5165 ‘
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\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Dodecane, 6-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.64 55.20 ug/1 6254700 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 6-methvl- 184 C13H28 006044-71-9 86
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 46
3 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 38
4 Carbonic acid. 2.2.2-trichloroet... 262 C8H13CI303 1000357-89-3 38
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 38
Abundance Scan 4002 (14.641 min): VN054475.D (-3996) (-) m/z 57.10 100.00%
g7
119
5000
148 166 Mmmmmmmm
o 133 184 208 281 | "m/z 119.10 61.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48847: Dodecane, 6-methyl-
57
5000 43

el 14.40 14.60 14.80 15.00

m/z 43.10 44 _88%

29 98
o 1256140155169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48867: Undecane, 3,6-dimethyl-
57
_l_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l'

14.40 14.60 14.80 15.00

0,
5000, 43 | 7y m/z 71.10 44.37%
29 85
OJ\ > 99113)57141155169 184
LB L L B L I L R RN R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48893: Decane, 2,6,8-trimethyl- L e e
57 14.40 14.60 14.80 15.00
m/z 41.10 34.18%
5000 43
71
85
o L “ %9113127 155169 184
B R B e e e e e e L RAREEEEas L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Dodecane, 4,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.11 59.82 ug/1 6778440 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 90
2 Decane. 2-methvl- 156 C11H24 006975-98-0 58
3 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 53
4 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 52
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 50
Abundance Scan 4148 (15.111 min): VN054475.D (-4139) (-) m/z 57.10 100.00%
71
43
5000
85 119 445 LN BN BN RN
105 162 105108 081 14.80 15.00 15.20 15.40
o m/z 71.10 69 .74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59900: Dodecane, 4,6-dimethyl-
1
43
5000 A SRR BN SRR IR
14.80 15.00 15.20 15.40
29 m/z 43.10 55.88%
ob ] J 55169183198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28432: Decane, 2-methyl-
1480 15.00 15.20 15.40
5000 71 m/z 41.10 37 .30%
29 85
m/z--> 20 40 eb 85 100 120 140 160 180 200 220 240 260 280
Abundance #48869: Undecane, 4,6-dimethyl- A REamEEaS
57 14.80 15.00 15.20 15.40
43 m/z 56.10 26 .46%
5000 n
29 85
0 \‘ ‘\ ‘ | \‘ 99 113 141155 184
m/z--> 20 45 60 80 160 150 150 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.33 111.36 ug/Il 12619600 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C16H34 000544-76-3 87
3 Dodecane 170 C12H26 000112-40-3 81
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 78
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 4216 (15.329 min): VN054475.D (-4208) (-) m/z 57.10 100.00%
43 7
71
5000
85
R AR IR BN IO
105 119 15.00 15.20 15.40 15.60
162 184
o...,....l,':..|,.."..,-!...,.'...',....1.4?.. 2 %6208 Tnsz 43.10  82.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 7
5000 S AR BN B DU

15.00 15.20 15.40 15.60
m/z 71.10 57.15%

29
99 113 127 141 155

184

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
a3 ¥’
ERRESEm St
15.00 15.20 15.40 15.60
5000 71 m/z 41.10 42 _.29%
85
29
o ‘ L L w 99 113 127 141 155 169 183 197 226
R e AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 =220
Abundance #38315: Dodecane I R e R Emma T
57 15.00 15.20 15.40 15.60
43 m/z 85.10 35.05%

5000

29
98 170
15 \‘ Ll ‘ ‘ | Il 112 127 141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.20 15.40 15.60

l%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.42 46.28 ug/1 5244510 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 94
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 94
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 93
4 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 93
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 91
Abundance Scan 4244 (15.419 min): VN054475.D (-4233) (-) m/z 131.10 100.00%
131
5000
146
35771 91 1B 162176 163 209 - 15.20 15.40 15.60 15.80
0 m/z 146.10 33.87%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
5000
146 15.20 15.40 15.60 15.80
91 m/z 115.10 15.08%
39 g3 77 115
ol2
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146 R SUNR SRR B
15.20 15.40 15.60 15.80
5000 91 m/z 145.10 13.28%
39 3 77 115
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 15.20 15.40 15.60 15.80
m/z 129.10 13.15%
5000 146
39 65 91 115
0 R R BE e R
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.61 62.52 ug/1 7084850 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 81
2 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 Cl11H14 1000189-31-0 70
3 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 62
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 60
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 53
Abundance Scan 4303 (15.609 min): VN054475.D (-4298) (-) m/z 118.10 100.00%
118
131 146
5000
. 91
39 51 63 160 15.20 15.40 15.60 15.80 16.00
o b A70180 194 210 Fh777131.10 72.56%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118 131 146

5000
15.20 15.40 15.60 15.80 16.00
91 m/z 146.10 69.44%
27 39 51 g3 77
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21685: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146
118 15.20 15.40 15.60 15.80 16.00
5000 131 m/z 117.10 51.60%
91
27 39 51 65 77 ‘ 105 | |
o} e P S R T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- R e
146 15.20 15.40 15.60 15.80 16.00
m/z 105.10 37.45%
131
5000 118

m/z--> 20 40 60 80 100 120 140 160 180 200 15. 20 15. 40 15. 60 15. 80 16 00

27 39 52 64 77 %0 104

82N032019W.M Sat Mar 23 01:25:41 2019 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.10 48.15 ug/1 5456770 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 89
2 Benzene. (3-methvl-1-methvlenebu... 160 C12H16 038212-14-5 68
3 Benzene. 1-(1-methvlethenvIl)-3-(... 160 C12H16 001129-29-9 64
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 58

Abundance Scan 4456 (16.101 min): VNO54475.D (-4448) (-) m/z 118.10 100.00%

118 145

5000

39 51 g5 /7 o1 15.80 16.00 16.20 16.40

176 190 208

0 m/z 145.10 84_.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethy!-
118

160

15.80 16.00 16.20 16.40
m/z 160.10  63.75%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30893: Benzene, (3-methyl-1-methylenebutyl)-
118
15.80 16.00 16.20 16.40
5000 m/z 117.10 39.10%
43
145
27 91 103 ‘ 160
o s LT e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- T
145 15.80 16.00 16.20 16.40
m/z 105.10 34 .58%
5000 160
91 105 117
77
o
m/z--> 20 60 80 100 120 140 160 180 200 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN0O54475.D

Aca On : 20 Mar 2019 20:35

Operator : JC/SP

Sample : K1994-02

Misc : 5.00a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.23 48.63 ug/1 5511240 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tridecane 184 C13H28 000629-50-5 90
3 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 4496 (16.229 min): VN054475.D (-4488) (-) m/z 57.10 100.00%
a3
71
5000 85
HRIRA AN SUNIL BRI B
9 115 198 16.00 16.20 16.40 16.60
o...,....I,':..“,.."..,!...",....,1.2.6..1‘,‘9.1.“3.5,.1.6.9.1?9...,?9?., m/z 43.10 79.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane

57
43

:

16 00 16. 20 16. 40 16 60

5000

29 m/z 71.10 60.67%
. 99 113 127 141 155 169
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
43
T T TR
71 16.00 16.20 16.40 16.60
5000 m/z 41.10 39.48%
85
29
Laed ) P mswragas s
R A o T B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48855: Undecane, 2,3-dimethyl- b RRREE EEE A
43 57 16.00 16.20 16.40 16.60
= m/z 85.10 38.88%
- | WW\/\Jk/\_v
99
m/z--> 20 40 60 80 100 120 140 160 180 200 16 00 16. 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO32019\
Data File : VN054475.D

Acq On : 20 Mar 2019 20:35

Operator : JC/SP

Sample - K1994-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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]
Decane 13.67 103.3 ug/l 11710300 4 13.35 5665970 50.0
Dodecane 14.52 110.9 ug/l 12569700 4 13.35 5665970 50.0
1H-Indene, 2,3-di... 14.59 80.6 ug/l1 9129250 4 13.35 5665970 50.0
Dodecane, 6-methyl- 14.64 55.2 ug/1 6254700 4 13.35 5665970 50.0
Dodecane, 4,6-dim... 15.11 59.8 ug/1 6778440 4 13.35 5665970 50.0
Tridecane 15.33 111.4 ug/1 12619600 4 13.35 5665970 50.0
1H-Indene, 2,3-di... 15.42 46.3 ug/l 5244510 4 13.35 5665970 50.0
Naphthalene, 1,2,... 15.61 62.5 ug/l1 7084850 4 13.35 5665970 50.0
Naphthalene, 1,2,... 16.10 48.1 ug/l 5456770 4 13.35 5665970 50.0
Tetradecane 16.23 48.6 ug/l 5511240 4 13.35 5665970 50.0
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