LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample - L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 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\82N110420W.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 2.444 192 219 220 rBv8 48333 123780 1.50% 0.125%
2 7.547 1784 1806 1817 rBv2 203028 507411 6.16% 0.513%
3 7.624 1818 1830 1849 rVB 297262 712239 8.65% 0.720%
4 7.984 1924 1942 1965 rBV 228602 544561 6.61% 0.550%
5 8.547 2102 2117 2139 rVB 518118 1077194 13.08% 1.088%
6 10.058 2572 2587 2618 rBV 901879 1711383 20.79% 1.729%
7 10.402 2672 2694 2709 rBV3 52667 117463 1.43% 0.119%
8 10.688 2773 2783 2795 rVB2 143372 240210 2.92% 0.243%
9 10.791 2802 2815 2828 rBV3 98364 206019 2.50% 0.208%
10 10.855 2828 2835 2844 rBV6 47450 82710 1.00% 0.084%

11 10.923 2847 2856 2863 rBV 125721 183107 2.22% 0.185%
12 10.974 2863 2872 2883 rVB2 284179 486088 5.90% 0.491%
13 11.097 2897 2910 2917 rBV3 248821 444439 5.40% 0.449%
14 11.167 2918 2932 2953 rVBS5 425964 1178303 14.31% 1.190%
15 11.270 2953 2964 2984 rBV 480103 911846 11.08% 0.921%

16 11.380 2985 2998 3016 rBV 886063 1626904 19.76% 1.644%
17 11.466 3016 3025 3032 rBV5 60679 138493 1.68% 0.140%
18 11.515 3033 3040 3046 rBvV2 122860 160815 1.95% 0.162%
19 11.572 3047 3058 3065 rBV7 291847 719939 8.74% 0.727%
20 11.627 3067 3075 3083 rBV2 632551 964575 11.72% 0.975%

21 11.669 3083 3088 3099 rvB2 570782 924868 11.23% 0.934%
22 11.730 3099 3107 3113 rBV4 147790 258144 3.14% 0.261%
23 11.778 3114 3122 3128 rBV2 103424 202836 2.46% 0.205%
24 11.826 3129 3137 3145 rBV3 495936 773255 9.39% 0.781%
25 11.900 3145 3160 3171 rBV5 1420229 3450612 41.91% 3.486%

26 11.955 3172 3177 3182 rBV3 216755 246937 3.00% 0.249%
27 12.019 3189 3197 3205 rBV 2386624 3273538 39.76% 3.307%
28 12.093 3211 3220 3225 rBV4 1219411 2059691 25.02% 2.081%
29 12.135 3226 3233 3252 rVB4 2568365 4837563 58.76% 4._.887%
30 12.270 3266 3275 3281 rBV7 1108328 2129720 25.87% 2.152%

31 12.309 3282 3287 3298 rVB 2303995 3525713 42.82% 3.562%
32 12.379 3298 3309 3318 rBV4 1103352 2112005 25.65% 2.134%
33 12.425 3318 3323 3326 rBV3 186028 220694 2.68% 0.223%
34 12.534 3350 3357 3373 rVB3 1675285 3923465 47.65% 3.964%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample - L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 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\82N110420W.M
SW846 8260

35 12.624 3374 3385 3392 rBV6 1120205 2344146 28.47% 2.368%

36 12.704 3396 3410 3419 rVV6 3137878 8146621 98.95% 8.231%
37 12.752 3420 3425 3436 rVB4 1459328 2348324 28.52% 2.373%
38 12.846 3446 3454 3461 rBV6 1004162 1671850 20.31% 1.689%
39 12.936 3475 3482 3495 rVB 5056834 8077122 98.10% 8.160%
40 13.013 3496 3506 3515 rBV 5044727 8233232 100.00% 8.318%

41 13.064 3516 3522 3531 rVB 860022 1256018 15.26% 1.269%
42 13.122 3533 3540 3545 rBV3 1024700 1775874 21.57% 1.794%
43 13.212 3555 3568 3576 rBV3 2855557 5528564 67.15% 5.586%
44 13.260 3577 3583 3589 rVB5 1238535 1712995 20.81% 1.731%
45 13.347 3606 3610 3623 rVB 1679612 2464317 29.93% 2.490%

46 13.563 3670 3677 3691 rBv4 812822 1648874 20.03% 1.666%
47 13.637 3691 3700 3710 rBV6 1689112 3093542 37.57% 3.125%
48 13.685 3711 3715 3722 rVB3 388554 476087 5.78% 0.481%
49 13.807 3748 3753 3762 rVB5 1033669 1504768 18.28% 1.520%
50 13.862 3763 3770 3779 rVB 1494939 2282949 27.73% 2.306%

51 13.910 3780 3785 3793 rVB5 542928 766408 9.31% 0.774%
52 13.968 3794 3803 3812 rVB3 1124130 1808194 21.96% 1.827%
53 14.222 3877 3882 3890 rVB 493252 656033 7.97% 0.663%
54 14.270 3891 3897 3902 rVvv2 259253 342579 4.16% 0.346%
55 14.305 3902 3908 3916 rVB4 413847 555920 6.75% 0.562%

56 14.556 3977 3986 3998 rBV3 721909 1412541 17.16% 1.427%
57 14.617 3999 4005 4017 rVB3 308934 526479 6.39% 0.532%
58 14.714 4030 4035 4043 rVB2 187909 269384 3.27% 0.272%

Sum of corrected areas: 98979341
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .M
SW846 8260

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

Abundance TIC: VN064656.D

5000000

4000000

3000000

2000000

1000000

244

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: VN064656.D

5000000
4000000
3000000

2000000

1000000 10.06 11.38 11.63
%.2 67

7.9562 7.98 7L
ob— /\Js\/l\ /\ 1040 10@& 2 1 il

T T 1 T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11 OO 11 50

Abundance TIC: VN064656.D

5000000

4000000 13.21

3000000

B2H35 13.64
2000000

1000000} gb 4

T T — T — — ™ T 7 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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 Hexane, 3-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.17 36.21 ug/1 1178300 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-ethvl- 114 C8H18 000619-99-8 53
2 Octane. 4-methvl- 128 C9H20 002216-34-4 52
3 1-Pentanol. 2-methvl- 102 C6H140 000105-30-6 47
4 Dichloroacetic acid. 4-methvlpen... 212 C8H14Cl1202 1000282-43-7 47
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 43
Abundance Scan 2933 (11.171 min): VN064656.D (-2918) (-) m/z 43.10 100.00%
43
5000 S R 111
| “ 77 ‘ o7 126 10.80 11.00 11.20 11.40
0..,....,....,....,....,....,...':,:...,:-...,....,....,!...,..!.,.... m/z 41.00 55.36%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #7623. Hexane, 3-ethyl-
43
5000 85 UM PRI BRI UL
10.80 11.00 11.20 11.40
29 57 71 m/z 55.00 47 .81%
oL 15 “ 50 || | 114
mz-> 15 2% 30 40 55 6 70 8 90 100 110 130 130
Abundance
43
10.80 11.00 11.20 11.40
5000 m/z 69.00 46 .49%
29 5 711 g5
0 36 50 98 113 128
UL INURI SN UL SULLILE IR UL IR UL UL SR S SRR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4441: 1-Pentanol, 2-methyl- R AR RREREEE
43 10.80 11.00 11.20 11.40
m/z 111.10 41.65%
5000
55
29 ‘ 84
0"w'}ﬁ'“jm'““”“w'w”?%'L'“'w"w'”'w'“l“'w'“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl11.90 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.90 106.05 ug/Il 3450610 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 47
2 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 45
3 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 45
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 43
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 43

Abundance Scan 3160 (11.900 min): VN064656.D (-3145) (-) m/z 57.00 100.00%
g7
43 97
5000 71
N PRI oy | 160 1160 1200 120
(o} L R e m/z 43.05 86.01%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #6716: 1-Hexene, 5,5-dimethyl-
57
5000 41 UL S L S UL
11.60 11.80 12.00 12.20
29 97 m/z 55.00 80.61%
‘ “ ﬁg 84 | 112
O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
11.60 11.80 12.00 12.20
5000 a1 m/z 97.05 77.75%
69
27
126
83 111
S T S L S UL B LS B UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97 11.60 11.80 12.00 12.20
m/z 41.00 70.56%
5000
29 ‘ 126
o.,ﬂﬂ.ﬂh.ﬂ.,.h..p.”.h.%%¥,....,”..,....,...w....
m/z--> 20 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 Nonane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.02 100.61 ug/Il 3273540 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 90
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 90
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 78
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 64
Abundance Scan 3197 (12.019 min): VN064656.D (-3189) (-) m/z 57.10 100.00%
57
43 s
5000
g5 M3 11,80 12.00 12.20 12.40
o L 90 | 127 142 163174 191 206 m/z 71.10 65.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19170: Nonane, 3-methyl-
57
43 n
5000 29

11.80 12.00 12.20 12.40
m/z 43.00 57.55%

113
15 L L 8 98 127 142

on L 1
B B AR e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
R
43 = 11.80 12.00 12.20 12.40
5000 m/z 41.00 47 .13%
29 113
0 15 8 97 127 142
L B B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19185: Octane, 3,6-dimethyl- T
57 11.80 12.00 12.20 12.40
m/z 56.00 33.45%
71
5000 43
29
113
Ol ,....,....,....,%?. R T — S e A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 unknownl12.09 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.09 63.30 ug/1 2059690 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvl-8-oxabicvclol4.3.01nonane 140 C9H160 1000216-87-6 38
2 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 38
3 Cvclopropane. (2-methvlenebutvl)- 110 C8H14 074685-56-6 38
4 Cvclohexene. l1l-octvl- 194 C14H26 015232-87-8 35
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 35
Abundance Scan 3219 (12.090 min): VN064656.D (-3211) (-) m/z 57.05 100.00%
il 67 81
5000
96
1908 1o ore 1o se | 1180 1200 1220 140
0 et 03174 191 206 | Tmyz 81.10  72.60%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #18764: 7-Methyl-8-oxabicyclo[4.3.0]nonane
67 81
41 55
5000 96
125 11.80 12.00 12.20 12.40
‘ m/z 67.00 70.86%
0:||||||‘wl‘|“ﬁ‘lh||“|‘||““‘||‘|‘|‘|]|-0‘|7||||‘||fl-4i.0|||||||||||||||||||
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
57
43 - 11.80 12.00 12.20 12.40
5000 m/z 41.00 65.64%
29
85
99 113 142
L S S L UL WL WL LI LI L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6024: Cyclopropane, (2-methylenebutyl)- M
41 67 81 11.80 12.00 12.20 12.40
m/z 71.10 54 _.86%
5000
27 54
‘ 95
0||||||||||||||||||||||||1|1|O||||||||||||||||||||||||||
m/z--> 200 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 Cyclohexane, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.14 148.67 ug/Il 4837560 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 81
2 Cvclohexane. methvl- 98 C7H14 000108-87-2 58
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 49
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 49
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 49
Abundance Scan 3235 (12.142 min): VN064656.D (-3226) (-) m/z 83.10 100.00%
g3
55
5000 a1
7 126
98 114 147 161 175 190 11.80 12.00 12.20 12.40
(o} e e e L m/z 55.00 68.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11533: Cyclohexane, propyl-
55 83
5000 41 AU SRR SRR
11,80 12.00 12.20 12.40
27 67 126 m/z 82.10 52.18%
0"}?IJL'MW'JWI'W"IL'?Z'"'I""I”"I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 83
11.80 12.00 12.20 12.40
5000 a m/z 41.00 36.94%
98
69
27
R S L S L LI S UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3371: 2-Pentene, 2,4-dimethyl- R
83 11.80 12.00 12.20 12.40
55 m/z 126.10 19.99%
41
5000
98
0"”I'"W""P"'I”"I'”'I"”I"”I"”I"'W
m/z--> 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 Nonane, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.31 108.36 ug/l 3525710 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 72
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 53
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 53
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 53
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 38
Abundance Scan 3287 (12.309 min): VN064656.D (-3282) (-) m/z 57.05 100.00%
57
5000 43 71
123 12.00 12.20 12.40 12.60
ol 11 142 159 m/z 71.10 43.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19172: Nonane, 4-methyl-
43 57
5000 n
98 12.00 12.20 12.40 12.60
29 ‘ m/z 43.00 43.34%
85 142
0..,.‘.‘..‘,“:..M‘,..‘:.,.‘...‘,..11:2.,1.2.7..,‘....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
12.00 12.20 12.40 12.60
5000 7 m/z 70.05 39.35%
29
g5 99
L S S A L L B B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12739: Pentane, 2,2,3,3—tetramethy|— L L L N BB NN |
57 12.00 12.20 12.40 12.60
43 m/z 41.00 29.45%
5000 71
29
99
0 I \“ ) 85 7 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 Furfuryl glycidyl ether Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.62 47.56 ug/1 2344150 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furfurvl alvcidvl ether 154 C8H1003 005380-87-0 50
2 Pentalene. octahvdro-2.5-dimethvl- 138 C10H18 028588-55-8 38
3 1.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 38
4 Cvclohexane. 1-methvl-4-(1-methy... 140 C10H20 001678-82-6 30
5 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 30
Abundance Scan 3384 (12.621 min): VN064656.D (-3374) (-) m/z 55.00 100.00%
56 81 97
41
5000 69
ol 12,40 12.60 12.80 13.00
Ol prrrrprrrr et o m/z 97.10 85.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27410: Furfuryl glycidyl ether
81
97
5000
12.40 12.60 12.80 13.00
X 53 m/z 81.00 84 .34%
m/z--> 10 20 35 40 50 60 fo 80 90 100 110 120 130 140 150 160
Abundance
81
12,40 12.60 12.80 13.00
5000 % m/z 105.00 83.42%
41
55 g7
100 123 138
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2891: 1,4-Hexadiene, 4-methyl- D ,/\./\A. e
81 12.40 12.60 12.80 13.00
m/z 41.00 47 . 74%
5000 39 96
27
onw}”“”w””“””.”q””“”q””“”w””“”w””“”w””“”. 2000 VSN SEENS-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12,40 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 Cyclohexane, butyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.21 112.17 ug/Il 5528560 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 81
2 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 72
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 64
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64

Abundance Scan 3567 (13.209 min): VN064656.D (-3555) (-) m/z 83.10 100.00%
55 83
5000
12.80 13.00 13.20 13.40 13.60
o} m/z 55.00 82.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17969: Cyclohexane, butyl-
83
55
5000 ARSI SO BN B
a1 12.80 13.00 13.20 13.40 13.60
67 140 m/z 82.10 60.36%
29
o R THGN FR  N A ENNN WNNN—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
a1 12.80 13.00 13.20 13.40 13.60
5000 m/z 41.00 50.54%
97
27 69 140
ol 15 112 125
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6666: Cyclohexane, ethyl- EEREamEs s
5 83 12.80 13.00 13.20 13.40 13.60
m/z 119.05 31.97%
5000 41
27 67 112
0....|.U..‘|H...”.‘lu‘ﬁ“..H‘..}?}.l.l....l....l....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40 13.60

82N110420W.M Thu Nov 19 12:04:26 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.86 46.32 ug/1 2282950 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3769 (13.859 min): VN064656.D (-3763) (-) m/z 119.10 100.00%
119
5000
134
43 57 77 9|1 105 13.60 13.80 14.00 14.20

Ol e bl b oyl o 153 170 189 208 267 | nz57934 10 28.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

5000
13.60 13.80 14.00 14.20

m/z 91.00 18.41%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
R REEE e e  REaR
13.60 13.80 14.00 14.20
5000 m/z 105.00 12.50%
134

91

oL 2 4 63 77 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

13.60 13.80 14.00 14.20
m/z 120.10 9.75%

5000

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

82N110420W.M Thu Nov 19 12:04:27 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064656.D

Aca On : 16 Nov 2020 12:26

Operator : JC/MD

Sample : L4682-02

Misc : 5.63a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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-butenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.97 36.69 ug/1 1808190 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-butenvl- 132 C10H12 001560-06-1 86
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 64
3 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 50
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 50
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 50
Abundance Scan 3804 (13.971 min): VN064656.D (-3794) (-) m/z 117.00 100.00%
117
5000 o9 105
132
39 57 7 h 1T8159 173 187 200 13.60 13.80 14.00 14.20
o} e R R S m/z 119.10 83.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14042: Benzene, 2-butenyl-
117
132
5000 91

13.60 13.80 14.00 14.20

39 51 65 m/z 105.00 44 _99%
27 T 103
0.}?“:..M”W.pdnﬁh.ﬁh,W..M.NM.“...,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.60 13.80 14.00 14.20
5000 132 m/z 91.00 36.91%
91
o7 39 %1 65 7T 405
oLt Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)- T e
117 13.60 13.80 14.00 14.20
m/z 115.00 36.86%
132
5000
o 105
STTIaCIN
O I S S o R BRAR BRA mae
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20

82N110420W.M Thu Nov 19 12:04:27 2020 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111620\
Data File : VN064656.D

Acq On : 16 Nov 2020 12:26

Operator : JC/MD

Sample - L4682-02

Misc : 5.63g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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]
Hexane, 3-ethyl- 11.17 36.2 ug/1 1178300 3 11.38 1626900 50.0
unknown11.90 11.90 106.1 ug/l 3450610 3 11.38 1626900 50.0
Nonane, 3-methyl- 12.02 100.6 ug/l 3273540 3 11.38 1626900 50.0
unknownl12 .09 12.09 63.3 ug/l 2059690 3 11.38 1626900 50.0
Cyclohexane, propyl- 12.14 148.7 ug/l 4837560 3 11.38 1626900 50.0
Nonane, 4-methyl- 12.31 108.4 ug/1 3525710 3 11.38 1626900 50.0
Furfuryl glycidyl... 12.62 47.6 ug/l 2344150 4 13.32 2464320 50.0
Cyclohexane, butyl- 13.21 112.2 ug/l 5528560 4 13.32 2464320 50.0
Benzene, 2-ethyl-_... 13.86 46.3 ug/l 2282950 4 13.32 2464320 50.0

4

Benzene, 2-butenyl- 13.97 36.7 ug/1 1808190 13.32 2464320 50.0

82N110420W.M Thu Nov 19 12:04:27 2020 Page: 14



