LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75269.D

Acqg On : 14 Nov 2022 16:51

Operator : JC\MD

Sample : N5582-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M

Title : SW846 8260

Signal : TIC: VN@75269.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.171 1029 1040 1044 rBV 323660 807264 32.14%  A4.456%
2 8.224 1044 1049 1059 rVB 601890 1300762 51.79% 7.180%
3 8.577 1099 1109 1121 rBV 358819 808336 32.18% 4.462%
4 9.100 1188 1198 1208 rBV 881711 1783179 71.00% 9.843%
5 10.565 1438 1447 1464 rBV 1387612 2511541 100.00% 13.863%
6 11.865 1660 1668 1682 rBV 1204131 2109118 83.98% 11.642%
7 12.071 1696 1703 1713 rBV4 16227 30802 1.23% 0.170%
8 12.847 1829 1835 1845 rVB 904557 1538986 61.28%  8.495%
9 13.100 1871 1878 1882 rBV 16410 32576 1.30% 0.180%
10 13.159 1882 1888 1896 rVV3 76771 151432 6.03% 0.836%
11 13.394 1924 1928 1934 rVB2 25452 41784 1.66% 0.231%
12 13.482 1934 1943 1947 rBV 32121 59487 2.37% 0.328%
13 13.671 1970 1975 1980 rBV5 23932 51644 2.06% 0.285%
14 13.712 1980 1982 1986 rVVv4 25509 38359 1.53% 0.212%
15 13.794 1986 1996 2003 rVV 1192958 2058732 81.97% 11.364%
16 13.853 2003 2006 2012 rVB 31917 48176 1.92% 0.266%
17 13.941 2014 2021 2024 rBV6 11673 26511 1.06% 0.146%
18 13.982 2024 2028 2031 rBV2 24536 35612 1.42% 0.197%
19 14.023 2031 2035 2043 rVB4 23123 44410 1.77% 0.245%
20 14.106 2043 2049 2055 rBV 193726 323160 12.87% 1.784%
21 14.265 2070 2076 2082 rBV6 30297 67155 2.67% 0.371%
22 14.323 2082 2086 2090 rBV3 36645 54523 2.17% 0.301%
23 14.365 2090 2093 2100 rVB6 26393 46588 1.85% 0.257%
24 14.435 2100 2105 2110 rBV3 49444 917060 3.65% 0.506%
25 14.500 2111 2116 2122 rBV7 17932 36687 1.46% 0.203%
26 14.582 2124 2130 2133 rBv4 54186 101900 4.06% 0.562%
27 14.623 2133 2137 2141 rVV4 93481 141289 5.63% 0.780%
28 14.659 2141 2143 2146 rVV2 48082 55066 2.19% 0.304%
29 14.688 2146 2148 2152 rVB 32450 40098 1.60% 0.221%
30 14.735 2152 2156 2159 rBV3 71201 96556 3.84% ©.533%
31 14.788 2159 2165 2171 rVB5 32854 77852  3.10% 430%
32 14.847 2171 2175 2176 rBv4 30389 40554 1.61% 224%

33 14.959 2184 2194 2200 rBv4 284745 531783 21.17%
34 15.053 2201 2210 2213 rBV5 110341 325632 12.97%
35 15.212 2233 2237 2243 rVB3 60526 128805 5.13%

ORrNOO®
Vo]
w
U1
B

36 15.270 2243 2247 2250 rBV6 24358 40624 1.62% 0.224%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75269.D

Acqg On : 14 Nov 2022 16:51

Operator : JC\MD

Sample : N5582-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Title : SW846 8260
37 15.317 2250 2255 2259 rBV4 72740 123646 4.92% 0.682%
38 15.441 2269 2276 2282 rBV5 63208 170383 6.78% 0.940%
39 15.506 2284 2287 2296 rVB6 57363 143217 5.70% 0.791%
40 15.594 2297 2302 2307 rBV5 71577 158568 6.31% 0.875%
41 15.700 2316 2320 2324 rBV3 37597 62181 2.48% 0.343%
42 15.747 2324 2328 2332 rBV4 43679 74293  2.96% 0.410%
43 15.829 2338 2342 2353 rVB3 210274 437779 17.43% 2.416%
44 15.947 2353 2362 2369 rBv4 99747 277612 11.05%  1.532%
45 16.165 2394 2399 2408 rVB2 171434 354563 14.12% 1.957%
46 16.500 2448 2456 2462 rBV3 100472 275148 10.96% 1.519%
47 16.712 2485 2492 2499 rBV 135313 289554 11.53%  1.598%
48 16.782 2499 2504 2505 rBV3 49374 71347 2.84% 0.394%

Sum of corrected areas: 18116974
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75269.D

Acqg On : 14 Nov 2022 16:51

Operator : JC\MD

Sample : N5582-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN075269.D\data.ms
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800000

600000

400000

200000
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Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VNO075269.D\data.ms

10.565

1200000 118

1000000
9.100

800000

8.224

600000

400000 8.577

200000

O ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN075269.D\data.ms

1200000 13.704

1000000
12.847
800000

600000

400000 14.959

29 16.165 Je.712

15.947 16.500 s £

200000
13.159
Ogigfyl 13100 1389482337
T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T ‘ T
Time->  12.00 12.50 13.00 13.50 14.00 14.50

T ‘ T T ‘ T T ‘ T T ‘ T
15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75269.D

Acqg On : 14 Nov 2022 16:51

Operator : JC\MD

Sample : N5582-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Undecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.106 7.85 ug/1 323160 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Octacosane 394 C28H58 000630-02-4 59
Abundance Scan 2049 (14 106 min): VNO75269.D\data.ms (-2043) (-~ m/z 57.05 100.00%
57.0
5000
‘ 098.2 156.2 14.00 14.50
ob—— H‘W“LNM”‘N‘”“““‘ T m/z 43.05 82.46%
m/z--> 50 100 150 200 250
Abundance #33080: Undecane
57.0
5000 —s A
14.00 14.50
m/z 71.05 55.22%
98.0 156.0
01\4. p“\ ‘\ - T “!‘ \“‘\ “‘ \H T ‘\ T “\ T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #74006: Tetradecane
57.0
14.00 14.50
5000 m/z 41.00 48.39%
UL 1%0 o e
oh el L
m/iz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- T —
57.0 14.00 14.50
m/z 85.10 36.87%
5000
o h | ‘ 17014001830 2530 2061
el e e S ety e
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75269.D

Acqg On : 14 Nov 2022 16:51

Operator : JC\MD

Sample : N5582-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.959 12.92 ug/1 531783 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64
3 Tridecane 184 C13H28 000629-50-5 64
4 Nonane 128 C9H20 000111-84-2 60
5 Tetradecane 198 C14H30 000629-59-4 58
Abundance Scan 2194 (14.959 min): VN075269.D\data.ms (-2184) (- | m/z 57.10 100.00%
57.1
119.1 R
148.2 15.00
oHWH‘UMH‘_‘J“WM‘_uw‘mmH‘H,Hm““2‘0‘7‘9_”” m/z 43.05 77.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45480: Dodecane
57.0
5000 T
85.0 15.00
29.0 m/z 71.10 62.87%
112.0 170.0
OH\‘\‘\‘\\‘H\H‘\\“\\“1H\H‘H1‘\‘\‘\1\-\4.‘1\9\’\H\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
——
15.00
5000 85.0 m/z 41.10 45.13%
0 2?0‘ IL H‘ h \ ‘H ‘\ h140 o 168 0 196 0 241 C
et e o AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59026: Tridecane —
57.0 15.00
m/z 85.10 39.49%
5000
29.0 85.0
L m201m0 1840
0 Ww‘wwwHwH:u_u‘wHH,‘WHWWWW -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75269.D

Acqg On : 14 Nov 2022 16:51

Operator : JC\MD

Sample : N5582-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, (1-methyl-1-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.053 7.91 ug/1 325632 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 93
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 91
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 89

Abundance Scan 2210 (15.053 min): VN075269.D\data.ms (-2201) (- | m/z 117.05 100.00%

117.1
5000
91.0 R
0! bl b e 2002 m/z 132,05 35.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
15.00
91.0

5000 T T T T T T T T f
m/z 105.10 33.74%
| ‘H“\

270 51.0 ‘ |
\\\‘\‘\\\“\\“;h\‘H‘\\\““\\‘f‘\“w\\‘\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

T \
15.00

o

5000 m/z 115.10 28.28%
91.0
51.0
NI IR S I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl- l —— ‘
117.0 15.00
m/z 91.05 20.79%
5000
91.0
390 66.0 ‘
NEL PN N D T I .
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
: VNO75269.D
14 Nov 2022 16:51
JC\MD
: N5582-04
: 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 14  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Tridecane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.829 10.63 ug/l 437779  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 76
2 Dodecane 170 C12H26 000112-40-3 58
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 47
4 Oxalic acid, 6-ethyloct-3-yl pro... 272 C15H2804 1000309-34-0 43
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 38

Abundance Scan 2342 (15.829 min): VN075269.D\data.ms (-2338) (- | m/z 57.05 100.00%
57.0
119.1 "0 TA00
| H | ‘ ‘ 154,1 184.2 15.50 16.00
Ot e A b P e M/Z 43,05 73.40%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #59028: Tridecane
57.0
5000 85.0 \‘ T 7
15.50 16.00
29.0 m/z 71.10 61.41%
J\‘ ‘ d 91201410 18%0
O\H’\H\“H\"\\H‘\\H‘\H\‘\‘\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #45478: Dodecane
57.0
— —
15.50 16.00
5000 m/z 85.10 42.53%
85.0
29.0
° | mosgormo
o‘H,“H‘\HH,‘JH‘u‘H”_m‘uH_H“HH_ww_www
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester — —
43.0 15.50 16.00
m/z 41.10 40.61%
71.0
5000
99.
N M 1270 168.0197.0 2310 261.(
‘HW‘H‘HH,H‘WH‘W‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W“ P e
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 15.50 16.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: VN@75269.D

: 14 Nov 2022 16:51
JC\MD

: N5582-04

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\

: 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 14  Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.947 6.74 ug/1 277612  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 76
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 76
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 74

Abundance Scan 2362 (15.947 min): VN075269.D\data.ms (-2353) (- | m/z 131.05 100.00%
131.1
5000
105.1
Do
410 710 1621, 16.00
0 . m/z 146.05 30.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 \ T j\/\ /\ T
16.00
m/z 105.05 29.37%
270 510 91.0
O T \‘\ ‘ \“\ T \“‘\ \“;‘\ “}‘7\]‘_\‘\ ‘ T !‘\ T ‘J\"]\-J\-llp‘ \M T ‘ \“\ T ‘ TTTT ‘ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
e
16.00
5000 91.0 m/z 91.00 17.53%
39‘\‘0 \M 6?‘\\0 ‘h Ll \H H‘ LM “
L0 . s 2 s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- ——
131.0 16.00
m/z 115.05 17.05%
39.0 91.0
63.0
ol80 ) T80 gy W
m/z--> 20 40 60 80 100 120 140 160 180 16.00

82N102622W.M Tue Nov 15 17:30:59 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75269.D

Acqg On : 14 Nov 2022 16:51

Operator : JC\MD

Sample : N5582-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.165 8.61 ug/1l 354563 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 7-Methylindan-1-one 146 C10H100 039627-61-7 49
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 49
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 38
5 2-Trifluoromethylbenzoic acid, 3... 308 C17H15F302 1000282-29-3 38
Abundance Scan 2399 (16.165 min): VN075269.D\data.ms (-2394) (- | m/z 118.10 100.00%
118.1
146.2
5000
91.0 — SRS
39.0 30 ‘ JLJ ‘ 1502 16.00 16.50
0 bkt iy Jh Ll 1 1892 20701 46 05 69.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 J\/\/\ ' T
105.0 16.00 16.50
m/z 131.05 57.84%
39.0 77.0 H‘
O' \“u\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24911: 7-Methylindan-1-one
117.0 146.0
—r=5 M
16.00 16.50
5000 m/z 117.10 55.06%
91.0
39.0 @30
0! b e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl- —r ——
118.0 16.00 16.50
160.0 m/z 105.10 42.13%
5000
39.0 91.0
63.0
0- g%ﬂm“‘uwmwuu — 7
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50

82N102622W.M Tue Nov 15 17:31:00 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75269.D

Acqg On : 14 Nov 2022 16:51

Operator : JC\MD

Sample : N5582-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
: SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.568  6.68 ug/l 275148  1,4-Dichlorobenzene-d4  13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 ClIH14 002809-64-5 93

074663-81-3 64
000769-25-5 60
001680-51-9 58
006682-71-9 53

2 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14

Abundance Scan 2456 (16.500 min): VN075269.D\data.ms (-2448) (- | m/z 131.05 100.00%

131.1
5000
91.0
R
51.0 160.2 196.2 16.20 16.40 16.60
0! Al e TS m/z 146,20 64.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 \\\‘\\\\‘\\\\"A\_j\/\\/\/}
16.20 16.40 16.60
m/z 118.10 63.20%
[0} \‘“\\“\‘\H’HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0
S REREE LR e
16.20 16.40 16.60
5000 118.0 m/z 145.20  45.47%
27.0 52\'0 90\\0 | ‘\ ‘
e b e e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- R R
131.0 16.20 16.40 16.60
m/z 117.10 37.42%
5000 91.0
39.0
65.0
0 15.0
1 e A mE R
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75269.D

Acqg On : 14 Nov 2022 16:51

Operator : JC\MD

Sample : N5582-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.712 7.03 ug/1 289554  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 60
4 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 58
Abundance Scan 2492 (16.712 min): VN075269.D\data.ms (-2485) (- | m/z 118.10 100.00%
118.1
160.2
5000
1640 1660
39.0 77.0 ‘ ( . .
ob by M“w“ I o 1903 28LL s 14515 78.52%
miz--> 50 100 150 200 250
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
5000 LI L B B B
160.0 16.40 16.60
m/z 160.20 56.47%
390 7. 0‘ ‘
0 \H‘Mb %‘MMM‘ il m NM e
miz--> 50 100 150 200 250
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0 J\J\/\//K%WM
A
160.0 16.40 16.60
5000 m/z 117.10 37.73%
39.0 770 ‘
oL— \\ “ ‘\\ M\‘H il m‘ “Jm‘hh\‘ H C C
m/iz--> 50 100 150 200 250
Abundance #36289: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethyl- T
145.0 16.40 16.60
m/z 105.10 33.59%
5000
390 77, 115.0
AER YAV N
m/z--> 50 100 150 200 250 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75269.D

Acqg On : 14 Nov 2022 16:51

Operator : JC\MD

Sample : N5582-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Undecane 14.106 7.8 ug/l 323160 4 13.794 2058730 50.0
Dodecane 14.959 12.9 ug/l 531783 4 13.794 2058730 50.0
Benzene, (1-met... 15.053 7.9 ug/l 325632 4 13.794 2058730 50.0
Tridecane 15.829 10.6 ug/l 437779 4 13.794 2058730 50.0
1H-Indene, 2,3-... 15.947 6.7 ug/l 277612 4 13.794 2058730 50.0
Naphthalene, 1,... 16.165 8.6 ug/l 354563 4 13.794 2058730 50.0
Naphthalene, 1,... 16.500 6.7 ug/l 275148 4 13.794 2058730 50.0
Naphthalene, 1,... 16.712 7.0 ug/l 289554 4 13.794 2058730 50.0
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