LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011586.D

Aca On : 16 Aug 2019 17:11

Operator : JC/SP

Sample : K4223-12

Misc : 4.850/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 17 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 X\METHOD\82X081519W.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 1.654 57 82 86 rBv 83663 333717 19.53% 2.647%
2 1.928 124 127 131 rVB 18309 22129 1.30% 0.176%
3 2.471 213 216 225 rVB3 9568 17670 1.03% 0.140%
4 2.782 261 267 274 rBV 93307 170348 9.97% 1.351%
5 3.483 377 382 390 rVB6 8586 19698 1.15% 0.156%
6 4.367 521 527 538 rVB3 14831 36845 2.16% 0.292%
7 5.489 702 711 727 rVwV 195449 596449 34.91% 4_.730%
8 5.647 727 737 754 rVB 401671 1104863 64.66% 8.762%
9 6.056 793 804 820 rVB 208526 547412 32.04% 4.341%
10 6.848 921 934 947 rBV 541650 1304068 76.32% 10.342%
11 7.452 1027 1033 1041 rVB2 14804 33979 1.99% 0.269%
12 8.025 1121 1127 1136 rBV 39911 77231 4_.52% 0.613%
13 8.707 1233 1239 1248 rBvV 1057200 1708596 100.00% 13.551%
14 8.781 1248 1251 1255 rVB 17852 26293 1.54% 0.209%
15 10.110 1463 1469 1481 rBVY 1097996 1495874 87.55% 11.864%
16 10.250 1487 1492 1499 rBvV 59232 78379 4 _.59% 0.622%
17 10.354 1503 1509 1520 rVB 203321 276287 16.17% 2.191%
18 10.695 1561 1565 1575 rVB 23582 36843 2.16% 0.292%
19 11.006 1609 1616 1625 rVB4 50153 91086 5.33% 0.722%
20 11.134 1632 1637 1648 rBV 949860 1257344 73.59% 9.972%
21 11.433 1679 1686 1694 rBV 25332 56713 3.32% 0.450%
22 11.512 1694 1699 1702 rVB3 26179 37160 2.17% 0.295%
23 11.804 1738 1747 1757 rBV 49075 75699 4_.43% 0.600%
24 12.024 1778 1783 1786 rBV6 14302 19708 1.15% 0.156%
25 12.079 1786 1792 1799 rVV 1259865 1630913 95.45% 12.934%
26 12.140 1799 1802 1809 rVB 14818 21004 1.23% 0.167%
27 13.566 2031 2036 2040 rBV3 11660 17491 1.02% 0.139%
28 13.829 2075 2079 2085 rVB 29429 40693 2.38% 0.323%
29 14.371 2163 2168 2172 rVB2 29765 39296 2.30% 0.312%
30 14.694 2217 2221 2228 rVB 25522 32775 1.92% 0.260%
31 14.834 2240 2244 2250 rBV 17446 22737 1.33% 0.180%
32 14.962 2258 2265 2267 rBV3 14516 20853 1.22% 0.165%
33 14.993 2267 2270 2278 rVB9 14826 27820 1.63% 0.221%
34 15.115 2285 2290 2293 rBV6 14687 23759 1.39% 0.188%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011586.D

Aca On : 16 Aug 2019 17:11

Operator : JC/SP

Sample : K4223-12

Misc : 4.850/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 17 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_X\METHOD\82X081519W._M

Title : SW846 8260

35 15.322 2319 2324 2331 rVB9 18603 31015 1.82% 0.246%
36 15.420 2331 2340 2345 rBV 71139 128760 7.54% 1.021%
37 15.481 2346 2350 2354 rVVv2 42091 63410 3.71% 0.503%
38 15.536 2355 2359 2363 rVV5 36304 60995 3.57% 0.484%
39 15.578 2363 2366 2375 rVB5 32572 58868 3.45% 0.467%
40 15.725 2386 2390 2394 rVVv7 13785 25831 1.51% 0.205%
41 15.779 2394 2399 2402 rVVv2 49974 90850 5.32% 0.721%
42 15.816 2402 2405 2407 rVVv3 49232 80751 4.73% 0.640%
43 15.846 2407 2410 2418 rVB3 63344 102098 5.98% 0.810%
44 15.926 2419 2423 2427 rVV7 11813 22994 1.35% 0.182%

45 15.987 2428 2433 2441 rVB3 63946 130709 7.65% 1.037%

46 16.078 2441 2448 2458 rBV6 57392 174660 10.22% 1.385%
47 16.176 2458 2464 2472 rVB3 70235 149835 8.77% 1.188%

48 16.261 2472 2478 2484 rVB4 22220 43116 2.52% 0.342%

49 16.328 2484 2489 2499 rBV 29858 83531 4 .89% 0.662%

50 16.487 2509 2515 2521 rVB 16352 35395 2.07% 0.281%

51 16.608 2531 2535 2543 rVB9 10842 24477 1.43% 0.194%
Sum of corrected areas: 12609027
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

4._.85a0/5mL/100uL/10mL/MSVOA_X/MECOH
17

= Z:\VOASRV\HPCHEM1I\MSVOA X\DATA\VX081619\
: VX011586.D

: 16 Aug 2019 17:11

: JC/SP

: K4223-12

Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W_M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011586.D

Aca On : 16 Aug 2019 17:11

Operator : JC/SP

Sample : K4223-12

Misc : 4.850/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 Ethyne, chloro- Concentration Rank 1

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

1.65 15.10 ug/Il 333717 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvne. chloro- 60 C2HCI 000593-63-5 50
2 2-(p-Nitrophenvl)-1.3-propanediol 197 C9H11NO4 091748-03-7 36
3 Benserazide 257 C10H15N305 000322-35-0 36
4 9-Fluorenone. thiosemicarbazone 253 C14H11N3S 1000293-93-5 36
5 Ethanone, 1-(5-acenaphthenyl)-, ... 269 C15H15N3S 1000293-94-6 33

Abundance Scan 81 (1.648 min): VX011586.D (-57) (-) m/z 59.95 100.00%
60
5000
45 R | S
91105 128 1.40 1.60 1.80 2.00
o 77 153167 184 201217 234250 271 291 /7 63 10 35960
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #284: Ethyne, chloro-
60
5000
1.40 1.60 1.80 2.00
‘ ‘ m/z 44.95 25.73%
0|‘|‘|||||||| JRLAN SRS BRSO
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
60
140 160 180 200
5000 m/z 35.10 24 _.87%

42
77 106 136153 181

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107886: Benserazide
60 1.40 1.60 1.80 2.00
m/z 47.00 21.68%
5000
42
88
ok bl 108 126 144
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011586.D

Aca On : 16 Aug 2019 17:11

Operator : JC/SP

Sample : K4223-12

Misc : 4.850/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .M
Quant Title : 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 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.08 5.35 ug/Il 174660 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 010219-75-7 91
2 Lonaifolene-(V4) 204 C15H24 061262-67-7 90
3 Alloaromadendrene 204 C15H24 025246-27-9 83
4 Naphthalene. 1.2.3.5.6.7.8.8a-0c... 204 C15H24 004630-07-3 81
5 _alpha.-Guaiene 204 C15H24 003691-12-1 78

Abundance Scan 2448 (16.078 min): VX011586.D (-2441) (-) m/z 91.00 100.00%

9

161

133147
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15.80 16.00 16.20 16.40
m/z 93.10 99.87%

267282
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64548: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...

218 241
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m/z 119.05 93.37%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

105 133
119 161 LN B e
4 91 15.80 16.00 16.20 16.40
5000 55 189204 m/z 105.10 81.78%
77
27 175

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64332: Alloaromadendrene

15.80 16.00 16.20 16.40
m/z 107.05  77.58%

5000

I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081619\
Data File : VX011586.D

Acq On : 16 Aug 2019 17:11

Operator : JC/SP

Sample - K4223-12

Misc : 4.859/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethyne, chloro- 1.65 15.1 ug/I1 333717 1 5.65 1104860 50.0
Naphthalene, 1,2,... 16.08 5.3 ug/Il 174660 4 12.08 1630910 50.0
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