LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF032018\
Data File : BF103822.D
Aca On - 21 Mar 2018 00:06 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : J1981-02 TILCON-MT-HOPE-2
ALS Vial : 25 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:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.334 37 42 48 rVB 110850 147522 3.98% 0.496%
2 5.222 522 533 544 rBV 150012 205836 5.56% 0.692%
3 5.598 592 597 600 rBY 3347595 3436379 92.80% 11.551%
4 6.592 760 766 769 rBVY 2760742 3200934 86.44% 10.760%
5 6.739 786 791 795 rBVY 3137991 3260193 88.04% 10.959%

6.969 827 830 834 rBV 1140458 955227 25.80% 3.211%
7.128 853 857 860 rBV 2855005 2594503 70.06% 8.721%
7.534 921 926 929 rBV 2036464 2042457 55.16% 6.866%
8.251 1044 1048 1052 rBV 1404265 1243123 33.57% 4._.179%
9.328 1226 1231 1234 rBV 4031566 3703012 100.00% 12.447%

=
QO ~NO®

11 9.716 1292 1297 1300 rBV 495664 385828 10.42% 1.297%
12 9.928 1329 1333 1336 rBvV 134899 100156 2.70% 0.337%
13 10.016 1344 1348 1351 rBV 1581333 1399109 37.78% 4_.703%
14 10.427 1415 1418 1421 rVB 125495 92860 2.51% 0.312%
15 10.804 1478 1482 1486 rBV 1873188 1788765 48.31% 6.013%

16 10.904 1496 1499 1504 rBV 77857 78657 2.12% 0.264%
17 11.504 1598 1601 1605 rBV 1223590 1065978 28.79% 3.583%
18 13.092 1867 1871 1874 rBV 2686039 2414006 65.19% 8.115%
19 13.974 2018 2021 2026 rBV 91855 88592 2.39% 0.298%
20 14.157 2048 2052 2056 rBV 964907 841490 22.72% 2.829%

21 15.698 2309 2314 2324 rVB 557461 704452 19.02% 2.368%

Sum of corrected areas: 29749079
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF032018\

BF103822.D

21 Mar 2018 00:06

Ju/SsJ

J1981-02 TILCON-MT-HOPE-2
25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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4000000

3000000
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13.97

TIC: BF103822.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF032018\

Data File : BF103822.D

Aca On - 21 Mar 2018 00:06

Operator : JU/SJ

ﬁ?ggle i J1981-02 TILCON-MT-HOPE-2
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-methoxy-2-methyl- Concentration Rank 4

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

2.33 3.09 ng 147522 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 41 (2.328 min): BF103822.D (-37) (-) m/z 73.05 100.00%
3
5000
43
55 87 e —
220 240 2.60
Ol b ettt e e || M/Z 43.05  34.24Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 N N S
43 220 240 2.60
55 87 m/z 87.10 25.47%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 L P S
220 240 2.60
5000 a1 55 m/z 55.05 24 .20%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 220 240 2.60

m/z 71.10 12.21%

5000
45

29
39 % g7 | 101

0..,...‘a‘,....‘,....,....,....,a...,....,....,....,....,....,.... f

I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20

T
2.40 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF032018\

Data File : BF103822.D

Aca On - 21 Mar 2018 00:06

Operator : JU/SJ

ﬁ?ggle i J1981-02 TILCON-MT-HOPE-2
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.22 4_.31 ng 205836 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 533 (5.222 min): BF103822.D (-522) (-) m/z 43.00 100.00%
43
59
5000
101 S 2 N,
480 5.00 5.20 5.40 5.60
83
o...,....,....,....',':'...‘??.rli....,....,.-...,...:,....,....,....,....,...., m/z 59.10 61.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A L UL R
480 5.00 5.20 5.40 5.60
m/z 101.00 23.53%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.00 15.96%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one T BRaa B
43 480 5.00 5.20 5.40 5.60
m/z 41.10 8.66%
5000
55
o T | esm 8 o8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF032018\

Data File : BF103822.D

Aca On - 21 Mar 2018 00:06

Operator : JU/SJ

ﬁ?ggle i J1981-02 TILCON-MT-HOPE-2
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.74 Concentration Rank 1

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

6.74 68.26 ng 3260190 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 791 (6.739 min): BF103822.D (-786) (-) m/z 132.00 100.00%
132
5000 68
96 BRI SRR S SRR
40 5y 8 06 6.40 6.60 6.80 7.00
01 e B m/z 68.10 40.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRS VAR RARRS
a1 97 6.40 6.60 6.80 7.00
53 - 17 m/z 134.00 32.43%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. I‘\IIIHI i ma et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 25.31%
104
ol 14 27 39 51 66 77 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R EEma e REA
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.69%
5000 98 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SRR | S SN
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF032018\

Data File : BF103822.D

Aca On - 21 Mar 2018 00:06

Operator : JU/SJ

ﬁ?ggle i J1981-02 TILCON-MT-HOPE-2
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.11 ng 88592 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Nonadecene 266 C19H38 018435-45-5 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 2020 (13.968 min): BF103822.D (-2018) (-) m/z 83.05 100.00%

=

7

5000

g

191208 281 13.60 13.80 14.00 14.20
m/z 57.10 98.00%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83

%

5000 LA L L L L LB L
13.60 13.80 14.00 14.20
29 m/z 55.10 95.31%
ol 167 196 224 252 280 308
AL s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
R RAREEEEmamma s
13.60 13.80 14.00 14.20
5000 111 m/z 69.05 86.65%
29

139 167 106 238 266 294

HE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 L I N B SR E
83 13.60 13.80 14.00 14.20
m/z 97.00 82.71%
- J\W\LM
o \“ ‘ 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ F\DATA\BF032018\

Data File : BF103822.D

Acq On : 21 Mar 2018 00:06

Operator : JU/SJ

3?22'6 i J1981-02 TILCON-MT-HOPE-2
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-methoxy... 2.33 3.1 ng 147522 1 6.97 955227 20.0
2-Pentanone, 4-hy... 5.22 4.3 ng 205836 1 6.97 955227 20.0
unknown6 .74 6.74 68.3 ng 3260190 1 6.97 955227 20.0
Behenic alcohol 13.97 2.1 ng 88592 5 14.16 841490 20.0
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