LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101461.D

Acq On : 15 Dec 2017 23:29

Operator : SJ/JU

Sample - 16888-02

Misc :

ALS Vial : 24 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 - O Peak Location: TOP

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

Method : Z:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 height area % max. total
1 2.110 3 4 27 rvB2 183085 337997 6.96% 0.881%
2 5.046 500 503 517 rBY 515306 957289 19.70% 2.496%
3 5.446 567 571 593 rBVY 3755633 4652652 95.77% 12.131%
4 5.781 623 628 640 rBY 34939 79266 1.63% 0.207%
5 6.463 739 744 761 rBV 3689642 4858362 100.00% 12.667%

6.593 761 766 769 rBV 4057727 4177833 85.99% 10.893%
6.816 800 804 811 rBV 1205358 1056849 21.75% 2.756%
3318510 3500527 72.05% 9.127%
7.387 896 901 904 rBV 2686657 2749511 56.59% 7.169%
8.098 1018 1022 1043 rVB 1311004 1358895 27.97% 3.543%
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11 9.175 1200 1205 1208 rBV 4380754 4384439 90.25% 11.431%
12 9.569 1268 1272 1278 rBV 323662 331399 6.82% 0.864%
13 9.851 1317 1320 1333 rVB 1252824 1280203 26.35% 3.338%
14 10.651 1452 1456 1469 rBV 1970637 2122374 43.68% 5.534%

15 10.745 1469 1472 1477 rVB 42017 52806 1.09% 0.138%
16 11.192 1545 1548 1551 rBV 58832 51837 1.07% 0.135%
17 11.345 1570 1574 1583 rBV 1149100 1133964 23.34% 2.957%
18 11.863 1659 1662 1669 rBv4 54744 82158 1.69% 0.214%

19 12.933 1839 1844 1847 rBV 3200662 3131304 64.45% 8.164%
20 13.810 1990 1993 2005 rVB 284260 393581 8.10% 1.026%

21 13.951 2015 2017 2021 rVB 74128 56514 1.16% 0.147%
22 13.998 2021 2025 2033 rBV 897259 891110 18.34% 2.323%
23 15.468 2271 2275 2285 rVB 490486 713277 14.68% 1.860%

Sum of corrected areas: 38354147
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
Data File : BF101461.D

Acq On : 15 Dec 2017 23:29

Operator : SJ/JU

Sample - 16888-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF101461.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101461.D

Acq On : 15 Dec 2017 23:29

Operator : SJ/JU

Sample - 16888-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.11 Concentration Rank 5

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

2.11 6.40 ng 337997 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38
2 1,4-Butanediamine 88 C4H12N2 000110-60-1 9
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9
4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 9

Abundance Scan 4 (2.110 min): BF101461.D (-3) (-) m/z 73.10 100.00%
3
5000 43
55 87
39 2.20 2.30 2.40 2.50
48 52 | 59 69 82
0 ....,....,....,....,....,....,...!,!:..!....,....!:...,....,....,!. e 2 | M7z 43.05  36.05%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- L
73
5000 USRS U R IR
43 2.20 2.30 2.40 2.50
55 87 m/z 87.10 24.69%
0 2523 33 39 | 4650 ‘ 59 7Q o 80
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
220 230 240 250
5000 43 m/z 55.10 22.83%
59 n
0 17 27 39 146 5356 68 88
R K A AR ALY KAL) KAL) KAy LA AR LR KAL) KAL) KAy AR RN RN AL LA
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol R ABAREEEEEEE ua s e
73 2.20 2.30 2.40 2.50
55 m/z 45.00 12.93%
43
5000
27 39 }\\
31
0 “'w'“ﬁé“'v'“|“lhl“'v'“|“'¢'“'ﬁ%“|”'W“'w'“?q'l"“ﬁ%“l“'w'“'v" RSN LRSS UL R AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101461.D

Acq On : 15 Dec 2017 23:29

Operator : SJ/JU

Sample - 16888-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.05 18.12 ng 957289 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 504 (5.051 min): BF101461.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101 LA UL U LR
| 7383 | 007 480 500 520 5.40
o= e m/z 59.10 55.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U N LR I
480 5.00 520 5.40
59 m/z 101.10 17.46%
2\7\ LIl H 70 83 10‘1
G L U S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 m/z 58.00 14 _.89%
41
73 86
e L UL S S U I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl-
59 480 5.00 520 5.40
m/z 41.00 8.59%
5000
101
0 '}?l?Z“'wu"H‘l'Z}'F?"'l""l""l SR R RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101461.D

Acq On : 15 Dec 2017 23:29

Operator : SJ/JU

Sample - 16888-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.59 Concentration Rank 1

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

6.59 79.06 ng 4177830 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 766 (6.593 min): BF101461.D (-761) (-) m/z 132.10 100.00%
132
5000 68 L
40 %6 J 620 640 6.60 6.80 7.00
54 : : : : :
o Qrer |wsus ) wjz 68.10  41.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR AR RS S L
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.10 32.81%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.05 26.31%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 |
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A o o
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.60%
117
5000
29 91
7 1S o7 ey
0||‘||||||‘|‘||‘l‘|||“|||=||||||‘|l“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101461.D

Acq On : 15 Dec 2017 23:29

Operator : SJ/JU

Sample - 16888-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 8.83 ng 393581 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 1-Docosene 308 C22H44 001599-67-3 94
Abundance Scan 1993 (13.810 min): BF101461.D (-1990) (-) m/z 57.10 100.00%
57
] W
5000
111
3 139 13.40 13.60 13.80 14.00 14.20
o f AP a67 204224245 280 385 s Uao T 93 60%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 AR ML BN IR
13.40 13.60 13.80 14.00 14.20
29 111 m/z 55.10 86.73%
o Ll 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 NI AR SR B B
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 83.10 77.68%
29
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 A B o
7 83 13.40 13.60 13.80 14.00 14.20
m/z 97.10 70.02%
h | M\M/LM
29 139
o ‘ J‘ | Jy |, 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101461.D

Acq On : 15 Dec 2017 23:29

Operator : SJ/JU

Sample - 16888-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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]
unknown2 .11 2.11 6.4 ng 337997 1 6.82 1056850 20.0
2-Pentanone, 4-hy... 5.05 18.1 ng 957289 1 6.82 1056850 20.0
unknown6 .59 6.59 79.1 ng 4177830 1 6.82 1056850 20.0
5-Eicosene, (E)- 13.81 8.8 ng 393581 5 14.00 891110 20.0
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