LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101496.D

Acq On : 18 Dec 2017 22:18

Operator : SJ/JU

Sample - 16888-10

Misc :

ALS Vial : 25 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 5.034 497 501 522 rBVY 407189 645046 18.43% 2.286%
2 5.434 565 569 595 rBV 2923265 3386350 96.74% 12.000%
3 5.775 624 627 638 rBY 20853 44908 1.28% 0.159%
4 6.451 738 742 760 rBvV 2857004 3500348 100.00% 12.404%
5 6.581 760 764 768 rBvV 3092014 3128174 89.37% 11.085%
6 6.810 799 803 811 rBV 914800 819310 23.41% 2.903%
7 6.963 825 829 845 rBV 2600149 2582697 73.78% 9.152%
8 7.380 895 900 918 rBV 1881889 2049926 58.56% 7.264%
9 8.092 1017 1021 1040 rVB 1016892 1038285 29.66% 3.679%
10 8.651 1113 1116 1127 rVB 67490 81596 2.33% 0.289%

11 9.163 1199 1203 1213 rBV 3129293 3238334 92.51% 11.475%
12 9.563 1267 1271 1277 rBV 233376 213614 6.10% 0.757%
13 9.845 1316 1319 1333 rVB2 1015309 955358 27.29% 3.385%
14 10.563 1437 1441 1446 rBvV 152871 142336 4_.07% 0.504%
15 10.639 1451 1454 1468 rBV 1422730 1541740 44.05% 5.463%

16 11.339 1569 1573 1582 rBV 822297 803244 22.95% 2.846%
17 12.921 1838 1842 1845 rBV 2299731 2042921 58.36% 7.239%
18 13.804 1988 1992 2004 rBV 231675 331156 9.46% 1.173%
19 13.986 2020 2023 2031 rBV 724864 774928 22.14% 2.746%

20 14.727 2146 2149 2153 rVB 41968 41548 1.19% 0.147%

21 15.427 2265 2268 2270 rBV2 44158 56943 1.63% 0.202%

22 15.456 2270 2273 2281 rVB 495030 672969 19.23% 2.385%

23 15.851 2337 2340 2346 rVB2 40134 56791 1.62% 0.201%

24 16.345 2421 2424 2431 rVB3 45068 71440 2.04% 0.253%
Sum of corrected areas: 28219962
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF121817\

BF101496.D

18 Dec 2017 22:18

SJ/Ju

16888-10

25 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101496.D

Acq On : 18 Dec 2017 22:18

Operator : SJ/JU

Sample - 16888-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 15.75 ng 645046 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 500 (5.028 min): BF101496.D (-497) (-) m/z 43.00 100.00%
43
59 F
5000
101
51 | 83 | 4.60 4.80 5.00 5.20 5.40
A M SN m/z 59.00 53.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 16.73%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 14.83%
29 101
ok 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.71%
5000 41
68
0 150 . 126 147
mz-> 10 20 %0 4 s'o 60 70 80 0 100 110 130 130 140 | | 460 480 500 520 840
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101496.D

Acq On : 18 Dec 2017 22:18

Operator : SJ/JU

Sample - 16888-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 unknown6.58 Concentration Rank 1

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

6.58 76.36 ng 3128170 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 764 (6.581 min): BF101496.D (-760) (-) m/z 132.00 100.00%
132
5000 68
40 % 620 6.40 6.60 6.80 7.00
54 . . . :
0 Th our | m/z 68.10  41.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AN AR SR
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.77%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.05 26.63%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl e o o e A mE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.58%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 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\BF121817\
Data File : BF101496.D

Acq On : 18 Dec 2017 22:18

Operator : SJ/JU

Sample - 16888-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 4 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.98 ng 142336 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 52
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
Abundance Scan 1441 (10.563 min): %F101496.D (-1437) () m/z 105.00 100.00%
105
77
5000 182
51 IR | G
152 10.20 10.40 10.60 10.80
o...,...??..'|..,6.3..' ML TR RN e m/z 77.00 59.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 JRUMABAR IR RN SRR
10.20 10.40 10.60 10.80
o1 m/z 182.10 50.94%
0 27 39 J 63 126 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77
182 10.20 1040 10.60 10.80
5000 m/z 51.00 25.32%
51 105
o 27 39 64 91 115 128139 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance #34635: N-Methoxy-N-methylbenzamide R e
105 10.20 10.40 10.60 10.80
m/z 181.00 9.05%
77
5000
51
ol 15 28 39 | 63 | 91 | 118 134 165
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80 |
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101496.D

Acq On : 18 Dec 2017 22:18

Operator : SJ/JU

Sample - 16888-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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.

13.80 8.55 ng 331156 Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91

Abundance Scan 1991 (13.798 min): BF101496.D (-1988) (-) m/z 57.05 100.00%

97

83

5000

:

13.40 13.60 13.80 14.00 14.20

139 163182 ,0g

o m/z 55.00 95.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 TT T T[T T I T [T T T T[T T TT[TT
13. 40 13 60 13. 80 14. 00 14 20
29 m/z 43.05 90.06%
0 ‘L 139 167 196 223 252 280
EARRRRIELEL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 R R EARE RS S SRR
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 81.13%
27 125

o 153169 196 224

wmmmmﬂrwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane i i et
13.40 13.60 13.80 14.00 14.20

m/z 69.05 73 .10%

EE

5000

125

5

154 180196 224 9251 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101496.D

Acq On : 18 Dec 2017 22:18

Operator : SJ/JU

Sample - 16888-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 6 Pentadecane, 3-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.34 2.12 ng 71440 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 3-methyl- 226 C16H34 002882-96-4 64
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 59
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 59

Abundance Scan 2423 (16.339 min): BF101496.D (-2421) (-) m/z 57.10 100.00%
57
5000 85
111 182 281
3 1n\|| 152 204 239257 327 o376 16.00 1620 16.40 1660 ___
O m/z 71.10 77.71%
m/z--> 50 100 150 200 250 300 350
Abundance #83037: Pentadecane, 3-methyl-
57
5000 AU DR SRR
85 16.00 16.20 16.40 16.60
197 m/z 43.00 74.16%
3 113 141
o N 0 . -
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.00 16.20 16.40 16.60
5000 m/z 85.10 51.13%
85
29
113 155 g3
O e e e e LA e e e e e e o e e e B e N B e o e
m/z--> 5|0 1(I)O 15|0 2CI)O ZéO 3(I)O 35|0
Abundance #105904: Pentadecane, 2,6,10-trimethyl- R e
57 16.00 16.20 16.40 16.60
m/z 99.00 27.62%
5000
85
29 ‘ 113
oy e e e
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101496.D

Acq On : 18 Dec 2017 22:18

Operator : SJ/JU

Sample - 16888-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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]
2-Pentanone, 4-hy... 5.03 15.8 ng 645046 1 6.81 819310 20.0
unknown6 .58 6.58 76.4 ng 3128170 1 6.81 819310 20.0
Benzophenone 10.56 3.0 ng 142336 3 9.85 955358 20.0
5-Eicosene, (E)- 13.80 8.6 ng 331156 5 13.99 774928 20.0
Pentadecane, 3-me... 16.34 2.1 ng 71440 6 15.46 672969 20.0
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