LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105339.D

Aca On : 12 May 2018 16:02

Operator : JU/SJ

Sample : J2870-14

Misc :

ALS Vial : 9 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-BF051018.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 5.004 490 496 502 rBV 136636 191336 5.16% 0.559%
2 5.404 559 564 588 rBY 3176002 3543850 95.53% 10.348%
3 6.428 733 738 756 rBY 2837508 3632529 97.92% 10.607%
4 6.557 756 760 785 rVB 3369779 3665039 98.79% 10.702%
5 6.786 796 799 807 rBV 937052 908382 24.49% 2.652%
6 6.845 807 809 817 rVB 62358 60758 1.64% 0.177%
7 6.945 821 826 842 rBVY 2824967 2730000 73.59% 7.971%
8 7.351 890 895 906 rBVY 2043765 2289211 61.71% 6.684%
9 8.069 1013 1017 1030 rBV 1409247 1306039 35.21% 3.814%
10 9.145 1195 1200 1211 rBV 3846000 3709782 100.00% 10.832%
11 9.539 1263 1267 1276 rBV 511133 457791 12.34% 1.337%
12 9.745 1295 1302 1307 rBV3 29199 54447 1.47% 0.159%
13 9.821 1311 1315 1326 rVB 1550835 1394892 37.60% 4_.073%
14 10.239 1380 1386 1392 rBv2 31427 57497 1.55% 0.168%

15 10.616 1445 1450 1466 rBV 2533644 2654221 71.55% 7.750%

16 11.310 1564 1568 1576 rBV 1512577 1420960 38.30% 4.149%
17 11.833 1654 1657 1665 rBV2 220645 230944 6.23% 0.674%
18 12.521 1768 1774 1779 rBV 110896 123804 3.34% 0.361%
19 12.621 1788 1791 1796 rBV6 37193 45623 1.23% 0.133%
20 12.751 1810 1813 1816 rBV 67046 51576 1.39% 0.151%

21 12.904 1834 1839 1849 rBV 3328309 3280991 88.44% 9.580%
22 13.833 1994 1997 2005 rVB2 149420 180776 4.87% 0.528%
23 14.004 2018 2026 2036 rBV 917255 1046144 28.20% 3.055%
24 14.539 2114 2117 2122 rBV2 50692 66258 1.79% 0.193%
25 15.127 2214 2217 2226 rVB 50219 94607 2.55% 0.276%

26 15.556 2285 2290 2303 rVB 747375 1050134 28.31% 3.066%

Sum of corrected areas: 34247591
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105339.D

Aca On : 12 May 2018 16:02

Operator : JU/SJ

Sample : J2870-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051018_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF105339.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105339.D

Aca On : 12 May 2018 16:02

Operator : JU/SJ

Sample : J2870-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051018_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 4.21 ng 191336 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 495 (4.998 min): BF105339.D (-490) (-) m/z 43.00 100.00%
a3
59
5000
1o 460 480 500 520 5.40
83 : : : : :
o...,....,....,....',':...?.1.~:~!,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.10 55.15%
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 SRR SRS SRR
59 460 4.80 500 5.20 5.40
m/z 101.10 17.67%
15 31 101
0 ‘ 1 . 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
59
460 480 500 520 5.40
5000 M m/z 58.00 14 .58%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e S ARE AR me
59 4.60 4.80 500 5.20 5.40
m/z 41.00 9.10%
5000
41
0 “'I'“'I“'U”“'JPL'?g“l”"'W??”I'?ﬁl"“lk'”l'“'I'“'I“"I“"I SRR SN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105339.D

Aca On : 12 May 2018 16:02

Operator : JU/SJ

Sample : J2870-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051018_.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 unknown6.56 Concentration Rank 1

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

6.56 80.69 ng 3665040 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 761 (6.563 min): BF105339.D (-756) (-) m/z 132.00 100.00%
5000 68
40 g 7 g7 9|6 5115 J 6.20 6.40 6.60 6.80
o g e L peus . m/z 68.05 37.37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.69%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 m/z 66.00 24 .61%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 14 .42%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105339.D

Aca On : 12 May 2018 16:02

Operator : JU/SJ

Sample : J2870-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051018_.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.83 3.25 ng 230944 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Nonanoic acid 158 C9H1802 000112-05-0 49
Abundance Scan 1656 (11.827 min): BF105339.D (-1654) (-) m/z 43.10 100.00%
60 73
5000
129
7 LIS L e
011° | 13157171185, 213 1160 11.80 12.00 12.20
(o} m/z 60.00 91.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L B SUMRLLN UL B
11. 60 11. 80 12. 00 12 20
m/z 73.10 90.50%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
" 11160 11.80 12.00 12.20
5000 129 m/z 57.05 78.34%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid L o
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 76.76%
129
5000 29
143157 214
(o} L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105339.D

Aca On : 12 May 2018 16:02

Operator : JU/SJ

Sample : J2870-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051018_.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.46 ng 180776 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 1996 (13.827 min): BF105339.D (-1994) (-) m/z 43.10 100.00%
a3
83
5000
1p7143 164181 202 230247 "' 13,60 13.80 14.00 14.20
o} m/z 57.05 91.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 R B SO S B
13.60 13.80 14.00 14.20
125 m/z 55.00 73.46%
0 15 0 154 180196 224 9251 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
83 IR B SO B B
13.60 13.80 14.00 14.20
5000 m/z 83.10 72 .45%
111
27 67
o 13955 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester  Rm e R
13.60 13.80 14.00 14.20
69 m/z 97.10 62 .58%
5000
125
o 153169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051218\
Data File : BF105339.D

Acq On : 12 May 2018 16:02

Operator : JU/SJ

Sample - J2870-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051018 .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... 5.00 4.2 ng 191336 1 6.79 908382 20.0
unknown6 .56 6.56 80.7 ng 3665040 1 6.79 908382 20.0
n-Hexadecanoic acid 11.83 3.3 ng 230944 4 11.31 1420960 20.0
Trifluoroacetoxy ... 13.83 3.5 ng 180776 5 14.00 1046140 20.0
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