LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\

Data File : BF103033.D

Acq On : 15 Feb 2018 22:21 Instrument :
Operator : SJ/JU BNA_F

Sample - J1540-06 ClientSampleld :
Misc - CB-5-LINE-NW@3
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:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 2.157 7 12 28 rvB 902589 1252674 26.67% 3.256%
2 5.116 512 515 523 rVB 114037 151100 3.22% 0.393%
3 5.504 576 581 584 rBV 4250064 4407607 93.83% 11.458%
4 6.510 747 752 765 rBV 3682533 4697413 100.00% 12.211%
5 6.651 771 776 779 rBV 4311546 4344862 92.49% 11.295%
6 6.875 811 814 818 rBV 1221447 1028385 21.89% 2.673%
7 7.033 837 841 845 rBV 3596151 3397002 72.32% 8.831%
8 7.445 905 911 914 rBV 2631144 2789786 59.39% 7.252%
9 8.157 1029 1032 1046 rVB 1481172 1387871 29.55% 3.608%
10 9.233 1210 1215 1218 rBV 4366384 4236373 90.19% 11.013%
11 9.304 1224 1227 1230 rVB 69138 52485 1.12% 0.136%

12 9.622 1277 1281 1284 rBV 383293 351109 7.47% 0.913%
13 9.833 1314 1317 1322 rVB 183327 141960 3.02% 0.369%
14 9.916 1327 1331 1335 rBV 1574521 1340013 28.53% 3.483%
15 10.310 1395 1398 1400 rBV 110258 87518 1.86% 0.228%

16 10.333 1400 1402 1405 rVB 220969 165941 3.53% 0.431%
17 10.557 1435 1440 1442 rBV 58416 70548 1.50% 0.183%
18 10.704 1461 1465 1475 rVB 1976532 2001198 42.60% 5.202%
19 10.810 1480 1483 1493 rVB 171031 190089 4._05% 0.494%

20 10.963 1505 1509 1512 rVB 61638 58161 1.24% 0.151%
21 11.257 1555 1559 1561 rBV 82569 65416 1.39% 0.170%
22 11.404 1580 1584 1587 rBV 1308004 1103171 23.48% 2.868%
23 11.433 1587 1589 1593 rVB2 55509 53831 1.15% 0.140%

24 12.986 1849 1853 1857 rBV 2852987 2845012 60.57% 7.396%
25 13.868 2000 2003 2009 rBV 159849 166560 3.55% 0.433%

26 14.045 2029 2033 2044 rVB 1003972 911902 19.41% 2.371%
27 14.498 2107 2110 2114 rBV5 31723 47115 1.00% 0.122%

28 14.786 2156 2159 2166 rBV 329588 384490 8.19% 1.000%
29 15.527 2280 2285 2292 rVB2 585459 738339 15.72% 1.919%

Sum of corrected areas: 38467931
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF021518\

BF103033.D

15 Feb 2018 22:21

SJ/Ju

J1540-06

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103033.D

Acq On : 15 Feb 2018 22:21

Operator : SJ/JU

Sample - J1540-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.16 24 .36 ng 1252670 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.157 min): BF103033.D (-7) (-) m/z 73.00 100.00%

7
5000 43
55 87

220 230 240 2.50 2.60
o..,.”.,.”.,..ﬁ%hﬂ.?ﬂ.Lu“??.Jm..?%.”,....“.. m/z 43.00 44.38%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI L L L L L L L LB B
43 2.20 2.30 2.40 2.50 2.60
%5 87 m/z 55.00 31.49%
29
35 ‘\w | 50 ‘ 67 | | 80
O T T T T e T [ T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 23.94%
29
15 67 97
O T T T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1997: Silane, tetramethyl- N Bamas
78 220 230 240 2.50 2.60

m/z 40.95 13.97%

5000
0 29 37 | \ 53 59 65 ||, 80 88

m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2. 40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103033.D

Acq On : 15 Feb 2018 22:21

Operator : SJ/JU

Sample - J1540-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.12 2.94 ng 151100 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 516 (5.122 min): BF103033.D (-512) (-) m/z 43.00 100.00%
43
59
5000
1 PO
83 : : : :
o..,....,....,...3.3,':...?1..:I,....,....,.~...,....,|....,. m/z 59.00 58.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR AR LA RN
4.80 5.00 520 5.40
59 m/z 101.00 18.12%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 15.81%
a1 101
0 15 31 53 69 83
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e e e A
59 4.80 5.00 520 5.40

m/z 41.00 7.33%
5000

53 73 86

N NN P R PR - NN - N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103033.D

Acq On : 15 Feb 2018 22:21

Operator : SJ/JU

Sample - J1540-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 3 unknown6.65 Concentration Rank 1

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

6.65 84 .50 ng 4344860 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 776 (6.651 min): BF103033.D (-771) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTTT T T T T T T T T
40 _ 54 | 75 104 6.40 6.60 6.80 7.00
o S I O 1 R/ A Ml S | m/z 68.00 41.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR S R R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.09%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 27.02%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R B ma

132 6.40 6.60 6.80 7.00
m/z 69.00 15.43%

5000

104
66
14 27 37 4451 58 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

77

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103033.D

Acq On : 15 Feb 2018 22:21

Operator : SJ/JU

Sample - J1540-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.83 2.12 ng 141960 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
4 Tetradecane 198 C14H30 000629-59-4 64
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 59
Abundance Scan 1316 (9.827 min): BF103033.D (-1314) (-) m/z 57.00 100.00%
57
5000
85
3 | 113 9.60 9.80 10.00 10.20
2 s A a e m/z 43.00 66.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane
57
5000 RIS LA RN BRI B

85 9.60 9.80 1000 10 20
29 m/z 71.00 55.78%

‘\ Ll ) 113 141 169 197 226

L e S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
9.60 9.80 10.00 10.20
5000 85 m/z 41.00 30.68%
29 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢ e e e
1 112 9.60 9.80 10.00 10.20
95 m/z 85.10 25.04%
5000
0 (75, 17 216 s 312 342
e "'“"""“'v'“ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103033.D

Acq On : 15 Feb 2018 22:21

Operator : SJ/JU

Sample - J1540-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 8 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.65 ng 166560 Chrysene-di2 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 2003 (13.868 min): BF103033.D (-2000) (-) m/z 57.00 100.00%
N vaﬂAmevawwvaAWMw
5000
111
SR AR SUNIUE SR B
o Lhas o8es2 2 w/z 55.00 94.820%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 L SR SUMLL I I
m 13.60 13.80 14.00 14.20
m/z 43.00 85.18%
29 169
o .“. ey ‘l‘\lwhfl?\lg‘l ‘. L ZJI-OI ; |25|5| — .‘:’0.6.
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
8 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 11 m/z 82.95 82.08%
29 169
O L L e T B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester A mm e
83 13.60 13.80 14.00 14.20
m/z 69.00 73.73%
5000 111
29
|| |]]aa0 168 350 g 342
0! NN | 1 | | A A — —T — ——T — T
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103033.D

Acq On : 15 Feb 2018 22:21

Operator : SJ/JU

Sample - J1540-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 9 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.79 10.41 ng 384490 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 80
2 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 59
5 Dodecanamide 199 C12H25NO 001120-16-7 53
Abundance Scan 2159 (14.786 min): BF103033.D (-2156) (-) m/z 59.00 100.00%
o
5000
3 T 140 170188210 235255277 320 348 380 1490 19001080 1500 1520
0 L R m/z 71.95 58.82%
m/z--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 S B SRS B B
mmmmmmmmmm
m/z 55.00 44 .52%
ok Izlg .H‘ H‘ \‘\ \H \Hi M %3|6]|'5|6|1|8‘}| |22|0| |253|‘ Iz?ll T
m/z--> 50 100 150 200 250 300 350
Abundance
59
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.00 28.92%
0 e 141 e - ‘J\mh
m/z--> éo 160 150 260 250 360 3%0
Abundance #83610: Tetradecanamide A EEaEE e
59 14.40 14.60 14.80 15.00 15.20
m/z 41.00 28.20%
- Wfk_\—vw
97 128 227
0 ..2?.L I b 252 e 208 S
m/z--> 50 100 150 200 250 300 350 14. 40 14 60 14. 80 15. oo 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103033.D

Acq On : 15 Feb 2018 22:21

Operator : SJ/JU

Sample - J1540-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.16 24_4 ng 1252670 1 6.87 1028390 20.0
2-Pentanone, 4-hy... 5.12 2.9 ng 151100 1 6.87 1028390 20.0
unknown6 .65 6.65 84.5 ng 4344860 1 6.87 1028390 20.0
Hexadecane 9.83 2.1 ng 141960 3 9.92 1340010 20.0
Heptafluorobutyri... 13.87 3.6 ng 166560 5 14.04 911902 20.0
9-Octadecenamide, ... 14.79 10.4 ng 384490 6 15.53 738339 20.0
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