LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110617\
Data File : BF100255.D

Acq On : 6 Nov 2017 17:18

Operator : SJ/JU

Sample : PB103997TB

Misc :

ALS Vial : 3 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-BF102317_.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 4.992 491 494 514 rBvV 125499 256058 11.08% 1.297%
2 5.392 559 562 601 rBVY 1236624 1906642 82.47% 9.661%
3 6.410 732 735 753 rBV 1362582 1773775 76.72% 8.987%
4 6.534 753 756 767 rVvB 1917138 1962834 84.90% 9.945%
5 6.757 791 794 810 rVB 518384 530730 22.96% 2.689%

6.910 817 820 835 rBV 1588930 1578383 68.27% 7.997%
7.334 888 892 920 rBV 1031932 1149361 49.71% 5.824%
8.039 1009 1012 1030 rBV 687400 723809 31.31% 3.667%
9.110 1190 1194 1206 rBV 2331443 2311901 100.00% 11.714%
9.792 1307 1310 1320 rBV 883517 820540 35.49% 4.158%

=
QO ~NO®

11 10.592 1442 1446 1463 rBV 1172302 1193674 51.63% 6.048%
12 11.286 1561 1564 1575 rBV 860953 855034 36.98% 4_.332%
13 11.798 1642 1651 1663 rBvV2 108709 203441 8.80% 1.031%
14 12.039 1681 1692 1703 rBV2 95592 300169 12.98% 1.521%
15 12.498 1765 1770 1771 rBV3 16669 25006 1.08% 0.127%

16 12.580 1779 1784 1798 rBV 286837 511835 22.14% 2.593%
17 12.868 1829 1833 1836 rBV 2369320 2229744 96.45% 11.298%
18 13.945 2012 2016 2028 rBV 633059 771000 33.35% 3.906%

19 14.510 2105 2112 2116 rBvV6 13239 23189 1.00% 0.117%

20 15.339 2250 2253 2260 rVB3 18587 23753 1.03% 0.120%

21 15.404 2260 2264 2280 rBV 300909 534369 23.11% 2.708%

22 16.227 2399 2404 2409 rVvB4 14420 23442 1.01% 0.119%

23 17.439 2603 2610 2617 rBV9 10884 27652 1.20% 0.140%
Sum of corrected areas: 19736341
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF110617\

BF100255.D

6 Nov 2017 17:18

SJ/Ju

PB103997TB

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF102317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110617\
Data File : BF100255.D

Acq On : 6 Nov 2017 17:18

Operator : SJ/JU

Sample : PB103997TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 4

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

4.99 9.65 ng 256058 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 494 (4.992 min): BF100255.D (-491) (-) m/z 42.95 100.00%
a3
59
5000
101 NSRRI AR SRS L
83 4.60 4.80 5.00 5.20 5.40
o) SR Y FHIMSSSOY | FESEESS MSS I HESS m/z 59.10 60.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SR AN SR
4.60 4.80 5.00 5.20 5.40
m/z 101.00 25.79%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 17.08%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
509 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.43%
5000 31 43 73
0 25L\ 37\“H 53| 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110617\
Data File : BF100255.D

Acq On : 6 Nov 2017 17:18

Operator : SJ/JU

Sample : PB103997TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 unknown6.53 Concentration Rank 1

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

6.53 73.97 ng 1962830 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 755 (6.528 min): BF100255.D (-753) (-) m/z 132.00 100.00%
5000 68
0 g5 |l 5 g o 00 620 6.40 6.60 6.80
K L T N [ N m/z 68.05 39.24%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L AR IR I LR
6.20 6.40 6.60 6.80
31 78 m/z 134.00 31.71%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 65.95 23.62%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132 6.20 6.40 6.60 6.80

m/z 69.05 14 .48%

5000
77 104
39 ‘M 576369 | 8793 || 115

Ol T P T T T T T e T e e el e

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110617\
Data File : BF100255.D

Acq On : 6 Nov 2017 17:18

Operator : SJ/JU

Sample : PB103997TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.80 4.76 ng 203441 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 18
Abundance Scan 1651 (11.798 min): BF100255.D (-1642) (-) m/z 73.00 100.00%
73
43
5000 129
213
14z T AL185 0 0 o 11.40 11.60 11.80 12.00 12.20
0 m/z 60.00 94 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
11.40 11.60 11.80 12.00 12.20
m/z 43.05 77.09%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11:40 11.60 11.80 12.00 12.20
5000 129 m/z 57.00 68.69%
29 a7
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 #72643: Tridecanoic acid
43 6078 11.40 11.60 11.80 12.00 12.20
m/z 55.05 64 .15%
5000 129
29
oL15 L#“ 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110617\
Data File : BF100255.D

Acq On : 6 Nov 2017 17:18

Operator : SJ/JU

Sample : PB103997TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.04 7.02 ng 300169 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 86
2 7-Nonenamide 155 C9H17NO 090949-53-4 64
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
4 Tetradecanamide 227 C14H29NO 000638-58-4 43
5 Dodecanamide 199 C12H25N0 001120-16-7 38
Abundance Scan 1692 (12.039 min): BF100255.D (-1681) (-) m/z 59.00 100.00%
5000 )/\\\\
83 RN SR UL RSN B
wﬂmﬁﬂl% 208 11:80 12,00 12.20 12.40
0 m/z 72.00 78.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59

5000 a1 L e e
11.80 12.00 12.20 12.40

m/z 55.05 46.09%

2 81
0 98 112126140154 170184198 221 233 264 281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59

11.80 12. 00 12. 20 12.40
5000 m/z 41.00 30.06%

44
73 155
. 29 98 112126149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance : i i

#85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trinydroxy-... R o o LA e e e
11. 80 12. 00 12. 20 12. 40

m/z 69.05 27 .76%

5000

3 91 111175141155170 196 212 229

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110617\
Data File : BF100255.D

Acq On : 6 Nov 2017 17:18

Operator : SJ/JU

Sample : PB103997TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.58 11.97 ng 511835 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 1784 (12.580 min): BF100255.D (-1779) (-) m/z 73.00 100.00%
43 ., 78
5000 129
12:20 12,40 12.60 12.80
0 m/z 43.10 88.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 NN AU SUNE R
12.20 12.40 12.60 12.80
185 m/z 60.00 85.02%
143,571 241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> NN R
12.20 12.40 12.60 12.80
5000 129 m/z 57.05 80.45%
29 87 199
101115 14315711185 213 242
oL15
wﬁmﬁmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R e
43 0 12.20 12.40 12.60 12.80
m/z 55.05 62.68%
5000
1431571711851 213 256
0 A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1220 1260 12%0 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110617\
Data File : BF100255.D

Acq On : 6 Nov 2017 17:18

Operator : SJ/JU

Sample : PB103997TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4.99 9.7 ng 256058 1 6.76 530730 20.0
unknown6 .53 6.53 74.0 ng 1962830 1 6.76 530730 20.0
n-Hexadecanoic acid 11.80 4.8 ng 203441 4 11.29 855034 20.0
9-Octadecenamide, ... 12.04 7.0 ng 300169 4 11.29 855034 20.0
Octadecanoic acid 12.58 12.0 ng 511835 4 11.29 855034 20.0
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