LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101506.D

Acq On : 19 Dec 2017 4:17

Operator : SJ/JU

Sample - 16909-08

Misc :

ALS Vial : 33 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 5.022 496 499 509 rBv 99622 132900 3.90% 0.614%
2 5.434 566 569 588 rBY 989332 1272315 37.37% 5.877%
3 6.457 739 743 761 rBvV2 615927 915474 26.89%  4.229%
4 6.581 761 764 771 rBV 1978747 2061052 60.54% 9.521%
5 6.810 799 803 811 rBV 909602 808919 23.76% 3.737%

6.963 825 829 833 rBV 2752941 2737349 80.40% 12.645%
7.381 895 900 903 rBV 2229774 2132740 62.64% 9.852%
8.092 1018 1021 1036 rBV 1059069 965482 28.36% 4._.460%
9.169 1199 1204 1207 rBV 3731312 3404502 100.00% 15.727%
9.563 1265 1271 1278 rBV 98683 94679 2.78% 0.437%

=
QO ~NO®

11 9.851 1316 1320 1332 rVB 858622 869946 25.55% 4.019%
12 10.563 1436 1441 1446 rBV 48958 48221 1.42% 0.223%
13 10.645 1451 1455 1468 rBV 1118217 1124908 33.04% 5.196%
14 11.339 1569 1573 1582 rBV 793764 744447 21.87% 3.439%
15 11.857 1657 1661 1665 rBV 88295 106690 3.13% 0.493%

16 12.563 1776 1781 1789 rBV7 43577 94329 2.77% 0.436%
17 12.921 1838 1842 1846 rBV 2485144 2495208 73.29% 11.527%
18 13.804 1989 1992 1999 rVB 70062 69284 2.04% 0.320%

19 13.992 2020 2024 2029 rBV 811239 777881 22.85% 3.593%
20 15.462 2270 2274 2283 rVB 536087 791223 23.24% 3.655%

Sum of corrected areas: 21647549
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121817\
Data File : BF101506.D

Acq On : 19 Dec 2017 4:17

Operator : SJ/JU

Sample - 16909-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101506.D

Acq On : 19 Dec 2017 4:17

Operator : SJ/JU

Sample - 16909-08

Misc :

ALS Vial : 33 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.

5.02 3.29 ng 132900 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 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 499 (5.022 min): BF101506.D (-496) (-) m/z 43.00 100.00%
43
59
5000
101 NSRBI SARAARRARE SURRE A
53 83 | 4.60 4.80 5.00 520 5.40
o] SN UMM /4 oS M m/z 59.00 53.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR SR LS SRR
4.60 4.80 5.00 520 5.40
m/z 101.10 17.81%
15 31 101
o | 2577 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 15.45%
29 101
0 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13640: 3-Octanol T BRamr B e
59 4.60 4.80 5.00 520 5.40
m/z 41.00 9.22%
5000 41 83
31
101
0 '"I""I"'“h""ﬂlﬂw"l?'lui"'g?""l'a "|""|""}%%"|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101506.D

Acq On : 19 Dec 2017 4:17

Operator : SJ/JU

Sample - 16909-08

Misc :

ALS Vial : 33 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 2

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

6.58 50.96 ng 2061050 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 764 (6.581 min): BF101506.D (-761) (-) m/z 132.00 100.00%
132
5000 68
0 o || % 550 6% 660 680 700
o} I B e B B m/z 68.10 42 .01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 AR VRS LRSS RN R
6.20 6.40 6.60 6.80 7.00
104 m/z 134.00 32.14%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.60%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.23%
117
5000
39 91
27 51 65 77 ‘ 105 ‘
0|||||‘||||||“|‘||m|||‘||||||“i‘||l‘||l“:luuuuluuuuluuuu
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\BF121817\
Data File : BF101506.D

Acq On : 19 Dec 2017 4:17

Operator : SJ/JU

Sample - 16909-08

Misc :

ALS Vial : 33 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.87 ng 106690 Phenanthrene-d10 11.34
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 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1662 (11.863 min): BF101506.D (-1657) (-) m/z 73.00 100.00%
43 60 73
5000 1 ’Wj\\y‘/\'
157 185 rrryrrrryrrrrprrryrrT1
14377 171 100213207 256 1160 1180 12.00 12.20
(o} m/z 60.00 96.70%
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 LI L B SULRLLN UL
nmnmnmnm
m/z 57.10 96.03%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1160 11.80 12,00 12.20
5000 129 m/z 43.00 85.07%
29 87
115 | 143 199 242
101 185
0 '}?I'"'I""I""I""I""I""I"%?7}Z% T ,?}?2?§|,|,,,,|, «NMW\NVMvAWWMJ\¢WNMNWVWMVWA“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid e  RRRaE Bam s
60 73 11.60 11.80 12.00 12.20
43 m/z 41.05 78.61%
5000 129
29
oL 15
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:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101506.D

Acq On : 19 Dec 2017 4:17

Operator : SJ/JU

Sample - 16909-08

Misc :

ALS Vial : 33 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 unknownl2.56 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.56 2.53 ng 94329 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanone, 3-(3-hydroxy-1-p... 140 C8H1202 074473-08-8 46
2 Pentafluoropropionic acid, dodec... 332 C15H25F502 006222-04-4 35
3 1-Tetradecanol 214 C14H300 000112-72-1 27
4 1-Decene 140 C10H20 000872-05-9 25
5 2-Butenedioic acid (Z2)-, monodod... 284 C16H2804 002424-61-5 18

Abundance Scan 1781 (12.563 min): BF101506.D (-1776) (-) m/z 55.00 100.00%

5000

12.20 12.40 12.60 12.80

0 m/z 41.00 69.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #18504: Cyclopentanone, 3-(3-hydroxy-1-propenyl)-
83
55
5000 UMV AR B
3 12.20 12.40 12.60 12.80
m/z 69.10 67.12%
122 140
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 UV L AR B
12.20 12.40 12.60 12.80
5000 m/z 83.05 51.05%
111
29 140 168
o 195213 243 314
ERRRR RRRAN ARRRE RRRRR AL RRAAN SRR RRAAN SRRAN RARRS LRRAN SRR RRARN SRR BARAY SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72852: 1-Tetradecanol R EE R E s
43 12.20 12.40 12.60 12.80

m/z 43.05 50.78%

5000

1
0...,.‘.;.%‘. R e EEEE

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101506.D

Acq On : 19 Dec 2017 4:17

Operator : SJ/JU

Sample - 16909-08

Misc :

ALS Vial : 33 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]
2-Pentanone, 4-hy... 5.02 3.3 ng 132900 1 6.81 808919 20.0
unknown6 .58 6.58 51.0 ng 2061050 1 6.81 808919 20.0
n-Hexadecanoic acid 11.86 2.9 ng 106690 4 11.34 744447 20.0
unknownl12 .56 12.56 2.5 ng 94329 4 11.34 744447 20.0
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