LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099230.D

Aca On : 8 Oct 2017 14:14

Operator : SJ/JU

Sample : 15604-06

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-BF092317.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 2.934 140 144 151 rvVB 39265 56301 1.42% 0.183%
2 5.116 511 515 525 rVB 561347 817743 20.65% 2.664%
3 5.504 576 581 585 rBY 2739129 2979857 75.25% 9.708%
4 6.504 746 751 754 rBVY 2598375 2578237 65.11% 8.399%
5 6.640 769 774 777 rBV 3177627 3325787 83.99% 10.834%
6 6.698 781 784 797 rVB 47992 55587 1.40% 0.181%
7 6.863 809 812 816 rBV 845890 736001 18.59% 2.398%
8 7.022 834 839 843 rBVY 2774746 2733091 69.02% 8.904%
9 7.434 903 909 912 rBVY 2074763 2217296 55.99% 7.223%
10 8.145 1026 1030 1033 rBvV 1206381 1039618 26.25% 3.387%

11 9.222 1207 1213 1216 rBV 3827779 3959875 100.00% 12.900%
12 9.898 1323 1328 1332 rBV 1161817 1123352 28.37% 3.660%
13 10.692 1458 1463 1478 rBV 2043256 2251060 56.85% 7.333%
14 11.386 1577 1581 1585 rBV 1247373 1142744 28.86% 3.723%
15 12.780 1815 1818 1821 rBV 179694 136304 3.44% 0.444%

16 12.974 1846 1851 1854 rBV2 3387295 3732896 94.27% 12.161%
17 13.486 1934 1938 1941 rBV 122674 99026 2.50% 0.323%

18 14.027 2026 2030 2034 rBV 1101858 981327 24.78% 3.197%
19 15.504 2276 2281 2291 rBV 588295 730320 18.44% 2.379%

Sum of corrected areas: 30696422
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099230.D

Aca On - 8 Oct 2017 14:14

Operator : SJ/JU

Sample : 15604-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.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: BF099230.D
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF099230.D
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1000000
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e ey 1A

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF099230.D
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099230.D

Aca On : 8 Oct 2017 14:14

Operator : SJ/JU

Sample : 15604-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.12 22.22 ng 817743 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF099230.D (-511) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 MM 1 UMMM .
4.80 500 5.20 5.40
83.0
o..,....,....','....,..:I,....7,1.?..,....,....,|....,....,....,....,...., m/z 59.00 59.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R LR R I
59.0 480 500 520 540
m/z 101.00 22 .63%
31.0 g3 1010
O RRRAARAA RN Raa0s Rasts RERSA RARRRASSR RSN LARM NARRS A AR LA RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 m/z 58.00 17.44%
41.0
29.0 101.0
ol 73.0 86.0
mmmwwmwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B e AR S
59.0 480 500 5.20 5.40
m/z 41.05 8.60%
5000 41.0
0 A A =X 1260 1420
mz-> % 30 4b 80 60 10 80 9 100 10 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099230.D

Aca On : 8 Oct 2017 14:14

Operator : SJ/JU

Sample : 15604-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.64 Concentration Rank 1

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

6.64 90.37 ng 3325790 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 774 (6.640 min): BF099230.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 P ASEP SRS SRS R
40.0 54.0 J 6.40 6.60 6.80 7.00
bl :|-.|.'.8,1-9. TR m/z 68.10 37.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 B RS S R
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.40%
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
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.70%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propiony! R E R S AN SRR
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .68%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I E R e e RS
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099230.D

Aca On : 8 Oct 2017 14:14

Operator : SJ/JU

Sample : 15604-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.78 2.78 ng 136304 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 45
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 37

Abundance Scan 1818 (12.780 min): BF099230.D (-1815) (-) m/z 56.05 100.00%
56.0
5000
831 1291 2572 |""|""|_'A"'|""|II
: 157.1 185.1 213.2 12.40 12.60 12.80 13.00
Orrrrprerr b o4 m/z 57.00 51.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000 %
12.40 12.60 12.80 13.00
29.0 m/z 43.05 37.83%
‘ 83 0 129.0 257.0
0 I h H \M N ‘ 1570 1850 2130 ‘ 2830 3120
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360

Abundance
T

12.40 12.60 12. 80 13.00

5000 m/z 41.00 33.41%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester T T T
57.0 12.40 12.60 12. 80 13. 00

m/z 55.00 31.02%

5000
239.0
29.0

85.0 129 0
\‘ \\ HH H\ \H J\ 157 0 185 0 21\3 O ‘\ H\ 282 0 312 0 L/\_J\AM‘«

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099230.D

Aca On : 8 Oct 2017 14:14

Operator : SJ/JU

Sample : 15604-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butyl myristate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.49 2.02 ng 99026 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 64
2 Trifluoroacetic acid. 4-methvilpe... 198 C8H13F302 000327-71-9 32
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 32
4 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 32
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
Abundance Scan 1939 (13.492 min): BF099230.D (-1934) (-) m/z 56.00 100.00%
56.0
5000
129.0 285.3 AWA
97.1 e AT
185.0 2412 340.3 13.20 13.40 13.60 13.80
o} m/z 57.05 55.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131257: Butyl myristate
56.0
5000 R RN BN RN S
229.0 1320 13.40 13.60 13.80
0
F 129.0 o 284.0 m/z 43.10 36 .56%
S I N O~ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
| 13.20 13.40 13.60 13.80
5000 m/z 129.00 34 .96%
85.0 155.0
0 290 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81262: Pentadecane, 8-methylene-
56.0 13.20 13.40 13.60 13.80
m/z 41.00 34.31%
29.0
84.0
125.0
0 ﬂ I 168.0 196.0 224.0
m/z--> i&eommmmmmmmmnmmm%wmmmo 1320 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100817\
Data File : BF099230.D

Acq On : 8 Oct 2017 14:14

Operator : SJ/JU

Sample : 15604-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.12 22.2 ng 817743 1 6.86 736001 20.0
unknown6 .64 6.64 90.4 ng 3325790 1 6.86 736001 20.0
Hexadecanoic acid... 12.78 2.8 ng 136304 5 14.03 981327 20.0
Butyl myristate 13.49 2.0 ng 99026 5 14.03 981327 20.0
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