LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\

Data File : BF101645.D

Aca On - 22 Dec 2017 9:49 Instrument :
Operator : SJ/JU BNA_F

Sample  : 17008-11 Gl el
Misc i 121817-TIFR-E-D-S
ALS Vial : 47 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-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 heiaht area % max. total

5.010 494 497 513 rBvV 74302 128627 3.81% 0.586%
5.416 563 566 587 rBV 742913 1240173 36.73% 5.648%
rBv2 520226 937428 27.76% 4.269%
6.569 758 762 769 rBV 2131313 2105374 62.35% 9.589%
6.798 797 801 809 rBvV 828767 823620 24.39%% 3.751%
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6.951 823 827 842 rBV 2883642 2802957 83.01% 12.766%
7.369 894 898 922 rBV 2048801 2335507 69.17% 10.637%
8.081 1015 1019 1037 rBV 868843 988452 29.27% 4._.502%
9.151 1197 1201 1204 rBV 3673348 3376468 100.00% 15.378%
9.834 1314 1317 1337 rVB 895681 870980 25.80% 3.967%

=
QO ~NO®

11 10.628 1448 1452 1465 rBV 1087450 1129480 33.45% 5.144%
12 11.322 1567 1570 1580 rBV 703421 741509 21.96% 3.377%
13 12.710 1803 1806 1809 rBV 155793 123852 3.67% 0.564%
14 12.904 1835 1839 1842 rBV 2860368 2602404 77.07% 11.852%

15 13.416 1922 1926 1929 rBV 103698 97792 2.90% 0.445%
16 13.792 1986 1990 1998 rBV2 31508 57074 1.69% 0.260%
17 13.969 2017 2020 2028 rBV 833898 898487 26.61% 4.092%
18 14.404 2091 2094 2098 rBV 35272 36753 1.09% 0.167%

19 15.439 2265 2270 2282 rVB 473187 660039 19.55% 3.006%

Sum of corrected areas: 21956976
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF122117\

BF101645.D

22 Dec 2017 9:49

SJ/JuU

17008-11 121817-TIFR-E-D-S
47 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121417 .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:\HPCHEM1I\BNA F\DATA\BF122117\

Data File : BF101645.D

Aca On - 22 Dec 2017 9:49

Operator : SJ/JU

a?ggle i 17008-11 121817-TIFR-E-D-S
ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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.

5.01 3.12 ng 128627 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-0ctanol 130 C8H180 000589-98-0 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 497 (5.010 min): BF101645.D (-494) (-) m/z 43.00 100.00%
43.0
59.0 ﬁ\w_
5000
| o 450 450 500 550 540
BB Nt A MM, m/z 59.00 53.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DN SN SRS RS
460 480 500 520 540
59.0 1010 m/z 58.00 15.07%
..,....,.?TM?....\W.. '|""|"§?|q"'??'q'|""|""|""|""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
SRABENRAAERARSS RARRERE
4.60 4.80 500 5.20 5.40
5000 m/z 101.00 14 .82%
410 101.0
150 310 77 69.0 83.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol R A REmen B
59.0 4.60 4.80 500 5.20 5.40
m/z 41.00 9.26%
5000 29.0 41.0 83.0
101.0
‘ ‘ ) 890 | 1120 1200
m/z--> 10 20 30 4'0 50 60 7'0 8|0 9 100 110 120 130 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101645.D

Aca On : 22 Dec 2017 9:49

Operator : SJ/JU

Sample - 17008-11

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.57 Concentration Rank 2

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

6.57 51.12 ng 2105370 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF101645.D (-758) (-) m/z 132.00 100.00%
13%2.0
5000 68.1
200 540 %1 $% om0 60 Sho 700
g1.0 - e — m/z 68.10 40.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS SRR SRR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.66%
‘ | A H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 98.0 116.0 m/z 66.00 25.75%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.77%
5000
63.0 810
3]\-0 SQO\ ‘\‘ ' | ‘\ | 99\0‘11%0 |
m/z--> 4'0 6|0 8|O 1(')0 120 14'10 1('30 15';0 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\

Data File : BF101645.D

Aca On - 22 Dec 2017 9:49

Operator : SJ/JU

a?ggle i 17008-11 121817-TIFR-E-D-S
ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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.
12.71 2.76 ng 123852 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
4 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 37
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35

Abundance Scan 1806 (12.710 min): BF101645.D (-1803) (-) m/z 56.05 100.00%
56.0
5000
129.1 257.2
85.1 1571 185.1 213.2 12.40 12.60 12.80 13.00
m/z 57.10 57.41%
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 A ARRRNARUNARS AN
12. 40 12. 60 12. 80 13.00
29.0 m/z 43.10 42 .53%
129.0 257.0
L ‘\H m ;O6Q‘ . 157.0 1850 2130 2830 312.0
m/z--> ﬁo 45 60 85 160 120 150 160 180 200 220 240 260 280 360 '
Abundance
56.0
12.40 12.60 12.80 13.00 |
5000 m/z 41.05 40.34%
29.0
83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
mmmmﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 LJkaMNﬂhmﬁVK
Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl- L B S e
56.0 12.40 12.60 12.80 13.00
m/z 55.05 33.71%
5000
28.0
m ‘m ‘ 830 1110 1400 1680 1960 NVW,WVANV,VJLAWVAPA»wwNW
I

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\

Data File : BF101645.D

Aca On - 22 Dec 2017 9:49

Operator : SJ/JU

a?ggle i 17008-11 121817-TIFR-E-D-S
ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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.
13.42 2.18 ng 97792 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 74
2 Cvclohexanamine 99 C6H13N 000108-91-8 30
3 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 27
4 4-t-Butvlcvclohexvlamine 155 C10H21N 005400-88-4 27
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 27
Abundance Scan 1927 (13.422 min): BF101645.D (-1922) (-) m/z 56.00 100.00%
58.0
5000
83.0 185.1
| ‘l 163.1 200.0 241.2 13.20 13.40 13.60 13.80
e m/z 57.05 70.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56.0
5000 LRI SRR UL SULRUSN IR
229.0 1320 13.40 13.60 13.80
0,
‘ 650 129.0 850 284.0 m/z 43.05 45 _54%
e 0 a070 | asto T || asso "
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56.0
1320 13.40 13.60 13.80
5000 m/z 129.00 38.98%
28.0 99.0
Wﬁmmwwmmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6727: 1-Hexene, 2,5-dimethyl-
56.0 13.20 13.40 13.60 13.80
m/z 285.30 34.31%
5000
29.0
‘ ‘ 112.0
"'I"""I“"" IIII8I3'(')"I""I""IIIII SR SRR D DA DR S B rrrryrTTTprTTT T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122117\

Data File : BF101645.D

Acq On : 22 Dec 2017 9:49

Operator : SJ/JU

a?ggle i 17008-11 121817-TIFR-E-D-S
ALS Vial : 47 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.01 3.1 ng 128627 1 6.80 823620 20.0
unknown6 .57 6.57 51.1 ng 2105370 1 6.80 823620 20.0
Hexadecanoic acid... 12.71 2.8 ng 123852 5 13.97 898487 20.0
Butyl myristate 13.42 2.2 ng 97792 5 13.97 898487 20.0
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