LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103208.D

Aca On : 26 Feb 2018 10:34

Operator : SJ/JU

Sample : PB106778BL

Misc :

ALS Vial : 5 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-BF022218.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 2.175 7 15 22 rVB 88107 133340 3.57% 0.403%
2 5.110 511 514 527 rVB 142384 191357 5.12% 0.579%
3 5.498 575 580 583 rBY 3530989 3604337 96.44% 10.905%
4 6.504 746 751 754 rBVY 3106336 3409629 91.23% 10.316%
5 6.639 770 774 777 rBVY 3659818 3517622 94.12% 10.642%

6.869 809 813 821 rBV 1066172 898380 24.04% 2.718%
7.022 835 839 843 rBV 2848335 2792268 74.71% 8.448%
7.434 904 909 912 rBV 2367794 2336925 62.53% 7.070%
1280770 1220369 32.65% 3.692%
9.227 1209 1214 1217 rBV 3634462 3737544 100.00% 11.308%

=
QOO ~NO®
(00]
=
a1
=
=
(@]
N
\l
=
o
w
=
=
o
N
©
=
os]
<

11 9.910 1325 1330 1345 rBV 1234770 1290211 34.52% 3.904%
12 10.698 1460 1464 1480 rBV 2098600 2251710 60.25% 6.812%
13 11.398 1579 1583 1597 rBV 1343574 1277679 34.18% 3.866%
14 12.792 1816 1820 1823 rBV 363085 319559 8.55% 0.967%
15 12.868 1830 1833 1839 rVB 50145 43787 1.17% 0.132%

16 12.986 1848 1853 1856 rBV 3388205 3533385 94.54% 10.690%
17 13.492 1936 1939 1944 rBV 276692 250834 6.71% 0.759%
18 14.045 2028 2033 2042 rBV 1030645 1152725 30.84% 3.488%

19 14.186 2053 2057 2060 rBV 46540 40687 1.09% 0.123%
20 14.804 2159 2162 2167 rVB 47199 43677 1.17% 0.132%
21 15.145 2216 2220 2224 rBV2 37748 41876 1.12% 0.127%

22 15.533 2280 2286 2298 rBV 644870 964730 25.81% 2.919%

Sum of corrected areas: 33052631
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF022618\

BF103208.D

26 Feb 2018 10:34

SJ/Ju

PB106778BL

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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\BF022618\
Data File : BF103208.D

Aca On : 26 Feb 2018 10:34

Operator : SJ/JU

Sample : PB106778BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.18 2.97 ng 133340 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25

Abundance Scan 16 (2.181 min): BF103208.D (-7) (-) m/z 73.00 100.00%
7B
5000 43 5
87
2.20 2.30 2.40 2.50 2.60
o.,....,..3.6.,|!.|..,.-.:-.',..‘?7.,|.:..,....,....,....,....,....,.... m/z 43.00 44.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUA NS UGURE IR U AR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95 38.38%
I
mz-> 20 30 40 s'o 60 70 8 90 100 110 120 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.00 26.76%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl- O R s S
5 7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 18.57%
5000
43
0 | %1 IARR . 67 ], 83 97 115
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

8270-BF022218_.M Tue Feb 27 10:27:02 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103208.D

Aca On : 26 Feb 2018 10:34

Operator : SJ/JU

Sample : PB106778BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.11 4.26 ng 191357 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 514 (5.110 min): BF103208.D (-511) (-) m/z 42.95 100.00%
43
59
5000
101
53 83 | 480 5.00 5.20 5.40
R e o o o e R R e m/z 59.00 59.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L L UL UL
59 480 500 520 540
m/z 101.00 17.94%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 15.54%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 480 5.00 5.20 5.40
m/z 40.95 7.79%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40

8270-BF022218_.M Tue Feb 27 10:27:03 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103208.D

Aca On : 26 Feb 2018 10:34

Operator : SJ/JU

Sample : PB106778BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3 unknown6.64 Concentration Rank 1

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

6.64 78.31 ng 3517620 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 774 (6.639 min): BF103208.D (-770) (-) m/z 132.00 100.00%
32
5000 68
6 U LN R L
40 . 54 | 75 104 6.40 6.60 6.80 7.00
o T ??:.n.' SRR A M L TN m/z 67.95 40.14%
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 URRBE RN S LR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.00%
138 ‘
O T T e
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 27.32%
41 97
53 117
79
ol 34 60 89 | 105 124
wmmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole A m s E e A R

132 6.40 6.60 6.80 7.00
m/z 68.95 15.52%

5000

104
66
14 27 37445158 P 7T g9 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

o

8270-BF022218_.M Tue Feb 27 10:27:03 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103208.D

Aca On : 26 Feb 2018 10:34

Operator : SJ/JU

Sample : PB106778BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.79 5.54 ng 319559 Chrysene-di12 14.04
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 91
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 43
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 38

Abundance Scan 1820 (12.792 min): BF103208.D (-1816) (-) m/z 56.00 100.00%
56
5000
4 73 L A
o7 129 239 27 12:40 12,60 12.80 13.00 13.20
|| 1 157 185 213 312 : : : : :
Ob ol m/z 57.00 54 _.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 RIS IUMSR BN IS B
41 12140 1260 12.80 13.00 13.20
129 957 m/z 43.00 37.46%
0 2 | h H\ b | l57 185 213 2?9 | 288 312
m/z--> 25 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
12:40 12,60 12.80 13.00 13.20
5000 41 m/z 40.95 33.87%
73
26 9711, 157 185 213 239257 Lo 3pp

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

Abundance #81262: Pentadecane, 8-methylene- A e R
12.40 12.60 12.80 13.00 13.20
m/z 55.00 32.05%

5000

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 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103208.D

Aca On : 26 Feb 2018 10:34

Operator : SJ/JU

Sample : PB106778BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 6 Butyl myristate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 4.35 ng 250834 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 90
2 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
4 Cvclohexane. (1.1-dimethvlethvl)- 140 C10H20 003178-22-1 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35
Abundance Scan 1939 (13.492 min): BF103208.D (-1936) (-) m/z 56.00 100.00%
56
5000
4
“ | | 129 267 285 | | 130 1340 1360 13,80
185 241 7 . . . .
ob Al Al i) ' 'Jﬂ "",.'.|..1,4???,7.1.7.1.,...1.???.1???7.. bk M/z  57.00  62.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000
41 229 13.20 13.40 13.60 13.80
211 m/z 43.00 42 .86%
101 284
ob h H‘ v ”+5 \ 143157171\ | 255260
m/z--> 25 4b 60 80 100 120 150 1éo 1éo 200 220 240 260 2éo
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 40.95 36.11%
41 70
21 84 98112126140 167

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81262: Pentadecane, 8-methylene-

13.20 13.40 13.60 13.80
m/z 55.00 32.94%

5000

125
140154168182196 224

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:\HPCHEM1\BNA_F\DATA\BF022618\
Data File : BF103208.D

Acq On : 26 Feb 2018 10:34

Operator : SJ/JU

Sample : PB106778BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.18 3.0 ng 133340 1 6.87 898380 20.0
2-Pentanone, 4-hy... 5.11 4.3 ng 191357 1 6.87 898380 20.0
unknown6 .64 6.64 78.3 ng 3517620 1 6.87 898380 20.0
Hexadecanoic acid... 12.79 5.5 ng 319559 5 14.04 1152730 20.0
Butyl myristate 13.49 4.3 ng 250834 5 14.04 1152730 20.0
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