LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088033.D

Aca On : 15 Jun 2016 8:12

Operator : UM/SJ

Sample : H3473-19

Misc :

ALS Vial : 34 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-BF060716.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 1.724 10 12 13 rBvV 268243 372185 11.81% 1.561%
2 1.850 21 23 26 rBv 523399 1123852 35.66% 4.714%
3 2.558 82 85 89 rvB 37056 48845 1.55% 0.205%
4 4.970 293 296 311 rVB 185885 328197 10.41% 1.376%
5 5.393 330 333 335 rBY 1955194 2467888 78.31% 10.350%

6.422 420 423 426 rBV 1653588 2103657 66.75% 8.823%
6.559 432 435 437 rBV 1833051 2561639 81.28% 10.744%
6.787 452 455 457 rBvV 423460 576439 18.29% 2.418%
6.936 466 468 471 rVB 1816530 1917827 60.86% 8.044%
7.347 501 504 507 rBV 1438813 1493666 47.40% 6.265%

=
QO ~NO®

11 8.067 564 567 569 rBvV 958981 814298 25.84% 3.415%
12 9.153 659 662 664 rBV 2673776 3151441 100.00% 13.217%
13 9.816 718 720 723 rBV 622706 784144 24 _.88% 3.289%
14 10.605 787 789 792 rBV2 1051936 1464676 46.48% 6.143%
15 11.302 848 850 852 rBvV 843019 702418 22.29% 2.946%

16 12.022 911 913 915 rBV 83175 116944 3.71% 0.490%
17 12.719 971 974 976 rBV 259324 211425 6.71% 0.887%
18 12.891 986 989 992 rBV 2268740 2282999 72.44% 9.575%
19 13.428 1033 1036 1037 rBV2 109669 148034 4._.70% 0.621%
20 13.931 1078 1080 1083 rBV 607118 649569 20.61% 2.724%

21 15.337 1200 1203 1206 rBV 359390 523039 16.60% 2.194%

Sum of corrected areas: 23843182
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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:\HPCHEM1\BNA F\DATA\BF061416\
: BF088033.D

: 15 Jun 2016  8:12

: UM/SJ

: H3473-19

1 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF088033.D

1.8

5.39
6.56

6.42

6.94

1 7.35

6.79

4.97

L 2.56

0
Time-->

2.00

2.50

3.00

3.50

4.00

I
4.50 5.00

5.50

6.00

6.50

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF088033.D
9.15

12.89

8.07 10.60
11.30

13.43

Time-->

13.00

9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF088033.D

13.93
15.34

Time-->

16.00 16.50 17.00

14.00 14.50

15.00 15.50

17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088033.D

Aca On 15 Jun 2016 8:12

Operator : UM/SJ

Sample : H3473-19

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.97 11.39 ng 328197 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 296 (4.970 min): BF088033.D (-293) (-) m/z 43.10 100.00%
43
59
5000
101 S B
460 4.80 5.00 5.20 5.40
83
o...,....,....,....I,'::..?.1.~:Ii....7,.1...,.-...,....-,....,....,....,....,...., m/z 59.10 62.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A U U
59 460 4.80 5.00 520 5.40
m/z 101.10 23.30%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 17.57%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one LA LI L L L B L B
43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.24%
5000
55
b Tl | es7 8 o8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088033.D

Aca On 15 Jun 2016 8:12

Operator : UM/SJ

Sample : H3473-19

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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

unknown6 .56

Concentration Rank 1

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

6.56 88.88 ng 2561640 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 435 (6.559 min): BF088033.D (-432) (-) m/z 132.00 100.00%
5000
68
6 rrrrrTyTTT rTrTTTTTTTTT
40 54 ‘ 75 104 6.20 6.40 6.60 6.80
o....,....,-...“F',....,‘??I.',..'..,..5.‘?,....,....,.1.1?.,...., e [ m/z 134.00 34.86%
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 AR U LR
6.20 6.40 6.60 6.80
3 78 m/z 68.10 30.67%
133
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
620 640 6.60 6.80
5000 67 m/z 66.10 19.15%
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—methy|— LA L L LB L L B L L B
132 6.20 6.40 6.60 6.80
m/z 96.10 12.87%
5000
77 104
0 39 ‘M 57569 | 8793 || 115
m/z--> 30 40 50 6|0 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088033.D

Aca On 15 Jun 2016 8:12

Operator : UM/SJ

Sample : H3473-19

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 2-Mercaptobenzothiazole Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.02 3.33 ng 116944 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 Thioduanine 167 C5H5N5S 000154-42-7 64
3 3-Methoxvthiobenzamide 167 C8HINOS 064559-06-4 59
4 2-Methoxvthiobenzamide 167 C8HONOS 042590-97-6 53
5 27,47 -Dihydroxyacetophenone oxime 167 C8HONO3 1000212-89-5 47

Abundance Scan 913 (12.022 min): BF088033.D (-911) (-) m/z 167.00 100.00%
167
5000
s5 5 69 gp o1 109 123 135 *11:80 12,00 12,20 12.40
o} m/z 109.00 10.44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36046: 2-Mercaptobenzothiazole
167
5000 LB SULIULE BN UL R
11.80 12.00 12.20 12.40
1 109 m/z 108.00 10.39%
0 27 37 45 58 111 ‘ 8? H 12\3 \1‘\10 151
m/z--> 20 30 Jo 50 65 70 80 90 100 110 120 130 140 150 160 1%0 '
Abundance
167
*11:80 12,00 12,20 12.40
5000 m/z 168.00 10.26%
2 105134
% 68 g5 gg107 150
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36187: 3-Methoxythiobenzamide R e e
167 11.80 12.00 12.20 12.40
m/z 169.00 9.53%
134
5000
77 108 151
69 119
0 w...q..”?}“.,”..,..”,.”....w..”,.”.“..P..}??“ bt e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11,80 12.00 12.20 12.40

8270-BF060716.M Wed Jun 15 18:40:41 2016

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088033.D

Aca On 15 Jun 2016 8:12

Operator : UM/SJ

Sample : H3473-19

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 7 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.72 6.51 ng 211425 Chrysene-di12 13.93
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 72
3 Butvl 4.8.12-trimethvl-tridecanoate 312 C20H4002 1000336-63-2 45
4 Cvclopropane. 1-(1-methvlethvl)-... 210 C15H30 041977-39-3 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35

Abundance Scan 974 (12.719 min): BF088033.D (-971) (-) m/z 56.10 100.00%
56
5000
T 129 239257 "|""|""|'A"|""|
97
3 | 1 185 213 312 12.40 12.60 12.80 13.00
b el m/z 57.10 55.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000 AR AR R R
a1 73 257 nmnmnmnm
129 239 m/z 43.05 37.02%
oL ‘ | h H‘ " H\l 2 157 185 2 e ‘ 283 312
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 360
Abundance
56
12.40 12,60 12,80 13.00
5000 41 m/z 41.10 35.68%
73
. 971151 157 185 213 239257 Lo 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154959: Butyl 4,8,12-trimethyl-tridecanoate e e AR
56 129 12.40 12.60 12.80 13.00
73 m/z 73.00 32.19%
5000
199
‘ 4255
3 SN— | IR M \H ﬂwwuww\\ M }?% bl ”.%2%.. ”,U,,,ﬁﬁ?lllf??l S | W—
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:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088033.D

Aca On 15 Jun 2016 8:12

Operator : UM/SJ

Sample : H3473-19

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : 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 8 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.43 4.56 ng 148034 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 87
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 86
3 Nipecotic acid 129 C6H11NO2 000498-95-3 38
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 22
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 22

Abundance Scan 1036 (13.428 min): BF088033.D (-1033) (-) m/z 56.10 100.00%
56
5000 285
73 129
u 97 185 > 267 R SR DA A R
41
3 I | 13.20 13.40 13.60 13.80
I | ol 357 L por | b 30 R 0 61.76%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000
285 340 13.20 13.40 13.60 13.80
73 129 . 267 m/z 285.30 44.73%
97 241
ol— |3| I M\‘H‘ .‘H‘.‘h‘l‘ IMII ‘ |‘1|53| . .‘. |2|13| o .‘ I .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
57
" 13.20 13140 13.60 13.80
5000 m/z 43.05 38.19%
29 267285
83
o 1'% oy 185 553 2m 310 340
m/z--> " s0 100 180 200 250 300
Abundance #12841: Nipecotic acid T T T T T
57 13.20 13.40 13.60 13.80
m/z 73.00 35.28%
5000
30 84 129
|1m. ‘
0 |“Ll"ﬂ* L L UL SR S HRRURN UGN RGN SN B
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
Data File : BF088033.D

Acq On : 15 Jun 2016 8:12

Operator : UM/SJ

Sample - H3473-19

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_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... 4_97 11.4 ng 328197 1 6.79 576439 20.0
unknown6 .56 6.56 88.9 ng 2561640 1 6.79 576439 20.0
2-Mercaptobenzoth... 12.02 3.3 ng 116944 4 11.30 702418 20.0
Hexadecanoic acid... 12.72 6.5 ng 211425 5 13.93 649569 20.0
Octadecanoic acid... 13.43 4.6 ng 148034 5 13.93 649569 20.0
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