LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\

Data File : BF088259.D

Aca On : 22 Jun 2016 19:49 Instrument :
Operator : UM/SJ BNA_F

Sample  : H3678-01 UG g
Misc i TDGA-PL-1617
ALS Vial : 14 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 11 12 79 rVB 1592336 3773219 100.00% 18.849%
2 4.730 273 275 295 rVB 174155 258965 6.86% 1.294%
3 5.187 313 315 332 rBVY 1438734 1449650 38.42% 7.242%
4 6.262 407 409 411 rBV 1365623 1627983 43.15% 8.133%
5 6.364 417 418 421 rBVY 1132684 1573385 41.70% 7 .860%
6 6.604 437 439 446 rBV 421986 390505 10.35% 1.951%
7 6.753 450 452 455 rBV 1331907 1273978 33.76% 6.364%
8 7.176 486 489 491 rBV 1096641 1051801 27.88% 5.254%
9 7.885 550 551 554 rBV 531653 610728 16.19% 3.051%
10 8.970 643 646 648 rBY 2116405 2130025 56.45% 10.640%
11 9.370 679 681 683 rBV 161187 127686 3.38% 0.638%
12 9.633 702 704 707 rBV 773254 719471 19.07% 3.594%
13 10.422 771 773 776 rBVY 1122578 1074455 28.48% 5.367%
14 10.548 783 784 788 rVB 31716 39912 1.06% 0.199%
15 11.119 832 834 836 rBV 569334 700481 18.56% 3.499%
16 12.696 970 972 975 rBVY 1973978 1901573 50.40% 9.499%
17 13.611 1049 1052 1061 rBvV3 34702 101239 2.68% 0.506%
18 13.748 1061 1064 1070 rVB 437741 652186 17.28% 3.258%
19 14.217 1104 1105 1108 rBvV 30737 49293 1.31% 0.246%
20 15.108 1180 1183 1189 rBV 338195 468703 12.42% 2.341%
21 17.486 1383 1391 1396 rBVS 7495 42917 1.14% 0.214%
Sum of corrected areas: 20018155
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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\BF062216\
: BF088259.D

22 Jun 2016 19:49

: UM/SJ

: H3678-01

14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

[TDGA-PL-1617

Abundance
2000000

1500000

1000000

500000

TIC: BF088259.D

1.72
5.19

4.73

6.26

6.36

6.75

6.60

7.18

0
Time-->

4.00

T
4.50 5.00

5.50

Abundance
2000000

1500000

1000000

500000

TIC: BF088259.D

10.42

9.63

788 11.12

9.37

10.55

0
Time-->

A
LI B B B R B B

10.50 11.00

11.50

9.50

10.00

8.50

8.00

9.00

12.00

12.50

13.00

Abundance
2000000

1500000

1000000

500000

.6 14.22

TIC: BF088259.D

13.75
15.11

17.49

0
Time-->

17.50

16.50 17.00

15.50 16.00

14.00 14.50 15.00

18.00

18.50

19.00

8270-BF060716.M Thu Jun 23 18:49:09 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088259.D

Aca On 22 Jun 2016 19:49

Operator : UM/SJ

Sample : H3678-01

Misc :

ALS Vial : 14 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.73 13.26 ng 258965 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 275 (4.730 min): BF088259.D (-273) (-) m/z 43.05 100.00%
43
59
5000
101
4.40 4.60 4.80 5.00
A 51 .I.| 8|3 ! 0
S ) R R SR AN AR ARARA RAREA RARAN AARAN LALA SALSS ARSI RARRY m/z 59.10 65.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR AR AR LA
440 4.60 4.80 5.00
59 m/z 101.10 24.41%
7 “ g3 o 101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.10 17.39%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R A REmmama
43 4.40 4.60 4.80 5.00
m/z 41.10 8.95%
5000 101
28 59
15 ‘ ‘ 70 84
0'“v”'VJW'“WM'E%Mi“”LM'HLw'“w“'WH'WH“V'“V“'l ISR AR LA SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\

Data File : BF088259.D

Aca On 22 Jun 2016 19:49

Operator : UM/SJ

Sample : H3678-01 LA
Misc :

ALS Vial : 14 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 unknown6.36 Concentration Rank 2

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

6.36 80.58 ng 1573390 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 418 (6.364 min): BF088259.D (-417) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 6 6.00 620 640 660
54 104 . ) .
o R L ??...' BN VPR -1 S Ml .S | R m/z 68.10 44_00%
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 SRR SRR L R
6.00 6.20 6.40 6.60
2 78 m/z 134.00 31.62%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.0 640 660
5000 m/z 66.10 28 .50%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal B e e N NN
132 6.00 6.20 6.40 6.60
m/z 69.10 18.14%
5000 6
41 97
53 117
0"|'”'|'“'|?ﬂ'hj"WMM'w'“kjw'huﬂ“'é?'“'l}Pﬁl"jw%%?w T SRR SRR LR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\

Data File : BF088259.D

Aca On 22 Jun 2016 19:49

Operator : UM/SJ

Sample : H3678-01 LA
Misc :

ALS Vial : 14 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 5 1-Decanol, 2-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.61 3.10 ng 101239 Chrysene-d12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 74
3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 64
4 n-Heptadecanol-1 256 C17H360 001454-85-9 55
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 53
Abundance Scan 1052 (13.611 min): BF088259.D (-1049) (-) m/z 57.10 100.00%
57
| | /VA\M
85
5000
125 LIRS I BRI SO B
141 13.20 13.40 13.60 13.80 14.00
o} m/z 43.10 66 .09%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95994: 1-Decanol, 2-hexyl-
57
71
5000 43 AL A SRR A
13:20 13.40 13.60 13.80 14.00
m/z 71.10 65.53%
0 Al 154 168182196210 224
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
87 13.20 13.40 13.60 13.80 14.00
5000 85 m/z 83.10 54 _17%
111
29
98
0 125139154167182196210224238252 269
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester A RREEE RS E ST
3 57 3 13.20 13.40 13.60 13.80 14.00
m/z 85.05 53.30%
5000
0 JJ\¢L I 1. 139 154167 182196210 225238251
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062216\

Data File : BF088259.D

Acq On 22 Jun 2016 19:49

Operator : UM/SJ

Sample : H3678-01 LA
Misc :

ALS Vial : 14 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... 4.73 13.3 ng 258965 1 6.60 390505 20.0
unknown6 .36 6.36 80.6 ng 1573390 1 6.60 390505 20.0
1-Decanol, 2-hexyl- 13.61 3.1 ng 101239 5 13.75 652186 20.0
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