LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088977.D

Aca On 14 Jul 2016 00:35

Operator : UM/SJ

Sample : H3946-13

Misc :

ALS Vial : 22 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-BF063016.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 1.667 5 7 13 rvv 126201 184325 9.87% 1.138%
2 1.781 16 17 26 rvv 952954 1510094 80.85% 9.327%
3 1.895 26 27 57 rvB2 53200 226789 12.14% 1.401%
4 4.844 283 285 291 rBB 198090 334110 17.89% 2.064%
5 5.290 322 324 327 rBVY 1043362 1525651 81.68% 9.423%
6 5.690 357 359 361 rBB 26800 23224 1.24% 0.143%
7 6.353 413 417 419 rBV 1060277 1619642 86.72% 10.004%
8 6.467 424 427 429 rBVY 1729574 1699484 90.99% 10.497%
9 6.696 445 447 449 rBB 470862 411687 22.04% 2.543%
10 6.856 458 461 463 rBB 1042496 1266849 67.83% 7.825%

11 7.267 493 497 499 rBvV 725012 1024731 54.86% 6.329%
12 7.976 557 559 562 rBvV 521126 490136 26.24% 3.027%
13 9.062 651 654 656 rBVY 2065192 1867737 100.00% 11.536%
14 9.450 686 688 690 rBB 249775 243895 13.06% 1.506%
15 9.725 710 712 715 rBB2 464052 485529 26.00% 2.999%

16 10.513 779 781 784 rBV 925237 835193 44.72% 5.159%
17 10.650 791 793 797 rBV 15104 26975 1.44% 0.167%
18 11.096 830 832 833 rBvV 21562 26959 1.44% 0.167%
19 11.199 839 841 844 rVB 403119 395588 21.18% 2.443%
20 12.788 978 980 982 rBV 1257786 1101269 58.96% 6.802%

21 13.542 1045 1046 1048 rBV 13604 22401 1.20% 0.138%
22 13.588 1048 1050 1051 rVvVv 26483 27178 1.46% 0.168%
23 13.611 1051 1052 1054 rVB 20914 27079 1.45% 0.167%
24 13.691 1057 1059 1063 rBV2 44787 64282 3.44% 0.397%
25 13.828 1068 1071 1073 rBV 417596 372211 19.93% 2.299%
26 14.319 1111 1114 1118 rBV3 8452 20591 1.10% 0.127%
27 14.411 1118 1122 1126 rBV 11165 32741 1.75% 0.202%
28 15.200 1188 1191 1194 rBV 296057 323999 17.35% 2.001%
Sum of corrected areas: 16190349
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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\BF071316\

BF088977.D

14 Jul 2016 00:35

UM/SsJ

H3946-13

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

A

1.78

TIC: BF088977.D

5.29

4.84

5.69

6.47

6.35 6.86

0
Time-->

4.00

T
4.50 5.00

5.50

6.50

7.00

6.00 7.50

Abundance
2000000

1500000

1000000

500000

0

TIC: BF088977.D

10.51

7.98
9.72 11.20

9.45

12.79

133

Time-->

10.00

T
8.00

8.50

9.00

9.50 10.50 11.00

11.50

12.00 12.50 13.00

Abundance
2000000

1500000

1000000

500000{ 13

1181

TIC: BF088977.D

.83

15.20

141341

0
Time-->

17.00

16.00 16.50

14.00 14.50

15.00 15.50

17.50

18.00 18.50 19.00

8270-BF063016.

M Thu Jul 14 13:23:51 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088977.D

Aca On 14 Jul 2016 00:35

Operator : UM/SJ

Sample : H3946-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

1.90 11.02 ng 226789 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 Glvcine 75 C2H5NO02 000056-40-6 7
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Silanol. trimethvl- 90 C3H100Si 001066-40-6 4
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro2 005267-73-2 4

Abundance Scan 27 (1.895 min): BF088977.D (-26) (-) m/z 75.05 100.00%
75
5000 45
o | e Tk 2b0 5%
ot e m/z 73.10 77.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L L R L
1.80 2.00 2.20
m/z 45.10 44 .49%
o “\ ‘ P e e s
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
180 200 220
5000 m/z 41.05 26.14%
75
45 57 69
e S S I S S UL UL S IS WL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #92: Methane, nitroso- L e e e
30 1.80 2.00 2.20
45 m/z 47.00 17.91%
5000
15
0"w'¢*w"ﬂ”"'wlulw"'w"'w"'w"'w"'w"'w' U A L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088977.D

Aca On 14 Jul 2016 00:35

Operator : UM/SJ

Sample : H3946-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.84 16.23 ng 334110 1,4-Dichlorobenzene-d4 6.70
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-dimethv... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 10
4 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 285 (4.844 min): BF088977.D (-283) (-) m/z 43.10 100.00%
43
59
5000
101 R LR L SN
51 | 83 | 4.60 4.80 5.00 5.20
1 -3 v m/z 59.10 64.43%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL R R R
59 460 480 500 5.20
m/z 101.10 21.62%
15 31 101
| mn 51 . ‘ 83 .
G L A KA AR RARA RARAA RERAA RRALA RAAAS LA RALAN SN LARAE RARRS
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 15.64%
68
0 50 126 142
B R R AR AR AR RS RN RRRS AR AR LA RN LRSS RS AR N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LI L L L L L LA
43 460 4.80 5.00 5.20
m/z 41.10 9.83%
5000
15
58
0 2 A 2\\? 1
RS SN AR RN NLARS RRARE SN ARREE R NARRA RS LARASERRAS LRSS UARS RRRRY AR UL LN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088977.D

Aca On 14 Jul 2016 00:35

Operator : UM/SJ

Sample : H3946-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.47 Concentration Rank 1

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

6.47 82.56 ng 1699480 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 427 (6.467 min): BF088977.D (-424) (-) m/z 132.00 100.00%
5000 68
40 %0 J 620 640 6.60 6.80
54 : : .
ol Qe [ eus W Wiz 68.10 42.79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L A
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.21%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 m/z 66.10 27 .29%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R e A S R N
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.87%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S| 5 | I
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088977.D

Aca On 14 Jul 2016 00:35

Operator : UM/SJ

Sample : H3946-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 7 Trichloroacetic acid, penta... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.69 3.45 ng 64282 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 93
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 90
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 90
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 90
Abundance Scan 1059 (13.691 min): BF088977.D (-1057) (-) m/z 83.10 100.00%
55
5000 111 HL/\
\"'I""I""I""I""
3 139 20 13.40 13.60 13.80 14.00
0 ! m/z 55.05 99.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecyl ester

83

-

13.I4O 13.I60 13.I80 14.IOO
m/z 43.10 97.51%

5000

139155 182 210

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57
97 B e e N A Emaa
41 13.40 13.60 13.80 14.00
5000 m/z 57.10 93.44%
125

0 15 8l 154 180196 224 9251 269 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
T I I T

Abundance #107662: n-Heptadecanol-1 T
13.40 13.60 13.80 14.00

m/z 69.10 87.97%

83

5000

-

139 168 194210 238
D e o= e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071316\
Data File : BF088977.D

Acq On 14 Jul 2016 00:35

Operator : UM/SJ

Sample - H3946-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Propane, 1,l1-dime... 1.90 11.0 ng 226789 1 6.70 411687 20.0
2-Pentanone, 4-hy... 4.84 16.2 ng 334110 1 6.70 411687 20.0
unknown6 .47 6.47 82.6 ng 1699480 1 6.70 411687 20.0
Trichloroacetic a... 13.69 3.5 ng 64282 5 13.83 372211 20.0
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