LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081916.D

Aca On : 30 Sep 2015 22:20

Operator : UM/I1Z

Sample : 63868-04

Misc :

ALS Vial : 7 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-BF092815.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 5.097 255 259 261 rBV 723118 1072093 47.20% 4.852%
2 5.497 292 294 297 rBV 1623268 1771422 77.99% 8.017%
3 6.526 382 384 387 rBY 1568634 1742306 76.70% 7 .885%
4 6.674 394 397 399 rBVY 1618287 2080643 91.60% 9.416%
5 6.903 415 417 429 rBV 517500 620816 27.33% 2.810%
6 7.063 429 431 433 rBVY 1627143 1614473 71.08% 7.306%
7 7.474 464 467 469 rBV 916599 1134361 49.94% 5.134%
8 8.194 527 530 532 rBV 597140 702040 30.91% 3.177%
9 9.269 621 624 626 rBY 2326622 2271460 100.00% 10.280%
10 9.383 632 634 640 rvB4 12650 34272 1.51% 0.155%
11 9.657 656 658 661 rBV 391696 455803 20.07% 2.063%
12 9.875 673 677 679 rVB2 12806 23028 1.01% 0.104%
13 9.943 681 683 686 rBV 893908 893654 39.34% 4.044%
14 10.343 717 718 719 rBV 77105 72009 3.17% 0.326%
15 10.595 737 740 743 rVB 33063 45894 2.02% 0.208%

16 10.732 750 752 755 rBV 1324792 1404556 61.83% 6.356%
17 10.858 760 763 767 rVB 97891 147057 6.47% 0.666%

18 11.292 800 801 802 rBV 43006 34753 1.53% 0.157%
19 11.326 802 804 807 rvB 46491 61345 2.70% 0.278%
20 11.429 811 813 826 rBV 733723 1081118 47.60% 4._.893%
21 11.955 855 859 863 rBv2 10291 28603 1.26% 0.129%
22 12.046 865 867 873 rvB2 17048 28328 1.25% 0.128%

23 12.641 917 919 931 rVB 193310 243685 10.73% 1.103%
24 12.869 936 939 947 rBV 166756 231323 10.18% 1.047%
25 13.018 950 952 963 rVvV 1997078 2153365 94.80% 9.745%

26 13.875 1019 1027 1028 rBV3 11526 36985 1.63% 0.167%
27 13.909 1028 1030 1040 rVB3 63978 159440 7.02% 0.722%
28 14.069 1041 1044 1052 rVV2 629819 929889 40.94% 4.208%
29 14.915 1116 1118 1120 rBV 23951 23378 1.03% 0.106%
30 15.109 1132 1135 1140 rBV 52751 154642 6.81% 0.700%

31 15.407 1158 1161 1164 rBV 26676 50138 2.21% 0.227%
32 15.464 1164 1166 1169 rVvV 34816 61005 2.69% 0.276%
33 15.521 1169 1171 1184 rVB 334927 619379 27.27% 2.803%
34 16.961 1294 1297 1303 rBV 20715 59971 2.64% 0.271%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081916.D

Aca On : 30 Sep 2015 22:20

Operator : UM/I1Z

Sample : 63868-04

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF092815.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.384 1331 1334 1341 rBV 18888 53368 2.35% 0.242%

Sum of corrected areas: 22096602
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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\BF093015\

BF081916.D

30 Sep 2015 22:20

umsiz

G3868-04

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081916.D

Aca On : 30 Sep 2015 22:20

Operator : UM/I1Z

Sample : 63868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.10 34.54 ng 1072090 1,4-Dichlorobenzene-d4 6.90
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 259 (5.097 min): BF081916.D (-255) (-) m/z 43.05 100.00%
43
59
5000
101
480 5.00 5.20 5.40
83
o...,....,....,...37.-,'....,??!.,...‘??....,....,....,|....,. m/z 59.10 64.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R R I
59 480 500 520 5.40
m/z 101.10 21.92%
o 25 3L 37 83 g3 01
miz--> A N e A A AR
Abundance
43
- 480 5.00 520 540
5000 m/z 58.10 17.99%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 4.80 5.00 5.20 5.40
m/z 41.10 8.76%
5000 41
69 87
A .
0'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P R U R TR I
m/z--> 10 20 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081916.D

Aca On : 30 Sep 2015 22:20

Operator : UM/I1Z

Sample : 63868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.67 Concentration Rank 1

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

6.67 67.03 ng 2080640 1,4-Dichlorobenzene-d4 6.90
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 397 (6.674 min): BF081916.D (-394) (-) m/z 132.00 100.00%
5000
68
40 54 ” 7 a7 105115 J 6.40 6.60 6.80 7.00
Ol ity gl (7 87 | 30115 L m/z 134.00 33.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
2 51 78 m/z 68.10 30.94%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.10 20.55%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R R EE e e AR
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 12.78%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081916.D

Aca On : 30 Sep 2015 22:20

Operator : UM/I1Z

Sample : 63868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecane, 5-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.86 2.72 ng 147057 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 87
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
4 Tetradecane. 1l-iodo- 324 C14H291 019218-94-1 53
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 52

Abundance Scan 763 (10.858 min): BF081916.D (-760) (-) m/z 57.10 100.00%

57
71

5000

85

113
99 = 2127141 155169 183 10.60 10.80 11.00 11.20

0! m/z 71.10 72.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73971: Tridecane, 5-propyl-
57
43 71
5000 TT T T[T T T T[T T T [Trrrrrm

10.60 10.80 11.00 11.20
85 m/z 43.10 49.79%

99 112
ol 30 | \‘ i ‘ 7 127141154168183197 226
N L —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 71 R B e B
10.60 10.80 11.00 11.20
5000 m/z 85.10 26.22%
8B s
29 99 183
o 127141155 169~ 197211 225239 253 268
SNV M B M W N ik LA
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64587: Dodecane, 2,7,10-trimethyl- Ll B e man
57 10.60 10.80 11.00 11.20
71 m/z 41.10 22 .88%
43
5000
o Ly ‘ 99 113127 141 155 169183197
N R s =T M,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081916.D

Aca On : 30 Sep 2015 22:20

Operator : UM/I1Z

Sample : 63868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2- Chloropropionic acid, oc... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.91 3.43 ng 159440 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
2 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 1030 (13.909 min): BF081916.D (-1028) (-) m/z 57.10 100.00%
57
83
5000 11
SRR BN BN I
3 139 163 234 13.60 13.80 14.00 14.20
o AT F 2 N o hjy 43.10  85.63%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 mn ST B B R
13.60 13.80 14.00 14.20
29 m/z 55.10 82.47%
oL 11NN 166 104 224 ey 207 30
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
13.60 13.80 14.00 14.20
5000 111 m/z 83.10 71.71%
29
140 182 210 eg
Ol o e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57 13.60 13.80 14.00 14.20
83 m/z 69.10 65.13%
5000
111
29
AN ‘ | } 1130 199101210 #6508
I N T T T T AL A AL AR
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF093015\
Data File : BF081916.D

Acq On : 30 Sep 2015 22:20

Operator : UM/1Z

Sample : G3868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.10 34.5 ng 1072090 1 6.90 620816 20.0
unknown6 .67 6.67 67.0 ng 2080640 1 6.90 620816 20.0
Tridecane, 5-propyl- 10.86 2.7 ng 147057 4 11.43 1081120 20.0
2- Chloropropioni... 13.91 3.4 ng 159440 5 14.07 929889 20.0
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