LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial : 70 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-BF112115.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

2.227 20 21 37 rVB3 48657 192038 4._95% 0.486%
4.787 242 245 259 rVB 1422354 2037908 52.50% 5.159%
288 rBV 2541598 3411973 87.89% 8.637%
6.307 376 378 381 rBV 2609656 3808483 98.11% 9.641%
6.422 386 388 391 rBV 4004351 3621931 93.30% 9.169%
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6.650 405 408 410 rBV 1357269 1294327 33.34% 3.276%
6.810 419 422 424 rBV 1966790 2619970 67.49% 6.632%
460 rBV 2181119 2320883 59.79% 5.875%
7.347 467 469 473 rVB2 37232 56950 1.47% 0.144%
7.942 518 521 523 rBV 1326641 1617734 41.67% 4_.095%
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11 8.890 600 604 608 rBvV 32743 52584 1.35% 0.133%
12 9.016 612 615 618 rBVY 4351541 3881905 100.00% 9.827%
13 9.416 648 650 652 rBvY 975812 822825 21.20% 2.083%
14 9.633 667 669 671 rBvV 53149 47010 1.21% 0.119%
15 9.679 671 673 676 rBV 1241895 1672714 43.09% 4._.234%

16 10.136 708 713 714 rBV 85478 96626 2.49% 0.245%
17 10.353 729 732 735 rBV 33837 54771 1.41% 0.139%
18 10.468 740 742 745 rBV 2063900 2016456 51.95% 5.104%
19 10.605 752 754 758 rBV 116976 132465 3.41% 0.335%

20 11.051 788 793 794 rBV 55190 65148 1.68% 0.165%
21 11.165 800 803 805 rBV 1115539 1431281 36.87% 3.623%
22 11.233 805 809 813 rVvB3 17292 41361 1.07% 0.105%
23 11.714 849 851 855 rBvV 176477 203407 5.24% 0.515%
24 12.148 886 889 892 rBV 25819 41920 1.08% 0.106%
25 12.205 892 894 896 rBvV 41637 44677 1.15% 0.113%
26 12.422 909 913 917 rVB3 26251 60607 1.56% 0.153%
27 12.491 917 919 922 rBV 208155 238297 6.14% 0.603%
28 12.594 926 928 931 rVB4 25599 48249 1.24% 0.122%
29 12.742 939 941 944 rBV 2926861 2647935 68.21% 6.703%
30 13.222 980 983 986 rBV3 28181 56434 1.45% 0.143%

31 13.657 1019 1021 1024 rBV 117754 162600 4._.19% 0.412%
32 13.782 1030 1032 1035 rBV 1397297 1357665 34.97% 3.437%
33 14.285 1073 1076 1083 rBV3 97869 276196 7.11% 0.699%
34 14.571 1099 1101 1103 rBV 32328 43333 1.12% 0.110%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial : 70 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:\HPCHEMI\BNA F\METHODS\8270-BF112115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.674 1108 1110 1111 rBV 56681 64852 1.67% 0.164%

36 14.868 1125 1127 1129 rBV 242261 260137 6.70% 0.659%
37 15.051 1141 1143 1145 rBV 82409 108709 2.80% 0.275%
38 15.142 1149 1151 1154 rBV 654596 995694 25.65% 2.521%
39 15.371 1168 1171 1174 rVB 75323 105469 2.72% 0.267%
40 15.485 1178 1181 1186 rVB 121401 197407 5.09% 0.500%

41 15.577 1186 1189 1191 rBV 63997 112184 2.89% 0.284%
42 15.988 1222 1225 1233 rVB2 155703 362892 9.35% 0.919%
43 16.240 1245 1247 1251 rVB2 62515 119444 3.08% 0.302%
44 16.594 1274 1278 1286 rVB 111570 313933 8.09% 0.795%
45 17.337 1339 1343 1351 rVB 66191 218759 5.64% 0.554%

46 18.240 1419 1422 1434 rVB5 43830 165359 4._.26% 0.419%

Sum of corrected areas: 39503502
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083184.D

4000000 6.42

3000000
5.24 6.3]

7.22

2000000 6.81

4.79 6.65 7.94

1000000

ohﬁ L \JL S

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF083184.D
9/02

4000000

3000000 12.74

10.47
2000000

13.78

11.16

1000000 9.42

14.87
14.29 1418767 | 15.

11.71

12.49
o &83L_ 9.3 10140351060 11023 T 12280245
S

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF083184.D

4000000
3000000
2000000
1000000{5, 14

151576%s 155 991624 16.59 17.34 18.24

O T T T

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopentane, methyl- Concentration Rank 12

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

2.23 2.97 ng 192038 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 83
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 9
3 2-Propen-1-amine. 2-methvl- 71 CA4HON 002878-14-0 9
4 Cvclobutane. butvl- 112 C8H16 013152-44-8 9
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 9

Abundance Scan 21 (2.227 min): BF083184.D (-20) (-) m/z 56.10 100.00%
56.1
5000 M1 69.1 h
UL IS I N
220 240 2.60
48. 87.9
0 """"I""I'"'I'"'I""I""I""I""I':'II""'I""?"HI A ek B M A m/z 41.10 39.02%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1470: Cyclopentane, methyl-
56.0
41.0
5000 L I IR L
69.0 220 240 2.60
27.0 84.0 m/z 69.10 37 .59%
oL 10 150 J330 || 50.0““ 63.0 | 77.0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance J\\
56.0
41.0 /\[\III

220 240 2.60
5000 m/z 55.05 29.20%

28.0
69.0
o 15.0 50.0 | 63.0 84.0
SRARRRRLRES LU LRRS KRARY RARRY SLARN KLARN RRRAN KRR RARR RS RURAS RARS RRRR) RARAN BUARN RARAN RRALN RERRY RARRN LN
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance

#608: 2-Propen-1-amine, 2-methyl- L L B o e
30.0 56.0 220 240  2.60
m/z 42.10 23.73%

5000
39.0

=

15.0 . ‘ ‘ AL 50"0\ | 700

Obrrrrrrrrrrrr e e N N

T
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.40

——
2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.79 31.49 ng 2037910 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 245 (4.787 min): BF083184.D (-242) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 k0 450 450 500 850
b 8L 2010 gr B9 10 57.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LN I UL I
59.0 440 460 4.80 500 5.20
0
150 1010 m/z 101.10 16.95%
0"ﬂ|'M“|“"“"'ﬁqq'“L'"|“"|“"|'“'|"“|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
440 460 480 5.00 520
5000 41.0 m/z 58.10 14 .15%
87.0
15.0
G L L I S L S S B S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 440 460 4.80 5.00 5.20

m/z 41.05 8.89%

5000
101.0
41.0 830
0 15.0 LIl ‘\H T

m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.42 Concentration Rank 1

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

6.42 55.97 ng 3621930 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 388 (6.422 min): BF083184.D (-386) (-) m/z 132.10 100.00%
13p.1
68.1
5000 k
96.1 IRESENAEERARE AR
40.1 541 821 | 1150 J 6.00 620 6.40 6.60 6.80
0 I m/z 68.10 53.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 [T T AT T T T
6.00 6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.10 33.20%
O ""I 'é%'q k”7ﬂf)ﬂl8§'o"‘l"" U B B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
68.0
600 620 640 6.60 6.80
5000 m/z 66.10 31.76%
39.0 96.0
25/0 53.0
L L S L UL UL S UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e RRR L A
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.05 19.84%
74.0
5000 98.0 116.0
A ..tqu‘..JM. nh.,Hh..Mw. M 1580 ...,%899.
m/z--> 20 40 60 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.71 2.84 ng 203407 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 851 (11.714 min): BF083184.D (-849) (-) m/z 73.10 100.00%
431 |, 731
5000 129.1
97.1 213.2
157.1 1852 256.3 11.40 11.60 11.80 12.00
0 m/z 43.10 98.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 UL AL SRR SRR SRR
nmnmnmnm
1290 2560 m/z 60.10 93.34Y%
. Ll LT 15201710 10402130 i
m/z--> 25 Jo ' 80 100 150 140 160 180 200 220 250 2éo
Abundance
73.0
43.0 11140 11.60 11.80 12.00
5000 129.0 m/z 57.10 78 .23%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid Rl B m e
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.05 68.59%
5000 129.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo !
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.49 3.51 ng 238297 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 10
Abundance Scan 919 (12.491 min): BF083184.D (-917) (-) m/z 43.10 100.00%
431 731
5000
129.1
97.1 T
157.0 185.2 2091 M2 ogas 1220 12.40 12.60 12.80
Obrrr e ' m/z 73.10 91.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0
12.20 12.40 12.60 12.80
m/z 57.10 85.33%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
3.0 12.20 12.40 12.60 12.80
5000 m/z 60.10 83.84Y%
1290 171.0
: 214.0
) 18.0 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R E A REREE Rmmma
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.10 73.24%
5000 129.0
185.0 228.0
Al L e ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 17-Pentatriacontene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.66 2.40 ng 162600 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 90
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 72
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 64
Abundance Scan 1021 (13.657 min): BF083184.D (-1019) (-) m/z 57.10 100.00%
57.1
5000 7.1 MJJW
SR BN SRR SR B
411 13.40 13.60 13.80 14.00
ob ARV B Aot 2872 “n/z 43.10  78.38%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57.0
97.0
5000 L BRI BRI L S
13 40 13 60 13. 80 14. oo
m/z 55.10 65.93%
o150 | “ “H \‘H m\u “\. It “8‘1 9 %2?9 267.0306.0 348.0 390.0 434.0 _490.0
miz--> 0 55 250 300 350 460 4%0
Abundance
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 71.10 56.75%
0 1390 181 0 2240 271,049
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #83804: 1-Decanol, 2-hexyl- R B A REEERE B L
57.0 13.40 13.60 13.80 14.00
m/z 83.10 51.18%
5000
7.0
ol Wi, LH”O 224.0
miz--> 0 5'0 1(')0 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4&1,0 ' 13 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Heptacosane, l1-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.29 4.07 ng 276196 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 90
2 Tetratriacontane 479 C34H70 014167-59-0 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Eicosane 282 C20H42 000112-95-8 70
5 Nonadecane 268 C19H40 000629-92-5 68
Abundance Scan 1076 (14.285 min): BF083184.D (-1073) (-) m/z 57.10 100.00%
57.1
5000 MAAMM
w 14.00 14,20 14.40 14.60
155.2 194.2 281.1 . : : :
I 240.1 e m/z 43.10 72.94%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro-
57.0
5000 L B UL I SRR
14.00 14.20 14.40 14.60
70 m/z 71.10 65.85%
ol L) ‘ [ [l 1410 1830170 273.0309.0343,0378.0 4140
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
14.00 14,20 14.40 14.60
5000 m/z 85.10 42 .10%
99.0
0250 141.0 183.0 225.0 2670 3110 367.0 4100
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane el Emmas R S
57.0 14.00 14.20 14.40 14.60
m/z 55.10 40.89%
e MMM
99.0
RN B 141.0 183.0 225.0 2670 309.0 380.0
m'z--> 0 5'0 100 150 2(')0 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 5.23 ng 260137 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Eicosane 282 C20H42 000112-95-8 87
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 1127 (14.868 min): BF083184.D (-1125) (-) m/z 57.10 100.00%
57.1
. ' ___/MLQ
A DAL B S B
113.2 14.60 14.80 15.00 15.20
141.2
oL I [ 242 1833 2252 2593 2063 3572 | nzn 71.10  66.89%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 LI B SRR BUULI SR
85.0 14,60 14.80 15.00 15.20
m/z 43.10 63.97%
0 Z%O‘ | | | 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
14,60 14.80 15.00 15.20
5000 85.0 m/z 85.10 46.05%
29.0
0 113014101690 2290239 0267.0 309.0
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane e e
57.0 14.60 14.80 15.00 15.20
m/z 55.10 22 .66%
o /VM’VV\/W\/\/
85.0
29.0
o ‘ | | [130141.0169.0197.0225.0253.0282.0
m/z--> 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 1-Docosanol Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.37 2.12 ng 105469 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanol 326 C22H460 000661-19-8 53
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 52
3 Dichloroacetic acid. tetradecvl ... 324 C16H30CI1202 083005-02-1 49
4 Undecane. 5-cvclohexvl- 238 C17H34 013151-80-9 47
5 17-Octadecenal 266 C18H340 056554-86-0 46

Abundance Scan 1171 (15.371 min): BF083184.D (-1168) (-) m/z 57.10 100.00%
57.1
200 LM_J\\A
L SO AR B SUNI I
okl . - m/z 43.10 97.83%
m/z--> 50 100 150 200 250 300 350
Abundance #131002: 1-Docosanol
43.0
5000 R D AL B UL B
15. oo 15 20 15. 40 15.60
111.0 m/z 55.10 69.95%
41500 \H “dh ﬁ 4390168019602240252028003080
m/z--> 150 200 2éo 300 3%0
Abundance
43.0 820
15.00 15.20 15.40 15.60
5000 m/z 82.10 68.32%
109.0
o 138.0166.0 2080 250.0
m/z--> o 'éoll ' 160" ' ﬁéo" "260" "250" "300" ' ééo
Abundance #129668: Dichloroacetic acid, tetradecyl ester R R RREEEEa
43.0 15.00 15.20 15.40 15.60
83.0 m/z 96.10 64.01%
5000
1110
0 J‘J‘ u A 939016801960
m/z--> m m 1m 200 250 %o 3% mmmmmmmm '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 unknownl5.49 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.49  3.97ng 107407  Perylene-di2 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

11.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 43
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 42
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
4 3-Methoxvmethvl-2.5.5.8a-tetrame... 236 C15H2402 064201-73-6 35
5 2,6-Dimethyl-3,4-bis(trimethylsi... 311 C15H29N0O2Si2 1000079-52-1 32

Abundance Scan 1181 (15.485 min): BF083184.D (-1178) (-) m/z 73.10 100.00%
73.1
147.1 221.1
5000
2811 3551
429.2 IIIIIIIIIIIIIIIIIIIIIII
l l { |~ 5032 15.20 15.40 15.60 15.80
On.qh..P.”,”.w.”.“ﬁhl”ﬁh.h.ph”,”.w.”.P.“,”.w.. m/z 221.10 76.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #163622: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy....
73.0
147.0
5000 267.0 L B L DL e
- 355.0 4290 15.20 15.40 15.60 15.80
‘ ! m/z 147.10 69.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73.0 147.0 221.0 429.0
il BEEE ST
355.0 15.20 15.40 15.60 15.80
5000 281.0 m/z 281.10 35.36%
489.0 651.0
 NNBNSUNIS ENBNINEY SNSRI U AN S SNURR 8 AL VR S s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #113835: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,... RN EEEEE R
147.0 221.0 15.20 15.40 15.60 15.80
m/z 355.10 31.63%
73.0
5000
279.0
L MMM o T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.58 2.25 ng 112184 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1189 (15.577 min): BF083184.D (-1186) (-) m/z 57.10 100.00%
57.1
99.0 EARREEEES En s
41.2 176.0 215.1245.2 281.1 15.20 15.40 15.60 15.80
0! m/z 71.10 90.57%
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57.0
5000 R DU SRR B B
mmmmmmmm
99.0 m/z 43.10 80.85%
27\‘ h \‘h‘h‘.\‘\4%q‘ 183.0 2250  282.0
m/z--> 50 100 1éo 200 250 300 3éo
Abundance
57.0
15.20 15.40 15.60 15.80
5000 m/z 85.10 57.78%
99.0
o 27.0 141.0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #115570: Heneicosane A REEE RS
57.0 15.20 15.40 15.60 15.80
m/z 55.10 29.06%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 5'0 100 150 2(')0 250 3(')0 3éo 15 20 15. 40 15. 60 15|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.40 ng 119444 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 83
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
4 Pentadecanal - 226 C15H300 002765-11-9 52
5 Dodecane, 4-cyclohexyl- 252 C18H36 013151-84-3 45
Abundance Scan 1247 (16.240 min): BF083184.D (-1245) (-) m/z 57.10 100.00%
' JMNAM
5000
1252 173.1 ..o 237.1 2681 326.2 356.1 16,00 16.20 16.40 16.60

(o} m/z 43.10 93.90%

m/z--> 50 100 150 200 250 300 350
Abundance #99445; Octadecanal
43.0

82.0

5000 e IR mm s
16. 00 16. 20 16. 40 16. 60

m/z 82.10 70.25%

JREEX F | 137.0166.0194.0222.0250.0
- I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance

82.0

55.0 16.00 16. 20 16. 40 16.60
5000 m/z 83.10 53.91%
110.0
138.0
o 27.0 166.0 211.0 250.0
e e A e
m/z--> 50 100 150 200 250 300 350
Abundance #107629: Oxirane, heptadecyl- R AR RRRES T

43.0 820 16.00 16.20 16.40 16.60

m/z 71.10 52.47%

- JMV“VM/\UVHWN/\VWAMVJ\ﬂxp\w
10.0

1380166.01940 236.0264.0

m/z--> 50 100 150 200 250 300 350 16. 00 16. 20 16. 40 16. 60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083184.D

Aca On : 23 Nov 2015 3:32

Operator : UM/I1Z

Sample : G4475-02

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 unknownl8.24 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.24 3.32 ng 165359 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
2 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 20
3 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 18
4 2.6-Dimethvl-3.4-bis(trimethvlsi... 311 C15H29N02Si2 1000079-52-1 12
5 _alpha.-Tetraloxime, 5,6-dimethoxy- 221 C12H15NO3 023923-10-6 10
Abundance Scan 1422 (18.240 min): BF083184.D (-1419) (-) m/z 221.10 100.00%
73.1 147.1 2211
5000
"' 18.00 18.20 18.40 18.60
0! m/z 73.10 78.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #113835: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
73.0
5000 IR SN SUNILN BUULRN B
18.00 18.20 18.40 18.60
m/z 147.10 78.56%
279.0
0 28.0 . L 11$'0\u | 18#'0\ L
m/z--> éo 160 1%0 260 2éo 360 3%0 460
Abundance
107.0 147.0
_ 18106 18,20 1540 1560
5000 228.0 m/z 355.10 43.92%
55.0 187.0
L L W L L B B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #106888: N-Benzyl-N-ethyl-p-isopropylbenzamide R AR RRRES T
147.0 18.00 18.20 18.40 18.60
m/z 222.10 39.12%
5000 281.0
91.0
oL 40 1y | 1990 2380
miz-> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112215\
Data File : BF083184.D

Acq On : 23 Nov 2015 3:32

Operator : UM/1Z

Sample - G4475-02

Misc :

ALS Vial : 70 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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]
Cyclopentane, met... 2.23 3.0 ng 192038 1 6.65 1294330 20.0
2-Pentanone, 4-hy... 4.79 31.5 ng 2037910 1 6.65 1294330 20.0
unknown6 .42 6.42 56.0 ng 3621930 1 6.65 1294330 20.0
n-Hexadecanoic acid 11.71 2.8 ng 203407 4 11.16 1431280 20.0
Pentadecanoic acid 12.49 3.5 ng 238297 5 13.78 1357670 20.0
17-Pentatriacontene 13.66 2.4 ng 162600 5 13.78 1357670 20.0
Heptacosane, 1-ch... 14.29 4.1 ng 276196 5 13.78 1357670 20.0
Heptacosane 14 .87 5.2 ng 260137 6 15.15 995694 20.0
1-Docosanol 15.37 2.1 ng 105469 6 15.15 995694 20.0
unknown15.49 15.49 4.0 ng 197407 6 15.15 995694 20.0
Eicosane 15.58 2.3 ng 112184 6 15.15 995694 20.0
Octadecanal 16.24 2.4 ng 119444 6 15.15 995694 20.0
unknownl18.24 18.24 3.3 ng 165359 6 15.15 995694 20.0
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