LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 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-BF120815.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 3.539 160 162 182 rBvV 432694 989538 24.91% 3.028%
2 3.984 198 201 220 rBvY 2271347 3923937 98.76% 12.007%
3 5.276 311 314 322 rBVY 2161731 3925359 98.80% 12.011%
4 5.402 322 325 338 rVB 2387117 3973234 100.00% 12.157%
5 5.699 348 351 362 rVB 649045 865133 21.77% 2.647%
6 5.916 367 370 378 rBVY 2142808 2836100 71.38% 8.678%
7 6.522 421 423 438 rBV 1477677 2437538 61.35% 7.458%
8 7.596 514 517 528 rBV 808490 1047336 26.36% 3.205%
9 9.151 651 653 657 rVB 29529 40269 1.01% 0.123%
10 9.333 666 669 679 rBY 2075937 3193832 80.38% 9.773%
11 9.551 684 688 692 rBV 28920 39800 1.00% 0.122%

12 10.031 727 730 735 rBV 323945 517883 13.03% 1.585%
13 10.385 758 761 767 rBV2 699229 1072668 27.00% 3.282%
14 10.785 790 796 799 rBvV2 18984 47156 1.19% 0.144%
15 11.151 824 828 832 rBv4 16144 41763 1.05% 0.128%

16 11.219 832 834 837 rvVv 120616 178521 4._.49% 0.546%
17 11.585 862 866 868 rBvV 36784 81615 2.05% 0.250%
18 11.676 871 874 881 rBV 1015636 1618371 40.73% 4_.952%
19 11.996 899 902 906 rBV 135496 216314 5.44% 0.662%

20 12.728 964 966 968 rBV 61364 70441 1.77% 0.216%
21 12.774 968 970 977 rVB 490270 785266 19.76% 2.403%
22 13.620 1038 1044 1046 rBV2 22832 45903 1.16% 0.140%
23 13.825 1059 1062 1067 rBV2 128000 230238 5.79% 0.704%
24 14.202 1092 1095 1099 rVB 25439 54027 1.36% 0.165%
25 14.545 1123 1125 1129 rVB 51763 82074 2.07% 0.251%

26 15.105 1172 1174 1177 rBV2 102886 173044 4_36% 0.529%
27 15.403 1197 1200 1203 rBV 1445451 1944885 48.95% 5.951%
28 15.643 1219 1221 1223 rBV2 32358 57153 1.44% 0.175%
29 16.088 1258 1260 1263 rBV 61847 92838 2.34% 0.284%
30 16.923 1330 1333 1337 rBV2 193849 411226 10.35% 1.258%

31 16.991 1337 1339 1343 rBV 651838 890700 22.42% 2.725%

32 18.637 1482 1483 1486 rVB 349670 431394 10.86% 1.320%
33 19.529 1559 1561 1565 rVB 230655 365837 9.21% 1.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 32681393
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083623.D

5]40
5.24 5.92

2000000

1500000 6.52

1000000
7.60

5.70
500000 3.54

T B e e e o o T B IR LS

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: BF083623.D

9.33
2000000

1500000

11.68
1000000

10.38

500000 1277
10.03

L -

11.22 12.00 13.83 15.11
9.15 9.55 10.78 ]_]:}ﬁ 1. 12.[f3 13.62 14.20 14.55

T o B e e e T R B L e e et

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF083623.D

2000000

15.40 18.64

1500000

1000000

500000

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 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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.

3.54 22.88 ng 989538 1,4-Dichlorobenzene-d4 5.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 162 (3.539 min): BF083623.D (-160) (-) m/z 43.10 100.00%

43.1
50.1
5000

1011 Tr [t rrr[rrrrprrrrprrrry1
| 83.1 | 3.20 3.40 3.60 3.80
ottt e m/z 59.10 58.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 3.20 3.40 3.60 3.80
m/z 101.10 17 .50%
15.0 31.0 101.0 b
...,”t.,”.Wﬂ”.uﬂh..,”:.,”..,”..?%9.,”.:J”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R R AR E R ]
570 3.20 3.40 3560 3.80
5000 m/z 58.10 13.80%

20.0 101.0
15.0 73.0 83.0
I A e e o o LN B e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- %ﬁﬁ-ﬁj
59.0

3.20 3.40 3.60 3.80
m/z 41.10 8.76%
5000
41.0
29.0 101.0
‘\‘\ | \‘\50'0‘\\\ 73.0 86.0 f;"»_'aﬁ%
L B L L B L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 unknown5.40 Concentration Rank 1

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

5.40 91.85 ng 3973230 1,4-Dichlorobenzene-d4 5.70
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 9
3 Xenon 132 Xe 007440-63-3 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 325 (5.402 min): BF083623.D (-322) (-) m/z 132.10 100.00%
13p.1
5000 68.1 /\_
o1 sy | B 550 550 540 560 580
R e Hl o AN 1| N, m/z 68.10 44.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AN R R
5.00 5.20 5.40 5.60 5.80
310 510 m/z 134.10 33.87%
'W“'W”'WtJhJ'WW'W'““'“W'“W'”W'”W'”'P”'IM'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
500 520 540 5.60 5.80
5000 m/z 66.10 27 .09%
104.0
140 270 300 510 600770 oo, 115.0
wwwmmmﬁrwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14069: Xenon
132.0 500 5.20 5.40 5.60 5.80
m/z 69.10 17.10%
5000
670
Ay I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.22 3.33 ng 178521 Acenaphthene-d10 10.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 834 (11.219 min): BF083623.D (-832) (-) m/z 57.10 100.00%
5%.1
e /\/\/\/\J\J\’\—‘/\U
LA SR SURIUR B B
39 113.2 10.80 11.00 11.20 11.40 11.60
1411 m/z 43.10 70.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 A L UM B B
85.0 10. 80 11. oo 11. 20 11. 40 11. 60
29.0 : m/z 71.10 53.78%
| “ L ‘ 130 1410 1690 1070 2260
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
57.0
10,80 11.00 11.20 11.40 11.60
0
5000 g5.0 m/z 41.10 33.82%
29.0
113.0  141.0 1690 212.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane M
57.0 10.80 11.00 11.20 11.40 11.60
m/z 85.10 32.58%
5000 85.0
29.0
| I | 1130 140 1690 1980
m/z--> ' ' & % @ @ m @ 180 ﬁ ﬁ mmnmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.59 2.08 ng 81615 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 78
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 64
3 Heptacosane 380 C27H56 000593-49-7 64
4 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 59
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 59

Abundance Scan 866 (11.585 min): BF083623.D (-862) (-) m/z 57.10 100.00%
57.1
5000
85.1 LSRR DUREURA SUNIUIL B B
13.1 11.20 11.40 11.60 11.80 12.00
—_——epl m/z 43.10 44 _85%
m/z--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LRSNIAAL DURRURA SUNIUIL B B
11.20 11.40 11.60 11.80 12.00
20l | [0 m/z 71.10 41.10%
113.0
ﬂ A “‘M J [ ] 155.0183.0 239.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
11.20 11.40 11.60 11.80 12.00
5000 m/z 41.10 25.92%
29.0 85.0
113.0 155.0184.0
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane A B
57.0 11.20 11.40 11.60 11.80 12.00
m/z 85.10 21.31%
5000
85.0
29.0 13.0
) \ | | | /Y 155.0183.0 225.0253.0 295.0323.0 380.0
m/z--> 50 100 150 200 250 300 350 11,20 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 6 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.00 5.51 ng 216314 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octadecane 254 C18H38 000593-45-3 86
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 902 (11.996 min): BF083623.D (-899) (-) m/z 57.10 100.00%

57.1

5000

:

11.60 11.80 12.00 12.20 12.40
m/z 43.10 74.61%

1131 141.2163.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 TT 1T TTTT TTTT TT T T TT
85.0 11. 60 11. 80 12. 00 12. 20 12. 40
29.0 m/z 71.10 59.18%
| L | 130 1410 1690 282.0
T T T T e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T
11.60 11.80 12.00 12.20 12.40
5000 m/z 85.10 36.67%
85.0
29.0

113.0 141.0 169.0 212.0
wmﬁwmﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #73965: Hexadecane e e
57.0 11.60 11.80 12.00 12.20 12.40
m/z 41.10 32.74%
5000
85.0
29.0
| L L ‘ 1130 1410 1690 1970 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 7 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.86 ng 230238 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 62
2 Pentadecanoic acid 242 C15H3002 001002-84-2 59
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 1062 (13.825 min): BF083623.D (-1059) (-) m/z 43.10 100.00%
431 731
e AJ.AAA
129.1149.0
07.1 i 22 e e 10 1o g0
— : m/z 73.10 89.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000 129.0 13.60 13.80 14.00 14.20
970 185.0 228.0 m/z 41.10 76.34%
T ||||||| M‘:::‘Hl‘::‘u“: “||||‘||||1|6|(?|0| I‘”I — |||||||||||
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
"' 13.60 13.80 14.00 14.20
5000 129.0 m/z 57.10 67.99%
) 1 1 MJ\(L/V\J\\/V
157.0
1800
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #92226: n-Hexadecanoic acid A BEa T e S
430 730 13.60 13.80 14.00 14.20
m/z 60.10 67.52%
5000
129.0
256.0
‘ ‘ ‘ 1l ‘ H‘ 157.0 185.0 213.0
m/z--> ﬁd "26 """'éo 100 120 140 160 180 200 220 240 260 - 15 éd 15 éoliﬁ.dd 1& éd
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 8 unknownl4.55 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.55 2.09 ng 82074 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propvithiazole 127 C6HONS 017626-75-4 38
2 Hexanoic acid. 6-tridecvl ester 298 C19H3802 1000279-29-5 32
3 4.6-Dimethvl-4-hvdroxvhept-5-eno... 154 C9H1402 1000122-47-0 25
4 Cvclohexanol. l1l-ethvl-2.2-dimeth... 168 C11H200 054345-64-1 25
5 Spiro(1,3-dioxolane)-2,3"-(pregn... 476 C27H4007 1000194-70-1 25
Abundance Scan 1125 (14.545 min): BF083623.D (-1123) (-) m/z 57.10 100.00%
5711 99.2
5000
155.2 14.20 14.40 14.60 14.80
173.0 2111 237.2
,...3.9,“.‘. ) ,..\.E??H. A | 1290, L APO1SAT B2 Tm/z 99.20  81.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11409: 2-Propylthiazole
58.0 99.0
5000, 270 UL B B L B
14.20 14.40 14.60 14.80
126.0 m/z 69.10 24.36%
|||||||||||§:="|Q |||||||||||||||||||||| T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
99.0
43.0 14.20 14.40 14.60 14.80
5000 m/z 111.10 22 .54%
71.0
25,0 117.0 1540 182'02000 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26471: 4,6-Dimethyl-4-hydroxyhept-5-enoic acid lactone R EEEma T L
43.0 99.0 14.20 14.40 14.60 14.80
m/z 41.10 21.84%
139.0
5000
T T ] "'hl'i%'?l" i }?}'9"| ARSI SRASS SRR REAR BARRY N LN B B BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 9 unknownl15.11 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.11 3.89 ng 173044 Chrysene-di12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 27
2 t-Butviformvl-diisopropvlphosphine 202 C11H230P 051049-58-2 22
3 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 14
4 2-l1sothiocvano-2.4.4.6.6-pentame... 227 C13H25NS 1000293-28-0 14
5 Hentriacontane 437 C31H64 000630-04-6 12
Abundance Scan 1174 (15.105 min): BF083623.D (-1172) (-) m/z 57.10 100.00%
57.1
5000 113.2 \V\A/A/\/\N\A/
21 “r pIHMpaA
241.2 : : : .
az1 m/z 113.15  36.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20287: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 UL SRR UL SRR BARRE
Mmmmmmmm
m/z 55.10 28.77%

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R
14.80 15.00 15.20 15.40
5000 m/z 43.10 24.84%
850 117.0 202.0
145.0 174.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100819: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbutyl)- A BEmaE BT R
57.0 14.80 15.00 15.20 15.40
m/z 202.10 24 .33%
5000
83.0
29.0 140.0
rrreprtrelbeebd bbb AR o P e 200 || e et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 10 unknownl16.09 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.09 2.08 ng 92838 Chrysene-di12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 40
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 35
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 32
4 Tridecanedial 212 C13H2402 063521-76-6 25
5 Anthracene, 9-(3-butenyl)- 232 C18H16 097451-55-3 22
Abundance Scan 1260 (16.088 min): BF083623.D (-1258) (-) m/z 191.15 100.00%
1902
55.1
5000

2011 2532 287.3 3184 15.80 16.00 16.20 16.40
m/z 55.10 62.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #87373: Anthracene, 9-butyltetradecahydro-
95.0 191.0

5000 LA L L L L L
248.0 1580160016201640
48. m/z 81.10 48_.67%
219.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
191.0
R ma s S
15.80 16.00 16.20 16.40
5000 m/z 95.10 48.51%
43.0 .0 149.0
670 910 123.0
mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60190: .beta.-iso-Methyl ionone R B A RAREE R S
191.0 15.80 16.00 16.20 16.40
m/z 109.10 41 .50%
5000{28.0
135.0 163.0
69.0 90
“.”P.npﬂnpnwph.m”lpn..”:.ﬂ..”..”..”..”w.”..”w.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 11 1-Tricosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.92 9.23 ng 411226 Chrysene-di12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 80
2 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 53
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 53
4 Decane. 5.6-bis(2.2-dimethvlprop... 278 C20H38 073002-85-4 53
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 38
Abundance Scan 1333 (16.923 min): BF083623.D (-1330) (-) m/z 57.10 100.00%

57.1
83.1
5000
1391 1611922161 2462 2789 312 650 1680 17160 1750

Obrrr—rfrr ; m/z 43.10 67 .45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129061: 1-Tricosene

57.0 g3

§

5000

16.60 16.80 17.00 17.20
m/z 55.10 67.37%

294.0 322.0

139.0 169.0 196.0 224.0 252.0
|
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

¢

Abundance
550 83.0
N ——
16.60 16.80 17.00 17.20
5000 io m/z 83.10 61.78%
29.0 251.0
1390 167.0 195.0 222.0 280.0

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

Abundance #129064: 9-Tricosene, (2)- R RAREEEEEEEEEEE
16.60 16.80 17.00 17.20

m/z 97.10 61.24%

5000

%

29.0
322.0

167.0 195.0 222.0  262.0 294.0
e e  EEEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 60 16. 80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083623.D

Aca On : 9 Dec 2015 5:38

Operator : UM/I1Z

Sample : 64647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 12 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.53 16.96 ng 365837 Perylene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 55
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 53
3 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 46
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 45
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 45
Abundance Scan 1561 (19.529 min): BF083623.D (-1559) (-) m/z 191.20 100.00%
191.2
95.1
5000
245.2 397 4 19.20 19.40 19.60 19.80
l|' “ Ll 2002, 2002 3423 974 4sadl 0800 52 74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 570 020 1040 10,60 1080
0
107014?0 m/z 81.10 43.69%
I I O | ‘ [ L
m/z--> 50 100 150 260 250 300 350 400 450
Abundance
191.0
10.20 10,40 19.60 19.80 |
5000| 28.0 m/z 69.10 36.20%
950 1350
mz-> 50 100 150 200 250 300 350 400 450
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine R e R RR B
191.0 19.20 19.40 19.60 19.80
m/z 123.15 25.34%
5000
136.0
18'0 52.0 95\ [N H ]
m/z--> 50 100 150 2(')0 250 300 350 400 450 19,20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120815\
Data File : BF083623.D

Acq On : 9 Dec 2015 5:38

Operator : UM/1Z

Sample - G4647-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120815.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... 3.54 22.9 ng 989538 1 5.70 865133 20.0
unknown5 .40 5.40 91.8 ng 3973230 1 5.70 865133 20.0
Hexadecane 11.22 3.3 ng 178521 3 10.38 1072670 20.0
Pentadecane, 2,6,... 11.59 2.1 ng 81615 4 12.77 785266 20.0
Eicosane 12.00 5.5 ng 216314 4 12.77 785266 20.0
Tetradecanoic acid 13.83 5.9 ng 230238 4 12.77 785266 20.0
unknownl14 .55 14.55 2.1 ng 82074 4 12.77 785266 20.0
unknown15.11 15.11 3.9 ng 173044 5 16.99 890700 20.0
unknown16 .09 16.09 2.1 ng 92838 5 16.99 890700 20.0
1-Tricosene 16.92 9.2 ng 411226 5 16.99 890700 20.0
1-Penten-3-one, 1... 19.53 17.0 ng 365837 6 18.64 431394 20.0
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