LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\

Data File : BF088517.D

Aca On - 30 Jun 2016 3:49 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H3829-04 TmCOMGF%ls
ALS Vial : 19 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-BF062916.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 4 7 10 rVB 3705277 4138208 90.32% 11.440%
2 1.747 12 14 24 rVB 340231 612378 13.37% 1.693%
3 1.873 24 25 40 rVB 2461267 4581477 100.00% 12.666%
4 2.067 40 42 80 rvB 142340 771535 16.84% 2.133%
5 3.061 127 129 139 rBvY 67549 139728 3.05% 0.386%
6 4.993 295 298 302 rBV 247813 353110 7.71% 0.976%
7 5.416 332 335 337 rBY 2583673 2548928 55.64% 7.047%
8 6.444 422 425 428 rBV 2158105 2361330 51.54% 6.528%
9 6.582 435 437 440 rBVY 2086060 2624499 57.28% 7.255%
10 6.822 456 458 460 rBVY 1025438 833609 18.20% 2.305%

11 6.982 469 472 474 rVB 2083223 2226912 48.61% 6.156%
12 7.382 504 507 509 rBV 1778847 1645251 35.91% 4.548%
13 8.102 568 570 572 rBV 1070129 950967 20.76% 2.629%
14 9.176 662 664 667 rBY 2135890 2559615 55.87% 7.076%
15 9.576 697 699 701 rBV 114014 124624 2.72% 0.345%

16 9.850 721 723 726 rBV 921169 877587 19.16% 2.426%
17 10.639 789 792 794 rBV 1013103 1223085 26.70% 3.381%
18 11.325 850 852 855 rvB2 663193 774940 16.91% 2.142%
19 11.874 897 900 902 rBV 77928 125390 2.74% 0.347%

20 12.651 966 968 973 rBV 71466 87986 1.92% 0.243%
21 12.914 988 991 994 rBV 2188721 2118868 46.25% 5.858%
22 13.165 1009 1013 1014 rBV 74192 96432 2.10% 0.267%
23 13.497 1040 1042 1044 rBV 72961 99143 2.16% 0.274%

24 13.817 1068 1070 1074 rBV2 322204 454756 9.93% 1.257%
25 13.954 1080 1082 1085 rBV 953201 949577 20.73% 2.625%

26 14.148 1096 1099 1101 rBV 153055 162816 3.55% 0.450%
27 14.457 1123 1126 1128 rBV 227975 361753 7.90% 1.000%
28 14.742 1149 1151 1156 rVB2 98637 149428 3.26% 0.413%
29 14.880 1161 1163 1165 rBV 57419 66414 1.45% 0.184%
30 15.062 1177 1179 1183 rVB 182206 244792 5.34% 0.677%

31 15.360 1202 1205 1208 rBV 699427 858245 18.73% 2.373%
32 15.611 1224 1227 1232 rBV2 78292 171649 3.75% 0.475%
33 15.828 1244 1246 1248 rBV 125568 196259 4.28% 0.543%
34 15.874 1248 1250 1254 rVB3 94895 174467 3.81% 0.482%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 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-BF062916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.034 1262 1264 1269 rVB4 54818 137000 2.99% 0.379%
36 16.571 1308 1311 1315 rVB 59877 123536 2.70% 0.342%

37 17.280 1371 1373 1378 rVB5 51037 113655 2.48% 0.314%
38 18.023 1435 1438 1443 rVB7 50918 132651 2.90% 0.367%

Sum of corrected areas: 36172600
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088517.D
1|67

3500000
3000000
1.87 5.42
2500000
2000000
1500000

1000000

500000 1'075 4.99
2.07 3.06 A

6.98
7.38

o ]
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50

6.00

Abundance TIC: BF088517.D

3500000
3000000

2500000
9.18
2000000

1500000

8.10
1000000 9.85 10.64

11.32
500000

9.58
A

12.91

12.65 j 1317 13,5
A S\ W

A
T 1 T T [ T T T T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance TIC: BF088517.D

3500000

3000000

2500000

2000000

1500000

13.95

1000000 15.36

15.06
500000 14.15 1446 1474 08 15.611283875 03 16.57 17.28

18.02

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T T T T

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 1 unknownl.67 Concentration Rank 2

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

1.67 99.28 ng 4138210 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 7 (1.667 min): BF088517.D (-4) (-) m/z 73.10 100.00%
73
5000 43
89
et
55 1.70 1.80 1.90 2.00 2.10
O e 080 m/z 43.10 51.68%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
89 m/z 89.10 31.07%
"'I'”'I"”I"'W'"'P"'I”"I'”'I"”I"'W
m/z--> 10 20 40 50 60 70 80 90
Abundance
43
3 170 1.80 1.90 2.00 2.10
5000 m/z 41.05 10.16%
27
59 74
S L L UL UL UL S I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #733: N-Ethylformamide
30 7B 1.70 1.80 1.90 2.00 2.10
m/z 45.10 7.92%
5000
58
44
0 15 5| 39, 51 |
m/z--> 10 20 30 40 % 60 % 80 90 ' 1.70 1.80 1.90 2.00 2.10

8270-BF062916.M Thu Jun 30 19:34:38 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.07 18.51 ng 771535 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
3 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
4 Glycine 75 C2H5NO2 000056-40-6 9
5 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 9

Abundance Scan 42 (2.067 min): BF088517.D (-40) (-) m/z 75.10 100.00%
75
5000 45 /\
39‘ | | o 180 200 220 240
T H 1 S 111 M MBS m/z 73.10 76.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 L L L U
45 1.80 2.00 2.20 2.40
31 ‘ ‘ m/z 45.10 41.25%
15 57
PN T A A YA TN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
180 200 220 240
5000 m/z 41.05 31.15%
45
29
o 39 S 67 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #715: Methane, isothiocyanato- = SN BEREEEaEEE
7B 1.80 2.00 2.20 2.40

m/z 47.00 18.02%

5000
45
15 28 35 ‘ ! 58 [

O e e e e e ARERaaesEEaE

m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 (S)-(+)-1,2-Propanediol Concentration Rank 16

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

3.06 3.35 ng 139728 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 43
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
4 2-Butanol 74 C4H100 000078-92-2 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 129 (3.061 min): BF088517.D (-127) (-) m/z 45.10 100.00%
45
5000 A\
T
4 57 61 2.80 3.00 3.20 3.40
o..,....,....,....,....,....,....,3.6..3:9,::4.! 2 e | M7z 43.05 18.28%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45
5000 RS LA RSN AR A
2.80 3.00 3.20 3.40
m/z 44_.05 5.83%
0 1519 2731 3943 535761 75
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
280 300 320 340
5000 m/z 61.00 5.74%
29 61
o 1519 26 33363942 53 57 7376
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944. R—(—)—l,Z—propanedioI LI L L L L
45 2.80 3.00 3.20 3.40
m/z 42.00 3.65%
5000
19 2
o 1251 2q| 33 3042 | 535761 76 1)
m/z--> 5 10 1'5 20 25 3'0 35 40 45 50 55 60 65 70 75 80 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.99 8.47 ng 353110 1,4-Dichlorobenzene-d4 6.82
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
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 16

Abundance Scan 298 (4.993 min): BF088517.D (-295) (-) m/z 43.10 100.00%
a3
59
5000
101 460 4.80 500 520 5.40
83 : : : : :
o...,....,....,..??','.:..,??.I,....,....,....,....,|....,. m/z 59.10 52.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRS LN R
59 460 4.80 5.00 5.20 5.40
m/z 58.10 17.98%
15 31 101
o . 25.° 37, 53 83 \
miz--> e o A A A A AR
Abundance
43
460 4.80 500 520 5.40
5000 57 m/z 101.10 16.78%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2-methy!l- B
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.47%
5000
31 101
HH\M
m/z--> 10 20 30 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 unknown6.58 Concentration Rank 3

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

6.58 62.97 ng 2624500 1,4-Dichlorobenzene-d4 6.82
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 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 437 (6.582 min): BF088517.D (-435) (-) m/z 132.00 100.00%
32
68
5000
© w5 ||l 5 4 o o0 ok o) 6k 750
ot VeV S | OO R A P S | m/z 68.10 53.06%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 NP S SRR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 66.10 34 .04%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 134.00 31.88%
33 44 g7 105
51 60 70 78 g 115
Ol T T T T T T T T e T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- sl B ma e o
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.20%
104
5000
ot i 115
39 65 ‘ 91
0"”I??”W*”'lw??PM'W'l”\”"ﬂ"W'J”I'AhI”"Ih"" NSRS S AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 9 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.87 3.24 ng 125390 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Oxalic acid. dodecvl isobutvl ester 314 C18H3404 1000309-37-7 25
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 900 (11.874 min): BF088517.D (-897) (-) m/z 73.10 100.00%
43 60 7B
5000 129
157 TN SV S SYAR
143 171185199 256 11.60 11.80 12.00 12.20
0 m/z 60.00 83.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L I U UL R
11. 60 11. 80 12. oo 12. 20
m/z 43.10 81.88%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,60 11.80 12,00 12.20
5000 129 m/z 57.05 71.06%
29 a7
115 | 143 199 242
101 185
Ls 157171 213906 ﬁ\VVV\}\AJk~/\Lk_A%J\,_ANM
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #84453: Tetradecanoic acid Al Emam T R
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 63.57%
5000 129
7 185 228
0 | [ | |
mz> 20 - - 50 80" 100 120 140 160 180 200 220 240 260 11,60 11.80 12,00 12.20

8270-BF062916.M Thu Jun 30 19:34:43 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dichloroacetic acid, heptad...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1382 9.58ng 454756 Chrysene-d12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Dichloroacetic acid. heptadecyl ... 366 CIOH36CI202  1000282-98-2 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94

3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302
4 Heptafluorobutvric acid. pentade... 424 C19H31F702

074339-53-0 94
959261-23-5 94

5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 1070 (13.817 min): BF088517.D (-1068) (-) m/z 57.10 100.00%
43 57 83
5000
125 ' 13.60 13.80 14.00 14.20
140154168182196 216 248 : : :
o 1% m/z 43.10  90.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester
43 57 3
5000 LA L L L L L L L
13.60 13.80 14.00 14.20
29 m/z 55.10 89.48%
o 126140154168182 210 23852266 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 R B
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 89.22%
111
29
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #197885: Trichloroacetic acid, pentadecy! ester R R B
7 13.60 13.80 14.00 14.20
83 m/z 69.10 80.84%
5000 'N_M
o 126140154 182 210
- IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 11 Hexacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14.15 3.43 ng 162816 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1099 (14.148 min): BF088517.D (-1096) (-) m/z 57.10 100.00%

5000

13.80 14.00 14.20 14.40
m/z 71.10 72.22%

141 182 216 260

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #194493: Hexacosane
57
5000 85 LA LI L L L L B LB B B
13 80 14. 00 14.20 14.40
m/z 43.10 62.27%
29
ok m\‘w hMl§11169197225253 295323 367
T B e e AL B e o e e o B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
T T T
85 13.80 14.00 14.20 14.40
5000 m/z 85.10 53.31%
29 113
o 141169197 225253 296
B B R e B e e e e e I S o o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane T
13.80 14.00 14.20 14.40
m/z 55.10 23.50%
5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 13:80 14.00 14.20 14.40

8270-BF062916.-M Thu Jun 30 19:34:45 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 12 1-Octadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .46 7.62 ng 361753 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 1-Heptadecene 238 C17H34 006765-39-5 91
4 Oxalic acid. isobutyl hexadecvl ... 370 C22H4204 1000309-38-1 91
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 91
Abundance Scan 1126 (14.457 min): BF088517.D (-1123) (-) m/z 57.10 100.00%
57
5000
"A30 1940 1460 1480
127 168 : : : :
Obrrrprrrethe 152 196 224240 264 282 /7 43.10 71 80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104184: 1-Octadecene
57
41 83
5000 L B UL LRI B
Mmmmmmmm
m/z 71.10 67.68%
0 J | 139 168 196 224 252
m/z--> ﬁ&mmmmmmmmmmmmmm
Abundance
57
97 R BN B B B
41 14.20 14.40 14.60 14.80
5000 m/z 85.10 48 .19%
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
Abundance #92567: 1-Heptadecene i R
14.20 14.40 14.60 14.80
41 m/z 55.10 47 .91%
ol15 || 140 168 194210 238
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14'20 14. 40 14 60 14. 80

8270-BF062916.M Thu Jun 30 19:34:46 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 13 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.74 3.48 ng 149428 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Nonadecane 268 C19H40 000629-92-5 93
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 1151 (14.742 min): BF088517.D (-1149) (-) m/z 57.10 100.00%
57
: | 13 14.40 14.60 14.80 1500
141 : : : :
ol ..,....,|... L e 169 196212230 25268 295 | n T e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57
5000 U U UL B UL B
85 14.40 14.60 14.80 15.00
4 m/z 43.10 65.86%
0 ‘ H | A | 1]\'3 141 169184 212
m/z--> ﬁo 45 éo 85 160 150 150 160 180 200 220 240 2éo 2éo 360
Abundance
57
g5 14.40 14.60 14.80 1500
5000 A m/z 85.10 46 .28%
ol 25 13 141 169 197212 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane A B e
57 14.40 14.60 14.80 15.00
m/z 55.10 24 .10%
5000 85

E

h | M3 141 169 197 o540 268

Olerey 2 b b e P2 AT 225240 B LS e ST

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00

8270-BF062916.M Thu Jun 30 19:34:46 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 14 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.06 5.70 ng 244792 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 1179 (15.062 min): BF088517.D (-1177) (-) m/z 57.10 100.00%
g7
5000 85 “ \ R
( 14,80 15.00 15.20 15.40
141 : : : :
Olrrrrprrrfrry J':.,':...J] ..'.'. et iO7188 201 219237292 272 296 "m/z 71.10  68.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LA SR B LN B
14.80 15.00 15.20 15.40
4 m/z 43.10 57.88%
0 “ I \1ﬁ3 141 168183 211 239 267 29
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
57
14,80 15.00 15.20 15.40
5000 al 85 m/z 85.10 48.65%
ol.15 13 141 169 197 225 253008 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane L I
57 14.80 15.00 15.20 15.40
m/z 55.10 21.15%
85
5000
4
o ‘ i | u\ D e 197 225 o553 282
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40

8270-BF062916.M Thu Jun 30 19:34:47 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 15 1,19-Eicosadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.61 4.00 ng 171649 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 89
5 Octadecanal 268 C18H360 000638-66-4 87
Abundance Scan 1227 (15.611 min): BF088517.D (-1224) (-) m/z 57.10 100.00%
5000
3 137 168 196 231 251 278 300 328 365 :|.5.2I0I I:I.I54I0I ;I.IS(:{()I I:I.I5I8I0I I:I.é3l0l0I
0 m/z 43.10 88.70%
m/z--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene
55
5000 82 I R DR B
- 15 20 15. 40 15. 60 15. 80 16 00
109 m/z 82.10 82.35%
o “ I ‘“ Hu H | . 138157 180 208228 250 278
m/z--> 56 160 1éo 260 2éo 360 3%0
Abundance
82
NI A SUN SRR BN
57 15.20 15.40 15.60 15.80 16.00
5000 m/z 96.10 61.89%
110
29
138
0 166 193211 250268
m/z--> 56 160 1éo 260 2éo 360 3%0
Abundance #129467: Oxirane, heptadecyl- A RREEE RS E T
3 15.20 15.40 15.60 15.80 16.00
m/z 55.10 59.63%
5000
110
0 |\ L 138 166 194212 236 264282
m/z--> 50 100 1% 2m ﬁ) ﬁo 3% mmmmmmmmmm

8270-BF062916.M Thu Jun 30 19:34:48 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 16 Pentacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.83 4.57 ng 196259 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 87
4 Heptacosane 380 C27H56 000593-49-7 74
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 72

Abundance Scan 1246 (15.828 min): BF088517.D (-1244) (-) m/z 57.10 100.00%
57
R PN SN SURRURA B
113 15.60 15.80 16.00 16.20
141
— ,I. bl | f M 160001011 286 2702003u T g 75, 210
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LI B B SURBLLN U
15.60 15.80 16. 00 16 20
113 m/z 43.10 59.56%
JL 2] L L d || 1" 169189 211 239 267 205 323 352
m/z--> 50 100 1éo 260 2éo 300 3éo
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 51.65%
o 39 13 141 165182 211 57 281 308 337
m/z--> §o 160 1éo 200 2%0 360 350
Abundance #202264: Octadecane, 1-iodo- R B A B B
57 15.60 15.80 16.00 16.20
m/z 55.10 22.44Y%
5000 85
29
0 \‘ Ll 18772 183 ou 2%
m/z--> §o 160 150 200 250 360 350 15%0 1580 1600 1620

8270-BF062916.M Thu Jun 30 19:34:49 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 17 Behenic alcohol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.87 4.07 ng 174467 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 62
2 n-Tetracosanol-1 354 C24H500 000506-51-4 53
3 1-Nonadecene 266 C19H38 018435-45-5 53
4 1-Heptacosanol 396 C27H560 002004-39-9 53
5 cis-1-Chloro-9-octadecene 286 C18H35CI 016507-61-2 50
Abundance Scan 1250 (15.874 min): BF088517.D (-1248) (-) m/z 83.10 100.00%
55
111
5000 231
256 286 33 ' 15.60 15.80 16.00 16.20
0 m/z 97.10 95.45Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcoho
55 83
5000 i A BN SUNIUL SUNILN I
15.60 15.80 16.00 16.20
- m/z 55.10 84 .66%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
1560 15.80 16.00 16.20
5000 11 m/z 57.10 80.24%
29 139

167 195 222 250 280 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115906: 1-Nonadecene B R
4 15.60 15.80 16.00 16.20

m/z 69.10 79.98%

5000
125

154 182 210 238 266
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.60 15.80 16.00 16.20

8270-BF062916.M Thu Jun 30 19:34:50 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 18 _beta.-iso-Methyl ionone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.03 3.19 ng 137000 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 50
2 (-)-Neoclovene-(11). dihvdro- 206 C15H26 1000152-83-6 41
3 7-Hvdroxv-2.5.8-auinoline trione 191 C9H5NO4 015544-54-4 27
4 Ethvl 4-t-butvlbenzoate 206 C13H1802 005406-57-5 22
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 22
Abundance Scan 1264 (16.034 min): BF088517.D (-1262) (-) m/z 191.15 100.00%
191

5000

15.80 16.00 16.20 16.40

o m/z 81.10 56 .25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66096: .beta.-iso-Methyl ionone
191
5000/ 28 LB B e
15. 80 16. OO 16. 20 16. 40
135 163 m/z 95.10 52.41%
o,n.q””“.”“”wﬂhﬁgwl””..m.”..”.”..””..”.”..”w””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
81 109
4 163 S —
15.80 16.00 16.20 16.40
5000 135 191 m/z 123.10 51.01%
65
o 25 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54013: 7-Hydroxy-2,5,8-quinoline trione R B B B
191 15.80 16.00 16.20 16.40
m/z 69.10 45 _.53%
5000 135
52 49 107 163
[0} R e EEEEE mm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16. OO 16. 20 16. 40

8270-BF062916.M Thu Jun 30 19:34:51 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 19 Oxirane, hexadecyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.57 2.88 ng 123536 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
3 Octadecanal 268 C18H360 000638-66-4 72
4 1.19-Eicosadiene 278 C20H38 014811-95-1 70
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 58

Abundance Scan 1311 (16.571 min): BF088517.D (-1308) (-) m/z 57.10 100.00%

7

82

5000

110 e RN N
137153169186 208 93027 274 294 4,4 16.20 16.40 16.60 16.80

m/z 43.10 82.74%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117618: Oxirane, hexadecyl-

5000 4

16.20 16.40 16.60 16.80
m/z 82.10 81.02%

166183 211597 250 268

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

43 82
T T
16.20 16.40 16.60 16.80
5000 67 m/z 55.10 72.81%
110
27 138

0 166 194 221236 264282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117606: Octadecanal R ERRREEE ST
16.20 16.40 16.60 16.80

m/z 71.10 58.60%

5000

125 15216 194 222 250 .0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 20 16 40 16. 60 16. 80

8270-BF062916.M Thu Jun 30 19:34:52 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088517.D

Aca On : 30 Jun 2016 3:49

Operator : UM/SJ

Sample : H3829-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 20 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.02 3.09 ng 132651 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 Cl15H24 003691-11-0 72
2 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 58
3 Ledene oxide-(D) 220 C15H240 1000151-93-3 46
4 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 42
5 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 38
Abundance Scan 1438 (18.023 min): BF088517.D (-1435) (-) m/z 81.10 100.00%
81 ,107 135 189
5000 161 207
P26
241 273 301 N DML DU DAL N
3 57 17.80 18.00 18.20 18.40
0 m/z 55.10 94 _.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64530: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...

17.I80 18.IOO 18!20 18.I40
m/z 95.10 92.81%

5000

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
189
93 204 R e o e o
41 17.80 18.00 18.20 18.40
0
5000 109 133 161 m/z 107 .05 90.22%
67
23

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

Abundance #77512: Ledene oxide-(1) R  RREEEEES e
17.80 18.00 18.20 18.40

m/z 109.10 89.72%

5000

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.80 18.00 18.20 18.40

8270-BF062916.M Thu Jun 30 19:34:53 2016 Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062916\

Data File : BF088517.D

Acq On - 30 Jun 2016 3:49 Instrument :
Operator : UM/SJ gmgigamlem'
3?22'6 i H3829-04 TmCOMGF%lS
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062916_.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]
unknownl.67 1.67 99.3 ng 4138210 1 6.82 833609 20.0
Propane, 1,1-dime... 2.07 18.5 ng 771535 1 6.82 833609 20.0
(S)-(+)-1,2-Propa. .. 3.06 3.4 ng 139728 1 6.82 833609 20.0
2-Pentanone, 4-hy... 4 .99 8.5 ng 353110 1 6.82 833609 20.0
unknown6 .58 6.58 63.0 ng 2624500 1 6.82 833609 20.0
n-Hexadecanoic acid 11.87 3.2 ng 125390 4 11.32 774940 20.0
Dichloroacetic ac... 13.82 9.6 ng 454756 5 13.95 949577 20.0
Hexacosane 14.15 3.4 ng 162816 5 13.95 949577 20.0
1-Octadecene 14.46 7.6 ng 361753 5 13.95 949577 20.0
Pentadecane 14.74 3.5 ng 149428 6 15.36 858245 20.0
Heptadecane, 2,6,... 15.06 5.7 ng 244792 6 15.36 858245 20.0
1,19-Eicosadiene 15.61 4.0 ng 171649 6 15.36 858245 20.0
Pentacosane 15.83 4.6 ng 196259 6 15.36 858245 20.0
Behenic alcohol 15.87 4.1 ng 174467 6 15.36 858245 20.0
-beta.-iso-Methyl... 16.03 3.2 ng 137000 6 15.36 858245 20.0
Oxirane, hexadecyl- 16.57 2.9 ng 123536 6 15.36 858245 20.0
Azulene, 1,2,3,5,... 18.02 3.1 ng 132651 6 15.36 858245 20.0
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