LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.690 5 9 11 rvVB 5001308 7159732 100.00% 16.433%
2 1.735 12 13 23 rv 331182 684009 9.55% 1.570%
3 1.872 23 25 41 rVV 2092092 3586351 50.09% 8.231%
4 2.078 41 43 58 rvB 106538 280170 3.91% 0.643%
5 3.084 128 131 137 rBvY 51392 110236 1.54% 0.253%
6 5.004 296 299 303 rBV 178931 246132 3.44% 0.565%
7 5.416 332 335 338 rBVY 2497116 2909584 40.64% 6.678%
8 6.456 422 426 428 rBY 2770363 3567168 49.82% 8.187%
9 6.581 434 437 440 rBV 2450990 3098176 43.27% 7.111%
10 6.822 455 458 460 rBV 855363 886719 12.38% 2.035%

11 6.970 469 471 474 rVB 1900925 2499015 34.90% 5.736%
12 7.382 504 507 509 rBV 2072958 2050729 28.64% 4.707%
13 8.102 567 570 572 rBV 1417104 1189751 16.62% 2.731%
14 9.176 661 664 667 rBV 2727482 3331363 46.53% 7.646%
15 9.565 697 698 701 rBV 126517 165023 2.30% 0.379%

16 9.850 721 723 725 rBV 1285080 1179887 16.48% 2.708%
17 10.639 789 792 794 rBV 1688942 1712094 23.91% 3.929%
18 11.211 840 842 848 rVB 73375 84590 1.18% 0.194%
19 11.325 850 852 856 rvv 780882 1101097 15.38% 2.527%
20 11.862 897 899 901 rBV 93057 126810 1.77% 0.291%

21 12.022 911 913 920 rVB2 38033 71609 1.00% 0.164%
22 12.536 956 958 960 rBV 285971 243636 3.40% 0.559%
23 12.754 974 977 979 rBv2 320470 543941 7.60% 1.248%
24 12.822 979 983 985 rVB3 95011 125714 1.76% 0.289%
25 12.914 989 991 994 rVvB 2309917 2214838 30.93% 5.083%

26 13.154 1009 1012 1014 rBV 63007 86268 1.20% 0.198%
27 13.451 1036 1038 1040 rVvVv 191724 174405 2.44% 0.400%
28 13.496 1040 1042 1047 rVB2 73926 121971 1.70% 0.280%
29 13.702 1056 1060 1062 rBV3 35246 74250 1.04% 0.170%
30 13.828 1069 1071 1074 rBV 216533 223443 3.12% 0.513%

31 13.954 1079 1082 1087 rBV2 923768 1129934 15.78% 2.593%
32 14.148 1096 1099 1100 rBV 70590 103473 1.45% 0.237%
33 14.445 1123 1125 1131 rBV3 109438 258580 3.61% 0.593%
34 14.742 1149 1151 1153 rBV 88380 76191 1.06% 0.175%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.879 1161 1163 1165 rBV 141598 158324 2.21% 0.363%

36 14.959 1168 1170 1175 rVB 130061 263829 3.68% 0.606%
37 15.062 1177 1179 1180 rVvV 132304 135507 1.89% 0.311%
38 15.097 1180 1182 1187 rVB2 115724 183197 2.56% 0.420%
39 15.245 1193 1195 1197 rVvV 67685 75908 1.06% 0.174%
40 15.302 1197 1200 1202 rVV 94449 137548 1.92% 0.316%

41 15.359 1202 1205 1208 rVV 614340 837974 11.70% 1.923%
42 15.417 1209 1210 1216 rVB 77887 105174 1.47% 0.241%

43 15.600 1224 1226 1230 rBV2 53253 102114 1.43% 0.234%
44 15.828 1243 1246 1248 rBVY 91594 153965 2.15% 0.353%

Sum of corrected areas: 43570429
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
5000000

1169
4000000
3000000

2000000

1000000

1.87

TIC: BF088561.D

6.46

5.42 6.58

5.00

3.08

7.38
6.97

6.82

0
Time-->

3.00

3.50

T T
4.00 4.50 5.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF088561.D

9.18

10.64

9.56

N
—T—t

12.91

0

Time-->

10.50 11.00

T
8.00

8.50

I
9.00 9.50 10.00 11.50 12.00 12.50

13.00

Abundance
5000000

4000000

3000000

2000000

1000000

13.7

13.8

TIC: BF088561.D

13.95
15.36

14.15 14.45 14 1AA88BOREDES 425 6015.83

0
Time-->

17.50

16.00

16.50 17.00

15.00 15.50

14.00 14.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.69 161.49 ng 7159730 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 56
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 9 (1.690 min): BF088561.D (-5) (-) m/z 73.10 100.00%

B
43
5000
89

55 170 180 190 2.00 2.10
37 11l 67 | 0
o U TN S B /A S m/z 43.10 53.05%

miz--> 10 20 30 40 50 60 70 80 90 100
' o 7
5000 43

Abundance #4788: Propane, 2,2-dimethoxy
1.70 1.80 1.90 2.00 2.10

89 m/z 89.10 33.70%
s s | |
0...,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
R R e o R SERRR
1.70 1.80 1.90 2.00 2.10
5000 m/z 41.05 10.11%
45
29
39 % 7 101
O T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #733: N-Ethylformamide
30 73 1.70 1.80 1.90 2.00 2.10

m/z 45.10 8.40%

5000
58
44
15
0 | ‘ 38 AN 51 !

m/z--> 10 20 30 40 50 60 70 80 90 100 1.70 1.80 1. 90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

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 6

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

2.08 6.32 ng 280170 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
3 _.beta.-D-Glucopvranoside. methvl... 176 C7H1205 003056-46-0 9
4 Ethane. 2-chloro-1.1-dimethoxv- 124 C4HOCIO02 000097-97-2 9
5 Propane, 1,l1-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 9

Abundance Scan 43 (2.078 min): BF088561.D (-41) (-) m/z 75.10 100.00%
75
5000 a5
| || 57 AL, 103 1.80 2.00 2.20 2.40
Ob et et W e e e e m/z 73.05 71.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 UL S R A IR
45 1.80 2.00 2.20 2.40
31 “ m/z 45.10 39.80%
15 57
0"'l“"v'jmk'“\“'ml'“H|“"N**'v'?ﬁ'“'%Rg'v"w"'w"“l'“'l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
180 200 220 240
5000 m/z 41.05 27.99%
45
o 15 27 35 58
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #42798: .beta.-D-Glucopyranoside, methyl 3,6-anhydro- s e A REammses m
29 57 g9 1.80 2.00 2.20 2.40
43 m/z 47.05 18.16%
5000
85 102
0 ”'l'“'l"“l"“l"'w"'lv"'v"'l“Htl'“'ll“'l}ﬁél'“'l'“'l}ﬁ§l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 (S)-(+)-1,2-Propanediol Concentration Rank 16

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

3.08 2.49 ng 110236 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 2-Heptanol 116 C7H160 000543-49-7 9

Abundance Scan 131 (3.084 min): BF088561.D (-128) (-) m/z 45.10 100.00%
45 r
5000
4 5 5761 84 2.80 3.00 3.20 3.40
O“P“W"W““P“W“w““PMﬁﬂ!"“W“P“WLW““P“W““W“V“WMW m/z 43.10 18.01%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol \—iﬂ
45
5000 A A A AR A
2.80 3.00 3.20 3.40
m/z 61.00 6.40%
o 15 19 27‘%1 3942 53 57 61 75
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45
280 300 320 340
5000 m/z 44.10 5.96%
29
. 121519 26 33 3042 535761 76
R L) R A RN ALY KAL) KAL) KAL) LA AR RN ALY KAL) KAL) AL MM AN AL B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
45 2.80 3.00 3.20 3.40
m/z 42.00 3.64%
5000
29 61
o 1519 26733 3942, 53576 7376
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 280 300 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.00 5.55 ng 246132 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 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 299 (5.004 min): BF088561.D (-296) (-) m/z 43.05 100.00%
a3
59
5000
o 450 480 5,00 520 540
83 : : : : :
o...,....,....,....','::..?.1.4!,...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 59.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrrrTrrTi T T T T T T T
59 460 4.80 5.00 5.20 5.40
m/z 101.10 20.33%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 5.00 520 5.40
5000 M m/z 58.00 16.77%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R A mam T
59 4.60 4.80 500 5.20 5.40
31 m/z 41.10 9.21%
5000 41
73
0 IIII':I'-'S'I'"'I""I""5I:'I-"'I""I"''I"8"7I"":II-(')'Z"I"''I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown6.58 Concentration Rank 3

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

6.58 69.88 ng 3098180 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 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17

3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12

4 Cvclopropanamine. 1l-phenvl- 133 C9H11N 1000351-26-2 10

5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
Abundance Scan 437 (6.581 min): BF088561.D (-434) (-) m/z 132.00 100.00%

5000 68

6.20 6.40 6.60 6.80 7.00

96
40 75
482t 6%‘ | 87 104

ot A | OO RS- AN P S | . m/z 68.10 50.29%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 llllllll/\llllllllllllllll
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 32.53%
31 38
44
0 ‘ N | H | !
R B L B R o R RRARE AL
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68
Al Ramms e o
6.20 6.40 6.60 6.80 7.00
5000 53 m/z 66.10 32.10%
39
45 132
o SN N S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine S REEma T R ARE
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.32%
5000
3B 44 0 g7 105
60 78 ‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownll1l.86 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.30 ng 126810 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 46
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 41
3 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 35
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 35
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 35
Abundance Scan 899 (11.862 min): BF088561.D (-897) (-) m/z 73.10 100.00%
43 60 78 192
5000
' 11.60 11.80 12,00 12.20
0! m/z 43.10 90.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60 783
5000 43 L B BRI SULRE B
nmnmnmnm
29 129 143 m/z 60.00 89.42%
‘ ‘ ‘ 115 ‘ ‘ 157 186
N “‘...,....,.... T
m/z--> 20 40 60 o 100 120 140 160 180 200
Abundance
192
11,60 11.80 12,00 12.20
5000 m/z 192.10 83.92%
g3 96 165
0 63 115 139150 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54747: Phenanthrene, 3-methyl- e A
192 11.60 11.80 12.00 12.20
m/z 57.10 70.90%
5000
o 27 39 51 63 82 M 115126 139 152 165176 M
m/z--> 25 45 65 éo 160 150 150 1éo 180 200 ' 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

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 10 1-Acetoxynonadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.82 2.23 ng 125714 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acetoxvnonadecane 326 C21H4202 001577-43-1 91
2 1-Pentadecanol acetate 270 C17H3402 000629-58-3 90
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 87
4 Eicosvl acetate 340 C22H4402 1000351-77-9 87
5 Behenic alcohol 326 C22H460 000661-19-8 87
Abundance Scan 983 (12.822 min): BF088561.D (-979) (-) m/z 43.10 100.00%
43
5000 MMW_J\—\
1260 12.80 13.00 13.20
Ot m/z 83.10 54_.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166205: 1-Acetoxynonadecane
43
83
5000 1 LR SUNILN SO BN B
12.60 12.80 13.00 13.20
m/z 55.10 52.60%
ol 21 1 | 139154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
o 1260 12,80 13.00 13.20
5000 61 m/z 57.05 47 .45%
111
o 27 140 166182 210 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #189051: Trichloroacetic acid, tetradecy! ester L T o e B
12.60 12.80 13.00 13.20
m/z 69.10 47 .15%
- WJLM‘\JL-
0 R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Butyl myristate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.45 3.09 ng 174405 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 86
2 3-Amino-2.2-dimethvl-1-propanol 103 C5H13NO 026734-09-8 38
3 2-Methvl-1-octadecene 266 C19H38 061868-20-0 38
4 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 35
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 35

Abundance Scan 1038 (13.451 min): BF088561.D (-1036) (-) m/z 56.05 100.00%

56
e __A«_L

129

_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_
285
143157 185199 op7241 267 13.20 13.40 13.60 13.80

(o} m/z 57.10 59.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 LA B L L L L L L
41 229 1320 13.40 13.60 13.80
m/z 43.10 42 .35%
‘ ‘ 1011 5 143 185 ‘ 284
| i \.. ey 285269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
30
e m R
13.20 13.40 13.60 13.80
5000 m/z 41.10 37.95%
56
oL 15 72 g6 103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I

Abundance #115908: 2-Methyl-1-octadecene e  REARE B
13.20 13.40 13.60 13.80
m/z 55.10 32.61%
5000
83 g7
111 266
0 126140154168182 210224238

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13 40 13. 60 13. 80

8270-BF063016-M Fri Jul 01 13:18:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 1-Decanol, 2-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.95 ng 223443 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 87
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 76
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 76
Abundance Scan 1071 (13.828 min): BF088561.D (-1069) (-) m/z 57.10 100.00%
57
1560 1580 14100 1420
139 : : : :
0 ....,-....,.l.l.e,nlfg.l.gf..2.3?,....,....,....,....,...., m/z 43.10 70.03%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95994: 1-Decanol, 2-hexyl-
57
5000 83 RS PN NI AR B
111 13.60 13.80 14.00 14.20
m/z 71.10 62.20%
139
[ — |‘ ! hl\ M‘:“Hl lh Iw‘hl J: |‘]|-6|8|1|9|6|2|2|4| R s B R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
83 1360 13.80 14.00 14.20
5000 m/z 55.10 54 .03%
29 111
139 168196 227 o
O m ey 1 1 T T T T T [T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate R B A B
57 13.60 13.80 14.00 14.20
m/z 83.10 47 .89%
97
5000
125
o ??‘ lJ1§3;81208 250278306 334 364392 437 488
m/z--> 0 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20

8270-BF063016-M Fri Jul 01 13:18:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .45 4_.58 ng 258580 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 83
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
Abundance Scan 1125 (14.445 min): BF088561.D (-1123) (-) m/z 57.10 100.00%
g7
85
5000
113 141 256 397 14.20 14.40 14.60 14.80
ol d b b 20 109 206 225 26 89 m/z 71.10 73.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LA BN B B B

14.20 14.40 14.60 14.80
m/z 43.10 59.96%

29
L } L H h3‘1§1 169 197 225 253 295 323 367
e T I B et B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
T T
14.20 14.40 14.60 14.80
5000 o m/z 85.10 56.67%
29 113
o 141 169 197 225 253 281 309 338
T R e e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane R EE e EARE RERE S B
57 14.20 14.40 14.60 14.80
m/z 55.10 25.33%
85
5000
29
T R e T T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF063016-M Fri Jul 01 13:18:07 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 1,19-Eicosadiene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.88 3.78 ng 158324 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 92
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
5 Z-2-Dodecenol 184 C12H240 069064-36-4 76

Abundance Scan 1163 (14.879 min): BF088561.D (-1161) (-) m/z 57.10 100.00%

2

5000

14.60 14.80 15.00 15.20

154169184 204 222236 254268553

0! m/z 82.10 96.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene
55
41
5000 LA L L L L LN
14.60 14.80 15.00 15.20
7 m/z 43.10 83.45%
o 2 111125 151165180104208222236250 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
9% R I e e
14.60 14.80 15.00 15.20
5000 m/z 55.10 68.78%

29
110

124

o 138152166180194208222 250 Hpg
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- B A RRREE R
2 14.60 14.80 15.00 15.20
96 m/z 96.10 68.25%

5000
110

152166180194208222236250264 282
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20

8270-BF063016-M Fri Jul 01 13:18:08 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.23 ng 135507 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 76
2 Heneicosane 296 C21H44 000629-94-7 76
3 Hexacosane 366 C26H54 000630-01-3 76
4 Tetracosane 338 C24H50 000646-31-1 64
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 64
Abundance Scan 1179 (15.062 min): BF088561.D (-1177) (-) m/z 57.10 100.00%
57
85
5000 255
113 DAL P B IR N
141 224 14.80 15.00 15.20 15.40
ol b [ atf 109 106 224 Jo m/z 71.10 73.52%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 LS SRS B SR B
14.80 15.00 15. 20 15. 40
29 m/z 43.10 58.06%
0 \‘ “\ H | \‘ 113 141 169 197 226
m/z--> éo 160 150 260 2%0 360 3%0
Abundance
57
o 14.80 15.00 15.20 1540
5000 m/z 85.10 52.06%
29
0 13 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane R B EERmE R
57 14.80 15.00 15.20 15.40
m/z 252.10 37.24%
5000 85
29 113
oL T j b, lfl 169 197 225 253 295 323 367
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 350 14.80 15.00 15.20 15.40

8270-BF063016-M Fri Jul 01 13:18:09 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Cyclopentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.10 4_.37 ng 183197 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 Cyclotetradecane 196 C14H28 000295-17-0 80

Abundance Scan 1182 (15.097 min): BF088561.D (-1180) (-) m/z 83.10 100.00%

i

5000

14.80 15.00 15.20 15.40
m/z 97.10 85.66%

140158 181196 216 243 268,04

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69584: Cyclopentadecane
55

%

14.80 15.00 15.20 15.40
m/z 55.10 78.95%

5000

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ¥J4jL\f/\Jwv/J\\vﬁvvfyj\,hvj

Abundance

55 83
T
14.80 15.00 15.20 15.40
5000 11 m/z 57.10 75.62%
29 139
o 167182 210 238 264280 308

m@ﬂmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol R EEEmaEE S S
14.80 15.00 15.20 15.40
m/z 69.10 75.39%

5000

?

139

167182 210 238 266 294
L e e e e R Bmmn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40

8270-BF063016-M Fri Jul 01 13:18:10 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.42 2.51 ng 105174 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 76
2 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 74
3 Pentacosane 352 C25H52 000629-99-2 68
4 1-lodoundecane 282 C11H23lI 004282-44-4 68
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 1210 (15.417 min): BF088561.D (-1209) (-) m/z 57.10 100.00%
57
5000 A,\JA«\,,th\NAL~h~fLﬁdv,j\f\
146 174 210 271289 15.20 15.40 15.60 15.80
o 192 247 m/z 71.10 72.32%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LR S LN SRS B
15.20 15.40 15.60 15.80
m/z 85.10 55.95%
29 113
0 \‘ ‘L ‘\ “\ ‘hw h‘ |‘ | 1ﬂ.1 | 169 197 225 253 296
m/z--> §o 160 1%0 260 2éo 360 3éo
Abundance
57
' 15.20 15.40 15.60 15.80
5000 85 m/z 43.10 52.79%
113
o 155 183 211 253 281
m/z--> o 'éo" ' 160" "1éo" ' éooll "250" "300" "350
Abundance #185533: Pentacosane R A BEREE R
57 15.20 15.40 15.60 15.80
m/z 55.10 21.27%
5000 85 AAvjw\\_yw/«/AV\v]\\~¥,Jk/\
113
JL 2] [‘ | l“J | |11 169189 211 239 267 205 323 352
m/z--> 50 100 150 200 2éo 300 3éo 1550 1540 1560 15%0

8270-BF063016-M Fri Jul 01 13:18:10 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088561.D

Aca On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Oxirane, hexadecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.60 2.44 ng 102114 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 Octadecanal 268 C18H360 000638-66-4 86
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 78
4 Pentadecanal - 226 C15H300 002765-11-9 72
5 1,19-Eicosadiene 278 C20H38 014811-95-1 72

Abundance Scan 1226 (15.600 min): BF088561.D (-1224) (-) m/z 57.10 100.00%

8

:

5000

0 R o o N

167182 222 255 15.20 15.40 15.60 15.80 16.00
152 207

0 2l m/z 82.10 91.44%

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

Abundance #117618: Oxirane, hexadecyl-

:

5000 NI L L L L L L
15.20 15.40 15.60 15.80 16.00
4 m/z 43.10 79.38%
138152
0 166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
R N N EEREE
926 15.20 15.40 15.60 15.80 16.00
5000{ m/z 55.10 68.07%
110

” 250
1381521661801942082%2 535 268

:

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

Abundance #129467: Oxirane, heptadecyl- I RREEEEEES T
15.20 15.40 15.60 15.80 16.00
96 m/z 96.10 61.03%

5000

;

152166180194208222236250264 282
L e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088561.D

Acq On 1 Jul 2016 6:38

Operator : UM/SJ

Sample : H3747-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.69 161.5 ng 7159730 1 6.82 886719 20.0
Propane, 1,1-dime... 2.08 6.3 ng 280170 1 6.82 886719 20.0
S)-(+)-1,2-Propa... 3.08 2.5 ng 110236 1 6.82 886719 20.0
2-Pentanone, 4-hy... 5.00 5.5 ng 246132 1 6.82 886719 20.0
unknown6 .58 6.58 69.9 ng 3098180 1 6.82 886719 20.0
unknownll.86 11.86 2.3 ng 126810 4 11.32 1101100 20.0
1-Acetoxynonadecane 12.82 2.2 ng 125714 5 13.95 1129930 20.0
Butyl myristate 13.45 3.1 ng 174405 5 13.95 1129930 20.0
1-Decanol, 2-hexyl- 13.83 4.0 ng 223443 5 13.95 1129930 20.0
Hexacosane 14 .45 4.6 ng 258580 5 13.95 1129930 20.0
1,19-Eicosadiene 14.88 3.8 ng 158324 6 15.36 837974 20.0
Hexadecane 15.06 3.2 ng 135507 6 15.36 837974 20.0
Cyclopentadecane 15.10 4.4 ng 183197 6 15.36 837974 20.0
Heneicosane 15.42 2.5 ng 105174 6 15.36 837974 20.0
Oxirane, hexadecyl- 15.60 2.4 ng 102114 6 15.36 837974 20.0
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