LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 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-BF110316.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 2.681 84 87 96 rvB 43187 94896 1.76% 0.225%
2 4.738 265 267 277 rBV 451383 602875 11.19% 1.427%
3 5.196 305 307 321 rBV 1441346 2125387 39.45% 5.032%
4 6.270 399 401 409 rBV 895457 1235672 22.93% 2.926%
5 6.384 409 411 414 rBV 2961464 3147506 58.42% 7.453%
6 6.613 429 431 437 rBV 854028 1086432 20.16% 2.572%
7 6.773 442 445 448 rBVY 3505949 3360859 62.37% 7.958%
8 7.059 466 470 476 rVB5 30673 66309 1.23% 0.157%
9 7.196 479 482 484 rBV 2640148 3001007 55.70% 7.106%
10 7.367 491 497 499 rBV 261371 613040 11.38% 1.452%

11 7.824 535 537 542 rBvV2 63095 106458 1.98% 0.252%
12 7.904 542 544 547 rBV 1498802 1469683 27.28% 3.480%

13 8.190 567 569 573 rvB2 67276 98496 1.83% 0.233%
14 8.705 611 614 616 rBvV 580872 572088 10.62% 1.355%
15 8.876 625 629 631 rBv2 51675 85584 1.59% 0.203%

16 8.990 636 639 642 rBV 5312344 5388155 100.00% 12.758%
17 9.390 672 674 676 rBvV 125112 103680 1.92% 0.245%
18 9.436 676 678 686 rvB 905765 893246 16.58% 2.115%
19 9.585 690 691 695 rvB2 35674 63065 1.17% 0.149%
20 9.653 695 697 700 rBV 1413671 1677048 31.12% 3.971%

21 9.928 717 721 723 rBV3 25427 61541 1.14% 0.146%
22 10.099 730 736 738 rBv4 47764 119243 2.21% 0.282%
23 10.396 759 762 764 rBV3 46903 99697 1.85% 0.236%

24 10.453 764 767 769 rBV 3043246 3353475 62.24% 7.940%
25 10.579 776 778 781 rBV2 91066 126737 2.35% 0.300%

26 10.785 793 796 801 rVvB 366736 451429 8.38% 1.069%
27 11.025 812 817 824 rBV3 122886 386886 7.18% 0.916%
28 11.139 824 827 829 rBV 2044814 1816038 33.70% 4 _300%

29 11.333 840 844 847 rBVS5 28684 78896 1.46% 0.187%
30 11.448 852 854 856 rBvV 65150 66860 1.24% 0.158%
31 11.608 866 868 873 rBvV3 28165 75753 1.41% 0.179%
32 11.688 873 875 876 rBvV 46362 55871 1.04% 0.132%
33 11.859 888 890 891 rBvV 61824 79890 1.48% 0.189%

34 11.951 896 898 899 rBvV 87813 128790 2.39% 0.305%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 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-BF110316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.133 912 914 916 rBV2 45915 66649 1.24% 0.158%
36 12.248 921 924 925 rBV 75082 87869 1.63% 0.208%
37 12.282 925 927 931 rVB 36522 59546 1.11% 0.141%
38 12.351 931 933 934 rBV2 36383 56991 1.06% 0.135%
39 12.385 934 936 937 rBV 54740 59718 1.11% 0.141%
40 12.488 943 945 946 rBV 48571 80466 1.49% 0.191%

41 12.613 955 0956 958 rBv2 117062 136995 2.54% 0.324%
42 12.728 963 966 969 rBV 5007463 5349702 99.29% 12.667%
43 12.968 985 987 988 rBVvV2 82396 85835 1.59% 0.203%
44 13.094 996 998 1000 rBV 103842 149700 2.78% 0.354%
45 13.311 1014 1017 1018 rBV2 148870 196157 3.64% 0.464%

46 13.642 1044 1046 1053 rVB2 148203 332760 6.18% 0.788%
47 13.768 1055 1057 1060 rVB 1150248 1301308 24.15% 3.081%
48 14.259 1098 1100 1104 rVB3 159485 293280 5.44% 0.694%
49 14.557 1124 1126 1128 rVB 135521 140967 2.62% 0.334%
50 14.854 1150 1152 1153 rVB 127681 121768 2.26% 0.288%

51 15.139 1175 1177 1180 rBV 650548 897823 16.66% 2.126%
52 15.551 1211 1213 1215 rBV 84493 123919 2.30% 0.293%

Sum of corrected areas: 42234045
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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: BF091229.D
5000000

4000000
6.77

3000000 6.38
7.20

2000000
5.20

1000000 6.21 6.61

4.74 h
2,68 | M 7.06| 74'37

O e L o o o e e e o N s s e e e L s e s e e e o e AL e e e By
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
Abundance TIC: BF091229.D

899 12,73

5000000

4000000

10.45
3000000

11.14
2000000

7.90 9.65

1000000 9.44

.6
11,58 46114 1601186952, RRABIERA

L 12.@55-0913'31
7.8 8.19 !‘ 8.8 9.499, 9.930.10 10.

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF091229.D

5000000

4000000

3000000

2000000 13.77

15.14

1000000
14.26 14.56 4/ o

o T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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.

4.74 11.10 ng 602875 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 267 (4.738 min): BF091229.D (-265) (-) m/z 43.10 100.00%
43
59
5000
ot 440 460 480 500
83 : : : :
0...,....,....,..??',':.‘..,.5:.3'!'.,...??....,.'...,...:,|....,. m/z 59.10 59.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.40 4.60 4.80 5.00
59 m/z 101.10 19.71%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 480 500
5000 m/z 58.10 17.27%
41
53 73 86
S U SR I SRS UL I UL SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester s pae e e s s
43 4.40 4.60 4.80 5.00
m/z 41.10 8.37%
57
5000
29 101
o 15 Y 51 || 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00

8270-BF110316.-M Fri Nov 18 15:39:47 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.38 Concentration Rank 2

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

6.38 57.94 ng 3147510 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 411 (6.384 min): BF091229.D (-409) (-) m/z 132.00 100.00%
132
5000 68 I\
40 | 75 % 6.00 6.0 6.40 6.60 6.80
54 104
Obrrprrrrprrer e Hib ??...' SN -1 S Ml .S | S m/z 68.10 43.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RS RN LR
6.00 6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.16%
138
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.05 26.72%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine

132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17.05%

5000
104
65
39 51 78
M i ull il a \ 117 \
R A AR RE R R B o L e L R R R R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 4 Hexanoic acid, 2-ethyl- Concentration Rank 4

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

7.37 8.34 ng 613040 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 59
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 50
4 1.4-Dioxane 88 C4H802 000123-91-1 37
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 28

Abundance Scan 497 (7.367 min): BF091229.D (-491) (-) m/z 73.05 100.00%
7B
5000
a1 101 ‘V*!‘L’*ﬁ
\M (120 7.00 7.20 7.40 7.60 7.80
obll b 28 m/z 88.05 83.52%
m/z--> 50 100 150 200 250 300 350
Abundance #20004: Hexanoic acid, 2-ethyl-
88
5000 57 R R I R
7.00 7.20 7.40 7.60 7.80
116 m/z 57.10 29.98%
oL M I
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
700 7.20 7.40 7.60 7.80
5000 m/z 41.10 24 _87%
69
ob—d iy Ji | {109 136155173 214 242 272234313 355
m/z--> 50 100 150 200 250 300 350
Abundance #28762: Heptanoic acid, 2-ethyl- R R B
88 7.00 7.20 7.40 7.60 7.80
m/z 87.10 22 .45%
5000
41
6
m/z--> 50 100 150 200 250 300 350 700 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Triacetin Concentration Rank 5

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

8.70 7.79 ng 572088 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacetin 218 C9H1406 000102-76-1 83
2 1.2.3-Propanetriol. diacetate 176 C7H1205 025395-31-7 83
3 1.2.3-Propanetriol. l-acetate 134 C5H1004 000106-61-6 36
4 1.2.3-Propanetriol. monoacetate 134 C5H1004 026446-35-5 9
5 Propanoic acid, 2-oxo-, ethyl ester 116 C5H803 000617-35-6 7

Abundance Scan 614 (8.705 min): BF091229.D (-611) (-) m/z 43.10 100.00%
48
5000
103
| 116 us 840 860 880 9.00
73 86 S 800
0 ,....,....,~...‘,31...~.,.-...,...'!,....,.|..1.5?.. m/z 103.05 27.42%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #68424: Triacetin
43
5000 RS R LR
8.40 8.60 8.80 9.00
103 145 m/z 145.00 18.36%
0 15 28 | 6L 73 86 116 159
mz-> 0 20 40 60 80 100 120 140 160
Abundance
43
840 860 880 9.00
5000 m/z 116.00 8.84Y%
103 145
0 4 15 29 61 73 86 116 158
mz-> 0 20 40 60 80 100 120 140 160
Abundance #14517: 1,2,3-Propanetriol, 1-acetate A e
43 8.40 8.60 8.80 9.00
m/z 115.00 6.38%
5000
103
N T W . 116 134
mz-> 0 20 40 60 80 100 120 140 160 840 860 880 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.78 4.97 ng 451429 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 90
2 Octaethvlene alvcol 370 C16H3409 1000289-34-2 86
3 Hexaaol 282 C12H2607 002615-15-8 72
4 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 59
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 52
Abundance Scan 796 (10.785 min): BF091229.D (-793) (-) m/z 45.10 100.00%
45
5000 89

10.40 10.60 10.80 11.00

119133147 163 181

Obrrprrrrflhes m/z 57.10 51.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88146: 3,6,9,12-Tetraoxahexadecan-1-ol
45
5000 | LI LB LB LN LB

10.40 10.60 10.80 11.00
m/z 89.05  42.82%

89

9
Ll ‘” 1P3119 144 161175180 207201
.”,””,.”,”“, B .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

o

Abundance
45

10. 40 10. 60 10. 80 11.00

5000 m/z 87.05 19.23%
89
o 28 | 5973 | 103117133147 163177101 207201 251 267 283
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107063: Hexagol T TP P
45 1040 10,60 10.80 11.00

m/z 59.10 18.10%

5000
89

29 | %973 | 103110133147 163177 195209 239 281

Ot d i L P 109 AT 163177 195209 239 L L L SLALSC

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search

Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Eicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.02 4.26 ng 386886 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Heneicosane 296 C21H44 000629-94-7 74
3 Nonacosane 408 C29H60 000630-03-5 72
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 817 (11.025 min): BF091229.D (-812) (-) m/z 57.10 100.00%
57
5000 85
192 DUV SN SN BN
1113 146 169 10.80 11.00 11.20 11.40
0...,'...‘. ,..,. A m/z 71.10 68.25%
m/z--> 50 150 200 250 300 350 400
Abundance #107652: Eicosane
57
5000 LRI S SR SULLLE B
85 10. 80 11. oo 11. 20 11. 40
29 m/z 43.10 65.37%
0 1| ‘\ H h \\113 141 169 282
m/z--> 55 100 1%0 200 250 300 3éo 460
Abundance
57
o "' 10.80 11,00 11.20 1140
5000 m/z 85.10 44 .64%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #158131: Nonacosane e o o o o SN,
57 10.80 11.00 11.20 11.40
m/z 41.10 32.35%
5000 85
L2y ”1ﬁ3‘1§11169 197 225 253 281 309 337 365 408
m/z--> 50 mo @ 2& 250 ﬁ 350 ﬁo 1wmmmumuo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Dodecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.61 2.11 ng 136995 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 62
2 Tetradecane 198 C14H30 000629-59-4 58
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 58
4 Heneicosane 296 C21H44 000629-94-7 58
5 Hexadecane 226 C16H34 000544-76-3 58
Abundance Scan 956 (12.613 min): BF091229.D (-955) (-) m/z 57.10 100.00%
57
71
5000
119 12:20 12.40 12.60 12.80 13.00
201 228
0 1 10 10182 m/z 71.10  73.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36159: Dodecane
57
43
71
5000 AR AR B
85 nmnmnmnmmm
29 m/z 43.10 57.09%
98 112 127 170
olas [ N4 | Bu2wrae 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 il e
71 12.20 12.'40 12.|60 12.|80 13.'00
5000 o m/z 85.10 50.46%
29
. 99 113 127 141 155 169 198
m/z--> 25 45 eb 86 160 150 140 160 180 260 250
Abundance #36170: Undecane, 2-methyl- A o
43 12.20 12.40 12.60 12.80 13.00
57 m/z 213.10 26.89%
5000 - 71
85
m/z--> 25 45 eb 86 160 150 150 160 180 260 250 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.09 2.30 ng 149700 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Octadecane 254 C18H38 000593-45-3 74
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 74
4 Tetracosane 338 C24H50 000646-31-1 72
5 Undecane, 5-ethyl-5-propyl- 226 Cl16H34 002755-07-9 72

Abundance Scan 998 (13.094 min): BF091229.D (-996) (-) m/z 57.10 100.00%

57
71

5000

12.80 13.00 13.20 13.40

113127141 155168 183196 210 226 240

(o} m/z 71.10 75.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73963: Hexadecane
57
43
71
5000 85 TTT TTTT TTTT TTTT TTTT
12. 80 13 00 13. 20 13. 40
29 % m/z 85.10 58.26%
0 ‘ L |, T 113127141155169183197 226
a2 e A ma e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 RN RS R
71 12.80 13.00 13.20 13.40
5000 85 m/z 43.10 47 .62%
29 99 113
o 127141155169 183197 211 225 239 254
A R e B R A nE R E s et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45563: Dodecane, 2-methyl- Al B E RE
43 57 12.80 13.00 13.20 13.40
71 m/z 97.10 27 .54%
85
5000
99 141
113
0.??,.‘.‘..,...H‘,..:.,“l‘...‘,....,1.2.7..,‘..1.5.5,.1(.3?.1?‘.1..
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12. 80 13 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknownl13.31 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.31 3.01 ng 196157 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H23l1 004282-44-4 43
2 Decane. 3-bromo- 220 C10H21Br 030571-71-2 35
3 Undecane. 3-ethvl- 184 C13H28 017312-58-2 35
4 3-Methvl-4-(methoxyvcarbonvlhexa... 184 C9H1204 1000104-10-8 30
5 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 27
Abundance Scan 1017 (13.311 min): BF091229.D (-1014) (-) m/z 57.10 100.00%
g7
85
5000
4 12 199 RN BN B
| | || 101 L 0155 183 227 o5 o7y 299 13.00 13.20 13.40 13.60
Ot m/z 85.10 67 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107007: 1-lodoundecane
57
5000 4 LR DR BN BN B
85
13. oo 13. 20 13 40 13 60
m/z 71.10 43.29%
113 155
oI5 Weos % 1ss on o oep
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
85 13.00 13.20 13.40 13.60
5000 41 141 m/z 56.10 31.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45549: Undecane, 3-ethyl- R R ma AR
57 13.00 13.20 13.40 13.60
m/z 43.10 29.30%
5000 85
4
154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13. 20 13 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Octadecane, l1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.64 5.11 ng 332760 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 59
2 Heptadecane 240 C17H36 000629-78-7 53
3 Pentadecane 212 C15H32 000629-62-9 52
4 4.4-Dipropvlheptane 184 C13H28 017312-72-0 50
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 50
Abundance Scan 1046 (13.642 min): BF091229.D (-1044) (-) m/z 57.10 100.00%
g7
5000 43
13.40 13.60 13.80 14.00
271
S 168 185 202 230 250 m/z 71.10 71.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110991: Octadecane, 1-chloro-
57
43
5000 LIS BN I BRI UL
85 13. 40 13 60 13. 80 14. 00
105 m/z 85.10 53.82%
0 2\ l \‘\ u‘ ‘ “\‘ ‘ It \3\3‘ 161 189203 231 252 288
m/z--> ﬁo 45 eb éo 160 150 150 1éo 1éo 260 250 240 2éo 2éo !
Abundance
57
43 "' 1340 13.60 13.80 14.00
5000 g5 m/z 43.10 49 .20%
99
0 27 127141 169 196211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64574: Pentadecane e RARREEE RS
57 13.40 13.60 13.80 14.00
43 m/z 83.10 36.17%
85
5000
99
0 2{ ol ‘ Loy, 127141 169184 2}2
m/z--> ﬁo 45 eb éo 100 150 150 1éo 180 200 220 250 2éo 2éo ! 1340 1360 1380 1400

8270-BF110316.-M Fri Nov 18 15:39:56 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.26 4.51 ng 293280 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Dodecane 170 C12H26 000112-40-3 81
3 Tetratriacontane 479 C34H70 014167-59-0 80
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 80
5 Heptadecane 240 C17H36 000629-78-7 74
Abundance Scan 1100 (14.259 min): BF091229.D (-1098) (-) m/z 57.10 100.00%
57
5000 85
s o 400 1430 1440 14160
140 : : : :
o LAl Lis o .I..,2.“.?3.8,..25.‘0.3,0?...,....,.... m/z 71.10 75.47%
m/z—-> 0 50 100 150 200 250 300 350 400
Abundance #64575: Pentadecane
57
5000 LB BULIL B ISR B
85 14.00 14.20 14.40 14.60
29 m/z 85.10 50.67%
0 \‘ A ‘ 4 ‘\‘1:\[3\141 169 212
m/z-> 0 éo 160 1éo 260 250 360 3éo 460
Abundance
57
©14.00 14.20 1440 14.60
5000 m/z 43.10 46 .57%
85
29
mz-> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane A EEEamE B
57 14.00 14.20 14.40 14.60
m/z 55.10 24 .69%
5000 85
29 113
o VLT 14t 169 197 205 253 281 311337 367 410435
m/z-> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 4(')0 14'00 14 20 14. 40 14|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 13 unknownl4.56 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.56 3.14 ng 140967 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 46
2 Tridecane 184 C13H28 000629-50-5 46
3 Eicosane 282 C20H42 000112-95-8 45
4 Pentadecane 212 C15H32 000629-62-9 41
5 Hexadecane 226 C16H34 000544-76-3 41
Abundance Scan 1126 (14.557 min): BF091229.D (-1124) (-) m/z 57.10 100.00%
57
185
5000 85 149
4 ‘ R EAmEEmmae
167 293 14.20 14.40 14.60 14.80
0 ...,....,ll... ,....,....h..'" M L 204 234250268 T 819 1,5 7771.10  80.32%
m/z--> mmmmmmmmmmmmmmmm
Abundance #107669: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 85 L SR DU UL UL B
4 14.20 14.40 14.60 14.80
113 m/z 185.05 75.19%
R el s A~ .~ N
m/z--> mmmmmmmmmmmmmmmm
Abundance
57
a1 14.20 14.40 14.60 14.80
5000 m/z 149.00 49 .08%
85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane R BRI B
57 14.20 14.40 14.60 14.80
m/z 85.10 48.92%
5000
4 85
o ‘ | ue a1 169 282
m/z--> ﬁo Jo eb 80 160 120 140 160 180 200 220 240 260 280 300 350 14'20 14.40 14. 60 14}80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091229.D

Aca On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample : H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 14 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .85 2.71 ng 121768 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Nonacosane 408 C29H60 000630-03-5 86
4 Pentacosane 352 C25H52 000629-99-2 83
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72
Abundance Scan 1152 (14.854 min): BF091229.D (-1150) (-) m/z 57.10 100.00%
g7
85 %
5000
L1 141 160 207 200 266 200 1460 1480 15160 1520
ol L e e S m/z 71.10 75.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 LA B SR BB B
mmmmmmmm
m/z 85.10 61.57%
29 113
0 \‘ A ‘ H\ h h‘ u‘ \ \1\169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3éo 460
Abundance
57
' 14.60 1480 15.00 15.20
5000 85 m/z 43.10 43.15%
0 37 113 141 169 197 239 267 294 323 352 %
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance #158131: Nonacosane A BT B S
57 14.60 14.80 15.00 15.20
m/z 99.10 19.50%
5000 ¥ M
L2y ”1ﬁ3‘1§11169 197 225 253 281 309 337 365 408
m/z--> 50 100 1%0 260 250 360 350 460 14%0 1480 1500 1520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111716\
Data File : BF091229.D

Acq On : 17 Nov 2016 23:00

Operator : UM/SJ

Sample - H5681-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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... 4.74 11.1 ng 602875 1 6.61 1086430 20.0
unknown6 .38 6.38 57.9 ng 3147510 1 6.61 1086430 20.0
Hexanoic acid, 2-... 7.37 8.3 ng 613040 2 7.90 1469680 20.0
Triacetin 8.70 7.8 ng 572088 2 7.90 1469680 20.0
3,6,9,12-Tetraoxa... 10.78 5.0 ng 451429 4 11.14 1816040 20.0
Eicosane 11.02 4.3 ng 386886 4 11.14 1816040 20.0
Dodecane 12.61 2.1 ng 136995 5 13.77 1301310 20.0
Hexadecane 13.09 2.3 ng 149700 5 13.77 1301310 20.0
unknown13.31 13.31 3.0 ng 196157 5 13.77 1301310 20.0
Octadecane, 1-chl... 13.64 5.1 ng 332760 5 13.77 1301310 20.0
Pentadecane 14.26 4.5 ng 293280 5 13.77 1301310 20.0
unknownl14 .56 14.56 3.1 ng 140967 6 15.14 897823 20.0
Heneicosane 14.85 2.7 ng 121768 6 15.14 897823 20.0
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