LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 height area % max. total
1 4.213 183 186 196 rBV3 41638 113349 1.53% 0.163%
2 5.104 260 264 270 rVB 2255379 3197407 43.20% 4.603%
3 5.516 297 300 302 rBV 5685540 5972772 80.70% 8.599%
4 6.533 386 389 392 rVvB 5303368 5923300 80.03% 8.528%
5 6.670 398 401 404 rVB 5913481 5865673 79.25% 8.445%
6 6.899 419 421 424 rBV 1574739 1560526 21.09% 2.247%
7 7.059 431 435 438 rBV 4651660 4491494 60.69% 6.467%
8 7.470 467 471 473 rBV 3027358 4361411 58.93% 6.279%
9 7.562 475 479 482 rVB 136939 269595 3.64% 0.388%
10 7.916 507 510 512 rBvV 95412 109399 1.48% 0.158%

11 8.099 524 526 528 rBV 97784 102004 1.38% 0.147%
12 8.190 531 534 536 rvv 2247101 1949343 26.34% 2.807%
13 8.533 560 564 566 rBvV 98647 135582 1.83% 0.195%
14 9.150 616 618 620 rVB 130918 122917 1.66% 0.177%
15 9.276 625 629 631 rBY 6630611 7401055 100.00% 10.656%

16 9.390 637 639 641 rvB2 120895 140237 1.89% 0.202%
17 9.665 660 663 665 rBvY 2958314 2651577 35.83% 3.818%
18 9.950 685 688 690 rBV 2357179 2250637 30.41% 3.240%
19 10.156 701 706 707 rBV 63206 96091 1.30% 0.138%
20 10.396 725 727 728 rVB 76043 87020 1.18% 0.125%

21 10.739 754 757 759 rBV 4200108 4818521 65.11% 6.937%
22 10.865 766 768 772 rVB 130635 152625 2.06% 0.220%
23 10.956 774 776 778 rBv2 137601 129426 1.75% 0.186%
24 11.311 803 807 809 rBvV 121114 147706 2.00% 0.213%
25 11.436 815 818 820 rvV 1973401 2140664 28.92% 3.082%

26 11.505 820 824 825 rvB2 40218 76010 1.03% 0.109%
27 11.665 836 838 842 rBV 632266 619198 8.37% 0.891%
28 11.745 842 845 848 rVB 57595 78270 1.06% 0.113%

29 11.802 848 850 852 rBV 130392 128174 1.73% 0.185%
30 11.974 862 865 867 rBvV 841893 867329 11.72% 1.249%

31 12.145 876 880 882 rVvB 49861 81815 1.11% 0.118%
32 12.488 908 910 917 rBV 1270965 1313140 17.74% 1.891%
33 12.682 922 927 932 rBv4 123920 372698 5.04% 0.537%
34 12.762 932 934 936 rBV 663980 811504 10.96% 1.168%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.854 941 942 945 rVvV 425060 411412 5.56% 0.592%

36 13.025 954 957 959 rvB 6135512 5577908 75.37% 8.031%
37 13.265 974 978 980 rVB3 61590 129315 1.75% 0.186%
38 13.482 994 997 998 rBV 109688 113964 1.54% 0.164%
39 13.505 998 999 1002 rVB 59841 75800 1.02% 0.109%
40 13.562 1002 1004 1006 rBV 326231 287518 3.88% 0.414%

41 13.688 1014 1015 1017 rVB 113484 82313 1.11% 0.119%
42 13.928 1034 1036 1040 rBV 217782 364095 4.92% 0.524%
43 14.008 1040 1043 1045 rVB 68258 98576 1.33% 0.142%

44 14.077 1046 1049 1051 rVB 1626419 1565837 21.16% 2.254%
45 14.579 1091 1093 1096 rBVY 129446 179668 2.43% 0.259%

46 14.888 1116 1120 1125 rBV 39759 75754 1.02% 0.109%
47 15.231 1147 1150 1151 rBV 71456 79498 1.07% 0.114%
48 15.540 1174 1177 1180 rBV 804042 1170984 15.82% 1.686%
49 16.545 1263 1265 1272 rVB3 34754 85391 1.15% 0.123%

50 17.426 1339 1342 1346 rVB 142391 270107 3.65% 0.389%

51 17.597 1353 1357 1361 rBvV4 65105 168092 2.27% 0.242%
52 17.826 1372 1377 1383 rVB6 23420 100185 1.35% 0.144%
53 20.432 1600 1605 1610 rVB7 26897 82351 1.11% 0.119%

Sum of corrected areas: 69457237
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF103015\

BF082620.D

31 Oct 2015 14:36

umsiz

G4191-04

38 Sample Multiplier: 1

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082620.D

6.67
6.53

5.52

5.10

4.21

7.06

6.90

8.19

0=
Time-->

3.50

4.00 4.50 5.00 5.50

6.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082620.D

10.74

9.66

9.95
11.44

11.97

11.66
10.1610.40 J_LIOEBAG% 1133 5 1#3%12.14

12.

—

14.08

?691-2,1

14.58 14.89

Or——
Time-->

13.00

11.50 12.00 12.50

10.50

11.00

9.1419.39
B e e e e
9.00 9.50 10.00

13.50 14.00

14.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

15.23

TIC: BF082620.D

15.54

16.55 17.487 6017.83

20.43

Time-->

19.50

18.00 18.50 19.00

17.00 17.50

15.50 16.00 16.50

20.00 20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 40.98 ng 3197410 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 264 (5.104 min): BF082620.D (-260) (-) m/z 43.10 100.00%
a3
59
5000
ot 480 500 520 540
o...,....,....,....',':...?.1.4.',...‘??....,E.‘~.3..,....~,|....,....,....,....,...., m/z 59.10 59.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL RIS UL IR
59 480 5.00 520 5.40
m/z 101.10 18.73%
15 31 101
0 ‘ Tl Ly 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
480 500 520 540
5000 41 m/z 58.10 14 .78%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59 4.80 5.00 5.20 5.40
m/z 41.10 9.54%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.67 Concentration Rank 1

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

6.67 75.18 ng 5865670 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 401 (6.670 min): BF082620.D (-398) (-) m/z 132.10 100.00%
132
68
5000
96 U UL R L
40 54 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...!,“!.‘.‘?i!.'..‘,”.r!-.'.|,..':-:,..5.‘.7,...~.,.'!~..,.1.1.5.,...., b 'm/z 68.10 57.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 IR UL LR R
6.40 6.60 6.80 7.00
21 70 m/z 66.10 37.61%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 640 660 6.0 7.00
5000 m/z 134.10 33.47%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- s
132 6.40 6.60 6.80 7.00
m/z 69.10 24 _45%
5000

63 o0 104
15 28 39 % 7 7 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
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 14

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

7.56 2.77 ng 269595 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
2 Methyldiethanolamine 119 C5H13NO2 000105-59-9 47
3 Pentanoic acid, 2,4-dimethyl-, m._.. 144 C8H1602 071672-33-8 45
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 45
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 40

Abundance Scan 479 (7.562 min): BF082620.D (-475) (-) m/z 73.05 100.00%
3
88
5000 41
57
101
| || | | us g 7.20 7.40 7.60 7.80
Obrprrer et el il e m/z 88.10 76.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20009: Hexanoic acid, 2-ethyl-
73 88
\
5000 LR I U L I
41 57 7.20 7.40 7.60 7.80
29 ‘ 101 116 m/z 41.05 45_90%
0"|'“%?'“th'“'hﬂj“l”'lw'q?h'l""' P"'L"'P'M'P'}?ﬁ"'&??'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
88
44 AR A AR R
7.20 7.40 7.60 7.80
5000 m/z 57.10 35.20%
o 15 28 58 74 100 119 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20140: Pentanoic acid, 2,4-dimethyl-, methy! ester
88 7.20 7.40 7.60 7.80
m/z 55.10 22 .60%
43
5000
101
e w
0"I'”'I”"I”"J"'PJJL"'LJ'”I'L‘H'”'I”"P"'P'}%ﬁ"ﬁ%??ﬂ" \ AR RRRRE RN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 1-Hexadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.66 5.79 ng 619198 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
5 Cyclotetradecane 196 C14H28 000295-17-0 91
Abundance Scan 838 (11.665 min): BF082620.D (-836) (-) m/z 55.10 100.00%
41 69 83
5000
U BN DU SUNIL SO
125 11.40 11.60 11.80 12.00
I 139154168 196 m/z 43.10 92.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83798: 1-Hexadecanol
43 5
83
5000 LR AL DU SUNILN SR
29 11.40 11.60 11.80 12.00
125 m/z 41.10 77 .50%
0 Il J‘ 1L 140154168182196 224
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97 ' 11.40 11.60 11.80 12.00
5000 m/z 69.10 74.18%
29 111
125
o 139153168182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89785: 5-Octadecene, (E)- e e e
55 11.40 11.60 11.80 12.00
m/z 57.10 72.47%
41 | 99 g3
5000
) 111
o J 1l 125139154168182196 224 252
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 1f40 1f60 11%0 1250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.97 8.10 ng 867329 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 865 (11.974 min): BF082620.D (-862) (-) m/z 73.10 100.00%
43 60 73
5000 129
97 213 A S
115 143157171185 o 227,34 256 1160 11.80 12,00 12.20
0! m/z 43.10 91.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 R R R LR B
29 171 nmnmnmnm
7 115 214 m/z 60.10 85.33%
‘ 143157 ‘ 185
‘\ H\ HM Ii ‘ H‘ ‘Hh \u n ‘ " 1 ‘ ‘\
Oryrrrr ey ISHBRASE BRRES SRRES BRALY SEREE SRASE BRRRY S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1160 11.80 12.00 1220
5000{ 29 256 m/z 57.10 72.00%
129
97 213
. 543157171185 | o 227 540
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 MJ
Abundance #75071: Tetradecanoic acid R o
60 73 nmnmnmnm
43 m/z 41.10 71.24%
5000 129
29 ; 185 228
9 115 | 143 171
0 ,.\.‘. T P T e L | 199213 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.49 12.27 ng 1313140 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 Cyclohexadecane 224 C16H32 000295-65-8 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Heptadecanol 256 C17H360 001454-85-9 91

Abundance Scan 910 (12.488 min): BF082620.D (-908) (-) m/z 55.10 100.00%

55
83
4 69
5000
_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'_

12 12.20 12.40 12.60 12.80
m/z 57.10 88.85%

5
139153168182196 224

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83800: 1-Hexadecanol
55 83
41 T 69
5000 LA L L L L LN
12.20 12.40 12.60 12.80
) 125 m/z 43.10 85.78%
140154 196, 1224
0 Ul 1681827210444 240
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 6983 IIIIIIIIIIIIIIIIIIIIIII
97 12.20 12.40 12.60 12.80
5000 m/z 83.10 79.66%
111
27

125
0 139153167181 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

3

Abundance #106399: 9-Eicosene, (E)-
12.20 12.40 12.60 12.80
m/z 69.10 74 .15%
5000
125
o 139153168182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknownl2?.68 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.68 3.48 ng 372698 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 38
2 Cycloheptane, methyl- 112 C8H16 004126-78-7 25
3 2-tert-Butyl-3,4,5,6-tetrahydrop... 139 C9H17N 090949-17-0 18
4 2-Hexanone, 3-methyl-4-methylene- 126 C8H140 020690-71-5 14
5 Thiophene-2-acetic acid, dodec-9... 306 C18H2602S 1000282-82-8 14
Abundance Scan 927 (12.682 min): BF082620.D (-922) (-) m/z 57.10 100.00%
43 97
5000
12,40 1260 12.80 13.00
o’ m/z 97.10 67.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64945: 1-Hexyl-2-nitrocyclohexane
55
41 | 69 83
97
12.40 12.60 12.80 13.00
111 m/z 55.10 64.37%
D
O e e B L
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260
Abundance
55
a1 12.40 12.60 12.80 13.00
5000 m/z 43.10 64 .32%
69 83
27 112
O T e e o e o o T M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17246: 2-tert-Butyl-3,4,5,6-tetrahydropyridine R e AR RARLAR
57 12.40 12.60 12.80 13.00
m/z 41.10 45_.94%
5000
a1 70 83
97 124
o | I | 138
P '1'66' 30 140 18 180 200 230 240 280 12.40 1260 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.76 10.37 ng 811504 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 934 (12.762 min): BF082620.D (-932) (-) m/z 73.05 100.00%
48 73
57 1
5000 129

199513227 12.40 12.60 12.80 13.00
0 m/z 43.10 99.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108839: Octadecanoic acid M\\—/
43 73
57
5000 29 RS
12.40 12.60 12.80 13.00
185 oa1 m/z 60.05 80.45%
ok il ‘ 1431571717 199213227 258 50
m/z--> 2|O 4|0 6|0 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
12.40 12.60 12.80 13.00
5000{ 29 256 m/z 57.10 80.09%

129

97 115 213
143197171185199 | 297,,4

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid e e e
43 5 73 12.40 12.60 12.80 13.00
m/z 55.10 78.40%
129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF103015.M Mon Nov 02 15:16:07 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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

ter Concentration Rank 8

Peak Number 10 Hexadecanoic acid, butyl es

R.T. EstConc Area Relative to ISTD R.T.
12.85 5.25 ng 411412 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 94
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 87
3 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 47
4 Cyclohexanol,2-amino-,trans- 115 C6H13NO 006982-39-4 38
5 Pentanal, 3-methyl- 100 C6H120 015877-57-3 38

Abundance Scan 942 (12.854 min): BF082620.D (-941) (-) m/z 56.10 100.00%
56
5000
73
5 101 129 185 o013 239%7 a2 12.60 12.80 13.00 13.20
0’ m/z 57.10 58.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 R BULLILN UL SRR B
12.60 12.80 13.00 13.20
29 1 239257 m/z 43.10 42 .65%
101
o B e s s P g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
' 12.60 12.80 13.00 13.20
5000 m/z 41.10 42.48%
29 73
. 97115 157 185 213 239757 L, 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56094: 2,4-Dipropyl-5-ethyl-1,3-dioxane SRR e e
56 12.60 12.80 13.00 13.20
m/z 55.10 38.76%
5000
29 ’ i 145
ol 13 I b 95 | 129 170 199
TTT TITTI[ITT —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
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

8270-BF103015.M Mon Nov 02 15:16:08 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Octadecanoic acid, butyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.56 3.67 ng 287518 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 94
2 n-Butyl myristate 284 C18H3602 000110-36-1 53
3 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27
4 Cyclohexanamine 99 C6H13N 000108-91-8 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 1004 (13.562 min): BF082620.D (-1002) (-) m/z 56.05 100.00%
56
5000
897 129
285
3 155 185 241 267 13.20 13.40 13.60 13.80
o Mdo 0 22T L 30 a7 57.10 0 80.39%
miz--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 SRS BN BN SUCRELE I
13.20 13.40 13.60 13.80
29 | 13 129 - m/z 43.10 54.15%
97 267
ol .J.u I R }57|‘%§§ 213 .2?1,. L ,3?1..3?0
miz--> 50 100 150 200 250 300
Abundance
56
13.20 13.40 13.60 13.80
5000 929 m/z 41.10 44 .24%
73 211
129 284
o 39 101 157 255
miz--> 50 100 150 200 250 300 '
Abundance #6508: 1-Heptene, 2-methyl- L e o
56 13.20 13.40 13.60 13.80
m/z 55.10 38.24%
5000
3
112
0'14""“"?4%"' L AL L LA L SR SRS BN BN SUCRELE I
miz--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80

8270-BF103015.M Mon Nov 02 15:16:09 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 Trichloroacetic acid, hexad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.93 4.65 ng 364095 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 90
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 87
Abundance Scan 1036 (13.928 min): BF082620.D (-1034) (-) m/z 43.10 100.00%
43 83
5000
13.60 13.80 14.00 14.20
O-rrrprrrrdtr iy m/z 57.10 98.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 SR SR S SUILE B
13.60 13.80 14.00 14.20
125 m/z 55.10 94 .59%
ol 153169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 97
69 U SUNLILE SRR
13.60 13.80 14.00 14.20
5000 m/z 83.10 89.19%
125
0 27 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene R mam i B
43 13.60 13.80 14.00 14.20
m/z 69.10 75.72%
5000 83
} 111
0 | 140 168 196 224243 266 204 322
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Tritetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14 .58 2.29 ng 179668 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Tetracosane, l1l-bromo- 416 C24H49Br 006946-24-3 80
3 Octadecane 254 C18H38 000593-45-3 74
4 Heptadecane 240 C17H36 000629-78-7 64
5 Dodecane 170 C12H26 000112-40-3 64

Abundance Scan 1093 (14.579 min): BF082620.D (-1091) (-) m/z 57.10 100.00%

57
5000

27 14.20 14.40 14.60 14.80
169199 239 397
oA “ﬂ, e m/z 43.10 81.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57
5000 L L L

14.20 14.40 14.60 14.80
m/z 71.05 59.87%

o ‘h 127 169 211 253 295 337 379 421 463 505 547 604
”.w.”.,.”,”.w.”.“.” T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
MR A
14.20 14.40 14.60 14.80
5000 m/z 85.10 40.84%
97 135
JZ 183 225 267302 >/ 375 416
T R T T Ao T P e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91035: Octadecane L e L P
57 14.20 14.40 14.60 14.80
m/z 55.10 38.72%
5000
99
0 2y J ||, 141 183 254
o L o R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/I1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
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 unknownl7.43 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.43 4.61 ng 270107 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 3-(phenylmethyl)- 169 C12H11IN 000620-95-1 43
2 2-Methyl-3-phenylpyridine 169 C12H11IN 003256-89-1 43
3 3-Phenyl-3-(2-pyridyl)-N,N-dimet... 240 C16H20N2 000086-21-5 35
4 Benzeneacetamide, N,N-diphenyl- 287 C20H17NO 033675-70-6 27
5 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 25
Abundance Scan 1342 (17.426 min): BF082620.D (-1339) (-) m/z 168.10 100.00%
168
5000 340 A
. " 17.20 17.40 17.60 17.80
o 2l m/z 169.05  85.64Y%
m/z--> 50 100 150 200 250 300
Abundance #35497: Pyridine, 3-(phenylmethyl)-
168
5000 LI SURIL BULILS SULRLS I
17,20 17.40 17.60 17.80
91 m/z 145.10 60.12%
39 65 115 141
0...‘.i‘.“‘.“.“ﬁ“lu‘..‘k“.l.. ——r— ——r— ——
m/z--> 50 100 150 200 250 300
Abundance
168
' 17.20 17.40 17.60 17.80
5000 m/z 340.30 40.40%
51 77 102 127
- -r—————
m/z--> 50 100 150 200 250 300
Abundance #82564: 3-Phenyl-3-(2-pyridyl)-N,N-dimethylpropylamine A e
169 17.20 17.40 17.60 17.80
m/z 170.10 36.43%
5000 58
ol 30, '8 96 115 139 J _ 196 240
m/z--> 50 1(')0 150 200 250 300 ' 17,20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082620.D

Acq On : 31 Oct 2015 14:36

Operator : UM/1Z

Sample : G4191-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.10 41.0 ng 3197410 1 6.90 1560530 20.0
unknown6 .67 6.67 75.2 ng 5865670 1 6.90 1560530 20.0
Hexanoic acid, 2-... 7.56 2.8 ng 269595 2 8.19 1949340 20.0
1-Hexadecanol 11.66 5.8 ng 619198 4 11.44 2140660 20.0
Tridecanoic acid 11.97 8.1 ng 867329 4 11.44 2140660 20.0
Cyclohexadecane 12.49 12.3 ng 1313140 4 11.44 2140660 20.0
unknownl2 .68 12.68 3.5 ng 372698 4 11.44 2140660 20.0
Octadecanoic acid 12.76 10.4 ng 811504 5 14.08 1565840 20.0
Hexadecanoic acid... 12.85 5.3 ng 411412 5 14.08 1565840 20.0
Octadecanoic acid... 13.56 3.7 ng 287518 5 14.08 1565840 20.0
Trichloroacetic a... 13.93 4.7 ng 364095 5 14.08 1565840 20.0
Tritetracontane 14_.58 2.3 ng 179668 5 14.08 1565840 20.0
unknownl17.43 17 .43 4.6 ng 270107 6 15.54 1170980 20.0
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