LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On : 23 Mar 2016 5:04

Operator : UM/SJ

Sample : H1886-03

Misc :

ALS Vial : 22 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-BF031816.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 5.018 236 239 247 rBV 764490 1251456 29.95% 3.138%
2 5.441 273 276 278 rBV 3116599 3814961 91.30% 9.564%
3 5.830 309 310 315 rVvB 80994 121395 2.91% 0.304%
4 6.470 363 366 369 rBV 2627063 3722168 89.08% 9.332%
5 6.607 375 378 380 rBV 3149032 4089701 97.88% 10.253%
6 6.836 395 398 400 rBY 651298 811987 19.43% 2.036%
7 6.984 409 411 414 rBV 2400027 2978627 71.29% 7.468%
8 7.396 444 447 449 rBV 1905921 2781520 66.57% 6.974%
9 7.853 484 487 491 rBvV 38861 54815 1.31% 0.137%
10 8.116 507 510 512 rBV 1355213 1179125 28.22% 2.956%
11 9.190 601 604 607 rBV 2946008 4178386 100.00% 10.476%
12 9.270 609 611 613 rVB 42296 45754 1.10% 0.115%
13 9.533 629 634 637 rBv2 16898 45998 1.10% 0.115%
14 9.590 637 639 640 rBY 723063 686190 16.42% 1.720%
15 9.807 655 658 660 rvB 125481 145065 3.47% 0.364%
16 9.865 661 663 666 rvB2 1110581 1175770 28.14% 2.948%
17 10.036 674 678 679 rBV 36918 51949 1.24% 0.130%
18 10.128 684 686 687 rBV 41148 46000 1.10% 0.115%
19 10.299 699 701 703 rvVB 234090 202246 4.84% 0.507%
20 10.516 717 720 724 rBV 74158 136018 3.26% 0.341%
21 10.665 729 733 735 rBV2 2144387 2867412 68.62% 7.189%
22 10.768 741 742 749 rVB 162258 283878 6.79% 0.712%
23 10.962 757 759 763 rBV2 32231 83901 2.01% 0.210%
24 11.225 779 782 783 rBV 86863 102059 2.44% 0.256%
25 11.248 783 784 788 rVB 39467 42713 1.02% 0.107%
26 11.350 791 793 794 rBV 1373896 1172495 28.06% 2.940%
27 11.373 794 795 796 rvVB 124588 86229 2.06% 0.216%
28 11.522 804 808 810 rVvB3 18499 46993 1.12% 0.118%
29 11.648 816 819 821 rBvV 40980 46371 1.11% 0.116%
30 11.876 838 839 842 rvv 145458 185591 4._44% 0.465%
31 11.956 844 846 850 rvv 35257 69722 1.67% 0.175%
32 12.562 896 899 901 rBvV 187918 236401 5.66% 0.593%
33 12.665 906 908 910 rBvV2 93170 134332 3.21% 0.337%
34 12.791 915 919 920 rVvv 143878 246130 5.89% 0.617%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On : 23 Mar 2016 5:04

Operator : UM/SJ

Sample : H1886-03

Misc :

ALS Vial : 22 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-BF031816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.836 920 923 927 rVB3 67089 103433 2.48% 0.259%

36 12.939 929 932 934 rVV 3094102 3412876 81.68% 8.556%
37 13.785 1004 1006 1008 rBV 252420 227057 5.43% 0.569%
38 13.831 1008 1010 1015 rVV3 111177 167226 4._00% 0.419%
39 13.979 1020 1023 1029 rVvVv 801375 972482 23.27% 2.438%
40 14.288 1048 1050 1053 rBV2 40814 64853 1.55% 0.163%

41 14.345 1053 1055 1059 rVB3 90140 150033 3.59% 0.376%
42 14.414 1059 1061 1062 rBV2 63078 72548 1.74% 0.182%
43 14.459 1062 1065 1067 rBV2 100142 141650 3.39% 0.355%
44 14.997 1110 1112 1116 rBV 108937 202189 4.84% 0.507%
45 15.282 1135 1137 1140 rVB 83963 103158 2.47% 0.259%

46 15.339 1140 1142 1145 rVV 88412 122292 2.93% 0.307%
47 15.397 1145 1147 1157 rVB 509222 777841 18.62% 1.950%

48 16.780 1265 1268 1273 rVB2 45985 122055 2.92% 0.306%
49 17.191 1301 1304 1310 rVB 53751 123690 2.96% 0.310%

Sum of corrected areas: 39886741
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF085686.D
5|44

5.02

5.83

6.47

61

6.98

7.40

0
Time-->

2.50 3.00 3.50 4.00 4.50

I
5.00 5.50

Abundance
3000000

2500000

2000000

1000000

500000

0

1500000 15

9.86

9.59

27 osp >3l 1010013

TIC: BF085686.D

10.66

11

.35

Time-->

8.50 9.00 9.50 10.00 10.50 11.00

11.50

12.00

12.50

13.00

13.50

Abundance
3000000

2500000

2000000

1500000

1000000

0

500000

13.98

TIC: BF085686.D

16.78 17.19

Time-->

T
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:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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.

5.02 30.82 ng 1251460 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 239 (5.018 min): BF085686.D (-236) (-) m/z 43.05 100.00%
43
59
5000
i 4k abo 5b0 520 840
83 : : : : :
o...,....,....,....','::..?.1.4.',...‘??....,.-...,....-,|....,....,....,....,...., m/z 59.10 59.91%
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 59 IR RN U RN
4.60 4.80 5.00 5.20 5.40
m/z 101.10 22.02%
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
460 480 500 520 540
5000 M m/z 58.10 17.60%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- e
59 4.60 4.80 5.00 5.20 5.40
31 m/z 41.10 8.63%
5000 41
73
0'"v%?w"'w"“l"“?}“'|'“'|“"|“§?w"ﬁ9?“|'“'|'“'|“"|“"| T AT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40

8270-BF031816.M Wed Mar 23 17:09:18 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 10

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

5.83 2.99 ng 121395 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 38
3 N-_.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 33
4 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 25
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 310 (5.830 min): BF085686.D (-309) (-) m/z 73.10 100.00%
43 <]
5000
| s e 100 15 540 560 580 6.00 6.20
o T | A R IR /HNN o S E— m/z 43.05 95.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 Tﬁ?ﬁﬁf
5.40 5.60 5.80 6.00 6.20
m/z 41.10 11.68%
15 2 g %5 e gy 10 1P
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
100
5.40 5.60 5.80 6.00 6.20
5000 m/z 115.10 10.86%
115
o 29 g7 51 58 67 708 94 107
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7756: N-.alpha.-Acetylglycinamide N e e A RRR
30 78 5.40 5.60 5.80 6.00 6.20
43 m/z 39.10 7 .54%
5000
o P Il 5158 . 8 100 117
m/z--> 10 20 3'0 40 5'0 6|O 70 80 90 100 110 120 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3 unknown6.61 Concentration Rank 1

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

6.61 100.73 ng 4089700 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 378 (6.607 min): BF085686.D (-375) (-) m/z 132.10 100.00%
132
5000
68
%6 620 6.40 6.60 6.80 7.00
40 54 . . . . .
o I T :|-.|.7.7, g7 | sus Y m/z 68.10 33.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AU A R RN I
620 640 6.60 6.80 7.00
31 51 78 m/z 134.10 33.59%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 21.14%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl I R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.10 15.11%
5000 og 0
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 | I
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Tetradecane Concentration Rank 14

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

9.81 2.47 ng 145065 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 68
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 658 (9.807 min): BF085686.D (-655) (-) m/z 57.10 100.00%
57
43 | 71
5000
99
113 197 9.40 9.60 9.80 10.00 10.20
o 140 125 169 m/z 71.10  73.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane
57
43
71
5000 85
9.40 9.60 9.80 10.00 10.20
29 m/z 43.10 69.13%
oL 15 “ ! % 113 127 141 155 169 198
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1éo 200 250 250
Abundance
57
43 7 9.40 9.60 9.80 10.00 10.20
5000 g5 m/z 85.10 50.92%
29 9
o 113127141155169182196210 240
m/z--> ﬁo 45 éo 85 160 150 1&0 1éo 180 200 220 240
Abundance #73964: Hexadecane
43 57 9.40 9.60 9.80 10.00 10.20
- m/z 41.10 31.12%
5000 a5
29
o | | | 99113127141 155 169 183 226
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 180 200 22'0 24'10 940 9|60 980 10 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.30 3.44 ng 202246 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Eicosane 282 C20H42 000112-95-8 83
3 Hexadecane 226 C16H34 000544-76-3 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 701 (10.299 min): BF085686.D (-699) (-) m/z 57.10 100.00%

57
43

5000

10.00 10.20 10.40 10.60

169

0 m/z 43.10 65.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57
43 71
85
5000 LA L L L LB L B |

10.00 10.20 10.40 10.60
29 99 m/z 71.10 55.64%

5 | || | 113127141155169183197211 240

0...,.‘...,....‘,....,....,....,....i.... R RRAREEEEEE Eanas o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R RRE R
71 10.00 10.20 10.40 10.60
5000 m/z 85.10 43.38%
85
29
. 99113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane ST T T
43 57 10.00 10.20 10.40 10.60
m/z 41.10 31.89%
71
5000
85
29
. J I %9113127141155169183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.52 2.31 ng 136018 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 720 (10.516 min): BF085686.D (-717) (-) m/z 57.10 100.00%
57
71
5000
%11 10120 10,40 10,60 10,80
127 : : : :
ol s m/z 71.10 64.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57

43
71 IR AR A
10.20 10.40 10.60 10.80

85 m/z 43.10 52.42%

5000

23 99113
o gl J | T 141155169183 211225239254
T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
43 R R EAREE RS e
7 10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 34.56%
i 9113
0 141155169183197 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- T T T
57 10.20 10.40 10.60 10.80
71 m/z 41.10 26.37%
43
5000 85
99113
0 L ‘ I | 7, 141155169183  211225239253267281296
et e e e e e e e R R EEE RS E e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.20 10.40 10.60 10.80

8270-BF031816.M Wed Mar 23 17:09:23 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.77 4.84 ng 283878 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 78
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 72

Abundance Scan 742 (10.768 min): BF085686.D (-741) (-) m/z 57.10 100.00%

57
43

71

5000

i

10.40 10.60 10.80 11.00
m/z 43.10 70.85%

99

o 113127141155169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane

43 57

~
iy
>~

5000 e

85 1040 10,60 10.80 11.00
29 m/z 71.10 64 .39%
Lo e e
A BT Bt RMRL
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 4 e
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 41.14%
29 99
JLis 113127141155169183197011 240
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane R R E e
57 10.40 10.60 10.80 11.00
43 m/z 41.10 32.18%
71
5000 85
99
015 ‘\ W1 | 7 118127141155169 198
S LM M AU 64 A M A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1040 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.88 3.17 ng 185591 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 839 (11.876 min): BF085686.D (-838) (-) m/z 73.05 100.00%

5000

11.60 11.80 12.00 12.20

0 m/z 43.10 93.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 IIIIIIIIIIIIIIIIIII
29 17 11,60 11.80 12.00 12.20
7 115 214 m/z 60.00 82.51%
| “ 99 ‘ 143157 | 185
I 0 ) W A0 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
A
43 A EmE L Ammrs
11.60 11.80 12.00 12.20
5000 129 m/z 55.10 69.94%
29 185 228
8799 115 143,171
o 157 199 213
R B o B A Ema B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid R B EmEEs R S
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 67.36%
129
01 e REEEE m e
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\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 10 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.76 ng 134332 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 89
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 908 (12.665 min): BF085686.D (-906) (-) m/z 73.05 100.00%
5000
12.40 12.60 12.80 13.00
01 m/z 43.10 94 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 o, T3
5000 LN BN BN SO B
29 12. 40 12 60 12. 80 13. 00
m/z 60.00 79.24%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
LRAABARAR AR AR AR
43 57 12.40 12.60 12.80 13.00
5000 29 129 m/z 57.10 76.26%
g7 115 =h 214
101 143157 @ 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R RERRE RS L
73 12.40 12.60 12.80 13.00
43 m/z 55.10 73.32%
5
5000 129
185 228
01115 | 143,05171
OI ...... T H‘ “.‘..‘..:!-.57.....‘..1.99.?:.[.3..‘......|....|... N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 unknownl3.79 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 4.67 ng 227057 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzylidene-l-ornithine 220 C12H16N202 025693-00-9 38
2 4-1Imidazolidinone, 5-(phenylmeth... 206 C10H10N20S 006330-09-2 37
3 4-Benzyloxy-3-methoxy-2-nitroben... 303 C15H13NO6 003584-32-5 14
4 Diazene, bis(4-methylphenyl)-, 1... 226 C14H14N20 000955-98-6 14
5 (+)-N-Benzyl-_alpha.-phenethylamine 211 C15H17N 038235-77-7 12
Abundance Scan 1006 (13.785 min): BF085686.D (-1004) (-) m/z 91.10 100.00%
o
5000
117 S 1 S ——
65 207 50 13.40 13.60 13.80 14.00 14.20
Obrrprrrste b .,':..'J',....1,‘?:?.1?,?‘..1.75.‘..'. bt 2L 32 sz 117.10  23.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69130: Benzylidene-l-ornithine
70 9
43
5000 AU AR R AN
13.40 13,60 13.80 14.00 14.20
m/z 207.10 8.52%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91
13.40 13.60 13.80 14.00 14.20
m/z 92.10 7 .89Y%
5000 206 o
65
o 41 117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119063: 4-Benzyloxy-3-methoxy-2-nitrobenzoic acid REAGE AT e e
il 13.40 13.60 13.80 14.00 14.20
m/z 115.05 7.65%
ohd7 39 65 106123139 165 212 273 303
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13140 13,60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 12 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.44 ng 167226 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 97
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
Abundance Scan 1010 (13.831 min): BF085686.D (-1008) (-) m/z 57.10 100.00%
57 83
5000 u~«nfh\/\-“Jﬁ\NfL”"/\“f\A
' 13'60 13.80 14,00 14.20
o’ m/z 83.10 87.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72491: Cyclohexadecane
55 g3
5000 LIS BN IR SR R
29 111 13.60 13.80 14.00 14.20
m/z 43.10 85.61%
O\mwmm
m/z--> 50 250 300 350 400 450 '
Abundance
57
83 ' 13.60 13.80 14,00 14.20
5000 m/z 55.10 79.14%
111
29 139 169 210238 g,
Oy rrr e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R AR RRRES T
43 13.60 13.80 14.00 14.20
m/z 97.10 73.79%
- 1 MM\NJLVVV
“J 111
0 139167196224 267292 321 462 490
IIIII""I""I"'I rrrTTTTTT T T T T T T T T T T R IR D A
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14,20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 5-(4-Butylphenyl)-2-(.beta.... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

1435 3.09ng 150033  Chrysene-di2 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-(4-Butylphenyl)-2-(.beta.-dime... 309 C19H23N30 131548-35-1 51
2 Cycloheptano[b]indole-6(5H)-one, ... 309 C21H27NO 327990-59-0 18
3 2,6-Bis(l,1-dimethylethyl)cycloh... 309 C21H27NO 017118-97-7 15
4 2-0x0-5-phenyl-4-(4-methoxypheny... 366 C24H18N202 028840-53-1 14
5 1-(4-Anisidino)-2-phenyl-2-(1,2,... 309 C17H15N30S 153333-55-2 14

Abundance Scan 1055 (14.345 min): BF085686.D (-1053) (-) m/z 81.10 100.00%
81
309 366
137 185
s000, 281
242
ur | B7 213 N —
14.00 14.20 14.40 14.60
0 m/z 309.25 79.51%
m/z--> 50 100 150 200 250 300 350
Abundance #122376: 5-(4-Butylphenyl)-2-(.beta.-dimethylaminovinyl-.a...
309
281
5000
14.00 14.20 14.40 14.60
15 o 195 239 m/z 366.30 73.79%
L e i T e |
m/z--> 50 100 150 200 250 300 350
Abundance
309
41 14.00 14.20 14.40 14.60
5000 m/z 137.15 69.39%
240 266
168
115 196
. 59 77 98 143 222 292
—— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #122432: 2,6-Bis(1,1-dimethylethyl)cyclohexa-2,5-diene-1,4... A e L
309 14.00 14.20 14.40 14.60
m/z 185.10 65.12%
5000
253
40 o1 280
[ me ez | T |
o} S R o N A N N L T
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF031816.M Wed Mar 23 17:09:29 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 unknownl4.46 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.46 2.91 ng 141650 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(4-Butylphenyl)-2-(.beta.-dime... 309 C19H23N30 131548-35-1 42
2 10H-Benzo[4,5]cyclohepta[l,2-b]t... 309 C19H19NOS 034580-13-7 25
3 Cycloheptano[b]indole-6(5H)-one, ... 309 C21H27NO 327990-59-0 22
4 2,6-Bis(1,1-dimethylethyl)cycloh... 309 C21H27NO 017118-97-7 20
5 Indole-3-carboxylic acid, 5-hydr... 309 C19H19NO3 005165-44-6 20
Abundance Scan 1065 (14.459 min): BF085686.D (-1062) (-) m/z 309.30 100.00%
309
366
57 81
5000
397 14.20 14.40 14.60 14.80
0 m/z 366.40 80.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122376: 5-(4-Butylphenyl)-2-(.beta.-dimethylaminovinyl-.a...
309
281
5000
14.20 14.40 14.60 14.80
15 195 239 m/z 81.10 57.84%
0 |ﬁ‘4||7|0| |96||“| ™ III‘II in M“ h u\ H‘ “\ \‘ “ ]
m/z--> 50 100 150 200 250 300 350 400
Abundance
309
1420 14.40 14.60 14.80
5000 m/z 57.10 57.10%
96
42 208
70 165 189 231
115 139 276
O s T i e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #122433: Cycloheptano[b]indole-6(5H)-one, 7,8,9,10-tetrahy ... A EEEamE B
309 14.20 14.40 14.60 14.80
m/z 281.20 47 .65%
41
5000
240 266
0 H‘HMHL\QGJH\ III“Jh \” " L?aol lelzglbllll ——— R B e
m/z--> 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On = 23 Mar 2016 5:04

Operator : UM/SJ

Sample - H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 15 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.28 2.65 ng 103158 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Perylene 252 C20H12 000198-55-0 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 1137 (15.282 min): BF085686.D (-1135) (-) m/z 252.10 100.00%
242
5000
o 74 1000 o168 200 224 270289 " 15.00 15.20 15.40 15.60
o! o ! m/z 250.10 30.75%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89820: Benzo[e]pyrene
252
5000 LI SR L IR I
15.00 15.20 15.40 15.60
126 m/z 253.15 22 .40%
olLAL 63 84100 150 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252
15,00 15.20 15.40 15.60
5000 m/z 125.10 13.99%
126
ol 63 83 100 150 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89817: Benzo[a]pyrene e e ERRES BE s
252 15.00 15.20 15.40 15.60
m/z 126.10 13.87%
5000
126
0l39 57 74 100 | 149 174 200 224 )
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 1540 15.60

8270-BF031816.M Wed Mar 23 17:09:31 2016 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085686.D

Acq On : 23 Mar 2016 5:04

Operator : UM/SJ

Sample : H1886-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.02 30.8 ng 1251460 1 6.84 811987 20.0
2-Pentanone, 4-me... 5.83 3.0 ng 121395 1 6.84 811987 20.0
unknown6.61 6.61 100.7 ng 4089700 1 6.84 811987 20.0
Tetradecane 9.81 2.5 ng 145065 3 9.86 1175770 20.0
Heptadecane 10.30 3.4 ng 202246 3 9.86 1175770 20.0
Pentadecane, 2,6,... 10.52 2.3 ng 136018 3 9.86 1175770 20.0
Eicosane 10.77 4.8 ng 283878 4 11.35 1172500 20.0
Tridecanoic acid 11.88 3.2 ng 185591 4 11.35 1172500 20.0
Pentadecanoic acid 12.66 2.8 ng 134332 5 13.98 972482 20.0
unknownl13.79 13.79 4.7 ng 227057 5 13.98 972482 20.0
Cyclohexadecane 13.83 3.4 ng 167226 5 13.98 972482 20.0
5-(4-Butylphenyl) ... 14.35 3.1 ng 150033 5 13.98 972482 20.0
unknownl14 .46 14.46 2.9 ng 141650 5 13.98 972482 20.0
Benzo[e]pyrene 15.28 2.6 ng 103158 6 15.40 777841 20.0
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