LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 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-BF032416.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 3.784 129 131 133 rvB2 36250 31066 1.04% 0.108%
2 3.864 135 138 140 rvB2 38955 51982 1.73% 0.181%
3 5.007 235 238 246 rBV 760684 1089797 36.34% 3.794%
4 5.430 272 275 278 rBVY 2553838 2762041 92.11% 9.615%
5 5.830 307 310 314 rVB 97524 100407 3.35% 0.350%
6 6.470 363 366 368 rBY 2579486 2998495 100.00% 10.438%
7 6.596 374 377 379 rBVY 3024570 2887823 96.31% 10.053%
8 6.825 394 397 399 rBV 761159 646924 21.57% 2.252%
9 6.985 408 411 413 rVB 2354716 2429804 81.03% 8.458%
10 7.396 444 447 449 rBV 1836726 2072239 69.11% 7.214%
11 7.499 452 456 460 rVvB 30697 51535 1.72% 0.179%
12 7.853 483 487 492 rBvV2 20639 38875 1.30% 0.135%

13 8.105 507 509 512 rBV 633932 749074 24 .98% 2.608%
14 9.191 601 604 606 rBVY 2718888 2847114 94.95% 9.911%
15 9.579 636 638 642 rVB 433883 364780 12.17% 1.270%

16 9.796 655 657 659 rBvV 75071 58132 1.94% 0.202%
17 9.865 660 663 665 rvv 737345 711559 23.73% 2.477%
18 10.299 697 701 702 rBV 70307 110539 3.69% 0.385%
19 10.516 717 720 723 rBV 34372 60651 2.02% 0.211%
20 10.653 729 732 734 rBV 1626303 1608316 53.64% 5.599%

21 10.768 740 742 747 rBV 106157 124493 4._.15% 0.433%

22 10.962 757 759 763 rBV3 15088 36573 1.22% 0.127%
23 11.214 779 781 782 rBV 65999 54196 1.81% 0.189%
24 11.339 790 792 796 rBV2 554585 723888 24.14% 2.520%
25 11.419 796 799 801 rvB2 23552 39265 1.31% 0.137%
26 11.579 809 813 816 rBv4 21406 31661 1.06% 0.110%
27 11.876 837 839 841 rBvV 99344 99665 3.32% 0.347%
28 11.956 844 846 850 rvB2 40239 59043 1.97% 0.206%
29 12.551 896 898 900 rBV 233101 230202 7.68% 0.801%
30 12.654 905 907 910 rBV2 26005 41984 1.40% 0.146%
31 12.745 913 915 916 rBV 60896 77472 2.58% 0.270%

32 12.779 916 918 921 rVB 228359 244023 8.14% 0.849%
33 12.928 928 931 933 rBV 2123076 1910183 63.70% 6.650%
34 13.111 944 947 949 rVB 28871 39131 1.31% 0.136%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 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-BF032416.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.157 949 951 954 rBV2 60308 84619 2.82% 0.295%
36 13.454 975 977 979 rBV 52923 52133 1.74% 0.181%
37 13.499 979 981 982 rvVv 36476 39481 1.32% 0.137%
38 13.534 982 984 985 rVB 24994 31761 1.06% 0.111%
39 13.614 990 991 996 rVB 22160 35159 1.17% 0.122%
40 13.728 998 1001 1002 rBV 36506 47778 1.59% 0.166%
41 13.774 1002 1005 1007 rVVv3 34239 74679 2.49% 0.260%

42 13.831 1007 1010 1014 rVvB2 117163 185873 6.20% 0.647%
43 13.980 1019 1023 1024 rBV2 706524 832771 27.77% 2.899%

44 14.082 1029 1032 1033 rBVY 33586 44984 1.50% 0.157%
45 14.140 1035 1037 1039 rBV2 40024 60906 2.03% 0.212%
46 14.448 1062 1064 1066 rBV3 58698 88286 2.94% 0.307%
47 14.608 1076 1078 1081 rBV 29378 37388 1.25% 0.130%
48 14.745 1088 1090 1091 rVB 32789 30103 1.00% 0.105%

49 14.997 1109 1112 1115 rBV 111251 206547 6.89% 0.719%
50 15.065 1115 1118 1119 rBV 139493 173631 5.79% 0.604%

51 15.283 1135 1137 1140 rVB 59197 71828 2.40% 0.250%
52 15.340 1140 1142 1145 rVB 75697 91330 3.05% 0.318%
53 15.397 1145 1147 1156 rBV 402293 573593 19.13% 1.997%
54 15.614 1163 1166 1167 rBV2 38567 66719 2.23% 0.232%
55 15.831 1182 1185 1187 rBV 72418 108411 3.62% 0.377%
56 16.048 1202 1204 1206 rBV2 23519 42005 1.40% 0.146%
57 16.300 1223 1226 1230 rBV2 30241 65055 2.17% 0.226%
58 16.574 1248 1250 1252 rBV2 22443 38007 1.27% 0.132%
59 16.780 1266 1268 1271 rVB2 35588 64364 2.15% 0.224%
60 16.848 1271 1274 1279 rVB 38691 79953 2.67% 0.278%
61 17.008 1286 1288 1289 rBV2 21818 31326 1.04% 0.109%
62 17.191 1302 1304 1310 rVB 39507 84903 2.83% 0.296%
Sum of corrected areas: 28726525
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF032516\

BF085789.D

26 Mar 2016 4:21

UM/SsJ

H1923-02

39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF085789.D

5.43

5.01

3.336

5.83

60
6.47

6.98

6.82

.

7.40

7.50 7.85

O——
Time-->

2.50

3.00

3.50

4.00

4.50

I
5.00 5.50

6.00

T
6.50

7.00

7.50

Abundance
3000000

2500000

2000000

1500000

1000000

8.10

500000

0

TIC: BF085789.D
9.19

10.65

9.86
9.58

I,

10.77
i 10.96 11.2

10.3010.52

11.34

am s 5%

12.93

12.5512.78

2145

183116 1BB3FeHI;

Time-->

10.50

B —
9.50 10.00 11.00

11.50

12.00

12.50

13.00

13.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

7
.83 4484 14.484.848.75 19‘6@ 132

TIC: BF085789.D

13.98

15.40

15.6115.8316 05 16,30 16.571468567.017.19

™7
Time--> 14.0

0 14.50

15.00 15.50 16.00

16.50 17.00

17.50

18.00

18.50

19.00

8270-BF032416.

M Mon Mar 28 19:34:11 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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.

5.01 33.69 ng 1089800 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
3 Butane. 1l-ethoxvy- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9

5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 238 (5.007 min): BF085789.D (-235) (-) m/z 43.10 100.00%
43
59
5000
101 IIIIIIIIIIIIIIIIIIIIIII
36, 51 | 69 83 4.60 4.80 5.00 5.20 5.40
e e e e e m/z 59.10 62.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 | LANLINLEN LI L L L LB LB L LB
4.60 4.80 5.00 5.20 5.40
m/z 101.10 23.97%
101
N . 83 o3 ¢
T T T T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
T
4.60 4.80 5.00 5.20 5.40
5000 41 m/z 58.10 17.19%
68
50 126 142
WWWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- e e
59 4.60 4.80 5.00 5.20 5.40
31 m/z 41.10 9.05%
5000 41 /L
73
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 9

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

5.83 3.10 ng 100407 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 28
3 1.3-Dioxolane. 2-(3-1odopropvl)- 242 C6H11102 058135-25-4 28
4 Butanamide. N-formvl-2-hvdroxv-3... 187 C9H17NO3 056440-42-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 310 (5.830 min): BF085789.D (-307) (-) m/z 73.10 100.00%
43 »
5000
55 | g5 100" 540 560 5.80 6.00 6.20
L S MR m/z 43.05 80.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13058: 2-Pentanone, 4-methoxy-4-methyl-
73
43
5000 IRRRARNAREERAREERAREE RN
540 560 5.80 6.00 6.20
115 m/z 115.10 13.75%
20 | 55 | g5 100
mz> 25 40 6 80 100 130 140 150 150 200 330 230
Abundance
30 73
43 540 560 580 6.00 6.20
5000 m/z 41.10 8.96%
15 58 | g7100 117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83899: 1,3-Dioxolane, 2-(3-iodopropyl)-
73 540 560 5.80 6.00 6.20
m/z 55.10 6.34%
5000
45
27 115
15 |l 57 | 8698 | 127141155 197 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 3 unknown6.60 Concentration Rank 1

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

6.60 89.28 ng 2887820 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 377 (6.596 min): BF085789.D (-374) (-) m/z 132.10 100.00%
132
5000 68
6 Trrr|rrrryrrrr|rrrrrp[rr
40 ,_ 54 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,::..??.l.' SN -1 A W TS . S [ N m/z 68.10 38.60%
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 SRS LS SRR B
6.20 6.40 6.60 6.80 7.00
78 m/z 134.10 33.06%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 24 .40%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14013: 1H-Benzimidazole, 2-methyl- e EARAS REa A
132 6.20 6.40 6.60 6.80 7.00

m/z 96.10 16.08%

5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.30 3.11 ng 110539 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 701 (10.299 min): BF085789.D (-697) (-) m/z 57.10 100.00%

g7
43 71

5000

10.00 10.20 10.40 10.60
m/z 71.10 69.02%

99

113127 141 155

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57
43 71
85
5000 LI L L L LB L |

10.00 10.20 10.40 10.60
29 99 m/z 43.10 66.77%

s 0l \mmmmmmmm 240

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII LU TTTT IIII‘II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
R R AR AR
10.00 10.20 10.40 10.60
5000 71 m/z 85.05 49.14%
85
29
99 113127 141155 169 183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64575: Pentadecane e LI RS
57 10.00 10.20 10.40 10.60
43 m/z 41.10 29.47%
71
5000 85
29 99
| L \ | | 1}3 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 Tridecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.88 2.75 ng 99665 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 70
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 42

Abundance Scan 839 (11.876 min): BF085789.D (-837) (-) m/z 73.00 100.00%

e B
43 192

5000

11.60 11.80 12.00 12.20
m/z 60.00 80.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73

43

171 11.60 11.80 12.00 12.20
T7 . 115 ‘ 214 m/z 192.10 74.18%
‘\ ‘ ‘ | H‘M‘ h ‘ HM ?H \\‘\ yl ‘ ‘ ) ‘ 197
N RIS I UL A S S SRS BASE S SRS BN

5000 129 R
29
143157 | 185
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance
43 60 73
SRS /A SHEP SN S
11.60 11.80 12.00 12.20
5000 - 129 m/z 43.10 71.80%
87 242
143 199
101115 157 171 185 013
225
A s B B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid A BamEs B S
60 73 11.60 11.80 12.00 12.20
43 m/z 57.10 67.01%
5000 129
29 185 228
9 115 | 143 171
T ‘:‘ : I\I‘I\I Inlnl‘ : H‘ ‘ \m H\ H‘ | 157 199 213

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\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 Heneicosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.16 2.03 ng 84619 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Heptacosane 380 C27H56 000593-49-7 80
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Nonacosane 408 C29H60 000630-03-5 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 951 (13.157 min): BF085789.D (-949) (-) m/z 57.10 100.00%
57
5000 85
L1 L] 758 a0 160 108, 22 12780 1300 1320 1340
SRR I 1 A S m/z 71.10 75.94%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 UV SURUSE BV I
12.80 13.00 13.20 13.40
m/z 43.10 63.65%
29 113
\‘ ‘L h “\ ‘hw h‘ |‘ il 1ﬂ.1\16‘9 197 225 253 296
m/z--> 50 160 1éo 260 2éo 360 3éo
Abundance
57
12:80 13.00 13.20 1340
5000 m/z 85.10 49 .32%
85
29 113 141 169 107 225 253 281 323 351 380
m/z--> 50 160 1éo 260 2éo 360 3éo
Abundance #114972: Dodecane, 1-iodo- LI L L L L L L
57 12.80 13.00 13.20 13.40
m/z 41.10 23.79%
5000 85
29 113 155
e J'E"LJ'“'I"H?%I""I U A PR UV SURUSN BV I
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.46 ng 185873 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 81
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 74
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 62
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 60
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 60
Abundance Scan 1010 (13.831 min): BF085789.D (-1007) (-) m/z 57.10 100.00%
57

5000

3

13.60 13.80 14.00 14.20
m/z 43.10 66.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53622: Cyclotetradecane
55

83

F

13.60 13.80 14.00 14.20
m/z 71.10 65.76%

5000

139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5

Abundance
57
REamEE
13.60 13.80 14.00 14.20
5000 85 m/z 55.10 54.67%
41
111
26 127 155 196 224 255 281
Wmmwwmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride R AR RRRES T
57 13.60 13.80 14.00 14.20
83 m/z 83.10 53.40%
h 4 fAﬁAAAAAﬁ$ﬂ_Jt\,A,va\LN~A
139
: 167 196 224 553271 599307303
T EamEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 60 13 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.07 6.05 ng 173631 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 1118 (15.065 min): BF085789.D (-1115) (-) m/z 57.10 100.00%

57 1
5000

14.80 15.00 15.20 15.40

169 268,53

196 216 239

0! m/z 71.10 78.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99477: Nonadecane
57
5000 85 "'|"" TTTT L LB

14.80 15.00 15.20 15.40
m/z 85.10 59.33%

‘ L ™ 14 aeg 197 225040 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
L R
85 14.80 15.00 15.20 15.40
5000 4l m/z 43.10 54 _.99Y%
141
26 113 169184
mm‘mmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane A B B
57 14.80 15.00 15.20 15.40
m/z 55.10 20.95%
85
5000
4
113
‘ L M 169 g7 225 263268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER LB e o e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 14 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.83 3.78 ng 108411 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 81
2 7-Methvl-octadecane 268 C19H40 1000192-63-3 72
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Nonadecane 268 C19H40 000629-92-5 64
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 1185 (15.831 min): BF085789.D (-1182) (-) m/z 57.10 100.00%
57
97
IR S SUNILN BN B
169 15.60 15.80 16.00 16.20
bR e e e m/Z 71.10  67.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99486: Octadecane, 2-methyl-
57
5000 LRI S SUMRLN SO U
15. 60 15. 80 16. 00 16. 20
295 m/z 43.10 48.16%
o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
" 15.60 15.80 16.00 16.20
5000 m/z 85.10 46.23%
112
182
26 253
m/z--> 6 §0 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #172957: Tetratetracontane R AR RRRES T
57 15.60 15.80 16.00 16.20
m/z 97.10 27 .98%
o A/\/M/\“\_.ftw
97
26 | 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 350 400 4&'30 5(')0 séo 6(I)O 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085789.D

Aca On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample : H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 15 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.30 2.27 ng 65055 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Heneicosane 296 C21H44 000629-94-7 74
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 72
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 72
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 72
Abundance Scan 1226 (16.300 min): BF085789.D (-1223) (-) m/z 57.10 100.00%

57

5000

31

190 ,0g225 249 285 16.00 16.20 16.40 16.60
m/z 71.10 75.68%

1197 146162

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ’
Abundance #107651: Eicosane
57
5000 TTT LI L L N L |
4 85 16. 00 16 20 16. 40 16.60

m/z 85.10 56.22%

13 141 169 197 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R MR T
85 16.00 16.20 16.40 16.60
5000 m/z 43.10 52.62%
41
113
26 141 169 197 225 253268 296

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

Abundance #151357: Octadecane, 1-iodo- R MR T

57 16.00 16.20 16.40 16.60
m/z 55.10 22.01%

4
5000 85
113
15 L‘ b i f aes 1O 183 om 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 00 16 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032516\
Data File : BF085789.D

Acq On : 26 Mar 2016 4:21

Operator : UM/SJ

Sample - H1923-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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... 5.01 33.7 ng 1089800 1 6.82 646924 20.0
2-Pentanone, 4-me... 5.83 3.1 ng 100407 1 6.82 646924 20.0
unknown6 .60 6.60 89.3 ng 2887820 1 6.82 646924 20.0
Heptadecane 10.30 3.1 ng 110539 3 9.86 711559 20.0
Tridecanoic acid 11.88 2.8 ng 99665 4 11.34 723888 20.0
Heneicosane 13.16 2.0 ng 84619 5 13.98 832771 20.0
Cyclotetradecane 13.83 4.5 ng 185873 5 13.98 832771 20.0
Nonadecane 15.07 6.0 ng 173631 6 15.40 573593 20.0
Octadecane, 2-met... 15.83 3.8 ng 108411 6 15.40 573593 20.0
Eicosane 16.30 2.3 ng 65055 6 15.40 573593 20.0
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