LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/1Z

Sample - G3230-04

Misc :

ALS Vial : 37 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-BF081715_.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 4.699 243 246 259 rVB 564558 959789 58.23% 4.561%
2 5.156 283 286 289 rBV 1306363 1406123 85.32% 6.682%
3 6.230 377 380 383 rBVY 1103989 1648151 100.00% 7.832%
4 6.356 388 391 393 rBVY 1636130 1615012 97.99% 7.674%
5 6.584 409 411 413 rBV 474776 412843 25.05% 1.962%
6 6.744 422 425 427 rBV 1360691 1164097 70.63% 5.532%
7 7.156 458 461 464 rBV 1001207 918880 55.75% 4.366%
8 7.876 521 524 526 rBVY 640455 557773 33.84% 2.651%
9 8.950 616 618 621 rBV 1344160 1509712 91.60% 7.174%
10 9.328 644 651 652 rBvV2 24259 72456 4._40% 0.344%
11 9.350 652 653 655 rvv 145933 136157 8.26% 0.647%
12 9.453 659 662 663 rvv 23479 29247 1.77% 0.139%
13 9.579 671 673 674 rBV 44389 52812 3.20% 0.251%
14 9.625 674 677 679 rVvV 413062 554850 33.66% 2.637%
15 9.739 685 687 689 rvB2 30127 29609 1.80% 0.141%
16 9.808 689 693 694 rBV 26298 49616 3.01% 0.236%
17 9.899 699 701 702 rVvv 32125 34333 2.08% 0.163%
18 9.956 702 706 708 rvv2 24693 52010 3.16% 0.247%
19 10.070 715 716 718 rVB 90201 69618 4.22% 0.331%

20 10.288 732 735 738 rBV 95937 138625 8.41% 0.659%

21 10.402 742 745 747 rVB 851877 796569 48.33% 3.785%
22 10.493 747 753 755 rBv4 29237 103140 6.26% 0.490%
23 10.539 755 757 761 rvV 151448 282791 17.16% 1.344%
24 10.733 772 774 776 rBvV2 62190 90458 5.49% 0.430%
25 10.859 784 785 788 rBV3 50768 89813 5.45% 0.427%

26 10.985 794 796 797 rBV 194069 196518 11.92% 0.934%
27 11.019 797 799 803 rvVv 193126 201770 12.24% 0.959%
28 11.088 803 805 807 rvv 483913 427396 25.93% 2.031%
29 11.293 822 823 824 rBV 71974 55359 3.36% 0.263%
30 11.362 828 829 831 rvv 56974 73465 4._46% 0.349%

31 11.408 831 833 836 rvv 165980 227625 13.81% 1.082%
32 11.579 845 848 852 rBV3 90086 301461 18.29% 1.433%
33 11.648 852 854 855 rBvV 97533 93350 5.66% 0.444%
34 11.705 858 859 862 rBv2 115566 184239 11.18% 0.875%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/1Z

Sample - G3230-04

Misc :

ALS Vial : 37 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-BF081715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.819 867 869 871 rvVv 257055 230668 14.00% 1.096%

36 11.968 880 882 885 rBv2 195726 364181 22.10% 1.731%
37 12.105 892 894 896 rBvV 203257 285936 17.35% 1.359%
38 12.208 901 903 904 rBV 253224 235740 14.30% 1.120%
39 12.311 910 912 914 rBv2 150681 199616 12.11% 0.949%
40 12.345 914 915 920 rvv2 251360 571923 34.70% 2.718%

41 12.585 934 936 937 rBV 198572 320850 19.47% 1.525%
42 12.676 942 944 946 rBV 869939 1067018 64.74% 5.070%
43 13.065 975 978 983 rBV 436211 1089609 66.11% 5.178%
44 13.397 1005 1007 1012 rVvB2 378036 744105 45.15% 3.536%
45 13.717 1033 1035 1040 rBV2 657188 1398564 84.86% 6.646%

Sum of corrected areas: 21043877
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081121.D
2500000

2000000

6.36

1500000
5.16 6.74

6.23 7.16
1000000 i

470 .88

500000

0 /\ |l

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 8.00
Abundance TIC: BF081121.D

2500000

2000000

1500000

8.95

1000000

500000

O T T T T T T T

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081121.D

2500000

2000000

1500000

1000000

500000

T S M —

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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.

4.70 46.50 ng 959789 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 246 (4.699 min): BF081121.D (-243) (-) m/z 43.05 100.00%
43
59
5000
101 PSR ISSRD VARSI SR
440 4.60 4.80 5.00
O 3l S8l 9 88 | | "m/z 59.10 56.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 4.60 480 500
m/z 58.10 14 .51%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 4.60 480 500
5000 m/z 101.10 13.88%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e W e
59 440 4.60 4.80 5.00
m/z 41.10 9.12%
5000
a1 101
15 81 53 69 83
0"'l""|""'N“'“l"'"'l“‘l“i""‘l""l""'|""|""|' IR LR S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Decane, 2,6,8-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.29 5.00 ng 138625 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 64
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 64
3 Hentriacontane 437 C31H64 000630-04-6 64
4 Eilcosane 282 C20H42 000112-95-8 64
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
Abundance Scan 735 (10.288 min): BF081121.D (-732) (-) m/z 57.10 100.00%
57
5000
% 113 10,00 10.20 1040 10.60
169 : : : :
o...~,.J..'l.-',.'..1.4,6.-...2??...,....,....,....,...., m/z 43.10 49.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #45604: Decane, 2,6,8-trimethyl-
57
5000 RS BN BN U
10.00 10.20 10.40 10.60
m/z 71.10 36.96%
o 8 (113 155 184
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
10,00 10.20 10.40 10.60
5000 m/z 41.10 22 .95%
29 85
126 155
L U A UL L L B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane B A RRREE R
57 10.00 10.20 10.40 10.60
m/z 85.10 18.52%
5000
85
29 113 1
oL2 Wyt 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 ' 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.54 13.23 ng 282791 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptacosane 380 C27H56 000593-49-7 80
3 Tetradecane 198 C14H30 000629-59-4 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
Abundance Scan 757 (10.539 min): BF081121.D (-755) (-) m/z 57.10 100.00%
57
5000
85
10.20 10.40 10.60 10.80
113
o...'.\,.t!.-\.,..1.3‘.‘1,“3‘.‘.1.8‘.1 A m/zZ 43.10 71.93%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57
5000 SR S BARRR BUARRARRR B
g5 mmmmmmmm
29 m/z 71.10 47 .49%
ol byl M3 10 10 107 206
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 41.10 30.45%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #55008: Tetradecane s B
57 10.20 10.40 10.60 10.80
m/z 85.10 29.37%
5000 85
29
O e e st et
m/z--> 50 100 150 200 250 300 350 10. 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.02 9.44 ng 201770 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Decane, 2-methyl- 156 C11H24 006975-98-0 80
3 Decane, 3-methyl- 156 C11H24 013151-34-3 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
Abundance Scan 799 (11.019 min): BF081121.D (-797) (-) m/z 57.10 100.00%
57
71
5000 43
85
99 113127 149 10.60 10.80 11.00 11.20 11.40
0 ,,| il el el 1 106180 197210 228 246 | sz 71.10 58.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82606: Heptadecane
57
43 71
5000 85 AR RN SN I
10,60 10.80 11.00 11.20 11.40
- % m/z 43.10 41.67%
15 L L] 1}3127141155169183197211 240
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240
Abundance
43 57
71 LRI SURUEE BRI B
10.60 10.80 11.00 11.20 11.40
5000 m/z 85.10 32.69%
85
29 g9 112
ol 14 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27132: Decane, 3-methyl- I RmmaEma s e
57 10.60 10.80 11.00 11.20 11.40
43 71 m/z 41.10 20.32%
5000
- 85
126
ISV O O O P N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Nonacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.58 14.11 ng 301461 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 64
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 64
3 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 59
4 Octacosane 394 C28H58 000630-02-4 52
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 52

Abundance Scan 848 (11.579 min): BF081121.D (-845) (-) m/z 57.10 100.00%
g7
5000 85
111 168 11.20 11.40 11.60 11.80
ol Al gy J0 8002 2 2r | Tm/z 43.10  73.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 U B B SUGLEE
11.20 1140 1160 11.80
m/z 71.10 62.39%
o 29| | L M J3J1§1‘169 197 225 253 281 309 337 365 408
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
1120 11.40 11.60 11.80
5000 85 m/z 85.10 43.18%
140
oLl M TReosms
m/z--> 50 100 150 200 250 300 350 400
Abundance #98769: 1-lodo-2-methylnonane R e R AR B
43 11.20 11.40 11.60 11.80
m/z 41.10 31.99%
5000 &
oL I L 99 127 149160 211 268
m/z--> 50 100 1%0 200 250 300 350 400 1120 1140 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Undecane, 2,9-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.70 8.62 ng 184239 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 53
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 52
4 Heptacosane, l-chloro- 414 C27H55CI 062016-79-9 52
5 Octacosane 394 C28H58 000630-02-4 52

Abundance Scan 859 (11.705 min): BF081121.D (-858) (-) m/z 57.10 100.00%

7

5000 71

85

11.40 11.60 11.80 12.00
m/z 43.10 48.79%

99
o 111135149 172 193 210224 253
miz-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #45574: Undecane, 2,9-dimethyl-
57
43
5000 71 LA L L L L L L L L LB
85 11. 40 11. 60 11. 80 12. OO
m/z 71.10 37.60%
99
OJ”‘” ” 113126 141> 169 184
w..”,.” T T e e T T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 R A REEEEmmas
11.40 11.60 11.80 12.00
5000 m/z 41.10 30.52%
71 g5
29 99
0 113127 141 156
T T T T T [ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #99487: Octadecane, 2-methyl- R e REEREm
43 57 11.40 11.60 11.80 12.00
m/z 55.10 28.55%
71
5000 85
9 113 225
. 20 1]y ] MB127141155160183107 2D 283
R b B A B o o e AR RARR R R ES T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.82 10.79 ng 230668 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 869 (11.819 min): BF081121.D (-867) (-) m/z 57.10 100.00%
57
5000
85
113 11.40 11.60 11.80 12.00 12.20
ol | Al g = 13 167 193 221289 274 | m/z 43.10 67.63%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 SR UL SURRLA SN
85 11,40 11.60 11.80 12.00 12.20
29 m/z 71.10 49_20%
ol M aee e
m/z--> 50 100 150 200 250 300 350
Abundance
57
11,40 11.60 11.80 12.00 12.20
5000 m/z 85.10 34 .83%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #73991: Dodecane, 2-methyl-6-propyl- I RmmaEma s e
57 11.40 11.60 11.80 12.00 12.20
m/z 41.10 27 .33%
5000 85
140
oL 38 | LIS 182 505 226
m/z--> 50 100 150 200 250 300 350 1140 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.97 17.04 ng 364181 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Hexadecane 226 C16H34 000544-76-3 58
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 58
Abundance Scan 882 (11.968 min): BF081121.D (-880) (-) m/z 57.10 100.00%
57
43
71
5000 85
9 1160 11.80 12,00 12.20
113 133
I .-'-l'-'-. 154168182 206 224239 260274 n/z 43.10 68 67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #86886: 2-Bromo dodecane
57
43 71
5000 85 L SRR SURBLN BN UL B
nmnmnmnm
99 m/z 71.10 54 _.30%
‘ ‘ 11357 169
L e A . O A N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
71 1160 11.80 12,00 12.20
5000 85 m/z 85.10 39.91%
99 140
o 113 15416882 205 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55007: Tetradecane R e EEaE L
57 11.60 11.80 12.00 12.20
43 - m/z 55.10 31.71%
5000 85
29
[P BRI
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 250 2éo ' 1160 1180 1200 1220 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Tridecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.11 13.38 ng 285936 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 74
2 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 72
3 Octacosane 394 C28H58 000630-02-4 68
4 Octadecane, l-iodo- 380 C18H371 000629-93-6 64
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 64
Abundance Scan 894 (12.105 min): BF081121.D (-892) (-) m/z 57.10 100.00%
57
5000
85
113 449 258 11.80 12.00 12.20 12.40
ol ,J.J.' .J. | M I9 106215 230288 m/z 43.10 44.83%
m/z--> 50 100 150 200 250 300 350
Abundance #55023: Tridecane, 2-methyl-
57
5000 USSR BN BN B
85 11.80 12.00 12.20 12.40
29 m/z 71.10 42 .45%
155
0|‘|‘||“:‘l‘|“|“|1}3|‘|||“||1|83|||||| ——
m/z--> 50 100 150 200 250 300 350
Abundance
57
1180 12.00 12.20 12.40
5000 m/z 85.10 27.86%
29 85
183
. 13 44 212
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane B EmEE B B
57 11.80 12.00 12.20 12.40
m/z 41.10 21.31%
5000 85
29
oL M | | M2 141 169 197 205 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 16 Undecane, 6-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.31 9.34 ng 199616 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 59
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 52
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 49
5 Undecane, 5-ethyl-5-propyl- 226 Cl16H34 002755-07-9 47
Abundance Scan 912 (12.311 min): BF081121.D (-910) (-) m/z 57.10 100.00%
g7
5000 97
A | b L i1 st 207 2 2o 2 1560 1230 1240 260
Ol e QR et e rrer e bt e || M7z 71.10 52 .86%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45551: Undecane, 6-ethyl-
57
5000 SR DU RN AR BRRR
12.00 12.20 12.40 12.60
29 85 112 154 m/z 43.10 48.78%
S e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57

12.00 12.20 12.40 12.60
5000 m/z 55.10 37.64%

85
112
o3 141 183 26

L L R L R R L L B B L B R B L R L R R RRL RS RRn]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #138012: Bacchotricuneatin ¢ e B
1 112 12.00 12.20 12.40 12.60
9 m/z 97.10 37.51%
5000 NVJ\/V¢[\JVJJvaf/\u\/VJkﬁw
. H 173191 216 245 312 342
PR ..””.”.””.”.““.”.”“.”.””.“.””.“q“. R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 17 Dodecane, 2-methyl-6-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.35 26.76 ng 571923 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 78
3 Hexadecane 226 C16H34 000544-76-3 76
4 Eilcosane 282 C20H42 000112-95-8 64
5 Heptacosane 380 C27H56 000593-49-7 58
Abundance Scan 915 (12.345 min): BF081121.D (-914) (-) m/z 57.10 100.00%
57
43
5000 1 85
9113197 12.00 12.20 12.40 12.60
o — .| A ,'.-..+|,. Al 10A108182107211226 248263 288 | /5 43.10  62.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73991: Dodecane, 2-methyl-6-propyl-
43 57
71
5000 85 SRR LA BRI IR B
12.00 12:20 12,40 12.60
9 m/z 71.10 50.89%
o L Tus h 1541681§2 205226
m/z--> 20 45 65 8b 160 150 140 160 180 200 220 240 260 280
Abundance
57
13 12.00 12.20 12.40 12.60
5000 - m/z 85.10 40.55%
85
29
o 99 113127141155 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane B Em R B
43 57 12.00 12.20 12.40 12.60
m/z 41.10 25.95%
5000 n
85
29
o | L w 991ﬂh2n4u5m5&m&m7 226
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 12.00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/I1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 20 3,5-Dimethyldodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.40 10.64 ng 744105 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 87
2 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
3 Hexadecane 226 C16H34 000544-76-3 78
4 Pentadecane 212 C15H32 000629-62-9 72
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 1007 (13.397 min): BF081121.D (-1005) (-) m/z 57.10 100.00%
g7
5000 85
113 49 238 13.00 13.20 13.40 13.60 13.80
o B A 1 168 196 917 238255074 302 328 m/z 71.10 53.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55017: 3,5-Dimethyldodecane
57
5000 AU R
85 13.00 13.20 13.40 13.60 13.80
m/z 43.10 48.64%
0 J i q 126142 169 198
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
13.00 13.20 13.40 13.60 13.80
5000 85 m/z 85.10 42 _.01%
28
o 13,5 155 1% 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73963: Hexadecane A REAmE EEa
57 13.00 13.20 13.40 13.60 13.80
m/z 41.10 15.90%
5000 85
29
0 \‘ ‘\ gl 11\3 141 169 197 226
m/z--> i&ﬂ%%mmmmmmmmnmmmwmﬁﬁ' 13.00 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081121.D

Acq On : 20 Aug 2015 11:53

Operator : UM/1Z

Sample - G3230-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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... 4.70 46.5 ng 959789 1 6.58 412843 20.0
Decane, 2,6,8-tri... 10.29 5.0 ng 138625 3 9.62 554850 20.0
Hexadecane 10.54 13.2 ng 282791 4 11.09 427396 20.0
Heptadecane 11.02 9.4 ng 201770 4 11.09 427396 20.0
Nonacosane 11.58 14.1 ng 301461 4 11.09 427396 20.0
Undecane, 2,9-dim... 11.70 8.6 ng 184239 4 11.09 427396 20.0
Eicosane 11.82 10.8 ng 230668 4 11.09 427396 20.0
2-Bromo dodecane 11.97 17.0 ng 364181 4 11.09 427396 20.0
Tridecane, 2-methyl- 12.11 13.4 ng 285936 4 11.09 427396 20.0
Undecane, 6-ethyl- 12.31 9.3 ng 199616 4 11.09 427396 20.0
Dodecane, 2-methy... 12.35 26.8 ng 571923 4 11.09 427396 20.0
3,5-Dimethyldodecane 13.40 10.6 ng 744105 5 13.72 1398560 20.0
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