LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 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-BF042016.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.144 3 5 34 rvVB 329895 957153 19.25% 1.993%
2 5.059 257 260 269 rBV 990507 1401578 28.19% 2.918%
3 5.470 293 296 299 rBY 3940078 4718002 94.90% 9.822%
4 5.870 329 331 334 rBV 145431 139597 2.81% 0.291%
5 6.499 384 386 389 rBVY 3084566 4971430 100.00% 10.350%
6 6.636 395 398 401 rBVY 4620021 4809145 96.74% 10.012%
7 6.704 402 404 411 rVB2 136424 199945 4.02% 0.416%
8 6.864 416 418 425 rBV 1343013 1427938 28.72% 2.973%
9 7.024 430 432 434 rBV 4033758 3840435 77.25% 7.995%
10 7.139 440 442 444 rVB2 39988 66302 1.33% 0.138%
11 7.264 451 453 455 rBV 53467 68605 1.38% 0.143%

12 7.436 465 468 470 rBV 2289192 2983831 60.02% 6.212%
13 7.470 470 471 473 rVWV 272905 244189 4.91% 0.508%

14 7.516 473 475 477 rVB2 63388 97837 1.97% 0.204%
15 7.676 483 489 491 rVB5 34211 93776 1.89% 0.195%
16 7.722 491 493 495 rVvv 45813 58765 1.18% 0.122%
17 7.790 495 499 502 rVve 28210 79808 1.61% 0.166%
18 7.905 505 509 512 rvv4 58901 153259 3.08% 0.319%
19 7.950 512 513 518 rVB3 42727 79388 1.60% 0.165%
20 8.156 528 531 533 rBV 1452276 1769570 35.59% 3.684%
21 8.213 534 536 538 rvB2 63208 95910 1.93% 0.200%
22 8.430 5563 555 560 rBV5 46016 110241 2.22% 0.230%
23 8.533 563 564 566 rvB2 57954 50002 1.01% 0.104%

24 8.579 566 568 570 rBV 108002 117416 2.36% 0.244%
25 8.750 581 583 585 rBvV 247693 234014 4.71% 0.487%

26 9.059 606 610 613 rBV5 27046 87377 1.76% 0.182%
27 9.173 619 620 622 rVB2 47134 56214 1.13% 0.117%
28 9.230 622 625 627 rVV 4383282 4119575 82.86% 8.576%
29 9.310 630 632 634 rvv 246283 283195 5.70% 0.590%
30 9.356 634 636 641 rVB4 37427 99876 2.01% 0.208%

31 9.562 653 654 657 rBvV3 31739 62685 1.26% 0.131%
32 9.619 657 659 664 rvVB 590765 664449 13.37% 1.383%
33 9.836 677 678 681 rVB 134282 177074 3.56% 0.369%
34 9.905 682 684 687 rvV 1470140 1392892 28.02% 2.900%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 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-BF042016.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.076 696 699 700 rBvV2 33248 60317 1.21% 0.126%
36 10.168 705 707 709 rvB 39267 53417 1.07% 0.111%

37 10.339 721 722 724 rVB 273290 213826 4 _30% 0.445%
38 10.556 738 741 745 rBV 80755 150915 3.04% 0.314%
39 10.693 750 753 759 rBV 1968396 2271715 45.70% 4.729%
40 10.808 762 763 768 rVB 185970 333402 6.71% 0.694%

41 11.002 778 780 785 rBv4 29822 80296 1.62% 0.167%
42 11.265 799 803 804 rBvV 120616 142133 2.86% 0.296%
43 11.288 804 805 808 rvB 59449 68019 1.37% 0.142%
44 11.391 812 814 823 rBV 1246667 1568800 31.56% 3.266%
45 11.996 866 867 872 rVB 39352 80246 1.61% 0.167%
46 12.088 872 875 877 rBV 48473 79015 1.59% 0.164%
47 12.191 880 884 885 rBv2 24916 52714 1.06% 0.110%
48 12.476 907 909 912 rVvB2 41304 70239 1.41% 0.146%

49 12.602 918 920 922 rBV 272408 296650 5.97% 0.618%
50 12.831 935 940 943 rBV2 244331 527391 10.61% 1.098%

51 12.979 950 953 955 rBV 2431701 2958507 59.51% 6.159%

52 13.162 966 969 970 rBV 44960 74603 1.50% 0.155%
53 13.208 971 973 976 rBv2 117956 162541 3.27% 0.338%
54 13.414 989 991 993 rBV3 53315 72754 1.46% 0.151%
55 13.505 997 999 1000 rBV 57270 53660 1.08% 0.112%

56 13.551 1001 1003 1004 rBV 181844 176201 3.54% 0.367%
57 13.882 1030 1032 1033 rBV2 123526 98350 1.98% 0.205%
58 13.917 1033 1035 1037 rBV 115280 179791 3.62% 0.374%
59 14.031 1042 1045 1051 rBV2 736765 1416106 28.48% 2.948%
60 14.191 1057 1059 1061 rBV 147488 228550 4._.60% 0.476%

61 14.499 1084 1086 1088 rBV 202360 199210 4._.01% 0.415%
62 15.460 1168 1170 1172 rBV 448521 652684 13.13% 1.359%

Sum of corrected areas: 48033525
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086339.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.14 13.41 ng 957153 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 22
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
4 1.3-Dioxolane. 2-(l-methvlethvI)- 116 C6H1202 000822-83-3 9
5 2,2"-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 9

Abundance Scan 5 (2.144 min): BF086339.D (-3) (-) m/z 75.10 100.00%
75
5000 45 /\\
Tt TTTT T T T T T T T T T T
3 57 2.20 2.30 2.40 2.50 2.60
0 ...,....,....,....,..'..',.-'..|.,...'.,....,~.:.-.,.?‘?.,??..,19?..,. m/z 73.10  73.84%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4666: Propane, 1,1-dimethoxy-
75
5000
2.20 2.30 2.40 2.50 2.60
m/z 45.10 37.50%
o o 2\\\ H\ % 69 88 103
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'
m/z--> 0 10 60 70 80 90 100 110
Abundance
73
15 45 2.20 2.30 2.40 2.50 2.60
5000 m/z 41.10 27.00%
32
2 26 39 51 i 64 LA
e L L UL UL UL IS IR R IS B
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4342: Pentane, 3-methoxy- R A BANERE
73 2.20 2.30 2.40 2.50 2.60
m/z 47.10 17.43%
- ‘/\“\\—\\___\_ﬂ\____v_u;
45
29
0 L33 % 67 |, 101
m/z--> 0 10 20 3'0 4'0 50 60 7'0 80 90 100 110 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
506 19.63ng 1401580  1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 50

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 260 (5.059 min): BF086339.D (-257) (-) m/z 43.10 100.00%

43
59
5000
101 ”I4I1|86”5I|06”5I|26”5IL16”'
83 : : : :
o...,....,....,.??.n,':...??.q.',...‘??....,.~...,....~,|....1,1.1...,....,....,...., m/z 59.10 57.63%
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 TT T T[T T T T[T [rrrrprro
59 4.80 5.00 5.20 5.40
m/z 101.10 21.04%
15 31 ‘ 101
0 ‘ Tl ol 51 83 . ‘
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R o ERAREN R S
57 4.80 5.00 520 5.40
5000 m/z 58.10 16.37%
29 101
ok 2 73 83
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 R e e e R
59 480 5.00 5.20 5.40
m/z 41.10 8.74%
5000 41
68
150 . 126 147
1IN SN S - RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 unknown6.64 Concentration Rank 1

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

6.64 67.36 ng 4809150 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 398 (6.636 min): BF086339.D (-395) (-) m/z 132.10 100.00%
132
5000 68 /\k
54 ‘ 75 % 640 6.60 6.80 7.00
104
o..,....,....,...!,“.'.‘.‘?. Sk '.|....,..5.‘.7,....,.':..,.1.1.5.,....,~'...,... m/z 68.10 43.69%
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 L L R R
6.40 6.60 6.80 7.00
3 78 m/z 134.10 33.13%
13g
0"P'“I”'Wt“wPl”JL'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.05 28.68%
33 44 97 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole

132 6.40 6.60 6.80 7.00
m/z 69.10 17.67%

5000
104
51 66 77
14 27 37443558 " 1 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 4 Decane Concentration Rank 10

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

6.70 2.80 ng 199945 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 76
2 Undecane 156 C11H24 001120-21-4 72
3 Nonane 128 C9H20 000111-84-2 72
4 Octane 114 C8H18 000111-65-9 59
5 Nonane, 2-methyl- 142 C10H22 000871-83-0 53

Abundance Scan 404 (6.704 min): BF086339.D (-402) (-) m/z 57.10 100.00%

g7
5000
71
85

117 640 6.60 6.80 7.00
98 142
”“.HPHWHHU”.“Mq””¢.”“Lw””“.”“ﬂL””“.”“”q””“.. m/z 43.10 96.60%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18421: Decane
43 7

5000
71 640 6.60 6.80 7.00
29 m/z 41.10 40.62%
L

142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 57

6.40 6.60 6.80 7.00

o

o

5000 - m/z 71.10 35.50%
29 85
0 99 113 127 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12251: Nonane AN EREES m s
43 6.40 6.60 6.80 7.00
57 m/z 85.20 26.45%
5000
29 85
99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Nonadecane Concentration Rank 11

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

8.75 2.64 ng 234014 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 81
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 80

Abundance Scan 583 (8.750 min): BF086339.D (-581) (-) m/z 57.10 100.00%
57
43
71
5000
840 860 880 9.00
99 145 - - - :
o 172126 1i>160 184 m/z 43.10  73.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57
5000 T T T T[T T T[T T [T T
8.40 8.60 8.80 9.00
9 m/z 71.20 58.96%
o 113127141155169183197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
71 840 860 880 9.00
5000 o m/z 85.20 34.62%
29
o 99 113127141155169183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55008: Tetradecane
57 8.40 8.60 8.80 9.00
43 m/z 41.10 33.97%
71
5000 85
29
oL 15 ‘\ L ﬂ9113127141155169 198
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 160 180 200 220 24'10 2('30 8110 860 880 960 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Eicosane Concentration Rank 6

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

9.31 4_.07 ng 283195 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Pentadecane 212 C15H32 000629-62-9 80
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 78

Abundance Scan 632 (9.310 min): BF086339.D (-630) (-) m/z 57.10 100.00%
57

43

71
5000

:

9.00 9.20 9.40 9.60
m/z 43.10 76.13%

o 99 113127141155

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

43 57

%

5000 B

85 9.00 9.20 9.40 9.60
29 m/z 71.15 62.19%
0 L4 %91}3127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
e R R e e e R
9.00 9.20 9.40 9.60
5000 4! m/z 41.10 36.33%
85
29

99113127141155169183197 226

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99476: Nonadecane  E ma e e e A RRARE
9.00 9.20 9.40 9.60
m/z 85.15 33.88%
5000
9113
o 127141155169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 Hexadecane Concentration Rank 12

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

9.84 2.54 ng 177074 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Decane. 2.3.8-trimethvl- 184 C13H28 062238-14-6 78
3 Nonane. 5-(2-methvipropvl)- 184 C13H28 062185-53-9 72
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
5 Tetratetracontane 619 C44H90 007098-22-8 72

Abundance Scan 678 (9.836 min): BF086339.D (-677) (-) m/z 57.10 100.00%
57
43
71
5000
85
99 113 9.60 9.80 10.00 10.20
I N S M~ - S B oy 2= o TO R & 20T
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
43 57
71
5000 R I LN SN B
85 9.60 9.80 10 00 10 20
29 m/z 71.20 60.68%
. w ) Qs 141 155 169 163 226
m/z--> 26 Jo éo 85 160 150 140 160 180 200 250
Abundance
43 57
71 R LR TN SR B
9.60 9.80 10.00 10.20
5000 85 m/z 85.15 34._.75%
29 gg 111 141
G L UL U I S B L B B WAL W
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #45627: Nonane, 5-(2-methylpropyl)- AR e i
43 57 T 9.60 9.80 10.00 10.20
m/z 41.10 33.03%
85
5000
i T «\«,AJ\/MAFVJAM\AAA/WVXLV_J
0 ‘ LI H \H i 98 111 h 140 154
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 12 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.21 2.30 ng 162541 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octacosane 394 C28H58 000630-02-4 81
4 Tetracosane 338 C24H50 000646-31-1 74
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 973 (13.208 min): BF086339.D (-971) (-) m/z 57.10 100.00%

57

5000 85

g

220 LI
1113 141 165189 | 7| 254 g1 302 12.80 13.00 13.20 13.40 13.60

0 SN I 0 Pt Y O V. Lo m/z 71.15 73.61%
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane

&

5000 85 LA L B L B L B L L L L
12:80 13.00 13.20 13.40 13.60
- m/z 43.10 65.58%
ol bgd [ 141 (169 197 225 254
e
mz--> 50 100 150 200 250 300 350
Abundance
57
R
12.80 13.00 13.20 13.40 13.60
5000 85 m/z 85.15 47.35%
29
0 113 141 169 198
e T L
mz--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane B R A E S
57 12.80 13.00 13.20 13.40 13.60
m/z 41.10 26.10%
h 1 M
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
L Mt e R N L - B
mz--> 50 100 150 200 250 300 350 12:80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 Cyclotetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.54 ng 179791 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 95
2 Isoheptadecanol 256 C17H360 057289-07-3 83
3 Hexadecanoic acid. 2-hvdroxy-. m... 286 C17H3403 016742-51-1 74
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 74
5 1-Nonadecene 266 C19H38 018435-45-5 64
Abundance Scan 1035 (13.917 min): BF086339.D (-1033) (-) m/z 55.10 100.00%
565,83 W
5000
AU N S B
l l l 17871° 248 86 336 373 530 13.60 13.80 14.00 14.20
Ot b Ly, u-- .Hﬁtm,r&#ﬂhh.“..w..”,.duu. m/z 83.20 98.72%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135651: Cyclotetracosane
55 83
5000 11 336 SR U R S SN

13.60 13.80 14.00 14.20
m/z 97.20  92.32%

Mdﬂ

27) ||| L] 167195002251279308 |
N E B i el A ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56 83
R B
13.60 13.80 14.00 14.20
5000 m/z 69.10 90.92%
111
27
139 182210238
o A Ay L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109918: Hexadecanoic acid, 2-hydroxy-, methy! ester B BEmmEmEs B
56 13.60 13.80 14.00 14.20
83 m/z 57.15 83.83%
5000
2 11
ol ik LY 239 227 286
e T B e i B o T R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 Heptadecane, 9-octyl- Concentration Rank 7

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

14.19 3.23 ng 228550 Chrysene-di12 14.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 87
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 81
4 Tetracosane 338 C24H50 000646-31-1 80
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 1059 (14.191 min): BF086339.D (-1057) (-) m/z 57.10 100.00%
57
5000 85
111 141161 157500205 248 337 13.80 14.00 14.20 14.40 14.60
o344 Loy e 707206550 | 268288 317337 366 m/z 71.15 64.04%
m'z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 NI L L L L L L
13.80 14.00 14.20 14.40 14.60
m/z 43.10 61.74%
113
ol 38 | | 1 177 141169 197 2% 267 204 323 352
e e A o,
mz--> 50 100 150 200 250 300 350
Abundance
57
.
13.80 14.00 14.20 14.40 14.60
5000 o m/z 85.15 44 _30%
29
o 113 141 169 197 225 253 281 309 337 365 394
e e L= —ELsa
mz--> 50 100 150 200 250 300 350
Abundance #73991: Dodecane, 2-methyl-6-propyl- L B
57 13.80 14.00 14.20 14.40 14.60
m/z 41.10 23.05%
5000 85
140
ol_3 | | ] 18 "7 1825059
e T e B N,
mz--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40 14.60

8270-BF042016 .M

Thu Apr 21 19:18:16 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086339.D

Aca On : 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 16 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.81 ng 199210 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 96
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 76
3 Octadecane 254 C18H38 000593-45-3 72
4 Nonadecane 268 C19H40 000629-92-5 68
5 Tetracosane 338 C24H50 000646-31-1 68
Abundance Scan 1086 (14.499 min): BF086339.D (-1084) (-) m/z 57.10 100.00%
57
5000 85
129 397 R BN B B B
185 211 254 14.20 14.40 14.60 14.80
ol | ,-I.J.".l.-i’,foﬁwl- ey B C218 SUs883e | 7z 71.20 68.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 L B UL S B
85 1420 14.40 14.60 14.80
29 m/z 43.10 62.58%
o h || (113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 360 3éo 460
Abundance
57
1420 14.40 1460 14.80 |
5000 85 m/z 85.10 50.26%
28
13 155 183 310
o b L T .
m/z--> éo 160 1éo 200 250 360 3éo 400
Abundance #91036: Octadecane R REAmE R S
57 14.20 14.40 14.60 14.80
m/z 41.10 27.91%
29
0 \‘ : ] I Jl:JB | 1“”‘ 169 197 225 254
m/z--> éo 160 1éo 260 2éo 300 3éo 400 1450 1440 1460 1480 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042016\
Data File : BF086339.D

Acq On = 21 Apr 2016 5:46

Operator : UM/SJ

Sample : H2620-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042016 .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]
Propane, 1,1-dime... 2.14 13.4 ng 957153 1 6.86 1427940 20.0
2-Pentanone, 4-hy... 5.06 19.6 ng 1401580 1 6.86 1427940 20.0
unknown6 .64 6.64 67.4 ng 4809150 1 6.86 1427940 20.0
Decane 6.70 2.8 ng 199945 1 6.86 1427940 20.0
Nonadecane 8.75 2.6 ng 234014 2 8.16 1769570 20.0
Eicosane 9.31 4.1 ng 283195 3 9.90 1392890 20.0
Hexadecane 9.84 2.5 ng 177074 3 9.90 1392890 20.0
Octadecane 13.21 2.3 ng 162541 5 14.03 1416110 20.0
Cyclotetracosane 13.92 2.5 ng 179791 5 14.03 1416110 20.0
Heptadecane, 9-oc... 14.19 3.2 ng 228550 5 14.03 1416110 20.0
Octacosane 14.50 2.8 ng 199210 5 14.03 1416110 20.0
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