LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 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-BF122116.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 2.093 17 18 27 rVB 19202 59344 2.12% 0.250%
2 4.756 249 251 257 rBV 160096 218004 7.79% 0.917%
3 5.247 292 294 300 rBV 380044 519179 18.54% 2.183%
4 6.322 385 388 392 rBV 436340 514843 18.39% 2.165%
5 6.425 394 397 399 rvv 489891 538954 19.25% 2.267%
6 6.642 414 416 418 rBV 1481305 1231058 43.97% 5.177%
7 6.802 428 430 432 rVB 412590 454423 16.23% 1.911%
8 7.213 463 466 467 rBV 290929 327296 11.69% 1.376%
9 7.247 467 469 471 rvVB2 41573 63890 2.28% 0.269%
10 7.465 486 488 490 rVB 510661 427339 15.26% 1.797%
11 7 .556 494 496 498 rBvV2 88347 88923 3.18% 0.374%
12 7.670 503 506 509 rVV2 401022 672141 24.01% 2.827%
13 7.739 509 512 513 rVV 43175 45035 1.61% 0.189%

14 7.785 513 516 519 rVvVv2 144984 178734 6.38% 0.752%
15 7.842 519 521 523 rvVv 825235 721015 25.75% 3.032%

16 7.876 523 524 527 rvV 165674 163132 5.83% 0.686%
17 7.933 527 529 530 rVV 1834547 1645307 58.77% 6.919%
18 7.968 530 532 533 rvv 3176605 2799674 100.00% 11.774%
19 7.990 533 534 541 rvB2 167088 178781 6.39% 0.752%

20 8.230 551 555 557 rBV3 15106 30428 1.09% 0.128%
21 8.368 565 567 569 rBvV 43903 48206 1.72% 0.203%
22 8.539 579 582 584 rBvV2 53794 78043 2.79% 0.328%
23 8.642 588 591 593 rBvV 134215 132755 4.74% 0.558%
24 8.745 598 600 605 rvB2 62996 85033 3.04% 0.358%
25 8.962 618 619 621 rVvB2 42642 36925 1.32% 0.155%

26 9.008 621 623 625 rVB 768945 603547 21.56% 2.538%
27 9.099 627 631 633 rBvV 86463 112529 4.02% 0.473%

28 9.271 643 646 648 rBvV 34049 55241 1.97% 0.232%
29 9.339 651 652 653 rvv 65372 64199 2.29% 0.270%
30 9.408 657 658 660 rvv2 65763 97247 3.47% 0.409%
31 9.442 660 661 665 rvB3 21990 51277 1.83% 0.216%
32 9.625 676 677 679 rBvV 75500 62858 2.25% 0.264%
33 9.682 679 682 683 rvv 1276054 1377757 49.21% 5.794%
34 9.705 683 684 687 rVB 74943 87094 3.11% 0.366%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 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-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.888 697 700 701 rvB 59196 67093 2.40% 0.282%
36 10.128 718 721 723 rVB 51313 58571 2.09% 0.246%
37 10.219 727 729 733 rVB2 65094 85100 3.04% 0.358%
38 10.345 736 740 742 rBV3 43595 71890 2.57% 0.302%

39 10.471 748 751 753 rBV 195351 234617 8.38% 0.987%
40 10.596 760 762 766 rBV 94004 138628 4._.95% 0.583%

41 11.042 799 801 802 rBV 72086 74588 2.66% 0.314%
42 11.076 802 804 808 rvB 42706 57411 2.05% 0.241%
43 11.156 808 811 812 rBV 1296482 1128167 40.30% 4.744%
44 11.179 812 813 815 rvVv 241469 179041 6.40% 0.753%

45 11.225 815 817 819 rVB 49250 73792 2.64% 0.310%
46 11.271 819 821 824 rBV2 14178 33744 1.21% 0.142%
47 11.396 829 832 836 rvB4 44015 78499 2.80% 0.330%
48 11.465 836 838 841 rBvV2 62890 79333 2.83% 0.334%
49 11.568 845 847 849 rBvV2 20561 35145 1.26% 0.148%
50 11.659 850 855 856 rBV3 55982 94464 3.37% 0.397%
51 11.762 863 864 869 rvB 58199 93012 3.32% 0.391%
52 11.876 872 874 877 rVB 51925 76324 2.73% 0.321%
53 12.025 886 887 889 rBv2 21867 40147 1.43% 0.169%
54 12.082 890 892 895 rvv2 38095 78092 2.79% 0.328%
55 12.208 901 903 904 rBvV 73994 86289 3.08% 0.363%
56 12.265 906 908 909 rvB 76293 88309 3.15% 0.371%
57 12.299 909 911 912 rBV2 28368 52528 1.88% 0.221%
58 12.357 915 916 919 rvv 174168 249353 8.91% 1.049%
59 12.414 919 921 923 rBV2 38292 68229 2.44% 0.287%
60 12.585 934 936 938 rBv2 218190 297834 10.64% 1.253%
61 12.631 938 940 941 rvv2 100987 94907 3.39% 0.399%
62 12.745 948 950 953 rBvV 351019 566013 20.22% 2.380%
63 12.917 963 965 967 rvB2 82793 87517 3.13% 0.368%

64 12.985 969 971 973 rVvv2 181777 199321 7.12% 0.838%
65 13.111 980 982 984 rBV2 92898 133175 4._.76% 0.560%

66 13.179 987 988 990 rBVvV2 95430 107432 3.84% 0.452%
67 13.328 999 1001 1003 rBV 220351 249131 8.90% 1.048%
68 13.660 1028 1030 1033 rVB 261660 288390 10.30% 1.213%
69 13.785 1039 1041 1045 rBV 1378508 1515776 54.14% 6.375%
70 13.968 1055 1057 1059 rBV 239756 376319 13.44% 1.583%

71 14.277 1082 1084 1086 rBV 312332 414411 14.80% 1.743%
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

LSC Area Percent Report

Z:\HPCHEMI\BNA F\DATA\BF010617\

BF092131.D

6 Jan 2017 21:50

UM/SJ
11045-05 5X

24 Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2
0

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.574 1108 1110 1113
73 15.157 1159 1161 1163
74 15.580 1196 1198 1205

Sum

rBV2 447454
rBv 588537
rvB2 355660

of corrected

8270-BF122116.M Sat Jan 07 03:03:00 2017

703950 25.14% 2.960%
794483 28.38% 3.341%
857363 30.62% 3.606%

areas: 23778599
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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\BF010617\

BF092131.D

6 Jan 2017 21:50

UM/SsJ

11045-05 5X

24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

2.09

TIC: BF092131.D

6.64

5.25
4.76

o=

Time-->  2.00

2.50

3.00

3.50

4.00

I
4.50 5.00

Abundance

3000000 !
2500000
2000000

1500000

1000000
500000

04
Time-->

TIC: BF092131.D

97

11.16

9.68

VAT
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

3000000

2500000

13.79

2000000

1500000

1000000

500000

TIC: BF092131.D

15.16

Time-->

14.00

18.00

16.50 17.00 17.50

14.50

15.00 15.50 16.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

4.76 3.54 ng 218004 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 251 (4.756 min): BF092131.D (-249) (-) m/z 43.00 100.00%
a3
59
5000
51 | o 1‘|’1 440 460 480 500
et e e e e e e e m/z 59.10 57.66%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS AR AN AR
59 440 460 480 500
m/z 101.00 16.39%
..,.??‘a‘:ﬁ%...‘,‘....,..a.,....,....,E.;?..,?:?..l,(‘).l...,....,....,....
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
59
440 460 480 500
5000 m/z 58.10 13.98%
41
29 101
53 73 86
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13188: 3-Octanol P
59 440 4.60 4.80 5.00
m/z 41.10 9.00%
5000 29 41 83
101
‘ ‘ Ul 53 8 77 | o1 | 112 109
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2 unknown6.42 Concentration Rank 5

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

6.42 8.76 ng 538954 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 397 (6.425 min): BF092131.D (-394) (-) m/z 132.00 100.00%
32
5000
68
0 s || g | 500 820 640 650 680
gyl 88 e Mt m/z 68.10 34.31%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NSNS SRS SRR
6.00 6.20 6.40 6.60 6.80
m/z 134.00 31.08%
31 =9l ‘ ‘
| H | |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.00 6.20 640 6.60 6.80
5000 67 m/z 66.10 20.55%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220 A
Abundance #88584: Amphetaminil R e o B
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 12 _.55%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 4 Bicyclo[2.2_.1]heptan-2-0l, ... Concentration Rank 9

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

7.46 5.19 ng 427339 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_1Theptan-2-0ol. 1.3.3... 154 C10H180 001632-73-1 94
2 Fenchol. exo- 154 C10H180 022627-95-8 91
3 Bicvclol2.2.1Theptan-2-ol. 1.3.3... 154 C10H180 002217-02-9 72
4 4-Ethvlcvclohexanol 128 C8H160 004534-74-1 38
5 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 35

Abundance Scan 488 (7.465 min): BF092131.D (-486) (-) m/z 81.05 100.00%
8
5000
H |||| I 9|3 11|1 21 e e 7.20 7.40 7.60 7.80
,....,....',....,...., bl Ll o200 L 19184 sz 80.100  52.10%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25636: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!-
81
5000
7.20 7.40 7.60 7.80
41 - m/z 43.10 31.79%
121
'|"?ﬁ""v"'|'“'|"“|""v"'l“"|“"|'“'|"'w"}?ﬁ"&§?'w"
m/iz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
43
7.20 7.40 7.60 7.80
5000 m/z 41.10 28.20%
55 69
93 111 121
103 139 154
Wﬁmmﬂmmm
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25727: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethyl-, (1R-e...
43 g1 7.20 7.40 7.60 7.80
m/z 69.05 25.44%
5000
‘ ‘ 93 111 121
|“'U|“"H" wkj'v'ﬂ'ﬁ"""'Wt“'w'j'm"'w'"w'}?ﬁ"w%§?w"
m/iz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5 Cyclohexanemethanol, _alpha... Concentration Rank 6

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

7.67 8.17 ng 672141 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. .alpha...al... 156 C10H200 005114-00-1 64
2 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 64
3 Cvclohexanemethanol. _alpha...al... 156 C10H200 007322-63-6 64
4 3-Pentanol 88 C5H120 000584-02-1 40
5 o-Menthan-8-ol 156 C10H200 343855-44-7 39

Abundance Scan 506 (7.670 min): BF092131.D (-503) (-) m/z 59.05 100.00%
59
5000
41 81 95 HBELANRAS SRS SARNE RAR
69 108 123 7.40 7.60 7.80 8.00
eSS L 9 T ase ML 1% L s 0 14 750
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27058: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59
5000 M—AM—W

7.40 7.60 7.80 8.00
m/z 81.05 14.74%

41 81 96 123
SR T L A o - il il S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
7.40 7.60 7.80 8.00
5000 m/z 95.05 14.21%
31 51 % 130 12813141
mmwﬁmwwwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27057: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59 7.40 7.60 7.80 8.00
m/z 41.05 13.84%
5000

3L 4 5 67 81 96 459 123 141
S - L o N e NS

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00

3
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 6 Borneol Concentration Rank 18

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

7.78 2.17 ng 178734 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Borneol 154 C10H180 000507-70-0 59
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 52
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 52
4 4-(1.2-Dimethvl-cvclopent-2-envl... 166 C11H180 075698-06-5 50
5 1,5-Hexadiene, 2,5-dimethyl- 110 C8H14 000627-58-7 50

Abundance Scan 516 (7.785 min): BF092131.D (-513) (-) m/z 95.05 100.00%
9%
5000
41
|| 136 7.40 7.60 7.80 8.00 8.20

55 67 o | 110 121

..,....,....,....',....,.'.|.-:',..~.|:|i|:..-.'i'!':..,'!.!.,...'!!'....,....,...'.',....,....,. m/z 41.10 23.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25390: Borneol
95
5000
740 7.60 7.80 8.00 8.20
a4 110 m/z 93.00 22.47%
29 “ 67 g 121 139
S O 1) Y P S N e el M -*
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
A e M e
740 7.60 7.80 8.00 8.20
5000 m/z 43.10 19.80%
67 110
41 55 82
27
Wmmﬁmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5875: 1,4-Pentadiene, 2,3,3-trimethyl-
67 95 740 7.60 7.80 8.00 8.20
m/z 55.10 17.07%
41
5000 55
27
79 110
15 | |
S P S T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 8 1,3,6-Heptatriene, 2,5,5-tr... Concentration Rank 17

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

7.99 2.17 ng 178781 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Heptatriene. 2.5.5-trimethvl- 136 C10H16 029548-02-5 53
2 Pvridine. 2.4.6-trimethvl- 121 C8H11N 000108-75-8 47
3 Cvclohexene. 1l-methvl-4-(l1-methy... 136 C10H16 000586-62-9 47
4 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 43
5 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 38

Abundance Scan 534 (7.990 min): BF092131.D (-533) (-) m/z 121.10 100.00%
121
5000 43 93
| 7|9 i 136 75 T 6 % B
..,....,....';....,:'.L'J,.'.'.|.|,...'.;|.-.8.6.,'.:.'.,..':!,-....',.'.~..,..l'.;.lf".‘g.,.. m/z 93.00 52.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15250: 1,3,6-Heptatriene, 2,5,5-trimethyl-
93
121
41 79 A
5000 SRR SRS S U
105 7.60 7.80 8.00 8.20 8.40

136

55 67
N\ Il

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

‘ m/z 43.05 52.08%
il If

Abundance
121
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 26.11%
%9 7 106
27
1 e 93
mwmmmmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15313: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
9 121 7.60 7.80 8.00 8.20 8.40
136 m/z 79.05 25.78%
39
50000 97 79
53
‘ ‘ 65 105
: :j,. :l:?ﬁ;hJ.W.Mmizg.lr.?ﬁqll...NJH%%?JH...,L.M,”..,”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 9 1,1"-Biphenyl, 2-fluoro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.01 8.76 ng 603547 Acenaphthene-d10 9.68
Hi of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-fluoro- 172 C12H9F 000321-60-8 96
2 1.1"-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 93
3 4-Pvrimidinol. 5-phenvl- 172 C10H8N20 022433-69-8 42
4 2-(2-HvdroxvphenvDpvrimidine 172 C10H8N20 064435-20-7 38
5 2,3-Dihydro-6-methyl-1,2,4-triaz... 172 C4H4N4S2 014778-87-1 28
Abundance Scan 623 (9.008 min): BF092131.D (-621) (-) m/z 172.10 100.00%
172
5000

8.60 8.80 9.00 9.20 9.40

39 51 63 73 85 g9 109120 133 151

) SN M SN N A . M m/z 171.10 33.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37559: 1,1'-Biphenyl, 2-fluoro-
172
5000 | LLANLINLEN LN L L L LB L LB

8.60 8.80 9.00 9.20 9.40

m/z 170.10 22.41%
14 57 39 51 63 75 8 g4 197 120 133 146 157 ‘

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
172
e e
8.60 8.80 9.00 9.20 9.40
5000 m/z 173.10 13.20%
73 8 133 151
28 39 51 63 94 105 120
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37405: 4-Pyrimidinol, 5-phenyl- ma e ERamE R S
172 8.60 8.80 9.00 9.20 9.40
m/z 85.00 6.90%
5000
89 117 144
9 5 “ 102
N ,‘\. Tyl I iz s |
m/z--> 20 40 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 10 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.60 2.46 ng 138628 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 87
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 83
4 Eicosane 282 C20H42 000112-95-8 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 762 (10.596 min): BF092131.D (-760) (-) m/z 57.05 100.00%
57
5000 85
4
| 113 5 100169184 1020 10140 10160 1080 11,00
bl b R e || M/Z 43.10  72.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45543: Tridecane
57
5000 4 85 R RN UL UL S
10,20 10.40 10.60 10.80 11.00
m/z 71.10 69.31%
é Il “ | 2127 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
10.20 10,40 10.60 10.80 11.00
5000 85 m/z 85.10 43.76%
41 155
us . 184
mmmwwwwwmwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115575: Eicosane, 10-methyl- R e R,
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 31.94%
5000 4 85
‘ ‘ L B 13914169 197 24239 266281296
m/z--> 20 45 eb 80 100 150 140 160 180 200 220 240 260 280 300 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.99 2.63 ng 199321 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C16H34 000544-76-3 83
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 64
4 Eicosane 282 C20H42 000112-95-8 64
5 Octacosane 394 C28H58 000630-02-4 58
Abundance Scan 971 (12.985 min): BF092131.D (-969) (-) m/z 57.10 100.00%
57
5000 85 J\/ANJ\JWNJAAVAVAMJAAJ\
4 e LRI RS SUNILR BN I
113 1n 189 234 12.60 12.80 13.00 13.20 13.40
0 ,,\ b b g L 163 289 L 237250 270286304 77110 73.07%
m/z--> mmmmmmmmmmmmmmmm
Abundance #115569: Heneicosane
57
5000 85 R AR SR
12. 60 12. 80 13. oo 13. 20 13. 40
4 113 m/z 43.10 66.62%
m/z--> ﬁ&&%m@mm@mmmmmmﬁ
Abundance
57
12/60 12.80 13.00 13.20 13.40
5000 a 85 m/z 85.10 46 .85%
15 Y3 141 169 197 226
mmmmﬂmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115575: Eicosane, 10-methyl- AR B
57 12.60 12.80 13.00 13.20 13.40
m/z 216.10 29.71%
5000 4 85
‘“3&9 o aer a9 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 13 Dodecane, l-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.33  3.20ng 249131  Chrysene-diz 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecane. 1l-iodo- 296 C12H251 004292-19-7 80

2 Nonacosane 408 C29H60 000630-03-5 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 58
5 Heptacosane 380 C27H56 000593-49-7 53
Abundance Scan 1001 (13.328 min): BF092131.D (-999) (-) m/z 57.10 100.00%
g7
5000 85 M
AR A A AR
113 230 13.00 13.20 13.40 13.60
—_— .l, LN 45335195 189210250 266 306320 | 7z 71.10  70.550%
m/z--> 50 100 150 200 250 300 350 400
Abundance #114972: Dodecane, 1-iodo-
57
5000 85 URUNARURRR SUULRN B
13.00 13.20 13.40 13.60
- 155 m/z 43.10 57.87%
113
I\‘I‘I\I“\Ihwlwl‘lI‘I\III‘I\I1I83IIIIII T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
13.00 13.20 1340 13.60
5000 85 m/z 85.10 47 .67%
29 113 141 169 197 225 253 281 309 337 365 408 AMk,AAVJxVNNwﬂhnf\J“th\“AA
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #115570: Heneicosane R R ma AR
57 13.00 13.20 13.40 13.60
m/z 41.10 21.24%
85
5000 fVANAﬂ¢rvf~”’thJ\J«A/Aerﬂ
29 113
] ‘ || |],141 169 107 225 253 296
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&'30 4(')0 13.'00 13.'20 13.'40 13.|60

8270-BF122116.M Sat Jan 07 03:03:06 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 14 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.66 3.81 ng 288390 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Nonadecane 268 C19H40 000629-92-5 72
3 Tetracosane 338 C24H50 000646-31-1 58
4 Pentadecane 212 C15H32 000629-62-9 58
5 Heptacosane 380 C27H56 000593-49-7 58
Abundance Scan 1030 (13.660 min): BF092131.D (-1028) (-) m/z 57.10 100.00%
57
85
5000

13.40 13.60 13.80 14.00

3 |

111
141159176 223 250
ol B A LI 75 141150176 107 223, 230260 300 28381 oTIT 10 70.93%
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane
57
5000 85 LA L L L L L L L LB
13.40 13.60 13.80 14.00
29 m/z 43.10 65.22%
Bl ‘\‘M A u‘1}3 \141 ‘169 197 225 254
— T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance
57
R B e B
8 13.40 13.60 13.80 14.00
5000 & m/z 85.10 55.73%
29
113 141 169 197 268
T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane B AL B
57 13.40 13.60 13.80 14.00
m/z 55.10 22 .69%
5000 85
29 113
| “J | 13 141 169 197 225 253 281 309 338

T
m/z--> 50 100 150 200 250 300 350 13.40 13 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 15 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.97 ng 376319 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 83
5 Nonacosane 408 C29H60 000630-03-5 83
Abundance Scan 1057 (13.968 min): BF092131.D (-1055) (-) m/z 57.10 100.00%
5
99 231 13.60 13.80 14.00 14.20
161 : : : :
ob kb 1y 00006, | 207 316 366 m/z 71.10 70.34%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #142113: Heptadecane, 9-octyl-
57
5000 T T T I T I T I T[T T T
13.60 13.80 14.00 14.20
m/z 43.10 53.77%
e B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
13.60 13.80 14.00 14.20
5000 m/z 85.10 44 _.90%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

H

Abundance #147089: Hexacosane R e EEaE L
517 13.60 13.80 14.00 14.20
m/z 55.10 23.51%
5000 M
99 366
] 14ﬁ 183 225 267 309
{ \ 1 x L
I RREERELE RS S e  REEaE e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.28 5.47 ng 414411 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 1084 (14.277 min): BF092131.D (-1082) (-) m/z 57.10 100.00%

5000 VJL\M]\JV\AN

14.00 14.20 14.40 14.60

211 262
o 24094285 310 345 373393414 m/z 71.10 70.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57
85
5000 LA L L L L L LB L
14.00 14.20 14.40 14.60
29 m/z 43.10 60.97%
|| | (N J A \141‘169 197 240
e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R ma
14.00 14.20 14.40 14.60
5000 a5 m/z 85.10 48.86%

113
141 169 197 239 pg7 294 323 352

%

m/z--> 50 100 150 200 250 300 350 400
Abundance #99476: Nonadecane Al Emma s R S
57 14.00 14.20 14.40 14.60
m/z 55.10 21.80%
85
5000

29
Ll A8 141 169 107 268

m/z--> 50 100 150 200 250 300 350 400 14.00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 17 Docosane, 9-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.57 17.72 ng 703950 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 93
4 Hexadecane 226 Cl16H34 000544-76-3 90
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 87
Abundance Scan 1110 (14.574 min): BF092131.D (-1108) (-) m/z 57.10 100.00%
g7
5000
113147 185 1420 14.40 14.60 14.80
0 ,J i et vy ,2.1.7.. l.l. 289316 352380 410434 464 | sz 71.10  72.74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147092: Docosane, 9-butyl-
43
71
5000 LR BN B SR B
14.20 14.40 14.60 14.80
- m/z 43.10  60.80%
309
T o B e
m/z--> 50 100 150 200 250 300 350 400 450

Abundance
57
e
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 50.93%
29 3
113 141 169 197 295 254
T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147098: Docosane, 11-butyl- R AR L
57 14.20 14.40 14.60 14.80
m/z 55.10 22 .99%
5000 85
113
‘ b |77 141169 210 239 267 309 336 366
A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092131.D

Aca On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 18 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.58 21.58 ng 857363 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 96
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 81
3 Tridecane. 7-propvl- 226 C16H34 055045-09-5 74
4 Triacontane 422 C30H62 000638-68-6 74
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 72
Abundance Scan 1198 (15.580 min): BF092131.D (-1196) (-) m/z 57.10 100.00%
57
85
5000
13160191 21 1590 1540 1560 1580 |
Obr s ,]. | La38i85 |, %31 263203 328355 394 434 466490 SoT 77 10 70.97%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57
5000 LR AR BN R B
85 15.20 15.40 15.60 15.80
29 m/z 43.10 55.68%
‘\“‘M | 113141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4éo '
Abundance
57
15.20 15.40 15.60 15:80
5000 85 m/z 85.10 55.50%
113140 182 226
miz-> 50 100 150 200 250 300 350 400 450
Abundance #73969: Tridecane, 7-propyl- R REmEE e
48 15.20 15.40 15.60 15.80
m/z 55.10 20.04%
71
5000
140
J 99 183
'“jf””'ﬁ“'”“""w%%? L DAL SO WAL B L BRI B BRI S I
m/z--> 50 100 150 200 250 300 350 400 450 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010617\
Data File : BF092131.D

Acq On : 6 Jan 2017 21:50

Operator : UM/SJ

Sample : 11045-05 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : 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... 4.76 3.5 ng 218004 1 6.64 1231060 20.0
unknown6 .42 6.42 8.8 ng 538954 1 6.64 1231060 20.0
Bicyclo[2.2.1]hep. .. 7.46 5.2 ng 427339 2 7.93 1645310 20.0
Cyclohexanemethan. . . 7.67 8.2 ng 672141 2 7.93 1645310 20.0
Borneol 7.78 2.2 ng 178734 2 7.93 1645310 20.0
1,3,6-Heptatriene... 7.99 2.2 ng 178781 2 7.93 1645310 20.0
1,1"-Biphenyl, 2-.._. 9.01 8.8 ng 603547 3 9.68 1377760 20.0
Tridecane 10.60 2.5 ng 138628 4 11.16 1128170 20.0
Heneicosane 12.99 2.6 ng 199321 5 13.79 1515780 20.0
Dodecane, 1-iodo- 13.33 3.3 ng 249131 5 13.79 1515780 20.0
Octadecane 13.66 3.8 ng 288390 5 13.79 1515780 20.0
Heptadecane, 9-oc... 13.97 5.0 ng 376319 5 13.79 1515780 20.0
Heptadecane 14.28 5.5 ng 414411 5 13.79 1515780 20.0
Docosane, 9-butyl- 14 .57 17.7 ng 703950 6 15.16 794483 20.0
Octacosane 15.58 21.6 ng 857363 6 15.16 794483 20.0
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