LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-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 height area % max. total
1 4.644 248 250 265 rBV 1128720 1885371 41.27%  4.319%
2 5.124 290 292 301 rBV 3594832 3940654 86.26% 9.028%
3 5.787 346 350 352 rvB2 36372 50153 1.10% 0.115%
4 6.210 385 387 394 rBV 3760489 4098895 89.72% 9.391%
5 6.313 394 396 399 rVB 4247836 3843581 84.14% 8.806%
6 6.542 413 416 420 rVB 1131186 1035771 22.67% 2.373%
7 6.702 427 430 432 rBV 2502001 3070643 67.22% 7.035%
8 7.113 464 466 469 rVB 2197426 2401853 52.58% 5.503%
9 7.273 476 480 482 rBvV 33304 54076 1.18% 0.124%
10 7.342 482 486 490 rVB5 55682 170124 3.72% 0.390%
11 7.467 494 497 498 rBV2 50577 95519 2.09% 0.219%
12 7.570 504 506 508 rBv2 63128 66222 1.45% 0.152%
13 7.662 511 514 516 rBV2 37958 53000 1.16% 0.121%
14 7.707 516 518 522 rBV2 36511 72347 1.58% 0.166%

15 7.833 526 529 530 rvV 1743125 1684509 36.87% 3.859%

16 7.856 530 531 535 rvv3 75638 119188 2.61% 0.273%
17 7.913 535 536 539 rvB2 107133 108329 2.37% 0.248%
18 8.039 542 547 549 rBv4 37242 114739 2.51% 0.263%
19 8.119 549 554 557 rBv4 57333 156047 3.42% 0.358%

20 8.222 562 563 565 rvB2 57540 51988 1.14% 0.119%
21 8.268 565 567 571 rBvV2 95181 199955 4_.38% 0.458%
22 8.370 575 576 580 rvB2 22732 46450 1.02% 0.106%
23 8.450 580 583 584 rBV3 39088 93145 2.04% 0.213%
24 8.530 588 590 592 rvB2 57496 88463 1.94% 0.203%
25 8.599 592 596 598 rBV5 25127 69659 1.52% 0.160%
26 8.645 598 600 602 rBV3 56417 97756 2.14% 0.224%
27 8.748 605 609 610 rBv4 41148 86994 1.90% 0.199%

28 8.873 616 620 621 rBv2 118455 171681 3.76% 0.393%
29 8.908 621 623 626 rVvV 4260075 4568337 100.00% 10.466%
30 9.010 626 632 633 rvv3 46957 95424 2.09% 0.219%

31 9.056 633 636 639 rVvB3 50754 113571 2.49% 0.260%
32 9.170 643 646 649 rBvV3 68171 123710 2.71% 0.283%
33 9.239 651 652 654 rBvY 97059 123678 2.71% 0.283%
34 9.273 654 655 657 rvB2 66962 91670 2.01% 0.210%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

35 9.308 657 658 661 rBv2 432807 586992 12.85% 1.345%

36 9.445 667 670 671 rBv2 30847 47586 1.04% 0.109%
37 9.479 671 673 676 rVB3 40878 77989 1.71% 0.179%
38 9.525 676 677 679 rBvV 53187 75863 1.66% 0.174%
39 9.570 679 681 683 rvv 1215974 1551455 33.96% 3.554%
40 9.605 683 684 689 rvB4 32295 76022 1.66% 0.174%
41 9.685 689 691 694 rVB 59014 82942 1.82% 0.190%
42 9.788 697 700 702 rvVv 98042 110888 2.43% 0.254%
43 9.822 702 703 704 rvVv 75141 59015 1.29% 0.135%
44 9.856 704 706 708 rvB2 49015 70459 1.54% 0.161%
45 9.902 708 710 711 rBV 67301 98013 2.15% 0.225%
46 9.982 715 717 720 rBv4 54650 150678 3.30% 0.345%
47 10.028 720 721 723 rVB 119684 86876 1.90% 0.199%
48 10.188 733 735 738 rVB 46215 50786 1.11% 0.116%

49 10.245 738 740 742 rBV 148043 178248 3.90% 0.408%
50 10.371 748 751 753 rBV2 1814201 2410767 S52.77% 5.523%

51 10.508 760 763 766 rvVB 234256 366833 8.03% 0.840%
52 10.691 778 779 783 rBv4 51517 104534 2.29% 0.239%
53 10.942 799 801 802 rBV 127268 111549 2.44% 0.256%
54 10.976 802 804 807 rvB 131909 160701 3.52% 0.368%
55 11.056 808 811 813 rBV 1198896 1317011 28.83% 3.017%

56 11.365 837 838 841 rvB2 88847 108340 2.37% 0.248%
57 11.605 858 859 863 rBv3 122354 192545 4.21% 0.441%

58 11.662 863 864 870 rVvB3 54326 95744 2.10% 0.219%
59 11.776 872 874 878 rVvB2 62950 80247 1.76% 0.184%
60 12.108 901 903 904 rBV 43427 57696 1.26% 0.132%
61 12.268 915 917 918 rBV 45685 62951 1.38% 0.144%

62 12.394 926 928 931 rBV2 65456 101194 2.22% 0.232%
63 12.485 934 936 941 rBv4 77012 185108 4._05% 0.424%
64 12.634 947 949 952 rBV 2597463 3670132 80.34% 8.408%
65 12.919 972 974 979 rVB 106790 163062 3.57% 0.374%

66 13.685 1038 1041 1043 rBV 1079516 1262846 27.64% 2.893%
67 15.034 1157 1159 1162 rBV 718447 850542 18.62% 1.949%

Sum of corrected areas: 43649116
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092362.D

4000000 6.21
5.12

3000000

6.70
7.11

2000000

4.64 6.54
1000000

5.79 )\ 128041575
e T B T T L B o s VLSRR S L

T
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
Abundance TIC: BF092362.D

4000000

3000000 12.63

2000000{ 7 g3 10.37

1000000

e e e -

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092362.D

4000000

3000000

2000000

3.69 15.03

1000000

o T T T T T T ]

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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.

4.64 36.41 ng 1885370 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 250 (4.644 min): BF092362.D (-248) (-) m/z 43.00 100.00%
a3
59
5000
101 llll|lllllllllllllll
440 4.60 4.80 5.00
0 ...,....,....,....-,'::..?.1.:J,...‘??....fi?..,....~,|....,....,....,....,...., m/z 59.10 59.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- /\\
43
5000 59 440 460 480 5.00
m/z 101.10 19.74%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 5.00
5000 m/z 58.10 15.04%
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
59 440 4.60 4.80 5.00
m/z 41.05 8.99%
5000 41
68
0 150 . 126 147
"W””I””P'”P“'P”W'”W”'W””I””P'”P”'P”W'”W”'W IEREA AR RS SN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 2 unknown6.31 Concentration Rank 1

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

6.31 74.22 ng 3843580 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 396 (6.313 min): BF092362.D (-394) (-) m/z 132.00 100.00%
5000 68
600 620 640 660
0 e AR ma m/z 68.05 46.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SRR RS LR
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 33.14%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.00 28.23%
33 aa o 105
o 60 80 115
LN S SN I UURLELEL UL UL UURL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R EEm i
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 18.45%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 Cyclopentasiloxane, decamet... Concentration Rank 11

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

7.34 2.02 ng 170124 Naphthalene-d8 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentasiloxane, decamethyl- 370 C10H3005S15 000541-02-6 59
2 Benzoic acid, 4-[(trimethylsilyl_.. 282 C13H2203Si2 002078-13-9 9
3 Galactose, 4,6-0-nonylidene- 304 C15H2806 1000159-98-6 9

4 N-(Trifluoroacetyl)-0,0",0""-tri... 481 C19H34F3N04Si3 1000072-26-3 9
5 Benzoic acid, 2,5-bis(trimethyls... 370 C16H3004Si3 003618-20-0 9

Abundance Scan 486 (7.342 min): BF092362.D (-482) (-) m/z 73.00 100.00%
73
5000 267
43 355 SN b4 W
o1 113 13445 207 7.00 7.20 7.40 7.60
0 WAl s e e b Tm/z 267.00 45.91%
m/z--> 50 100 150 200 250 300 350
Abundance #148040: Cyclopentasiloxane, decamethy!-
73
5000 355 LI L L L L L L L LB L
267 7.00 7.20 7.40 7.60
m/z 71.05 29.79%
0 45 | 108 133154 193 223 249 | 293 323 |
— e T T T e
m/z--> 50 100 150 200 250 300 350
Abundance
73 267
B A RARE
193 223 7.00 7.20 7.40 7.60
5000 m/z 43.10 28.31%
45 126
15 91 149
o etcRN NPT (NPT NPRDRR RSN TS EUVET | —
m/z--> 50 100 150 200 250 300 350
Abundance #119536: Galactose, 4,6-O-nonylidene- B mmE e A RERE
73 7.00 7.20 7.40 7.60
m/z 57.05 25.00%
5000 0 191
o ‘ 127
173
145
M O == 20 S B 1 i e
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 5 Nonane, 3-methyl- Concentration Rank 9

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

8.27 2.37 ng 199955 Naphthalene-d8 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59
3 Octane, 2-methyl- 128 C9H20 003221-61-2 58
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50

Abundance Scan 567 (8.268 min): BF092362.D (-565) (-) m/z 57.10 100.00%
g7
71
43
5000
"800 820 840 8.60
O-rerrrrprrrpere et m/z 71.05 72.15%

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

Abundance #18429: Nonane, 3-methyl-
57
43 71
5000 LI I L L L L L L L
8.00 8.20 8.40 8.60
29 112 m/z 43.10 54 _.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
R B Al REEEE L
- 8.00 8.20 840 8.60
5000 43 m/z 41.10 31.48%
29
113
0 85 99 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12261: Octane, 2-methyl- R B Al REEEE L
43 8.00 8.20 8.40 8.60
m/z 56.05 23.53%
5000 57
29 [ o
[ N T
L SBESEN ASBE | | ASMB SMN | NN £ S M LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 Silane, trichlorooctadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.24 2.30 ng 178248 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 78
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 78
3 Tridecane 184 C13H28 000629-50-5 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 68
Abundance Scan 740 (10.245 min): BF092362.D (-738) (-) m/z 57.10 100.00%
57
5000
8 R SRR SR BURIURA B
113 169 10.00 10.20 10.40 10.60
o...-.I,J.!.}.'E.'.‘.l.“?.l..l.z??... ey | M/Z  71.10  52.47%
m/z--> 50 100 150 200 250 300 350
Abundance #152929: Silane, trichlorooctadecyl-
57
5000 R SRR SRR BURRA B
85 10.00 10.20 10.40 10.60
29 m/z 43.05 41.67%
o ““J | M13135155175 203 231 250 303 331 357 386
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
10,00 10.20 10.40 10.60
5000 m/z 85.10 25.65%
85
29
0 113 141 183 211 239
m/z--> 50 100 150 200 250 300 350 '
Abundance #45544: Tridecane LI L L L L B
57 10.00 10.20 10.40 10.60
m/z 41.10 19.69%
5000
T M\J\MW
29
0 “ \} ‘ J A 1:!-3 L 141 184
m/z--> 50 100 150 200 250 300 350 ' 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 7 Tridecane, 5-propyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.51 5.57 ng 366833 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 5-propyl- 226 C16H34 055045-11-9 83
2 Heptacosane 380 C27H56 000593-49-7 78
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78

Abundance Scan 763 (10.508 min): BF092362.D (-760) (-) m/z 57.10 100.00%
57
5000
85
113 10.20 10.40 10,60 10.80
183
ol l : .'.-.-‘.-1, Loty s m/z 71.10 78.50%
m/z--> 50 100 150 200 250 300 350
Abundance #73971: Tridecane, 5-propyl-
57
5000 RN SRR
10.20 10.40 10.60 10.80
85 m/z 43.10 51.24%
112
o3 Iyl e 18 e
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10,60 10.80
5000 m/z 85.10 29.89%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #45576: Undecane, 3,6-dimethyl- T
57 10.20 10.40 10.60 10.80
m/z 41.05 21.09%
5000
29 85
0 \‘ { ) ‘ Il:\l\-3 155 184
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\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.98 2.44 ng 160701 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
2 Tritetracontane 605 C43H88 007098-21-7 83
3 Decane, 3-methyl- 156 C11H24 013151-34-3 83
4 Hexadecane 226 C16H34 000544-76-3 83
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 78

Abundance Scan 804 (10.976 min): BF092362.D (-802) (-) m/z 57.10 100.00%

57
5000

99
10.60 10.80 11.00 11.20
41 210
o L e | M/Z 7110 89.42%

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

Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-

57
5000 | BNLUNL LB L LB L L B

10.60 10.80 11.00 11.20
m/z 43.10 45.07%

141 183 539 206

O R R T e B o e o
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R e
10.60 10.80 11.00 11.20
5000 m/z 85.10 42.41%
97
o 127 169 211 253 295 337 379 421 463 505 547 604
T T [T e T T T e T T T T T T e T T
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #27132: Decane, 3-methyl- R AN maE S e S
57 10.60 10.80 11.00 11.20
m/z 41.10 21.73%
5000
2 126
0 96 | 156
B Tt e e e o LI B o e e SO
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 9 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.61 2.92 ng 192545 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
Abundance Scan 859 (11.605 min): BF092362.D (-858) (-) m/z 73.00 100.00%
60 7B
5000
129
7 01 115 NN BN SUN SUNN BN
143157171185,160213 557 550 11.20 11.40 11.60 11.80 12.00
o} m/z 43.10 95.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
60 78
43
5000 AR B SR SRR
29 nmnmnmnmnm
: a5 171 214 m/z  60.00  83.99%
R = P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
11,20 11.40 11.60 11.80 12.00
5000 43 m/z 57.05  74.37%
29 129443
87 101115 157 186
0 '}?I""I""I""I""I""I""I"" T [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid A B
60 78 11.20 11.40 11.60 11.80 12.00
43 m/z 41.10 68.62%
5000 129
29
RECHN )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 1,1-Dichloro-2,2-bis(p-chlo... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12,02 2.58ng 163062  Chrysene-d12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10C14 000072-54-8 83
-Butanone, 1,1-bis(4-chlorophen... 320 C18H18CI20 1000158-20-4 64
,p"-DDD 318 C14H10Cl14 004329-12-8 58
,2-Bis(p-chlorophenyl)ethanol 266 Cl14H12CIl20 002642-82-2 52
,2-Bis(2-chlorophenyl)-1,2-bis(... 470 C26H18Cl4 1000137-94-8 38

Abundance Scan 974 (12.919 min): BF092362.D (-972) (-) m/z 235.00 100.00%
235

5000 165

-

12.60 12.80 13.00 13.20
m/z 237.00 59.89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126741: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane

35

o

?

5000 LA L L L LB L L LN |
12.60 12.80 13.00 13.20
m/z 165.10 43.51%
oh 12 3551 75 101397 137 251 282 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
235
R Rma AR aR
12.60 12.80 13.00 13.20
5000 m/z 216.10 21.33%
165
43 199
o 27 63 82 103 1%° 149 262279 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126735: m,p'-DDD AR AES S e e e
235 12.60 12.80 13.00 13.20
m/z 199.00 12.52%
(o} R B
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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011817\
Data File : BF092362.D

Acq On : 18 Jan 2017 20:26

Operator : UM/SJ

Sample - 11271-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.64 36.4 ng 1885370 1 6.54 1035770 20.0
unknown6 .31 6.31 74.2 ng 3843580 1 6.54 1035770 20.0
Cyclopentasiloxan. .. 7.34 2.0 ng 170124 2 7.83 1684510 20.0
Nonane, 3-methyl- 8.27 2.4 ng 199955 2 7.83 1684510 20.0
Silane, trichloro... 10.24 2.3 ng 178248 3 9.57 1551460 20.0
Tridecane, 5-propyl- 10.51 5.6 ng 366833 4 11.06 1317010 20.0
Heptadecane, 2,6,... 10.98 2.4 ng 160701 4 11.06 1317010 20.0
Tridecanoic acid 11.61 2.9 ng 192545 4 11.06 1317010 20.0
1,1-Dichloro-2,2-_... 12.92 2.6 ng 163062 5 13.69 1262850 20.0
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