LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/1Z

Sample - G4426-04

Misc :

ALS Vial : 25 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-BF110715.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 4.898 242 246 251 rBV 1268836 1932418 42.24% 5.413%
2 5.344 282 285 287 rBvV 3881524 3899652 85.24% 10.924%
3 6.396 373 377 379 rBV 3768521 4575152 100.00% 12.817%
4 6.510 384 387 389 rBV 4346719 4208314 91.98% 11.789%
5 6.727 404 406 408 rBV 564177 734739 16.06% 2.058%
6 6.887 418 420 423 rBV 2409366 2723787 59.53% 7.630%
7 7.299 453 456 459 rBvV 2227067 2233465 48.82% 6.257%
8 7.424 465 467 472 rVB 75644 117849 2.58% 0.330%
9 7.767 495 497 502 rVB 51872 61202 1.34% 0.171%
10 8.019 517 519 521 rBV 1161674 955621 20.89% 2.677%
11 8.979 602 603 609 rvB 45706 47814 1.05% 0.134%
12 9.105 611 614 616 rBvY 3591032 3724860 81.41% 10.435%
13 9.436 640 643 646 rBV3 33654 74674 1.63% 0.209%

14 9.493 646 648 651 rvv 921916 829914 18.14% 2.325%
15 9.722 666 668 670 rvB 138985 103810 2.27% 0.291%

16 9.767 670 672 675 rBv2 835179 941071 20.57% 2.636%

17 9.973 686 690 692 rBv4 29386 65581 1.43% 0.184%
18 10.190 704 709 710 rBV 54510 72780 1.59% 0.204%
19 10.225 710 712 713 rVB 121381 137467 3.00% 0.385%
20 10.442 728 731 732 rBV 66373 86654 1.89% 0.243%

21 10.556 739 741 744 rBV 1774796 1739451 38.02% 4._.873%
22 10.693 751 753 757 rBV 186976 243459 5.32% 0.682%

23 11.139 790 792 793 rBV 122654 96507 2.11% 0.270%
24 11.253 799 802 803 rBvV 760446 791346 17 .30% 2.217%
25 11.322 805 808 810 rBV3 39149 51070 1.12% 0.143%
26 11.562 828 829 832 rVB 77815 89231 1.95% 0.250%
27 11.756 841 846 847 rBV3 29044 74429 1.63% 0.209%
28 11.859 853 855 860 rvB3 39445 62152 1.36% 0.174%
29 11.973 861 865 867 rBvV 61653 85171 1.86% 0.239%
30 12.133 877 879 881 rBvV2 33667 47009 1.03% 0.132%
31 12.248 886 889 891 rvv3 34749 77141 1.69% 0.216%
32 12.293 891 893 895 rvv2 68269 102227 2.23% 0.286%
33 12.362 895 899 900 rvB2 49869 90877 1.99% 0.255%
34 12.453 906 907 909 rBV 49131 60533 1.32% 0.170%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/1Z

Sample - G4426-04

Misc :

ALS Vial : 25 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:\HPCHEM1I\BNA_F\METHODS\8270-BF110715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.636 922 923 925 rBV 40641 55663 1.22% 0.156%
36 12.682 925 927 928 rVvV 62837 62548 1.37% 0.175%
37 12.728 930 931 936 rvB2 46978 57601 1.26% 0.161%

38 12.842 938 941 943 rBV 2000571 2349750 51.36% 6.582%
39 12.991 952 954 957 rBV2 54045 100077 2.19% 0.280%

40 13.082 960 962 964 rVB 60373 56214 1.23% 0.157%
41 13.208 970 973 975 rBV3 36914 67223 1.47% 0.188%
42 13.322 980 983 985 rVB 71579 93175 2.04% 0.261%
43 13.425 990 992 994 rvv 54262 84823 1.85% 0.238%
44 13.494 997 998 1001 rvv2 105806 124998 2.73% 0.350%
45 13.539 1001 1002 1005 rVB 52702 46825 1.02% 0.131%

46 13.756 1019 1021 1023 rBV 107158 137017 2.99% 0.384%
47 13.814 1023 1026 1028 rVB2 29378 56995 1.25% 0.160%
48 13.882 1030 1032 1034 rBV 770753 755011 16.50% 2.115%
49 15.265 1151 1153 1156 rVB 352135 511711 11.18% 1.433%

Sum of corrected areas: 35697058
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF083031.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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.

4.90 52.60 ng 1932420 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 246 (4.898 min): BF083031.D (-242) (-) m/z 43.10 100.00%
43
59
5000
i ek 4k 50 550
83 : : : :
O B0 SLNL G0 8 m/z 59.10 62.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R IR RN S
59 460 4.80 500 520 |
m/z 101.10 20.17%
31 101
“'w'“v'”T““T“'WH‘W'“W'“'fa'R%'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520
5000 m/z 58.10 14 .56%
29 101
15 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 RS M L
509 4.60 4.80 5.00 5.20
m/z 41.10 9.37%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?"l AR LA RARRA AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 unknown6.51 Concentration Rank 1

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

6.51 114.55 ng 4208310 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 387 (6.510 min): BF083031.D (-384) (-) m/z 132.10 100.00%
5000 68
40 54 ® 620 640 6.60 680
.'Z?....',’ﬂ.o?.l.lf. A m/z 68.10 48.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 4
5000 IEBSANESRRARBERARBERARRE
6.20 6.40 6.60 6.80
m/z 134.10 34.13%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 680
5000 m/z 66.10 30.16%
15 28 39 52 83 77 90 104 .
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e e e R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.58%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SRNSY B |
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 Hexanoic acid, 2-ethyl- Concentration Rank 11

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

7.42 2.47 ng 117849 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 1,4-Dioxane 88 C4H802 000123-91-1 38
3 Methyl 2,3,4-tri-O-methyl-6-deox... 220 C10H2005 072983-16-5 36
4 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 33
5 Urea, N,N"-dimethyl- 88 C3H8N20 000096-31-1 32

Abundance Scan 467 (7.424 min): BF083031.D (-465) (-) m/z 73.05 100.00%
73
88
5000 4 5
101
ILH | | 11|6 7.00 7.20 7.40 7.60 7.80
S N L PR Y RO S S — m/z 88.10 75.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20007: Hexanoic acid, 2-ethyl-
73 88
5000 A R L R
41 7.00 7.20 7.40 7.60 7.80
29 ‘ 57 101 116 m/z 41.10 40.03%
S O -7
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
28
88 7.00 7.20 7.40 7.60 7.80
5000 58 m/z 57.10 37.48%
15 43
69
miz--> 20 40 60 80 100 120 140 160 180
Abundance #68927: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop... A AA am B
88 7.00 7.20 7.40 7.60 7.80
m/z 55.10 23.70%
5000
75
101
45
59 ‘ | 119129 145 176 189
miz--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.22 2.92 ng 137467 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 712 (10.225 min): BF083031.D (-710) (-) m/z 57.10 100.00%

57
43

71

5000

10.00 10.20 10.40 10.60
m/z 43.10 72.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43
71
5000 85 LI L B B B
10. OO 10. 20 10. 40 10. 60
29 m/z 71.10 61.90%
99
gl DSl 18
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 R e o  Eaaanns
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 45 .93%
113 127 141 155 169 183 197 226
L A e o e B e S S REm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64575: Pentadecane R e T
57 10.00 10.20 10.40 10.60
43 m/z 41.10 34 .55%
71
5000 85
29 99
| L H i J 1}3 127 141 155 169 183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 00 10. 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.69 6.15 ng 243459 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 753 (10.693 min): BF083031.D (-751) (-) m/z 57.10 100.00%
57
5000 85
4
10.40 10.60 10.80 11.00
...,....-,‘l...',..':.,':-...-Il,....,.‘.?.3,7..1.5.4....15.‘?.. e || M7z 43.10  65.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45544: Tridecane
57
5000 UL B UL S SULRA
85 mmmmmmnm
4 m/z 71.10 62.90%
T O .-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
10.40 10,60 10.80 11.00
5000 85 m/z 85.10 44 _47%
41
183
113159 155 310
mmwﬁwwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane e e
57 10.40 10.60 10.80 11.00
m/z 41.10 34.15%
5000 85
4
5 J Log 4 4118 ‘141 169 198
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 2('30 280 3(')0 10 40 10 60 10. 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.56 2.26 ng 89231 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 80
3 Nonadecane 268 C19H40 000629-92-5 72
4 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 72
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72

Abundance Scan 829 (11.562 min): BF083031.D (-828) (-) m/z 57.10 100.00%

g7
5000 85

127 155 179 11.20 11.40 11.60 11.80
..J,] LA s L m/Zz 43.10 71.77%

m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 LA L L L L L L L LB B
11.20 11.40 11.60 11.80
29 m/z 71.10 67 .35%
h |y e 141 169 197 225 253 281 309 337 365 394
. T T e
m/z--> 50 100 150 200 250 300 350
Abundance
57
A B e
11.20 11.40 11.60 11.80
5000 85 m/z 85.10 45 _48%
28
183
113 155 310
— T T T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #99476: Nonadecane A Baamn B o
57 11.20 11.40 11.60 11.80
m/z 41.10 31.03%
85
5000
29
[ g M 141 169 197 268
A — R R RREEEEa
m/z--> 50 100 150 200 250 300 350 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.15 ng 85171 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tetracosane 338 C24H50 000646-31-1 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 865 (11.973 min): BF083031.D (-861) (-) m/z 57.10 100.00%
57
5000 85
113 g9 208 11.60 11.80 12.00 12.20
e A A e | M/z 7110 65.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73963: Hexadecane
57
5000 85 LN B UL DU SRR B
umnmnmnm
29 m/z 43.10 61.73%
\‘ Jl ‘\ | | \‘ 1]\-3 ! 141 169 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57

11.60 11.80 12.00 12.20
5000 85 m/z 85.10 48 .94%

29 113
141 169 197 225 253 281 309 338

AR SRR SRR A A AN RARAN LAY SRS LA LR RARAS BN LA AR SR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107651: Eicosane R AR L
57 11.60 11.80 12.00 12.20
m/z 55.10 24 _.21%

5000
85

29
| \‘ Lo 1 169 197 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 unknownl12.29 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.29 2.58 ng 102227 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-(chloromethyl)- 148 C8H17ClI 000123-04-6 35
2 4-Heptanone, 2,2,3,3,5,5,6,6-oct... 226 C15H300 016424-66-1 17
3 Cyclohexanol, 1-ethyl-2,2-dimeth... 168 C11H200 054345-64-1 16
4 2-Piperidinone 99 C5H9NO 000675-20-7 14
5 2-Pyrrolidinone, l-methyl- 99 C5H9NO 000872-50-4 14
Abundance Scan 893 (12.293 min): BF083031.D (-891) (-) m/z 57.10 100.00%
g7
99
5000
206
T s s "12/06 1220 1240 1260
128 223 : : : :
SN ,|'. . .|! '.:, ol L Y SV £ N Y m/z 99.10 69.52%
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #22142. Heptane, 3-(chloromethyl)-
57
5000 LN BN UL BN SURA
12.00 12.20 12.40 12.60
99 m/z 206.20 29.44%
H\
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57
99 12.00 12.20 12.40 12.60
5000 m/z 69.10 22.63%
3 135
69 83 149 170 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34673: Cyclohexanol, 1-ethyl-2,2-dimethyl-6-methylene- Al EEAE S R
99 12.00 12.20 12.40 12.60
m/z 41.10 21.47%
43
5000 57
69
| ls o 7
|
m/z--> 20 40 eb éo 160 120 140 160 180 200 220 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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, 2,7-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.36 2.30 ng 90877 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 59
2 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 53
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
4 Tetradecane 198 C14H30 000629-59-4 43
5 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 43

Abundance Scan 899 (12.362 min): BF083031.D (-895) (-) m/z 57.10 100.00%
5000
99 115126 130 155 160 189 | 203 | | 12,00 1290 120 2e0
m/z 71.10 77.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45571: Undecane, 2,7-dimethyl-
43
57
5000 71 g5 12.00 12.20 12,40 12.60
29 m/z 85.10 70.82%
1 L \ % 111 127141 169
m/z--> 20 45 60 80 100 150 140 160 180 200 220
Abundance
43 57
71 g5 12.00 12.20 12.40 12.60
5000 21 m/z 43.10 68.74%
15 128
100 113
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7449: Hexane, 3,3- dlmethyl LI I B B
43 12.00 12.20 12.40 12.60
m/z 206.15 25.84%
71
5000 57 85
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF110715.M Thu Nov 19 17:27:40 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 Allyldimethyl(prop-1-ynyl)s... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.99 2.65 ng 100077 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allyldimethyl(prop-1-ynyl)silane 138 C8H14Si 1000281-75-1 53
2 lIsoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 50
3 Carbonic acid, dithio-, S-methyl... 204 C9H160S2 015288-12-7 42
4 2-Hexenoic acid, 2-hexenyl ester... 196 C12H2002 054845-28-2 42
5 4H-1,2,4-Triazole, 4-ethyl- 97 C4H7N3 043183-55-7 40
Abundance Scan 954 (12.991 min): BF083031.D (-952) (-) m/z 97.10 100.00%
o7
57
5000
0 85 | 216 234 12160 1280 13,00 1320 1340
- .,'|. . .|.'-, b ll 1 126 141155008 187 A | m/z 57.10 53.44%
miz-> 20 60 80 100 120 140 160 180 200 220 240
Abundance #16834: Allyldimethyl(prop-1-ynyl)silane
97
5000 NS R SRR RN B
12:60 12:80 13.00 13.20 13.40
3 m/z 99.10 25.52%
29 "8 | 109128 138
mz-> 20 46 eb 86 100 120 150 160 180 200 220 240
Abundance
12.60 12.80 13.00 13.20 13.40
5000 54 m/z 55.10 19.95%
27 39 69
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59195: Carbonic acid, dithio-, S-methyl O-(2-methylcycloh... I RREEEEEES T
97 12.60 12.80 13.00 13.20 13.40
55 m/z 43.10 15.79%
5000
41
69 81 204
(L — e —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 12:60 12.80 13.00 13.20 13.40

8270-BF110715.M Thu Nov 19 17:27:42 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 Isoxazole, 3,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.32 2.47 ng 93175 Chrysene-di2 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 58
2 2-Thiophenylpropanoic acid, ,.ga... 232 C13H1202S 051535-43-4 45
3 cis-2-Oxabicyclo[4.4.0]decane 140 C9H160 060416-19-5 42
4 4-Methyl-2,3-hexadien-1-ol 112 C7H120 1000196-09-6 42
5 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 42
Abundance Scan 983 (13.322 min): BF083031.D (-980) (-) m/z 97.10 100.00%
o7
5000 =7
at gz | 13.00 13.20 1340 13.60
153 : - : :
,....,|'...|.',..':.,-':..., 134 158 175190 208 230246 281 | T en 0" 51 gow
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2915: Isoxazole, 3,5-dimethyl-
5000 54 SRR SR BN RN
13.00 13,20 13.40 13.60
m/z 55.10 21.16%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
13.00 13.20 1340 13.60
5000 m/z 113.10 16.48%
232
20 45 69 g3 115128 152 184
mmmmmwmﬁm
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18025: cis-2-Oxabicyclo[4.4.0]decane e AE mmaa e
97 13.00 13.20 13.40 13.60
m/z 41.10 13.49%
5000
41 140
27
,.‘.‘..‘,‘...“‘.,.‘.‘..“... | 111 N — R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13,20 13.40 13.60

8270-BF110715.M Thu Nov 19 17:27:42 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 15 unknownl3.49 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.49 3.31 ng 124998 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 47
2 4,6-Dimethyl-4-hydroxyhept-5-eno... 154 C9H1402 1000122-47-0 37
3 (-+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 37
4 Formaldehyde, dipropylhydrazone 128 C7H16N2 054253-56-4 37
5 2-Propylthiazole 127 C6HONS 017626-75-4 35
Abundance Scan 998 (13.494 min): BF083031.D (-997) (-) m/z 99.10 100.00%
57 99
5000
| i 1 13.20 13.40 13.60 13.80
0 | 112 215 230 .20 13.40 13,
...,....,...!,.."..,|...'.!'..:.,1.2.6..,...|.-,..1.7? 189 i m/z 57.10 92.93%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #26969: 2,2-Dimethyl-3-octanone
57
99
43
71
5000 R R BN SUL SO
29 13.20 13.40 13.60 13.80
m/z 111.10 30.43%
85
2 O -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 99
139 13.20 13.40 13.60 13.80
5000 m/z 97.10 25.06%
83
56 69 112126 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65252: (.+/-.)-Dethiobiotin Al B E RE
99 13.20 13.40 13.60 13.80
m/z 55.10 24 .81%
5000
44 155
28 | 57 82 | 113126 141 168181 199214
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 22'0 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/I1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 16 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.76 3.63 ng 137017 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 76
5 17-Pentatriacontene 491 C35H70 006971-40-0 74
Abundance Scan 1021 (13.756 min): BF083031.D (-1019) (-) m/z 57.10 100.00%

5000

13.40 13.60 13.80 14.00
m/z 43.10 82.05%

125

139154168 188204218 236250 271

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93396: Ethanol, 2-(tetradecyloxy)-

5000

13. 40 13. 60 13. 80 14. OO
11 : m/z 55.10 68.06%
139154168, 0,196,,1 227 5o

29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R B
83 o7 13.40 13.60 13.80 14.00
5000 m/z 83.10 59.91%
111
29 125
139154168182196210 238 283
ermwmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R AT o
57 13.40 13.60 13.80 14.00
43 m/z 71.10 56.15%

83

97
5000

29 125

‘ 106210 238 0 o83
e T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111815\
Data File : BF083031.D

Acq On : 19 Nov 2015 2:19

Operator : UM/1Z

Sample - G4426-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 4.90 52.6 ng 1932420 1 6.74 734739 20.0
unknown6 .51 6.51 114.6 ng 4208310 1 6.74 734739 20.0
Hexanoic acid, 2-... 7.42 2.5 ng 117849 2 8.02 955621 20.0
Tetradecane 10.22 2.9 ng 137467 3 9.77 941071 20.0
Tridecane 10.69 6.2 ng 243459 4 11.25 791346 20.0
Octacosane 11.56 2.3 ng 89231 4 11.25 791346 20.0
Hexadecane 11.97 2.1 ng 85171 4 11.25 791346 20.0
unknownl12 .29 12.29 2.6 ng 102227 4 11.25 791346 20.0
Undecane, 2,7-dim... 12.36 2.3 ng 90877 4 11.25 791346 20.0
Allyldimethyl(pro... 12.99 2.6 ng 100077 5 13.88 755011 20.0
Isoxazole, 3,5-di... 13.32 2.5 ng 93175 5 13.88 755011 20.0
unknownl13.49 13.49 3.3 ng 124998 5 13.88 755011 20.0
Ethanol, 2-(tetra... 13.76 3.6 ng 137017 5 13.88 755011 20.0
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