LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H2402-02 GW-01S-4-7-16

ALS Vial : 9 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-BF041516.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 19 rVvB2 65515 206398 8.30% 0.615%
2 2.350 21 23 28 rvB 19940 34934 1.40% 0.104%
3 5.070 258 261 265 rVB 46923 61795 2.48% 0.184%
4 5.470 294 296 299 rvwVv 550468 525752 21.14% 1.566%
5 5.561 302 304 307 rVB 169416 149333 6.01% 0.445%
6 5.710 315 317 319 rVB 46419 43930 1.77% 0.131%
7 6.499 384 386 390 rBV2 450874 451427 18.15% 1.344%
8 6.647 397 399 402 rBV 949552 896948 36.07% 2.671%
9 6.887 418 420 423 rBV 1510495 1725278 69.38% 5.138%
10 7.047 430 434 436 rVB 1290308 1114642 44.82% 3.319%

11 7.447 467 469 471 rBV 997331 837439 33.68% 2.494%
12 7.493 471 473 475 rVWV 229427 200382 8.06% 0.597%

13 7.527 475 476 479 rVB 38365 46285 1.86% 0.138%
14 7.665 486 488 490 rVB 61414 56453 2.27% 0.168%
15 7.905 506 509 512 rVB4 15882 33280 1.34% 0.099%
16 7.962 512 514 518 rBV2 39407 70008 2.82% 0.208%
17 8.087 522 525 527 rBV 32270 43050 1.73% 0.128%
18 8.179 530 533 535 rBV 2829950 2422122 97.40% 7.213%
19 8.808 586 588 590 rvB 56772 44477 1.79% 0.132%
20 9.253 625 627 629 rVB 2087720 1686466 67.82% 5.022%
21 9.345 632 635 636 rvv 48598 65751 2.64% 0.196%
22 9.379 636 638 643 rVB3 21785 45542 1.83% 0.136%
23 9.573 652 655 656 rBvV3 37755 51900 2.09% 0.155%
24 9.653 660 662 664 rvv 1118069 1231139 49.51% 3.666%
25 9.688 664 665 667 rvB2 44662 33720 1.36% 0.100%
26 9.745 667 670 674 rBv2 42617 90766 3.65% 0.270%
27 9.836 674 678 679 rBv2 24539 47479 1.91% 0.141%

28 9.870 679 681 683 rBv 485077 369846 14.87% 1.101%
29 9.928 684 686 689 rvB2 2065001 2486729 100.00% 7.406%
30 10.019 692 694 699 rBvV3 89903 134371 5.40% 0.400%

31 10.099 699 701 703 rBvV2 75889 140326 5.64% 0.418%
32 10.133 703 704 705 rvv 139799 99284 3.99% 0.296%
33 10.156 705 706 708 rvB 46336 41432 1.67% 0.123%
34 10.191 708 709 711 rvB2 115562 108304 4_36% 0.323%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H2402-02 GW-01S-4-7-16

ALS Vial : 9 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-BF041516.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.225 711 712 714 rVB 64207 63295 2.55% 0.188%
36 10.316 717 720 721 rBV 24680 37329 1.50% 0.111%

37 10.373 721 725 726 rBV 626380 627142 25.22% 1.868%
38 10.408 726 728 730 rBvV2 51696 103624 4_.17% 0.309%
39 10.476 732 734 737 rVB3 31859 56806 2.28% 0.169%
40 10.533 737 739 741 rVB 26224 29018 1.17% 0.086%

41 10.591 741 744 747 rBV 252018 415081 16.69% 1.236%
42 10.648 747 749 750 rVB 51427 64547 2.60% 0.192%
43 10.671 750 751 753 rBV 104241 111616 4._.49% 0.332%
44 10.716 753 755 757 rBV 608643 698289 28.08% 2.080%
45 10.808 762 763 765 rBV 109488 174201 7.01% 0.519%

46 10.842 765 766 771 rVB 769750 808912 32.53% 2.409%
47 10.991 777 779 781 rVB 219559 194978 7.84% 0.581%
48 11.036 781 783 785 rVvV 108532 140075 5.63% 0.417%
49 11.082 785 787 790 rvVv 132238 239480 9.63% 0.713%
50 11.173 793 795 797 rvv2 41578 77296 3.11% 0.230%

51 11.231 799 800 801 rvv 53623 44154 1.78% 0.131%
52 11.288 803 805 807 rvv 415508 403952 16.24% 1.203%
53 11.322 807 808 811 rVvB 131238 120062 4._.83% 0.358%
54 11.414 814 816 819 rVB 2699795 2350073 94.50% 6.999%
55 11.471 819 821 823 rBV 89130 110737 4._.45% 0.330%

56 11.642 834 836 839 rBv2 37571 49361 1.98% 0.147%
57 11.722 841 843 846 rVB 79052 112737 4_.53% 0.336%
58 11.882 854 857 859 rBvV 35003 48987 1.97% 0.146%
59 11.951 860 863 865 rBV 1094864 1144582 46.03% 3.409%
60 12.122 875 878 879 rBv2 35305 53694 2.16% 0.160%
61 12.202 883 885 887 rBvV 53766 54589 2.20% 0.163%
62 12.339 895 897 898 rBv2 22489 27785 1.12% 0.083%

63 12.636 920 923 929 rBV3 140689 328618 13.21% 0.979%
64 12.728 929 931 938 rvv 654664 1168606 46.99% 3.480%
65 12.831 938 940 944 rvv2 59784 104388 4._.20% 0.311%

66 12.899 944 946 949 rVB 160572 234339 9.42% 0.698%
67 13.002 952 955 957 rBV 1064000 1314945 52.88% 3.916%
68 13.037 957 958 960 rBVvV2 28444 37612 1.51% 0.112%
69 13.208 971 973 975 rBV3 44967 65808 2.65% 0.196%
70 13.471 993 996 1000 rBVv3 120582 289279 11.63% 0.861%

71 13.562 1002 1004 1006 rBV 97974 132513 5.33% 0.395%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

3?22'6 i H2402-02 GW-01S-4-7-16
ALS Vial : 9 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-BF041516.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.608 1006 1008 1009 rvVv 84361 86045 3.46% 0.256%

73 13.894 1031 1033 1039 rBV 705553 1107706 44.54% 3.299%
74 14.042 1044 1046 1049 rVV 1701834 2065324 83.05% 6.151%
75 14.088 1049 1050 1058 rVB6 88232 338261 13.60% 1.007%

76 14.911 1120 1122 1124 rBV 137452 164978 6.63% 0.491%
77 15.482 1169 1172 1175 rBV 1034418 1371511 55.15% 4.084%

78 16.420 1252 1254 1258 rVB2 122875 198025 7.96% 0.590%
79 17.483 1343 1347 1352 rBV2 253776 611941 24.61% 1.822%

Sum of corrected areas: 33579289
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF086226.D

2500000

2000000

6.89
7.05

1500000

1000000 6.65 7:45

5.47

500000 6.50
49
5.56
.14
rl4235 5.07 5.71 ) 53.66 7.

e M e S B L R L e M

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF086226.D
8|18 11{41

2500000

9.25 9.93
2000000

1500000
9.65 11.95 13.00

1000000

9.8y

500000

0 12
3HLAL 8k
Lo 861 ovass 0518 T 1180721 g5121280 34

T
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: BF086226.D

2500000

2000000{ 14.04

1500000 15.48
1000000
500000
fme> 1400 1450 1500 1550 160 1eso 1700 1750 1soo 180 1ok
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF041516\

BF086226.D

15 Apr 2016 19:48

UM/SJ

H2402-02 GW-01S-4-7-16
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
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 16

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

2.14 2.39 ng 206398 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Ethane. 1.1.2-trimethoxv- 120 C5H1203 024332-20-5 9
3 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
4 Glvcine 75 C2H5N02 000056-40-6 5
5 Ethane, 2-chloro-1,1-dimethoxy- 124 C4HOCIO02 000097-97-2 4

Abundance Scan 5 (2.144 min): BF086226.D (-3) (-) m/z 75.10 100.00%
79.1
5000 451 /\
s ma
35.1 57.1 105.1 2.20 2.30 2.40 2.50 2.60
0..w.”.“.”,.nul.”,mJn.”.ﬂ!h,”..P.”,”nw.”.“.” m/z 73.10 68.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 29.0 45.0 U LR UL IR L
2.20 2.30 2.40 2.50 2.60
m/z 45.10 38.23%
0 M L st a0 1030
R IO SR UL I U IV UL IULILR I S B B
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
75.0
220 'é's'o' 2.40 250 2.60
5000 m/z 41.10 23.77%
31.0 47.0 59.0 89.0 m
119.0
G s R RN AR IR RS RAREA IR LSS LS RARRS RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #704: Methane, isothiocyanato- L B e R B
73.0 220 2.30 2.40 2.50 2.60
m/z 47.05 14_.11%
5000
45.0
15.0 35.0 58.0
0"W'M'P'”Ih“”'J'P'JI”'JHM'P'”I”'W'”'P'”I”" U U UL IR I
m/z--> 10 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknown6.65 Concentration Rank 4

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

6.65 10.40 ng 896948 1,4-Dichlorobenzene-d4 6.89
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 399 (6.647 min): BF086226.D (-397) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 501 || ., % | T 5ho 5k 760
0 e m/z 68.10 48.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S LU L
6.40 6.60 6.80 7.00
310 510 m/z 134.10 31.14%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" '6.40 6.60 6.80 7.00
5000 m/z 66.10 29.50%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T A AR e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.39%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I EEARREEREE R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Hexadecane Concentration Rank 11

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

9.87 2.97 ng 369846 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72

Abundance Scan 681 (9.870 min): BF086226.D (-679) (-) m/z 57.15 100.00%
57.1
5000 85.2
30lf ‘ 113.2 9.60 9.80 10.00 10.20
Ol ..|,.."..,'!...'-',....,...1.41.2...,1.6.9.?,....,?.1.2.4,.... m/z 43.10 72.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
57.0
5000
85.0 9.60 9.80 10.00 10.20
29.0 m/z 71.20 62.04%
o Ul \ | 1180 141 0 169 0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
57.0
9.60 9.80 10.00 10.20
5000 m/z 85.15 38.16%
85.0
29.0
o 113.0 141 0 184 0
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #64571: Pentadecane
57.0 9.60 9.80 10.00 10.20
m/z 41.10 29.13%
5000 85.0
29.0
0 \‘ ‘ H Il 113 0 \ 141 0 169 0 212.0
m/z--> ' ' éo éo 160 150 140 160 180 260 250 9%0 980 1000 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 5 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.37 5.04 ng 627142 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 725 (10.373 min): BF086226.D (-721) (-) m/z 57.20 100.00%

57.2

ol

5000
39 1132 1412 1000 1020 1040 1060
o W02 A2 2282 1 Tnyz 71,15 69.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane
57.0
5000
85.0 10.00 10.20 10.40 10.60

m/z 43.10 67.97%

290‘
[

‘ 1130 1410 169.0 212.0

0..w.w.w...w.ﬁ.wi..ﬂ...w.n.............w...w..”
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0

10. OO 10. 20 10 40 10.60

5000 650 m/z 85.15 47.51%
29.0 141.0
113.0 169.0
(O R o B B AL A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0 10.00 10.20 10.40 10.60

m/z 41.10 29.36%

5000
85.0
29.0
‘\ “ L4 ‘ , 1130 141.0 169.0 197.0 226.0

M L. i dhhhteeas it

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. OO 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.59 3.34 ng 415081 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 76
4 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 744 (10.591 min): BF086226.D (-741) (-) m/z 57.10 100.00%
5711
o Mw/-Adwm
L% s e 1020 1040 10/60 1080 1100
ol g 221312062 m/z 71.20 50.78%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 AU I
10,20 10.40 10.60 10.80 11.00
m/z 43.10 41 .25%
0 270\ | MQ%O‘ 141.0 1830 225.0 267.0  323.0 380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
10.20 10,40 10.60 1080 11.00
5000 m/z 85.20 25.61%
27.0 99.0 1410 198.0
r'"—-——r———r
m/z--> 50 100 150 200 250 300 350
Abundance #18444: Octane, 3,5-dimethyl- RN B m et e
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 19.24%
B N\«/V\/A/\/\/wk/\/\*”
27,0
OII\I\J |.J.“ “.‘.:!-4.2?.... ———T T A B R S
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 7
R.T. EstConc Area Relative to ISTD R.T.
10.84 6.88 ng 808912 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Heptadecane 240 C17H36 000629-78-7 76
3 Hexadecane 226 C16H34 000544-76-3 72
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 68
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64

Abundance Scan 766 (10.842 min): BF086226.D (-765) (-) m/z 57.20 100.00%

51.2

5000

10.60 10.80 11.00 11.20
m/z 43.10 69.54%

o 1182 1412 169.3191.2 240.3
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
57.0
5000 LA L B L L L L B L L
85.0 10 60 10 80 11. OO 11. 20
29.0 m/z 71.20 66.75%
0 \‘ ‘\ h A Y 1130 141.0 169.0 282.0
T T e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R REEEREEEREE S
10.60 10.80 11.00 11.20
5000 m/z 85.20 44 .51%
85.0
29.0
o 113.0 141.0 169.0 196.0 240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane RS R AR ma
57.0 10.60 10.80 11.00 11.20
m/z 41.10 28.91%
5000
85.0
29.0
o \‘ Loy 1130 141.0 169.0 226.0
“.”,”.w.”.“.np.”,”.q.”..”...” R R RANRERREEEEEEn R EEEEEEEE S R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10 80 11. 00 11. 20

8270-BF041516.M Mon Apr 18 18:38:12 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

Sample = H2402-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknownl11.08 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.08 2.04 ng 239480 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-bromo- 178 C7H15Br 001974-05-6 35
2 Hexanoic acid. 4-octvl ester 228 C14H2802 1000160-13-3 25
3 4-Bromoheptane 178 C7H15Br 000998-93-6 25
4 1.3.2-Dioxaborolane. 2.4-diethvl- 128 C6H13B02 057633-63-3 22
5 2-Propylthiazole 127 CG6HONS 017626-75-4 22

Abundance Scan 787 (11.082 min): BF086226.D (-785) (-) m/z 57.20 100.00%
51.2
99.2
5000
1201 1552 s 5y, | | 10801100 120 1140
0 : m/z 99.15 70.48%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #41539: Heptane, 3-bromo-
57.0
5000 SR TN SN SUNURE B
0 99.0 10.80 11.00 11.20 11.40
4l : m/z 43.10 23.41%
0L.15.0 || m‘ L . 830 121.0137.0154.0 178.0
m/z--> 25 Jo eb 85 160 150 140 160 180 260
Abundance
43.0 99.0
10.80 11.00 11.20 11,40
5000 71.0 m/z 73.05 21.92%
27.0
o 1170 4400 1710
m/z--> 25 Jo eb 85 160 150 150 1éo 1éo 260
Abundance #41532: 4—Br0moheptane LA L L L L L L
57.0 10.80 11.00 11.20 11.40
m/z 41.10 21.63%
5000 41.0
99.0
4150 | | \‘ | . 830 | 1210 1510
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 140 160 15';0 2(')0 10.I80 11.'00 11.'20 11.'40

8270-BF041516.M Mon Apr 18 18:38:13 2016

GW-01S-4-7-16

Page: 11



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF041516\

BF086226.D

15 Apr 2016 19:48

UM/SJ

H2402-02 GW-01S-4-7-16
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
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 Dodecane, 2-methyl-6-propyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.29 3.44 ng 403952 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
2 Heptacosane 380 C27H56 000593-49-7 78
3 Undecane. 3-methvl- 170 C12H26 001002-43-3 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Dodecane, l1-iodo- 296 C12H251 004292-19-7 64

Abundance Scan 805 (11.288 min): BF086226.D (-803) (-) m/z 57.10 100.00%
57.1
>0 5 M
LU sz, 2 11100 11120 1140 1160
okl i o B e B B o S S m/z 43.10 71.44%
m/z--> 50 100 150 200 250 300 350
Abundance #73991: Dodecane, 2-methyl-6-propyl-
57.0
5000 85.0 L SURBLILE BRI L B
umumnmnm
140.0 m/z 71.10 66 .86%
A O O e ' R
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
11,00 11.20 11,40 11.60
5000 m/z 85.15 41.71%
85.0
o 29.0 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #36176: Undecane, 3-methyl- e AR EERaS EEE et
57.0 11.00 11.20 11.40 11.60
m/z 41.10 26.72%
- m
85.0
29.0
N 113.0141.0170.0
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&'30 11'00 11. 20 11. 40 11. 60

8270-BF041516.

M Mon Apr 18 18:38:14 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 10 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 9.74 ng 1144580 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 81
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 15
Abundance Scan 863 (11.951 min): BF086226.D (-860) (-) m/z 73.10 100.00%
431 31
5000 129.1
97.1 S S ——
| 1572 1852 2133 256.3 11.60 11.80 12,00 12.20
(oI m/z 43.10 81.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 L SN D DR O B
129.0 umnmnmnm
97.0 o , m/z 60.05 80.04%
.0 185.0
0 |||||||||||| IHH‘ MH IH‘\ |“|‘|||‘|||||||‘|| |‘||‘|‘|||“| ||2|3|6.q|||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
1160 11.80 12.00 12.20
5000 129.0 m/z 57.10 68.51%
970 199.0 242.0
157.0
0 1800
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #65562: Tridecanoic acid R B B
430 | 730 11.60 11.80 12.00 12.20
: m/z 55.10 62.12%
5000
o 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20

8270-BF041516.M Mon Apr 18 18:38:14 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 11 9,12-Octadecadienoic acid (... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.64 2.80 ng 328618 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 98
2 Cvcloundecene. l-methvl- 166 Cl1l2H22 088828-82-4 86
3 Bicvclol2.2_27octane. 2-methvl- 124 C9H16 000766-53-0 83
4 cis-7-Dodecen-1-vl acetate 226 C14H2602 014959-86-5 72
5 Hexylidencyclohexane 166 C12H22 010201-62-4 62

Abundance Scan 923 (12.636 min): BF086226.D (-920) (-) m/z 67.10 100.00%

67.1

5000 41.1

-

12.40 12.60 12.80 13.00

164.11g5 2 213.3235.2

280.2

o m/z 81.10 85.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
5000 LA L L L L L L L L L
41.0 1240 12.60 12.80 13.00
m/z 55.10 69.44%
123.0 280.0
NI u‘\ 00 1820 2100 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 81.0
R L N R
12.40 12.60 12.80 13.00
5000 m/z 95.20 58.72%
109.0 166.0

137.0

%

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

Abundance #10365: Bicyclo[2.2.2]octane, 2-methyl- R AN EEEa T S S
. 12.40 12.60 12.80 13.00

m/z 82.10 51.85%

5000

é

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00

8270-BF041516.M Mon Apr 18 18:38:15 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

Sample = H2402-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknownl12.73 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.73 11.32 ng 1168610 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 43
2 Amvl Nitrite 117 C5H11NO2 000110-46-3 27
3 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 27
4 Methvl 2.6-anhvdro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 22
5 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 15
Abundance Scan 931 (12.728 min): BF086226.D (-929) (-) m/z 43.10 100.00%
431 731
5000 _Nﬂ__-A,,J\~A\«\ftﬂ~»»—-4\
o771 1291 )
185.2 241.3 284.4 12140 1260 1280 13.00
Obrrrrrrra bl 1372 213.3 4 w/z 73.10 92.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid
43.0 | 73.0
5000 AU U R
1200 2420 nmnmnmnm
970 : 199.0 m/z 57.10 78.51%
o ““ 171.0
m/z--> "55"26"60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0
12.40 12,60 12,80 13.00
5000 m/z 60.10 76.98%
71.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12420: Ethanone, 1-(4,5-dihydro-2-thiazolyl)-
43.0 12.40 12.60 12.80 13.00
m/z 55.10 71.48%
129.0
5000
87.0
o.”,”.J$”; e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 13.00

8270-BF041516.M Mon Apr 18 18:38:16 2016

GW-01S-4-7-16

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 5-Octadecene, (E)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.90 2.27 ng 234339 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 87
2 Cvclododecane 168 C12H24 000294-62-2 80
3 7-Hexadecene. (2)- 224 C16H32 035507-09-6 80
4 1-Tetradecanol. acetate 256 C16H3202 000638-59-5 68
5 1-Pentadecanol 228 C15H320 000629-76-5 68
Abundance Scan 946 (12.899 min): BF086226.D (-944) (-) m/z 43.10 100.00%
43.1
LR BN R SR B
12.60 12.80 13.00 13.20
140.2 . .
o 1608 19922181 m/z 83.15  54.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)-
55.0
83.0
5000 LN UL UL UL B
1260 12.80 13.00 13.20
29.0 111.0 m/z 55.10 53.83%
o ‘\ | 1390 1680 1050 2240 252.0
m/z--> 20 ' eb 85 160 120 140 160 180 200 220 240
Abundance
55.0
83.0 | 12.60 12.80 13.00 13.20
5000/ 280 m/z 69.10 48.46%
111.0
140.0 168.0
S R R R S B S AN AR SRS RAARN SARRE BERRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72494.7Hexadecene,(Z) L L L L BN B |
55.0 12.60 12.80 13.00 13.20
m/z 57.15 47 .05%
29.0
111.0
0 \\ A |, 1400 1670 1960 2240
m/z--> 20 ' 60 85 100 120 140 160 180 200 250 200 12.60 12.80 13.00 13.20

8270-BF041516.M Mon Apr 18 18:38:17 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 5-Undecyne Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.47 2.80 ng 289279 Chrysene-di12 14.04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Undecvne 152 C11H20 002294-72-6 78
2 5-Dodecvne 166 C12H22 019780-12-2 55
3 6-Tridecane 180 C13H24 042371-66-4 53
4 5-Nonadecen-1-ol 282 C19H380 1000131-11-9 43
5 (R)-(-)-14-Methyl-8-hexadecyn-1-ol 252 C17H320 064566-18-3 41

Abundance Scan 996 (13.471 min): BF086226.D (-993) (-) m/z 67.10 100.00%

5000

3

123.2 149.1

13.20 13.40 13.60 13.80
m/z 59.10 84.60%

179.1 206.2 234.1 2833

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24270: 5-Undecyne

13!20 13.I40 13.I60 13.I8O
m/z 55.10 81.86%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
R IR R R
13.20 13.40 13.60 13.80
5000 410 95.0 m/z 81.10 79.82%

137.0
166.0

)

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42723: 6-Tridecane B A RRREE R
13.20 13.40 13.60 13.80
m/z 41.10 67 .95%
01150 123.0 1510 4g59
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

8270-BF041516.M Mon Apr 18 18:38:17 2016 Page: 17



Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

- UM/SJ

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF041516\
BF086226.D

15 Apr 2016 19:48

H2402-02

9 Sample Multiplier: 1

C:\DATABASENNISTO2.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trifluoroacetic acid, n-oct... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.89 10.73 ng 1107710 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1033 (13.894 min): BF086226.D (-1031) (-) m/z 57.10 100.00%
5000 ‘/w/JJL,-~x\[\afﬂf’\\f-/“'
SR NS SURLN SUNIL U
1392 13.60 13.80 14.00 14.20
o 163.1 209.2 245.2269.2 n/z 43.10 93.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
69.0
5000 LN B B B B
97.0 Bmmmmmmm
m/z 55.10 89.09%
m>m&mmm@mmmmmmmmﬁﬁ'
Abundance
43.0
69.0 SR NS SURLN SUNILE U
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.20 83.57%
121.0
o 153.0 181.0 224.0250.0 297.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecy! ester R e
57.0 83.0 13.60 13.80 14.00 14.20
m/z 69.15 80.84%
5000 —JNVNNJ-N\MJ\~_M~\\/-frI
29.0 196.0
) 2220 2690 332.0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14.00 14. 20

8270-BF041516.M Mon Apr 18 18:38:18 2016

GW-01S-4-7-16

Page: 18



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF041516\
BF086226.D

15 Apr 2016 19:48

UM/SJ

H2402-02

GW-01S-4-7-16

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Squalene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
1401 2.41ng 164978  Perylene-di2 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualere 410 C30H50 007683-64-9 87
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 83

3 4.8.12-Tetradecatrienal. 5.9.13-...
4 3.7.11-Trimethvl-dodeca-2.6.10-t. ..

248 C17H280
236 C15H2402

066408-55-7 80
007548-13-2 64

5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 64
Abundance Scan 1122 (14.911 min): BF086226.D (-1120) (-) m/z 69.10 100.00%
69.1
5000 A\vr~"”\vf\/'A\\\,rdf“\\/v\
1372 R
14.60 14.80 15.00 15.20
177.2 224.2 317.4
Obrbpbpdap d d77 2224226823174 5405 7578y 19 53.69%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #158503: Squalene
69.0
5000 LA L L L L L L L L
14.60 14.80 15.00 15.20
m/z 41.10 19.28%
o 29$ Ll 191.0232.0273.0 3410  410.0
e B R
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
s
14.60 14.80 15.00 15.20
5000 m/z 137.20 13.55%
01290 175.0 231.0273.0 341.0 410.0 \/\Ww}\\m
e e e L S e
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #87347: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- T
69.0 14.60 14.80 15.00 15.20
m/z 95.10 11.90%
5000
136.0
02910 ) 1m0 20
L e
miz--> 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

Sample = H2402-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 unknownl6.42 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.42 2.89 ng 198025 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Amino-4-methvlbenzoic acid 151 C8H9NO2 002458-12-0 49
N-(6.7.9.10.12.13.15.16-Octahvdr... 325 C16H23N0O6 077001-48-0 47
3 2-Aminothiazolo(5.4-bYpvridine 151 C6H5N3S 031784-70-0 43
4 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 38
5 3-Hydroxy-7-methoxy-3-phenyl-4-c... 270 C16H1404 018380-57-9 38
Abundance Scan 1254 (16.420 min): BF086226.D (-1252) (-) m/z 151.10 100.00%
1
5000
191.2 4104 I R S R REREE e
253.2 . 16.00 16.20 16.40 16.60 16.80
o8, 3182 355.1 m/z 69.10 58.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #23734: 3-Amino-4-methylbenzoic acid
151.0
106.0
5000 AR R B SR B
mmmmmmmmmm
m/z 41.10 25.17%
51.0
01'5"0"'im"”"“"'I‘M'"" ‘....,.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance
151.0
o 1600 16,20 1640 1660 1680
5000 43.0 ‘ m/z 191.15 19.18%
9.0 193.0
. 237.0 591 ¢
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #23591: 2-Aminothiazolo(5,4-b)pyridine L A
151.0 16.00 16.20 16.40 16.60 16.80
m/z 189.10 17.85%
5000
60.0 930
e N —
m/z--> 50 100 150 200 250 mo 350 400 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086226.D

Aca On : 15 Apr 2016 19:48

Operator : UM/SJ

ﬁ?ggle i H2402-02 GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 18 _gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17 .48 8.92 ng 611941 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 90
2 _beta.-Sitosterol 414 C29H500 000083-46-5 89
3 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 68
4 Campesterol 400 C28H480 000474-62-4 59
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 59
Abundance Scan 1347 (17.483 min): BF086226.D (-1343) (-) m/z 43.10 100.00%
43.1
81.1 145.2
5000

213.2

255.3 303.4

38144145 17.20 17.40 17.60 17.80
(0} m/z 55.10 63.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43.0
5000 810 L DU BN BURILIR BRI

17.20 17.40 17.60 17.80
m/z 81.10 63.90%

ol
m/z-->
Abundance
43.0
e
17.20 17.40 17.60 17.80
5000 m/z 107.10 63.69%
107.0 414.0
145.0 213.0
17807 2550 3030 . 3810
oV W10 1811 AR P O A U . .= SR A
m/z--> 50 100 150 200 250 300 350 400
Abundance #156598: Ergost-5-en-3-ol, (3.beta.)- e e ERRES BE s
43.0 17.20 17.40 17.60 17.80
m/z 145.20 63.23%
5000
0 MRS
m/z--> 50 100 150 200 250 300 350 400 17.20 17. 40 17.60 17.80

8270-BF041516.M Mon Apr 18 18:38:20 2016 Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\

Data File : BF086226.D

Acq On : 15 Apr 2016 19:48 Instrument :
Operator : UM/SJ BNA_F

Sample - H2402-02 ClientSampleld :
Misc : GW-01S-4-7-16
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516_.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 2.4 ng 206398 1 6.89 1725280 20.0
unknown6 .65 6.65 10.4 ng 896948 1 6.89 1725280 20.0
Hexadecane 9.87 3.0 ng 369846 3 9.93 2486730 20.0
Pentadecane 10.37 5.0 ng 627142 3 9.93 2486730 20.0
Heptacosane 10.59 3.3 ng 415081 3 9.93 2486730 20.0
Eicosane 10.84 6.9 ng 808912 4 11.41 2350070 20.0
unknown11.08 11.08 2.0 ng 239480 4 11.41 2350070 20.0
Dodecane, 2-methy... 11.29 3.4 ng 403952 4 11.41 2350070 20.0
n-Hexadecanoic acid 11.95 9.7 ng 1144580 4 11.41 2350070 20.0
9,12-Octadecadien... 12.64 2.8 ng 328618 4 11.41 2350070 20.0
unknownl12.73 12.73 11.3 ng 1168610 5 14.04 2065320 20.0
5-Octadecene, (E)- 12.90 2.3 ng 234339 5 14.04 2065320 20.0
5-Undecyne 13.47 2.8 ng 289279 5 14.04 2065320 20.0
Trifluoroacetic a... 13.89 10.7 ng 1107710 5 14.04 2065320 20.0
Squalene 14 .91 2.4 ng 164978 6 15.48 1371510 20.0
unknownl16.42 16.42 2.9 ng 198025 6 15.48 1371510 20.0
-gamma.-Sitosterol 17.48 8.9 ng 611941 6 15.48 1371510 20.0
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