LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 2.155 4 6 23 rVB3 97924 330066 4_.19% 0.533%
2 5.070 259 261 266 rBV 97956 142960 1.82% 0.231%
3 5.481 294 297 299 rBVY 3958582 3691467 46.87% 5.967%
4 6.510 384 387 389 rBY 2876089 2659245 33.77% 4.298%
5 6.659 397 400 402 rBVY 5676501 6176269 78.42% 9.983%
6 6.887 418 420 423 rBVY 1499794 1733635 22.01% 2.802%
7 7.047 431 434 437 rVB 5104191 5314841 67.48% 8.590%
8 7.459 467 470 472 rBV 4793205 5280129 67.04% 8.534%
9 8.179 530 533 535 rBVY 2740945 2404845 30.53% 3.887%
10 9.253 624 627 630 rBY 5417742 7875741 100.00% 12.730%

11 9.642 660 661 664 rBvV 303409 442970 5.62% 0.716%
12 9.870 679 681 683 rvB 307405 239116 3.04% 0.386%
13 9.928 684 686 689 rVvB 2143841 2475760 31.44% 4.002%
14 10.099 699 701 703 rBvV2 57145 103807 1.32% 0.168%
15 10.373 721 725 726 rBV2 410645 437726 5.56% 0.708%

16 10.591 741 744 747 rBV 140292 244784 3.11% 0.396%
17 10.716 752 755 758 rVV 3469316 4203983 53.38% 6.795%
18 10.842 764 766 771 rVB2 490154 552832 7.02% 0.894%
19 11.036 781 783 785 rBV 57352 81639 1.04% 0.132%
20 11.288 803 805 807 rBvV 270710 254915 3.24% 0.412%

21 11.413 814 816 818 rVvVv 2840027 2398193 30.45% 3.876%
22 11.951 860 863 864 rBvV 412252 489764 6.22% 0.792%
23 11.973 864 865 867 rvB2 103712 137815 1.75% 0.223%
24 12.648 920 924 929 rBv4 51925 145255 1.84% 0.235%
25 12.728 929 931 938 rBv2 350212 641811 8.15% 1.037%

26 12.831 938 940 942 rBV2 134464 116336 1.48% 0.188%
27 12.888 942 945 948 rVB2 98321 170751 2.17% 0.276%
28 13.002 952 955 958 rBV 4937938 6229603 79.10% 10.069%
29 13.242 972 976 978 rBV 195820 237453 3.01% 0.384%
30 13.539 1000 1002 1004 rBV 78500 117935 1.50% 0.191%

31 13.585 1004 1006 1007 rvVv 226412 204729 2.60% 0.331%
32 13.905 1031 1034 1039 rBV 728699 1180752 14.99% 1.908%
33 14.042 1044 1046 1049 rBV 1716590 1888245 23.98% 3.052%
34 14.225 1060 1062 1070 rVB 488156 500213 6.35% 0.809%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
35 14.534 1087 1089 1093 rBV 481734 509106 6.46% 0.823%
36 14.831 1113 1115 1119 rBV 253607 315206 4 _.00% 0.509%
37 14.911 1119 1122 1124 rVB 74075 87195 1.11% 0.141%
38 15.162 1142 1144 1150 rBV 148534 207186 2.63% 0.335%
39 15.482 1169 1172 1175 rBV 1025609 1310114 16.63% 2.118%
40 15.540 1175 1177 1184 rVB 73224 144654 1.84% 0.234%

41 17.483 1342 1347 1353 rBVY 71202 190191 2.41% 0.307%

Sum of corrected areas: 61869237
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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: BF086223.D

7.05
5000000 7.46

4000000 5.48
3000000 6.51
2000000

6.89

1000000

P.16
ob— 5/'\07 \ L L
LU s B S B S S By B s B Sy B s S B B Sy B B B S B B O S S S S B S s S N B

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: BF086223.D
925

5000000 13.00

4000000
10.72

3000000]  g18 11.41

9.93

2000000

1000000

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: BF086223.D

5000000

4000000

3000000

2000000 14.04

15.48
1000000 13.91
1423 1453
$o1 15.16 54 17.48
e e e e e e e e S e L e e B S
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\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 1 Propane, 1,1-dimethoxy- Concentration Rank 10

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

2.16 3.81 ng 330066 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 50
2 Silane. methvlenebis- 76 CH8Si2 001759-88-2 9
3 2.2"-Bi-1.3-dioxolane 146 C6H1004 006705-89-1 9
4 Chloromethvl cvanide 75 C2H2CIN 000107-14-2 5
5 Glycine 75 C2H5NO2 000056-40-6 5

Abundance Scan 6 (2.155 mm) BF086223.D (-4) (-) m/z 75.10 100.00%
7|:
5000 45.1 J\
N ——
2.20 2.30 2.40 2.50 2.60
o.,....,....,....',!'..'.,.J?Ef',l....,|.':.-.,..8.E?'f’....,....,....,....,....,....,.. m/z 73.10 72.91%
m/iz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 290 450 LN U ULAR RS IR R
2.20 2.30 2.40 2.50 2.60
m/z 45.10 37.79%
0 H LSO | e70 1030
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
75.0
45.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 41.05 34.93%
29.0 570
m/iz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20899: 2,2"-Bi-1,3-dioxolane A AL AR e RER S Bt
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 19.10%
5000 45.0
29.0
o180 o) | 580 | 80 4919 146.0
miz-> 10 20 3'0 40 50 60 70 80 90 100 110 120 130 140 150 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 unknown6.66 Concentration Rank 1

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

6.66 71.25 ng 6176270 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 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 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 400 (6.659 min): BF086223.D (-397) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 USSR R UL S
40.1 54.1 6.40 6.60 6.80 7.00
0 S S T .2 | m/z 68.10 42.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USSR R UL SR
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.77%
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
" 640 6.60 6.80 7.00
5000 m/z 66.10 28.51%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e A e EERanuas)
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17 .55%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R o R EAREE REE S
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:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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.
10.37 3.54 ng 437726 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 725 (10.373 min): BF086223.D (-721) (-) m/z 57.10 100.00%

57.1

5000

10.00 10.20 10.40 10.60

113.2 141.2 169.2

0! m/z 71.15 67.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73968: Hexadecane
57.0
5000 850 l|llllllll|llll|llll|l
10.00 10.20 10.40 10.60
m/z 43.10 63.81%
.”,””P.”P”.“”q.”wnuluup.”“”..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T R e e o B AR B
10.00 10.20 10.40 10.60
5000 85.0 m/z 85.20 46.10%
29.0 141.0
0 113.0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane e s Ry Ee e o
57.0 10.00 10.20 10.40 10.60
m/z 41.10 26.71%
85.0
B [\_,NJWJVL/vAh~M»JkNVL—J
29.0 113.0
o ||| M 1410 1690 1970 2250 2500 2960
B B O L B o e AN ARASNS RS Ly R EEEa T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 Undecane, 2,9-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.29 2.13 ng 254915 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 59
2 Heptadecane 240 C17H36 000629-78-7 50
3 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 50
4 Hexadecane 226 Cl16H34 000544-76-3 43
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 43

Abundance Scan 805 (11.288 min): BF086223.D (-803) (-) m/z 57.10 100.00%

517.1
5000 .

125.1 192.2 11. OO 11.20 11.40 11.60
157.1 277.0
ol 38, 233.1 m/z 71.15 68.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45574: Undecane, 2,9-dimethyl-
57.0

5000
85.0 11. OO 11.20 11.40 11.60
290‘ : m/z 43.10 66.52%
L

’ 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0

11.00 11. 20 11. 40 11.60

o

5000 85.0 m/z 85.15 42 .81%
29.0
o 1130 141.0 169.0 197.0  240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45620: Decane, 6-ethyl-2-methyl-
57.0 11. OO 11.20 11.40 11.60

m/z 41.10 29.18%

5000
85.0
‘ L ‘ 1130 1410

e T e R e R E m o e MRSt

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.95 4.08 ng 489764 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 863 (11.951 min): BF086223.D (-860) (-) m/z 73.10 100.00%
43.1 1
5000 129.1
: ' ) 11.60 11.80 12.00 12.20
Obrr el m/z 43.10 78.41%
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 S UL B U B
129.0 nmnmnmnm
97.0 m/z 60.10 76.92%
‘ 157.0 185.0
o) I— | I‘l - i“" IMIHI I\l‘l‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
3.0 1160 11.80 12.00 12.20
5000 m/z 57.10 67.46%
1290 171.0
98.0 : 214.0
ol 189 149.0
m/z--> 25 45 eb éo 160 150 150 1éo 180 200 220 250 2é0
Abundance #75071: Tetradecanoic acid B T LA L
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 58.83%
5000 129.0
185.0 228.0
AL
ok, Illtll\ﬁl,yi L ‘hk.ﬁ?..Wh,nv..,t??? LI N S e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 unknownl12.73 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.73 5.35 ng 641811 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 43
2 Tridecanoic acid 214 C13H2602 000638-53-9 35
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 14
4 Dodecane. 1.2-dibromo- 326 C12H24Br2 055334-42-4 14
5 Dotriacontane 451 C32H66 000544-85-4 14

Abundance Scan 931 (12.728 min): BF086223.D (-929) (-) m/z 43.10 100.00%

_

12.40 12.60 12.80 13.00
0f m/z 73.10 95.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83683: Pentadecanoic acid
43.0 73.0

5000
12.40 12.60 12.80 13.00
m/z 57.10 81.06%

T :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
430 | 730

12.40 12. 60 12. 80 13.00

5000

o

5000 m/z 60.10 79.85%
129.0
214.0
97.0 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl-
57.0 12.40 12.60 12.80 13.00

m/z 55.10 70.74%

- T _¢ﬂﬂ_ﬂAﬂv\/\vA\Jk»\AA_,y“r
113.0 210.0
h w 1410 1690 239.0 2660 309.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 9 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.24 2.52 ng 237453 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Pentadecane 212 C15H32 000629-62-9 72
4 Eicosane 282 C20H42 000112-95-8 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 976 (13.242 min): BF086223.D (-972) (-) m/z 57.15 100.00%

51.1

5000

E

13.00 13.20 13.40 13.60
m/z 71.15  78.92%

141.2 169.3 197.2

o 237.2 261.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57.0
85.0
5000 LA B L L L L L L

13.00 1320 13.40 13.60
29.0 m/z 85.15 59_.52%

,,,,,,,, R N RRREREE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T T
13.00 13.20 13.40 13.60
5000 850 m/z 43.10 58.03%

29.0
113.0 141.0 169.0 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane e RARREEE RS
57.0 13.00 13.20 13.40 13.60
m/z 41.10 20.59%
5000 85.0
29.0
0 ‘ H Il \‘ 1130 14':"0 1690 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.17 ng 204729 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 83
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 1006 (13.585 min): BF086223.D (-1004) (-) m/z 57.15 100.00%
57.1 r
5000
99.1 NI SUNR UL B
l I i |l ] 1412 2171 2 9119 13.20 13.40 13.60 13.80 14.000
O A A m/z 71.15 79.17%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
5000 DR AR R N
Bmmmmmmmmm
99.0 m/z 85.20 58.09%
m/z--> 50 100 1éo 200 250 360 3éo
Abundance
57.0
13:20 13.40 13.60 13.80 14.00
5000 m/z 43.10 52.07%
99.0
27.0 141.0 183. 0 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #123100: Pentadecane, 8-heptyl- R AR
57.0 13.20 13.40 13.60 13.80 14.00
m/z 41.10 19.61%
5000
0 210.0
o 27,0 } Loy 14101700 “T 72390 309.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 13 20 13. 40 13. 60 13. 80 14. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.91 12.51 ng 1180750 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 90
3 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 80
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 76
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 74
Abundance Scan 1034 (13.905 min): BF086223.D (-1031) (-) m/z 57.10 100.00%

5000

-

13.60 13.80 14.00 14.20
m/z 43.10 69.61%

o 139.2 168.2 2102 241.2 2803

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

.

13.I60 13.I80 14.IOO 14.|20
111.0 m/z 71.15 64.67%

5000

29.0
. 139.0 168.0 196.0 227.0 ,zq 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
830 13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 52.43%
29.0

139.0 1670 196.0 2240 2710 4979
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #110007: Ethanol, 2-(hexadecyloxy)- e AR EE RS R S
13.60 13.80 14.00 14.20

m/z 55.10 51.11%

-

5000

31.0

DOV

T T T T
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

141.0 19,0 196.0 224.0 255.0 551

=
=
=
o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14 .83 4.81 ng 315206 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 1115 (14.831 min): BF086223.D (-1113) (-) m/z 57.10 100.00%

517.1
5000

99.2
14. 60 14.80 15.00 15.20
141.2 1332
0....,-.1.‘-‘1'11. e A — m/z 71.15 72.89%

T
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0

5000
14160 14.80 15,00 15.20
m/z 43.10 56.49%

99.0
ol 240 ‘ \ iy MLO 1830 2250 2810 337.0 3940
S I o e o o e e e B L L A o e o o e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

14.60 14. 80 15. 00 15.20

5000 m/z 85.15 53.15%
27.0 99.0
0 155.0 197.0 253.0
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57.0 14. 60 14.80 15.00 15.20

m/z 55.10 20.59%

99.0
27‘ w 1 141. 0 183 0 2250 268 0

L B G SASENENR i e fanas

T
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF041516.M Mon Apr 18 18:37:02 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 16 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.54 2.21 ng 144654 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1177 (15.540 min): BF086223.D (-1175) (-) m/z 57.10 100.00%
57.1
85.1
5000
1132147 15.20 15.40 15.60 15.80
183.2211.2 355.2 : : : :
ol hod oy, At 9 hyz 71.10  76.17%
m/z--> 50 100 150 200 250 300 350
Abundance #136482: Tetracosane
57.0
85.0
5000 U BRI B BN DU
mmmmmmmm
113.0 m/z 85.10 62 .86%
01300 L 014101500197 0225.0 253.0281.0 309.0 380
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57.0
15.20 15.40 15.60 15.80
5000 85.0 m/z 43.10 60.27%

113.0
141.0169.0197.0 232 267.0204.0 323.0 352. 0

F

o} R P 0 S s 7 £ 02 L K2 UK
m/z--> 50 100 150 200 250 300 350

Abundance #107655: Eicosane e L T B B e

57.0 15.20 15.40 15.60 15.80
m/z 55.10 27 .80%

85.0
5000
113.0
0 2?’9“ i b 0169019702250 55,0 2820

T —— T R A ma o

m/z--> 50 100 150 200 250 300 350 15 20 15. 40 15 60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086223.D

Aca On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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 17 unknownl7.48 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.48 2.90 ng 190191 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0 055103-80-5 35
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 27
3 N-(2-Hvdroxv-1-methvlene-2-prop-... 191 C11H13NO2 1000194-35-2 15
4 cis-4-Acetoxv-trans-1-(m-methoxv... 273 C16H19NO3 1000241-10-4 14
5 3-Methoxy-N-[3-(4-nitro-phenylam... 329 C17H19N304 1000297-02-0 12
Abundance Scan 1347 (17.483 min): BF086223.D (-1342) (-) m/z 43.10 100.00%
AL 071
145.1
5000
255.3  303.4
381.5414.5 17.20 17.40 17.60 17.80
0ty m/z 107.10 78.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155057: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-
41.0 107.0 394.0
' 145.0 283.0
5000 213.0 17.20 17.40 17.60 17.80
3370 m/z 55.10 77 .32%
79,0 246.0
o! i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
17.20 17.40 17.60 17.80
5000 m/z 105.05 76.42%
80 o 396.0
o 215.0 255.0 2980 354.0 456.0
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4éo
Abundance #49792: N-(2-Hydroxy-1-methylene-2-prop-1-ynyl-pent-3-ynyl... R B RS BEEE
43.0 1070 17.20 17.40 17.60 17.80
' m/z 81.15 74.01%
5000
m/z--> 100 150 200 250 300 350 400 450 17.20 17. 40 17. 60 17. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
Data File : BF086223.D

Acq On : 15 Apr 2016 18:22

Operator : UM/SJ

Sample : H2531-01

Misc :

ALS Vial : 6 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,l1-dime... 2.16 3.8 ng 330066 1 6.89 1733640 20.0
unknown6 .66 6.66 71.3 ng 6176270 1 6.89 1733640 20.0
Hexadecane 10.37 3.5 ng 437726 3 9.93 2475760 20.0
Undecane, 2,9-dim... 11.29 2.1 ng 254915 4 11.41 2398190 20.0
n-Hexadecanoic acid 11.95 4.1 ng 489764 4 11.41 2398190 20.0
unknownl12.73 12.73 5.3 ng 641811 4 11.41 2398190 20.0
Heptadecane 13.24 2.5 ng 237453 5 14.04 1888250 20.0
Heneicosane 13.59 2.2 ng 204729 5 14.04 1888250 20.0
Ethanol, 2-(tetra... 13.91 12.5 ng 1180750 5 14.04 1888250 20.0
Octacosane 14.83 4.8 ng 315206 6 15.48 1310110 20.0
Tetracosane 15.54 2.2 ng 144654 6 15.48 1310110 20.0
unknownl7.48 17 .48 2.9 ng 190191 6 15.48 1310110 20.0
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