LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 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-BF040216.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 4.956 249 251 266 rVB 52988 86418 3.31% 0.315%
2 5.367 285 287 290 rBVY 1952500 2156997 82.54% 7 .860%
3 6.419 376 379 381 rBVY 2254529 2556273 97.82% 9.315%
4 6.544 387 390 392 rBVY 2321748 2613333 100.00% 9.523%
5 6.773 408 410 412 rBV 740332 655625 25.09% 2.389%
6 6.921 421 423 426 rBV 1516321 1912315 73.18% 6.969%
7 7.344 457 460 462 rBV 1285906 1649354 63.11% 6.010%
8 8.053 520 522 525 rBV 904732 864753 33.09% 3.151%
9 9.127 614 616 619 rBY 1735869 2445637 93.58% 8.912%
10 9.527 649 651 655 rVB 381092 341890 13.08% 1.246%
11 9.745 668 670 672 rBV 82760 69582 2.66% 0.254%

12 9.802 673 675 678 rVB 678531 914095 34.98% 3.331%
13 10.236 712 713 715 rVB 78087 103996 3.98% 0.379%
14 10.465 729 733 736 rBV 39840 68607 2.63% 0.250%
15 10.602 742 745 747 rBV 1548836 1785881 68.34% 6.508%

16 10.716 753 755 759 rBV 134357 164229 6.28% 0.598%

17 10.910 770 772 774 rBV2 16725 33151 1.27% 0.121%
18 11.162 792 794 795 rBV 70042 58955 2.26% 0.215%
19 11.288 803 805 809 rBV 1012941 1025613 39.25% 3.737%
20 11.791 847 849 850 rBV 79401 77862 2.98% 0.284%

21 11.825 850 852 857 rvv 248542 284392 10.88% 1.036%
22 11.905 857 859 863 rvB2 32174 53974 2.07% 0.197%
23 12.499 909 911 913 rBV 212800 210848 8.07% 0.768%
24 12.545 913 915 919 rvv 217140 291083 11.14% 1.061%
25 12.613 919 921 926 rVvV 76645 146434 5.60% 0.534%

26 12.693 926 928 930 rvv 79013 123709 4.73% 0.451%
27 12.728 930 931 934 rvv 190794 174372 6.67% 0.635%

28 12.774 934 935 938 rvB2 34225 38108 1.46% 0.139%
29 12.876 941 944 946 rBV 2342970 2206265 84.42% 8.040%
30 13.059 956 960 962 rVB 23856 35588 1.36% 0.130%
31 13.105 962 964 967 rBvV2 61020 71297 2.73% 0.260%
32 13.356 983 986 988 rBV 304991 283299 10.84% 1.032%
33 13.402 988 990 991 rVvB 64608 50765 1.94% 0.185%
34 13.448 991 994 995 rBV2 71503 66425 2.54% 0.242%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 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-BF040216.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.574 1002 1005 1008 rBVZ2 21569 27644 1.06% 0.101%
36 13.676 1011 1014 1017 rBvV4 18406 37848 1.45% 0.138%

37 13.779 1021 1023 1033 rBV 168472 299763 11.47% 1.092%
38 13.928 1033 1036 1038 rBV 782105 881886 33.75% 3.214%

39 14.088 1048 1050 1056 rBV3 61723 97682 3.74% 0.356%
40 14.317 1065 1070 1072 rBV 25485 51575 1.97% 0.188%
41 14.397 1075 1077 1078 rVvV 50010 68743 2.63% 0.251%
42 14.419 1078 1079 1086 rVB3 47609 113310 4_.34% 0.413%
43 14.579 1091 1093 1096 rVvVv 67996 83502 3.20% 0.304%
44 14.682 1100 1102 1104 rVV 25397 40906 1.57% 0.149%
45 14.751 1107 1108 1110 rVB 54185 63301 2.42% 0.231%

46 14.819 1112 1114 1117 rVB 170938 176724 6.76% 0.644%
47 14.934 1122 1124 1128 rBVY 68703 149834 5.73% 0.546%

48 15.002 1128 1130 1131 rVvVv 55551 63442 2.43% 0.231%
49 15.037 1131 1133 1139 rVvB2 85471 205599 7.87% 0.749%
50 15.219 1147 1149 1152 rVB 42284 53802 2.06% 0.196%
51 15.277 1152 1154 1156 rVvV 66417 82663 3.16% 0.301%
52 15.334 1156 1159 1165 rVB 559632 704031 26.94% 2.566%
53 15.528 1174 1176 1180 rVB 41154 56435 2.16% 0.206%
54 15.745 1192 1195 1198 rBV 87478 140747 5.39% 0.513%
55 16.191 1232 1234 1240 rVB4 19432 36582 1.40% 0.133%
56 16.465 1255 1258 1260 rVB2 14870 27072 1.04% 0.099%
57 16.694 1275 1278 1279 rBV 31013 55672 2.13% 0.203%
58 17.105 1311 1314 1320 rBV 19314 55929 2.14% 0.204%
59 17.243 1323 1326 1331 rVV5 34538 86413 3.31% 0.315%
60 17.357 1331 1336 1340 rVvv4 21233 62546 2.39% 0.228%
61 18.111 1398 1402 1408 rVB4 20654 59687 2.28% 0.218%
62 18.991 1476 1479 1487 rVB3 10416 37240 1.43% 0.136%
Sum of corrected areas: 27441703
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040216\

BF086013.D
2 Apr 2016 15:56
UM/SsJ
H2055-15
49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF086013.D
6,4B|54
2000000 5.37
6.92
1500000
7.34
1000000
6.77
500000
4.96 L
O e B e B I e s o R i S o Al
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: BF086013.D
1288
2000000
9.13
10.60
1500000
11.29
1000000 g.05
500000
953 11.82 13.36
10.72 125042 73
- 10.2410.4 1091111 ‘Akmpo Akﬁgﬁiﬁ‘ 15380 6
0,..................J\.—.J“Vg—L.A ...............k'......
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11 oo 11. 50 12. oo 12.50 13.00 13.50
Abundance TIC: BF086013.D
2000000
1500000
1000000
13.93
500000
. 16.19 16.4716.69 1717236 18.11 18.99
O R B e e A S I e R e e e R Ename
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\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.96 2.64 ng 86418 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetamide. N-(aminocarbonvI)- 102 C3H6N202 000591-07-1 9
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 251 (4.956 min): BF086013.D (-249) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 ENARBERNERAE SRR NARRA
| 83.0 | 4.60 4.80 5.00 5.20
o e m/z 59.10 54.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I R R
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 20.93%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
m/z 58.10 16.34%
5000 500 (
15.0 260 0.0
0 ' ' 85.0 102.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4330: Butane, 1-ethoxy- A L I
59.0 4.60 4.80 5.00 5.20
31.0 m/z 41.10 8.82%
5000 41.0
73.0
o 120 | mso.o“ | 870 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 2 unknown6.54 Concentration Rank 1

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

6.54 79.72 ng 2613330 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 390 (6.544 min): BF086013.D (-387) (-) m/z 132.10 100.00%
13R.1
5000
68.1
096.1 rTTTTTTT T T T T T T
400 541 6.20 6.40 6.60 6.80
bt :|-.|.'.8,1-.1. TR m/z 68.10 33.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 USSR AR S A
6.20 6.40 6.60 6.80
310 5L0 m/z 134.10 33.35%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 550 om ok ohy
5000 ggo 1160 m/z 66.10 21.14%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R mas e RRmmEE B
132.0 6.20 6.40 6.60 6.80
m/z 96.10 14 .84%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL HS‘LO\HHF ....“luuH. N — A AREE Rmma e e
m/z--> 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\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 14
R.T. EstConc Area Relative to ISTD R.T.
10.24 2.28 ng 103996 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 713 (10.236 min): BF086013.D (-712) (-) m/z 57.10 100.00%
57.1
5000 85.1
soly 131 o 1000 1020 10,40 1060
Obrrrr Yl A e e | /2 43.10 0 73.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
57.0
5000 RN BN B BRI B
85.0 10.00 10.20 10.40 10.60
29.0 m/z 71.10 63.25%
o \‘ \ il , 1130 1410  169.0 226.0
miz-> 20 'o o a0 18 1k 16 10 ab0 %9
Abundance
43.0
10.00 10.20 10.40 10.60
5000 210 m/z 85.10 40.81%
27.0 '
127.0
0 99.0 155.0171.0
m/z--> ﬁo 45 éo 86 160 150 150 160 180 260 250
Abundance #64575: Pentadecane
57.0 10.00 10.20 10.40 10.60
m/z 41.10 35.86%
5000 85.0
29.0
o “ i | H30 1410 1690 2120
m/z--> ' 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 250 10 00 10 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 10
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.20 ng 164229 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 755 (10.716 min): BF086013.D (-753) (-) m/z 57.10 100.00%
51.1
5000
39 113.1 10.40 10.60 10.80 11.00
o el m/z 71.10 73.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64575: Pentadecane
57.0
5000 IR AR U R B
85.0 1040 10,60 10.80 11.00
29.0 m/z 43.10 63.65%
b “ L) 1 M30 1410 1600 2120
m/z--> 25 45 65 8b 160 150 150 1éo 180 200 250 250
Abundance
57.0
10,40 1060 10.80 11.00
0
5000 85.0 m/z 85.10 47 .96%
29.0
o 1130 1410 169.0 1960 240.0
m/z--> 25 45 65 8b 160 150 150 1éo 180 200 220 250
Abundance #73963: Hexadecane T e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.37%
5000 85.0
29.0
ob L M30 1410 1690 1970 2260
m/z--> 2I 45 65 50 160 120 140 1éo 180 200 250 250 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.82 5.55 ng 284392 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 25
Abundance Scan 852 (11.825 min): BF086013.D (-850) (-) m/z 73.05 100.00%
73.0
43.1
5000 129.1
971 192.1
| ' 157.2 213.2 56,3 11,60 11.80 12,00 12.20
O f el m/z 43.10 79.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LR S UL BN B
umnmnmnm
1200 2560 m/z 60.05 77.20%
o, \ Il LT T 15201710 10402130 2370
m/z--> 25 Jo 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
11)60 11)80 12foo 12fzo
5000 m/z 57.10 66.69%
129.0
97.0 171.0 214.0
0 ’ 152.0 195.0
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo
Abundance #83686: Pentadecanoic acid e RS BEESE R e
43.0 730 11.60 11.80 12.00 12.20
m/z 55.10 58.58%
5000 129.0
0 I R EEmEL T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.61 3.32 ng 146434 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 74
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Acetamide. N-(4-hvdroxvcvclohexv... 157 C8H15N02 027489-61-8 18
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 11

Abundance Scan 921 (12.613 min): BF086013.D (-919) (-) m/z 73.05 100.00%

.0

5000

12.20 12.40 12.60 12.80 13.00

0! m/z 43.10 91.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0 L e o e e B

12.I20 12.I40 12.I60 12.I80 13.IOO
m/z 60.00 88.16%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 e e
12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 57.10 83.88%
185.0
97.0 228.0
0 15.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid e B BT ———
73.0 12.20 12.40 12.60 12.80 13.00
43.0 m/z 41.10 67.71%
5000 129.0
171.0
97.0 214.0
o e s NS eSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 9-Octadecenamide, (Z)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.36 6.42 ng 283299 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 90
2 Dodecanamide 199 C12H25NO 001120-16-7 53
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 50
4 2-Propanol. 1-(isooctvloxy)-2-me... 202 C12H2602 056282-27-0 43
5 Hexadecanamide 255 C16H33NO 000629-54-9 42

Abundance Scan 986 (13.356 min): BF086013.D (-983) (-) m/z 59.10 100.00%
59.1
5000

13.00 13.20 13.40 13.60

154.1 184.2207.1 238.2 281.2

o m/z 72.10 72.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 LI L L L L L LB L L B
13.00 13.20 13.40 13.60
m/z 55.10 36.66%
0 20| | m‘8HP‘m 114.0136.0157.0 1840 2200 2530 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
T T T
13.00 13.20 13.40 13.60
5000 m/z 41.10 27 .93%
28.0

86.0 128.0 156.0 199.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7608: Pentanamide, 4-methyl- T e
59.0 13.00 13.20 13.40 13.60
m/z 43.10 22.70%
5000
29.0 100.0
0.”,J.JM.L.”MPM”,””,”.W.”...”..“ e A —=neih
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF040216.M Mon Apr 04 19:10:27 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.78 6.80 ng 299763 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 74
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 68
4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 64
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 64
Abundance Scan 1023 (13.779 min): BF086013.D (-1021) (-) m/z 57.10 100.00%
57.1

5000

230.1 S = i it
13.40 13.60 13.80 14.00

m/z 43.10 70 .84%

139.1 168.2 200.1

04
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

5000

13. 40 13 60 13. 80 14. OO
111.0 m/z 71.10 66.61%

29.0
N 139.0 168.0 196.0 2570 258.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
e e AR
13.40 13.60 13.80 14.00
5000 85.0 m/z 55.10 57.86%
31.0 111.0
141.0 19,0 196.0 224.0 255.0 551
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride e
13. 40 13 60 13. 80 14. 00
m/z 83.10 55.52%
5000

L

271.0 3p7.0
R e A REEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 15
R.T. EstConc Area Relative to ISTD R.T.
14.09 2.22 ng 97682 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 64
2 Heptadecane 240 C17H36 000629-78-7 58
3 Eicosane 282 C20H42 000112-95-8 58
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 58
5 Nonacosane 408 C29H60 000630-03-5 52

Abundance Scan 1050 (14.088 min): BF086013.D (-1048) (-) m/z 57.10 100.00%

57.1

230.1 R I R

131 1411 g9, 2021 302.1 13.80 14.00 14.20 14.40
o m/z 71.10 T1.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LA L L L L LN
13. 80 14. OO 14. 20 14. 40
m/z 85.10 56.18%
29.0 113.0 0
oL Tl L [T 14101600 197.0 2250 258.0 2960
T T e e e e T P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T T
85.0 13.80 14.00 14.20 14.40
5000 m/z 43.10 55.51%
29.0 113.0

141.0 169.0 197.0 240.0

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane B e o e
57.0 13.80 14.00 14.20 14.40
m/z 55.10 19.71%
5000
85.0
29.0
ol ‘ )y, 1130 1410 1690 282.0
R A L A a o E B B = S ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 80 14. OO 14. 20 14. 40

8270-BF040216.M Mon Apr 04 19:10:28 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 1-Octadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.42 2.57 ng 113310 Chrysene-di12 13.93

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 80
2 1-Nonadecene 266 C19H38 018435-45-5 58
3 Isoheptadecanol 256 C17H360 057289-07-3 58
4 1-Nonadecanol 284 C19H400 001454-84-8 52
5 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 52

Abundance Scan 1079 (14.419 min): BF086013.D (-1078) (-) m/z 97.10 100.00%

5000

:

125.1

14.00 14.20 14.40 14.60 14.80
m/z 83.10 85.32%

153.1 189.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100813: 1-Octadecanol
43.0

:

5000 [TTrr[rrrrprrrrprrrrpro1
14.00 14.20 14.40 14.60 14.80
m/z 69.10 75.29%
R RRRREn o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 97.0
69.0 IIIIIIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60 14.80
5000 m/z 57.10 74.29%
125.0
0l 15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92322: Isoheptadecanol N B L
57.0 83.0 14.00 14.20 14.40 14.60 14.80

m/z 43.10 63.38%

5000

29.0

:

139.0 182.0 210.0 238.0

. I I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60 14.80

8270-BF040216.M Mon Apr 04 19:10:29 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .82 5.02 ng 176724 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 90
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 1.19-Eicosadiene 278 C20H38 014811-95-1 83
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 74
Abundance Scan 1114 (14.819 min): BF086013.D (-1112) (-) m/z 57.10 100.00%

5000

-

109.1 I B o B B R N E A |
137.1 14.40 14.60 14.80 15.00 15.20
166.1 245.2 270.1 316.2
191.1 m/z 82.10 84.94%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99459: Oxirane, hexadecyl-

:

5000 [Trrr[rrrrprrrrprrrrpro1
14.40 14.60 14.80 15.00 15.20
m/z 43.10 83.84%
ol i 1380 1660 2080  250.0
- T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
430 82.0
SRS
14.40 14.60 14.80 15.00 15.20
5000 m/z 96.05 63.63%

109.0
137.0 1660 194.0 222.0 250.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107629: Oxirane, heptadecy!- T T
14.40 14.60 14.80 15.00 15.20
m/z 83.10 60.49%
0 166.0 194.0 236.0 264.0

T I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00 15.20

8270-BF040216.M Mon Apr 04 19:10:29 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 3-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.04 5.84 ng 205599 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 96
2 E-7-Octadecene 252 C18H36 1000130-92-0 91
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 87
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 87
5 1-Nonadecene 266 C19H38 018435-45-5 76

Abundance Scan 1133 (15.037 min): BF086013.D (-1131) (-) m/z 83.10 100.00%

1

5000

%

14.80 15.00 15.20 15.40

o 8L "m/z 97.10 96.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89787: 3-Octadecene, (E)-
41.0

167.1 203.1224.1

§

97.0

5000 R AN EEEa T S S
1480 15.00 15.20 15.40
m/z 57.10 88 .55%
125.0
oL \\ 154.0 182.0 224.0 252.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
69.0 B e et
970 14.80 15.00 15.20 15.40
5000 ' m/z 69.10 83.13%

125.0 252.0

o 154.0 182.0 224.0

Wﬁﬁmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89786: 9-Octadecene, (E)- T
14.80 15.00 15.20 15.40
m/z 55.10 81.48%

:

5000
29.0

F

139.0 168.0 196.0 224.0 252.0
R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40

8270-BF040216.M Mon Apr 04 19:10:30 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.75 4.00 ng 140747 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 1195 (15.745 min): BF086013.D (-1192) (-) m/z 57.10 100.00%
A1
2000 J\\JJ\WA
111 1535 1540 1560 1580 1600
(o} m/z 71.10 78.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57.0
5000 L DU B B B B
mmmmmmmm
99.0 m/z 85.10 63.39%
oL b | 40 1830 2250 267.0 3090 3510 4220
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.10 55.46%
99.0
oL.250 141.0 1830 225.0 296.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #142112: Pentacosane R EREmm R B
57.0 15.40 15.60 15.80 16.00
m/z 99.10 22 .84%
5000
99.0
oL Ll 141.0 1830 2250 267.0 300.0 352.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(')0 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086013.D

Aca On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample : H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 15 unknownl7.24 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.24 2.45 ng 86413 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-5-(propen-1-vIadam... 204 C15H24 057040-48-9 43
2 1H-Cvcloproplelazulene. decahvdr... 204 C15H24 000489-39-4 38
3 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 38
4 1H-Cvcloproplelazulene. decahvdr... 204 C15H24 072747-25-2 38
5 Azulene, 1,2,3,4,5,6,7,8-octahyd... 204 C15H24 000088-84-6 38
Abundance Scan 1326 (17.243 min): BF086013.D (-1323) (-) m/z 133.10 100.00%
' 285.3
5000
231.2
"' 17.00 1720 17.40 17.60
0 m/z 204.20 83.86%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58711: 1,3-Dimethyl-5-(propen-1-yl)adamantane
107.0 133.0 204.0
5000 LR UL B UL B
17.00 17.20 17.40 17.60
m/z 107.10 77 .89%
04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0 161.0
o B0 2040 " 7l00 1720 1740 1760
5000 ‘ m/z 285.30 72.70%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58858: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-... R Emma s
41.0 161.0 204.0 17.00 17.20 17.40 17.60
9L0 1510 ‘ : m/z 205.20 69.77%
67.0
5000
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 1720 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF086013.D

Acq On : 2 Apr 2016 15:56

Operator : UM/SJ

Sample - H2055-15

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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_.96 2.6 ng 86418 1 6.77 655625 20.0
unknown6 .54 6.54 79.7 ng 2613330 1 6.77 655625 20.0
Hexadecane 10.24 2.3 ng 103996 3 9.80 914095 20.0
Pentadecane 10.72 3.2 ng 164229 4 11.29 1025610 20.0
n-Hexadecanoic acid 11.82 5.5 ng 284392 4 11.29 1025610 20.0
Pentadecanoic acid 12.61 3.3 ng 146434 5 13.93 881886 20.0
9-Octadecenamide, ... 13.36 6.4 ng 283299 5 13.93 881886 20.0
Ethanol, 2-(tetra... 13.78 6.8 ng 299763 5 13.93 881886 20.0
Heneicosane 14.09 2.2 ng 97682 5 13.93 881886 20.0
1-Octadecanol 14.42 2.6 ng 113310 5 13.93 881886 20.0
Oxirane, hexadecyl- 14.82 5.0 ng 176724 6 15.33 704031 20.0
3-Octadecene, (E)- 15.04 5.8 ng 205599 6 15.33 704031 20.0
Triacontane 15.75 4.0 ng 140747 6 15.33 704031 20.0
unknownl7 .24 17.24 2.5 ng 86413 6 15.33 704031 20.0
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