LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 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-BF092815.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 5.074 254 257 267 rVB 874364 1273001 50.07% 4.234%
2 5.486 290 293 295 rBVY 1988043 2166920 85.23% 7.207%
3 6.514 380 383 385 rBVY 1931453 2070070 81.42% 6.885%
4 6.651 392 395 397 rBVY 2358558 2324058 91.41% 7.730%
5 6.709 397 400 403 rVB 34431 45203 1.78% 0.150%
6 6.880 413 415 418 rBV 599958 574652 22.60% 1.911%
7 7.040 426 429 431 rBVY 2135020 1912059 75.21% 6.360%
8 7.452 463 465 470 rBVY 1325818 1355063 53.30% 4_.507%
9 7.532 470 472 479 rVB 19318 41826 1.65% 0.139%
10 8.172 525 528 530 rBV 823027 785620 30.90% 2.613%
11 8.880 589 590 594 rVB 33099 32278 1.27% 0.107%
12 8.983 597 599 601 rBV 32111 31054 1.22% 0.103%
13 9.246 619 622 625 rBY 2625806 2542375 100.00% 8.456%
14 9.577 650 651 653 rBV 23585 29972 1.18% 0.100%
15 9.646 655 657 659 rvv 400390 403714 15.88% 1.343%
16 9.703 660 662 667 rVB 16002 27744 1.09% 0.092%
17 9.783 667 669 672 rBV 70908 65731 2.59% 0.219%
18 9.852 672 675 677 rVB 38085 34985 1.38% 0.116%
19 9.932 679 682 683 rvv 560251 799139 31.43% 2.658%
20 9.955 683 684 688 rVB 24251 26499 1.04% 0.088%
21 10.126 697 699 701 rVB2 24997 26447 1.04% 0.088%
22 10.332 715 717 718 rBV2 25084 41707 1.64% 0.139%
23 10.355 718 719 720 rVvV 67178 46811 1.84% 0.156%
24 10.469 723 729 732 rVB3 24309 54231 2.13% 0.180%
25 10.572 736 738 741 rBV2 23847 38108 1.50% 0.127%

26 10.720 748 751 753 rBV2 1076809 1391704 54.74% 4.629%
27 10.823 759 760 765 rvB2 87722 134579 5.29% 0.448%

28 11.018 774 777 779 rBV3 16981 25942 1.02% 0.086%
29 11.166 786 790 793 rBV3 15471 41853 1.65% 0.139%
30 11.269 797 799 801 rvv2 55881 63036 2.48% 0.210%
31 11.303 801 802 805 rvB2 30711 35393 1.39% 0.118%
32 11.418 809 812 816 rBv2 538535 996784 39.21% 3.315%
33 11.486 817 818 820 rVB 49967 41442 1.63% 0.138%
34 11.646 829 832 834 rBV2 22172 41273 1.62% 0.137%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 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-BF092815.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.703 834 837 839 rvB 43661 49321 1.94% 0.164%
36 11.909 853 855 856 rBvV 60465 75763 2.98% 0.252%

37 11.943 856 858 860 rvv 413745 404086 15.89% 1.344%
38 12.023 863 865 870 rvB 121305 197404 7.76% 0.657%

39 12.103 870 872 874 rBV 29152 44830 1.76% 0.149%
40 12.206 877 881 882 rBv4 36795 53297 2.10% 0.177%
41 12.241 882 884 887 rvB 37043 50118 1.97% 0.167%
42 12.355 891 894 896 rBV3 28632 44333 1.74% 0.147%
43 12.389 896 897 898 rBvV 37889 26333 1.04% 0.088%
44 12.458 901 903 905 rBvV 68874 100981 3.97% 0.336%
45 12.492 905 906 910 rVB 42586 68726 2.70% 0.229%
46 12.549 910 911 915 rVB3 44337 45013 1.77% 0.150%
47 12.629 915 918 920 rBV 436004 473287 18.62% 1.574%
48 12.675 920 922 925 rVB3 14446 27564 1.08% 0.092%
49 12.721 925 926 928 rBV 55718 64989 2.56% 0.216%
50 12.858 935 938 941 rBV 432328 555400 21.85% 1.847%
51 12.904 941 942 944 rVB 37412 50095 1.97% 0.167%
52 13.006 948 951 953 rvv 1867572 2164872 85.15% 7.201%
53 13.075 955 957 961 rvv3 51206 80797 3.18% 0.269%
54 13.178 963 966 968 rvB2 65818 124028 4._.88% 0.413%
55 13.224 968 970 971 rBV2 27433 33982 1.34% 0.113%
56 13.246 971 972 974 rVV 42272 51608 2.03% 0.172%
57 13.281 974 975 979 rVB3 58236 95459 3.75% 0.318%
58 13.372 982 983 985 rvv 37925 53935 2.12% 0.179%
59 13.406 985 986 988 rVB 47717 48561 1.91% 0.162%
60 13.566 998 1000 1002 rBV3 29085 65061 2.56% 0.216%
61 13.692 1009 1011 1014 rVB 56381 64042 2.52% 0.213%

62 13.806 1018 1021 1022 rBV2 58981 115233 4_.53% 0.383%
63 13.898 1027 1029 1034 rVB2 239956 325449 12.80% 1.082%
64 14.058 1039 1043 1049 rBV3 604867 1303332 51.26% 4 _335%
65 14.447 1074 1077 1078 rBV 56105 95169 3.74% 0.317%

66 14.481 1078 1080 1081 rBVZ2 29863 33608 1.32% 0.112%
67 14.538 1081 1085 1086 rBV3 67102 146649 5.77% 0.488%
68 14.972 1120 1123 1125 rBV 211641 254279 10.00% 0.846%
69 15.087 1130 1133 1137 rBV 229951 459669 18.08% 1.529%
70 15.155 1137 1139 1140 rVV 128042 135700 5.34% 0.451%

71 15.189 1140 1142 1147 rVB 226453 361082 14.20% 1.201%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 15.384 1157 1159 1162 rVB 132087 160418 6.31% 0.534%
73 15.441 1162 1164 1167 rBV 141011 203666 8.01% 0.677%
74 15.509 1167 1170 1176 rVB 358888 557140 21.91% 1.853%
75 15.727 1186 1189 1192 rVB 158210 216228 8.50% 0.719%

76 15.955 1206 1209 1211 rVB 51375 85267 3.35% 0.284%
77 16.012 1211 1214 1218 rBV3 99259 218534 8.60% 0.727%
78 16.732 1274 1277 1280 rBV2 57753 120928 4.76% 0.402%
79 16.938 1292 1295 1300 rVB2 53035 123947 4._.88% 0.412%
80 17.018 1300 1302 1306 rVB 29988 63988 2.52% 0.213%

81 17.121 1308 1311 1313 rBV2 31855 72822 2.86% 0.242%
82 17.361 1330 1332 1339 rVB 56240 131980 5.19% 0.439%

83 17.498 1341 1344 1351 rBVS 31372 117786 4.63% 0.392%
84 18.493 1427 1431 1438 rVB5 34777 127022 5.00% 0.422%

Sum of corrected areas: 30065054
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF100515\
BF082059.D
5 Oct 2015 22:29
umziz
G3891-02

16 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092815._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NISTO2.L
LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF082059.D
6.65

7.04

5.49 6.51

5.07
6.88

.71

7.45

-

8.17

05 =—
Time-->

2.50

3.00 3.50

4.00 4.50

5.00 5.50

6.00 6.50

7.00

7.50

8.00 8.50

Abundance
2500000

2000000

1500000

1000000

500000

8

TIC: BF082059.D
9|25

13.01

10.72

11.42
9.65

s ||__sdos

Lso 1305719, 8%1 aalil;g :

~ DAL\ 2D
|||||||| T 1 T T T T | T T 17T LA S

(O
Time-->

9 00 9. 50 10 00 13.00 13.50

10 50 11. OO 11.50 12.00 12.50

14.00

14.50

Abundance
2500000

2000000

1500000

1000000

500000L5;19

TIC: BF082059.D

15.51

5615344 15.73

18%81

16.736,94721217.36.50 18.49

O+
Time-->

19.50

20.00

18.00 18.50 19.00

17.00 17.50

15.50 16.00 16.50

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 3

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

5.07 44 _31 ng 1273000 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 257 (5.074 min): BF082059.D (-254) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 ——
4.80 5.00 5.20 5.40
i i B 690 3L | "m/z 59.10 66.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U LS R LU
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 20.94%
21.0 350, | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 5.00 520 540
5000 m/z 58.10 16.97%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- L B i maa
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.34%
5000 41.0
31.0
69.0 87.0
15.0 ‘J LI stop] ‘ 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1

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

6.65 80.89 ng 2324060 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 395 (6.651 min): BF082059.D (-392) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 IR S RS L
401 541 | 6.40 6.60 6.80 7.00
et 78| 2081 W hz 68.10  39.17%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U IS I R
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.33%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.84%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A\
Abundance #13916: Benzene, 1,3,5-trifluoro- R B Eamae o
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.81%
5000
63.0 81.0
310 500 1l . | ‘\ 92010-}011%0 |
mz> % 4 B 8 8 80 100 10 130 10 10 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.70 ng 134579 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 760 (10.823 min): BF082059.D (-759) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 169.1 10.60 10.80 11.00 11.20
el bt A e M7z 43.10 66 04%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #45544: Tridecane
57.0
5000 LRI BN SR UL B
85.0 10 60 10 80 11. oo 11. 20
29.0 m/z 71.10 59 .54Y%
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance
57.0
"' 10:60 10.80 11.00 11.20
5000 85.0 m/z 85.10 38.98%
113.0 154.0

183.0211.0239.0  281.0

AU A R A AR LA LA SRS LA SARAN RARAN LA SARAS SRR SARA SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane R B
57.0 10.60 10.80 11.00 11.20
m/z 41.10 30.14%

5000 85.0

29.0

h | 1130141.0160.0 197.0 225.0253.0 281.0309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 8.11 ng 404086 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 858 (11.943 min): BF082059.D (-856) (-) m/z 73.10 100.00%

431 | 731

192.1

5000

—

11.60 11.80 12.00 12.20
m/z 60.00 94.82%

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 LA LI L L L L LB L L |

11.60 11.80 12.00 12.20
m/z 43.10 89.90%

97.0 129.0 256.0
[ \ H At 1 152.00710 10402139 237.0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
AR e
11.60 11.80 12.00 12.20
5000 m/z 57.10 78.63%
96.0 165.0
63.0 115.0 139.0
R R A B e R AR B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid A R
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 73.48%
5000 129.0 4vﬁ~fgk-Aﬁ~J\\“dx__~—_¢v
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\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Anthracene, 9-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.96 ng 197404 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 60
2 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 55
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 53
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 52
5 1a,9b-Dihydro-1H-cyclopropa[aljan... 192 C15H12 006109-24-6 49
Abundance Scan 865 (12.023 min): BF082059.D (-863) (-) m/z 192.10 100.00%
19
5000
11.80 12.00 12.20 12.40
mol Rl 2081 | 7z 189.10  72.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50608: Anthracene, 9-methyl-
192.0
5000
11.80 12.00 12.20 12.40
m/z 191.10 69.24%
9.0 165.0
300 630 800 | 1150 1390 7 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11,80 12.00 12.20 12.40
5000 m/z 190.10 65.01%
165.0
28.0 440 63.0 %0 1150 139.0
mz-> 20 40 60 80 100 120 140 160 180 200 e
Abundance #50617: Anthracene, 1-methyl- R B B
192.0 11.80 12.00 12.20 12.40
m/z 165.10 19.38%
5000
82.0 165.0
18.0 390 630 | 9801150 1390 | Al
m/z--> 20 40 60 80 100 120 140 160 180 200 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Trichloroacetic acid, hexad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.90 4.99 ng 325449 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 81
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 81
3 17-Pentatriacontene 491 C35H70 006971-40-0 74
4 1-Docosene 308 C22H44 001599-67-3 70
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 70
Abundance Scan 1029 (13.898 min): BF082059.D (-1027) (-) m/z 57.10 100.00%
51.1
5000 ,NvAA_,A_,v,JA\_/¥,,\/LW/~V
|13.60 13.80 14.00 14.20
— m/z 43.10 78.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 LN UL SULRLE BRI SRR
anmmmmm
250 m/z 55.10 76.35%
i \‘ \\‘\ HHhIh ‘..?‘9.6{(.)...|....|....|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
43.0
|13.60 13.80 14.00 14.20
5000 83.0 m/z 83.10 75.64%
1250 00 210.0 252.0
m/z--> éo 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance #168066: 17-Pentatriacontene R EEmEs ma
43.0 13.60 13.80 14.00 14.20
m/z 97.10 66.48%
5000 83.0 AF'*,vv_ﬁ_—-JA\\_N\ﬂpﬂ/\FJ\¢
‘ M J‘ 1250 1670 2100 267.0307.0 490.0
m/z--> éo 160 1%0 260 2%0 360 3éo 460 4éo ' 1360 1380 1400 1450 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknownl4.54 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

14 .54 2.25 ng 146649 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.6-Dimethvl-4-phenvl-3-cvanopvr... 240 C14H12N2S 094639-18-6 49
2 2-Propen-1-one. 1-(2-hvdroxvphen... 240 C15H1203 013323-66-5 47
3 Benzenamine. 4-(6-methvl-2-benzo... 240 C14H12N2S 000092-36-4 30
4 Iron. (.eta.5-2.4-cvclopentadien... 240 C14H16Fe 033039-67-7 25
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 25

Abundance Scan 1085 (14.538 min): BF082059.D (-1081) (-) m/z 240.10 100.00%

240.1

5000

154.1 182.2 212.2 . 316.2 14.20 14.40 14.60 14.80
m/z 239.10 83.97%

125.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82238: 5,6-Dimethyl-4-phenyl-3-cyanopyridine-2(1H)-thione
240.0
5000 TT IIIIIIIIIIII IIIIII

14.20 14.40 14.60 14.80
m/z 55.10 81.65%

39.0 77.0 112014?0 1790 21“20 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
240.0
R e A
14.20 14.40 14.60 14.80
5000 m/z 57.10 80.96%
121.0
43.0 147.0
93.0
61.0 1780 211.0
RN R N S RS SN SRR LA LARAN RARAS LARAE BRLSE SRS AR SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82235: Benzenamine, 4-(6-methyl-2-benzothiazolyl)- B e
240.0 14.20 14.40 14.60 14.80
m/z 97.10 67.00%
5000
121.0
77.0
39.0 I ‘\ 148.0 180.0 207.0 |
A e e e e e R e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknownl14.97 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.97 9.13 ng 254279 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 Tetracosanal 352 C24H480 057866-08-7 86
Abundance Scan 1123 (14.972 min): BF082059.D (-1120) (-) m/z 57.10 100.00%
57.1
96.1
5000
NI U DAL BN I
152.1 14.60 14.80 15.00 15.20
o ll.ll. i 180.1210.123622641 | 33333624 /7 82.10  81.57%
m/z--> 50 100 150 200 250 300 350
Abundance #105307: 1,19-Eicosadiene
55.0
5000 82.0 U S B BRI U B
14. 60 14. 80 15. oo 15.20
k m/z 43.10  80.07%
ZT}OM I Hu \h ‘“138 0 18002080 25002780
m/z--> 55 100 150 260 250 360 3éo
Abundance
43.0 820
14,60 14.80 15.00 15.20
5000 m/z 55.10 61.79%
109.0
138.0166.0 208.0 250.0
m/z--> o ' B "160" "150" "200" "250" "300" "350"
Abundance #99446: Octadecanal LA L L L L L L B
14.60 14.80 15.00 15.20
m/z 96.10 60.34%
5000 —/xA_AynﬁfnleALNNvf/\\‘A\-F
100
H\ 1380166.0104.02220"°
miz--> 150 2(')0 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.16 4.87 ng 135700 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 80
Abundance Scan 1139 (15.155 min): BF082059.D (-1137) (-) m/z 57.10 100.00%
57.1
1311 268.1 14.80 15.00 15.20 15.40
0...|, bk eo1107.2 23817 w282 m/z 71.10 64.62%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57.0
5000 85.0 U B DA BN B B
mmmmmmmm
m/z 43.10 55.32%
290‘ 113.0
I H\ Il u‘ I : ‘\14:\['0\16‘9'0197'0225'0 26\80
m/z--> 50 160 150 200 250 300 3%0
Abundance
57.0
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 48 .22%
29.0
113014101690 219053900660 309.0
m/z--> 55 160 150 200 250 360 3%0
Abundance #147096: Docosane, 9-butyl- B B e R D
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.61%
5000 85.0 \w\,\vah~AJkav\~Aﬁdv\,
_ ‘ .‘- Ll L‘I”f?\:!'ﬂ'jlo 9202110 25302800392 0357.0365,0 I
m/z--> 50 100 150 200 250 300 350 14. 80 15. oo 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 E-7-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.19 12.96 ng 361082 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 91
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 83
3 Benzolklfluoranthene 252 C20H12 000207-08-9 64
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 58
5 1-Heptadecanol 256 C17H360 001454-85-9 53
Abundance Scan 1142 (15.189 min): BF082059.D (-1140) (-) m/z 83.10 100.00%
5.1 83.1 252.1 ﬂ-fW\Akquk¥w\h~vJN~
111.1
5000
139.1 0 15.00 1520 1540 15.60
196.1 224.1 3292 14.80 15.00 15.20 15.40 15.60
ereethe b b g L) 17011961 2200 Y 2842 m/z 97.10 97.98%
m>mmmmmmmmmmmmmmmm
Abundance #89784: E-7-Octadecene
43.0
69.0
5000 I SRR DA BN B
14. 80 15. oo 15 20 15. 40 15. 60
m/z 55.10 97 .56%
il 154.0 182.0 224.0
m>%mmmmmmmmmmmmmmm
Abundance
55.0
830 NI AU SRR B B
14.80 15.00 15.20 15.40 15.60
5000 m/z 252.10 96.19%
29.0
111.0
139.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89823: Benzo[K]fluoranthene
252.0 14.80 15.00 15.20 15.40 15.60
m/z 69.10 87.59%
126.0
74.0 99.0, | 20002240 M
m/z--> 2'0 4'0 6|0 80 1(')0 12'0 140 160 180 200 220 240 260 280 3(')0 350 ! 14. 80 15. oo 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.73 7.76 ng 216228 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Tetradecanal 212 C14H280 000124-25-4 86
4 1.19-Eicosadiene 278 C20H38 014811-95-1 81
5 Oleyl Alcohol 268 C18H360 000143-28-2 78
Abundance Scan 1189 (15.727 min): BF082059.D (-1186) (-) m/z 57.10 100.00%
57.1
5000 \\ﬁa\wxj\jv\\/\b\kvj\/\\\vf\
266.1 15.40 15.60 15.80 16.00
168.2 207.1236.1 301.2330.1 365.3 n/z 43.10 79 249
m/z--> 50 100 150 200 250 300 350
Abundance #99445: Octadecanal
43.0
82.0
5000 LR B BB BN SULRLE
mmmmmmmm
1 m/z 82.10 78.94%
150, | JH‘HHL‘ﬂ3§01660194022202500
m/z--> 50 160 150 200 2éo 360 3%0
Abundance
82.0
3.0 15.40 15.60 15.80 16.00
5000 m/z 96.10 57.74%
110.0
15.0 13801660 211.0 250.0
m/z--> 56 160 1éo 260 250 300 3%0
Abundance #64479: Tetradecanal LI L B L B
57.0 15.40 15.60 15.80 16.00
m/z 55.10 55.67%
20 20 1 Mm\j\vw/\\%
l i h”’f‘i 1680
miz--> 50 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.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 14 Pentadecane, 8-heptyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.96 3.06 ng 85267 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
2 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 80
3 Nonacosane 408 C29H60 000630-03-5 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Heneicosane 296 C21H44 000629-94-7 76
Abundance Scan 1209 (15.955 min): BF082059.D (-1206) (-) m/z 57.10 100.00%
57.1
5000
991 15.60 15.80 16.00 16.20
41.1 1832 222.1 280.1 . : . : .
...,‘...." L4l sz 222 2801 S22 0 Tw/z 71.10  61.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 R AR SR R UM B
15.60 15.80 16.00 16.20
99.0 m/z 43.10 47 .90%
7O L L M0 00™ 00 om0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.10 45_.81%
990 1410 1810?1041 9
mz-> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane e e R &
57.0 15.60 15.80 16.00 16.20
m/z 55.10 18.15%
o MAAV\A]\\M\N
99.
270 | | | Jj 141.0 1830 2250 267.0 309.0 351.0  408.0
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 13-Tetradecen-1-ol acetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.01 7.84 ng 218534 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 90
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 90
3 1-Hexadecene 224 C16H32 000629-73-2 83
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 60
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 55

Abundance Scan 1214 (16.012 min): BF082059.D (-1211) (-) m/z 57.10 100.00%

57.1 83.1
5000 .

207.1231.2 2781 326.2 15.60 15.80 16.00 16.20 16.40
m/z 83.10 97.44%

168.1

T I TTTT | T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90869: 13-Tetradecen-1-ol acetate

43.0

-

83.0

15.60 15.80 16.00 16.20 16.40
m/z 55.10 81.31%

5000

139.0 167.0194.0 224.0 254.0
rrrrrr P

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

F

55.0

83.0 15.60 15.80 16.00 16.20 16.40
5000 m/z 97.10 79.95%

29.0 111.0
139.0 167.0 196.0 223.0 252.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72486: 1-Hexadecene A EREEEEEES A
43.0 15.60 15.80 16.00 16.20 16.40

m/z 43.10 74 .45%

i

83.0
5000

?

139.0 168.0 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 60 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1,19-Eicosadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.73 4.34 ng 120928 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 93
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 86
3 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 59
4 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 53
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 52
Abundance Scan 1277 (16.732 min): BF082059.D (-1274) (-) m/z 57.10 100.00%

1
82.1

5000

2o 16.40 16.60 16.80 17.00
330.2 : : : ;

m/z 82.10 77 .55%

37.1 180.1 213.1 261.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105307: 1,19-Eicosadiene
55.0
5000 82.0 MMM
29.0 16. 40 16. 60 16. 80 17.00
’ m/z 43.10 69.70%
|| \“ ‘u | m “‘13?0 180.0 2080 2500 278.0

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

%

43.0 82.0

16.40 16.60 16.80 17.00
5000 m/z 55.10 52.27%

110.0
1380 166.0 1940  236.0 264.0
mm@ﬂ‘mmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131943: 2-Octadecyl-propane-1,3-diol AR A B
43.0 16.40 16.60 16.80 17.00
m/z 83.10 49.34%

5000

280.0

| 139.0 167.0 195.0 222.0 252.0 310.0
RARAREES

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 40 16. 60 16. 80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknownl17.02 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.02 2.30 ng 63988 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 49
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 47
3 Triacontane 422 C30H62 000638-68-6 47
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 47
5 Tetracontane 563 C40H82 004181-95-7 47
Abundance Scan 1302 (17.018 min): BF082059.D (-1300) (-) m/z 57.10 100.00%
57.1
5000 ”’\»J/\va\,~/\u/\v\v~VAAwﬂn
127.1 278.1 LU B S B
l| 211.1 320.1 16.60 16.80 17.00 17.20 17.40
S Jlll.ll.l '“'“'lI.||..!.,....,....,....,....,....,.... m/z 71.10 55 _60%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172959: Tetratetracontane
57.0
5000 A PR BB UL B
mmmmﬂmﬂmﬂm
m/z 43.10 46.66%
13.0
| L \]ﬂ || 169.0 25303090 3790  477.0533.0 618.0

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

¢

Abundance
57.0
e
16.60 16.80 17.00 17.20 17.40
5000 m/z 85.10 46 .58%
1130 1690 2530
R R o e R Ema
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #160627: Triacontane I RmmaEma s e
57.0 16.60 16.80 17.00 17.20 17.40
m/z 278.15 24 .29%
5000
13.0
169.0
s mo sy w0 ) UV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 60 16. 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1,2:7,8-Dibenzophenanthrene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.12 2.61 ng 72822 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2:7.8-Dibenzophenanthrene 278 C22H14 000213-46-7 64
2 1H-1.4-Benzodiazepine-2.5-dione.... 278 C17H14N202 031965-37-4 50
3 Pentacene 278 C22H14 000135-48-8 50
4 Benzolblchryvsene 278 C22H14 000214-17-5 50
5 Benzo[b]triphenylene 278 C22H14 000215-58-7 45

Abundance Scan 1311 (17.121 min): BF082059.D (-1308) (-) m/z 278.10 100.00%

278.1

5000

-

328.1 16.80 17.00 17.20 17.40
m/z 57.10 80.58%

195.2 225.1249.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105341: 1,2:7,8-Dibenzophenanthrene
278.0
5000 LA L L L L L LB L |

16.80 17.00 17.20 17.40
m/z 43.10 63.13%

39.0 63.0 87.0 113.0139.0163.0187.0 224.0250.0

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

i

Abundance
116.0 2210 278.0
16.80 17.00 17.20 17.40
5000 83.0 2480 m/z 83.10 57.55%
146.0 JW
189.0

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

Abundance #105323: Pentacene R e R RR B
278.0 16.80 17.00 17.20 17.40
m/z 97.10 56.29%
= M
139.0
28.0 55.0 82.0 113.0 \ 1Bommmmwm0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082059.D

Aca On : 5 0Oct 2015 22:29

Operator : UM/I1Z

Sample : 63891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 20 unknownl18.49 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.49 4.56 ng 127022 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cobalt. .eta.<4>-1.5-cvclooctadi... 290 C15H19Co002 092468-04-7 46
2 10-Cvclohexvl-2.3-dihvdro-1H-pvr... 290 C20H22N2 157056-89-8 27
3 Androstan-3-one. 17-hvdroxv-. (5... 290 C19H3002 000571-22-2 18
4 1.1-Dimethvl-2.5-diphenvl-3-ethv... 290 C20H22Si 149456-77-9 18
5 2-Naphthol, 1-(2,4,6-trimethylph... 290 C19H18N20 088423-71-6 14

Abundance Scan 1431 (18.493 min): BF082059.D (-1427) (-) m/z 124.10 100.00%

1 29

5000

155.1 187.1
18.20 18.40 18.60 18.80
m/z 290.20 94 .68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #111946: Cobalt, .eta.<4>-1,5-cyclooctadiene-.eta.<5>-carb...
124.0
290.0
59.0

5000 lllllllllllllllllll
1540 229.0 18.20 18,40 18.60 18.80
260.0 m/z 43.10 72 .40%
98.0 182.0
27.0 ‘
.PLNHHHHWNW.J. .”.ﬁ”.nzhu.ﬂlHHMJ.””.HWHH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
290.0
41.0 R B A mme
18.20 18.40 18.60 18.80
5000 m/z 55.10 61.20%
770 110.0 205.0 233.0
' 151.0 179.0 250.0
mwmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #112264: Androstan-3-one, 17-hydroxy-, (5.beta.,17.beta.)- R B A mme
55.0 18.20 18.40 18.60 18.80
m/z 57.10 60.83%
290.0
5000 290
‘ 161 O 220.0 247 0
133 0 l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 20 18 40 18 60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100515\
Data File : BF082059.D

Acq On : 5 0Oct 2015 22:29

Operator : UM/1Z

Sample - G3891-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.07 44 .3 ng 1273000 1 6.88 574652 20.0
unknown6 .65 6.65 80.9 ng 2324060 1 6.88 574652 20.0
Tridecane 10.82 2.7 ng 134579 4 11.42 996784 20.0
n-Hexadecanoic acid 11.94 8.1 ng 404086 4 11.42 996784 20.0
Anthracene, 9-met... 12.02 4.0 ng 197404 4 11.42 996784 20.0
Trichloroacetic a... 13.90 5.0 ng 325449 5 14.06 1303330 20.0
unknownl14 .54 14 .54 2.3 ng 146649 5 14.06 1303330 20.0
unknownl14 .97 14 .97 9.1 ng 254279 6 15.51 557140 20.0
Nonadecane 15.16 4.9 ng 135700 6 15.51 557140 20.0
E-7-Octadecene 15.19 13.0 ng 361082 6 15.51 557140 20.0
Octadecanal 15.73 7.8 ng 216228 6 15.51 557140 20.0
Pentadecane, 8-he... 15.96 3.1 ng 85267 6 15.51 557140 20.0
13-Tetradecen-1-o0... 16.01 7.8 ng 218534 6 15.51 557140 20.0
1,19-Eicosadiene 16.73 4.3 ng 120928 6 15.51 557140 20.0
unknownl17.02 17.02 2.3 ng 63988 6 15.51 557140 20.0
1,2:7,8-Dibenzoph... 17.12 2.6 ng 72822 6 15.51 557140 20.0
unknown18.49 18.49 4.6 ng 127022 6 15.51 557140 20.0
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