LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 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-BF110715.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.024 254 257 260 rBY 1831442 2521826 54.18% 3.274%
2 5.447 291 294 297 rBVY 3857656 4626845 99.40% 6.007%
3 6.476 381 384 387 rVB 4169091 4632080 99.51% 6.013%
4 6.613 393 396 399 rBY 5043714 4654761 100.00% 6.043%
5 6.842 414 416 419 rBV 1350809 1527096 32.81% 1.982%
6 7.002 428 430 433 rVB 3736511 3356862 72.12% 4 .358%
7 7.402 462 465 468 rBVY 2206955 3188340 68.50% 4_.139%
8 7.504 472 474 479 rBvV2 54622 80951 1.74% 0.105%
9 8.133 526 529 531 rBVY 2438626 2147566 46.14% 2.788%
10 9.093 606 613 615 rBV 60668 81900 1.76% 0.106%

11 9.207 621 623 626 rVB 3772256 4346836 93.38% 5.643%
12 9.550 649 653 655 rBv3 31744 56422 1.21% 0.073%
13 9.607 655 658 660 rvv 1774012 1562623 33.57% 2.029%
14 9.882 680 682 684 rBVY 1738702 2364747 50.80% 3.070%
15 9.916 684 685 688 rvB 212164 172841 3.71% 0.224%

16 10.088 698 700 702 rVB 60079 56958 1.22% 0.074%
17 10.305 716 719 720 rBV 118622 107463 2.31% 0.140%
18 10.430 729 730 733 rVB2 166217 163150 3.51% 0.212%
19 10.499 733 736 739 rBvV2 37030 75642 1.63% 0.098%
20 10.556 739 741 743 rBV3 48681 80881 1.74% 0.105%

21 10.670 748 751 754 rBV 3351491 3184537 68.41% 4._.134%
22 10.808 761 763 766 rVB 98084 167259 3.59% 0.217%
23 10.979 775 778 779 rBV 49511 72006 1.55% 0.093%
24 11.253 800 802 807 rVB2 143694 246213 5.29% 0.320%
25 11.368 810 812 813 rVV 2769290 2458471 52.82% 3.192%

26 11.436 816 818 820 rVB 281631 366714 7.88% 0.476%
27 11.596 829 832 834 rBV 85098 98155 2.11% 0.127%
28 11.676 837 839 843 rvB2 75285 106367 2.29% 0.138%
29 11.871 853 856 857 rBV 189745 187271 4.02% 0.243%
30 11.905 857 859 861 rvv2 241320 394536 8.48% 0.512%

31 11.939 861 862 864 rvVv 95518 117244 2.52% 0.152%
32 11.985 864 866 870 rvVv 242669 422083 9.07% 0.548%
33 12.076 872 874 876 rvv3 142680 212563 4._.57% 0.276%
34 12.122 876 878 880 rvv2 157596 181756 3.90% 0.236%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 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-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.168 880 882 885 rvB2 134340 188192 4._.04% 0.244%

36 12.236 885 888 891 rBvV 313837 430947 9.26% 0.559%
37 12.316 894 895 897 rvv 283806 298360 6.41% 0.387%
38 12.419 901 904 905 rBV 76046 94284 2.03% 0.122%
39 12.454 905 907 910 rvB2 245090 324845 6.98% 0.422%
40 12.579 916 918 920 rBV 1594376 1433185 30.79% 1.861%

41 12.625 920 922 924 rVV 2551006 3061065 65.76% 3.974%
42 12.682 924 927 930 rvv4 149468 289885 6.23% 0.376%
43 12.728 930 931 935 rvv2 53825 102672 2.21% 0.133%
44 12.808 935 938 940 rVvVv 1259087 1762233 37.86% 2.288%
45 12.865 940 943 946 rVB3 82507 137147 2.95% 0.178%

46 12.922 946 948 949 rBV 90555 98163 2.11% 0.127%
47 12.956 949 951 953 rVB 4167097 3837600 82.44% 4.982%
48 13.025 953 957 961 rVB3 77597 163075 3.50% 0.212%
49 13.094 961 963 965 rBV 446551 461747 9.92% 0.599%
50 13.139 965 967 968 rVvB2 166604 212995 4._.58% 0.277%

51 13.196 968 972 974 rBV 258407 339434 7.29% 0.441%
52 13.242 974 976 977 rBV 82947 120007 2.58% 0.156%
53 13.356 985 986 988 rBV 59638 70650 1.52% 0.092%
54 13.436 990 993 996 rVB5 26118 59026 1.27% 0.077%
55 13.494 996 998 1000 rBV 238089 227164 4._.88% 0.295%

56 13.551 1000 1003 1007 rVB2 312007 489188 10.51% 0.635%
57 13.608 1007 1008 1011 rBV2 139439 175363 3.77% 0.228%
58 13.745 1017 1020 1021 rBV2 170882 230995 4._.96% 0.300%
59 13.768 1021 1022 1027 rVVv4 734919 1013091 21.76% 1.315%
60 13.871 1029 1031 1034 rVV 530626 678569 14.58% 0.881%

61 13.916 1034 1035 1037 rVB2 133559 145514 3.13% 0.189%
62 13.962 1037 1039 1040 rBV 126631 179619 3.86% 0.233%
63 13.997 1040 1042 1047 rVV2 1979318 3163574 67.96% 4.107%
64 14.111 1048 1052 1053 rVB 91483 140294 3.01% 0.182%
65 14.191 1053 1059 1061 rBV5 104628 241195 5.18% 0.313%

66 14.317 1067 1070 1072 rVB3 78945 118364 2.54% 0.154%
67 14.385 1074 1076 1078 rBV 85654 115121 2.47% 0.149%
68 14.499 1083 1086 1088 rBV 957244 1467941 31.54% 1.906%
69 14.682 1100 1102 1108 rBV5 60398 112333 2.41% 0.146%
70 14.797 1108 1112 1115 rBV3 74120 147099 3.16% 0.191%

71 14.865 1116 1118 1122 rVB 48720 75510 1.62% 0.098%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 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-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.934 1122 1124 1128 rVB3 118289 165466 3.55% 0.215%
73 15.025 1128 1132 1138 rBV 254967 611570 13.14% 0.794%
74 15.117 1138 1140 1143 rBVY 1103601 1476431 31.72% 1.917%
75 15.197 1146 1147 1151 rVB3 35451 58356 1.25% 0.076%

76 15.311 1155 1157 1159 rVB 132204 169872 3.65% 0.221%
77 15.368 1159 1162 1165 rBV 202064 253905 5.45% 0.330%
78 15.425 1165 1167 1170 rBV 1168576 1631252 35.04% 2.118%
79 15.677 1187 1189 1193 rVB 153290 206995 4.45% 0.269%
80 15.905 1206 1209 1211 rBV 91532 157326 3.38% 0.204%

81 15.951 1211 1213 1217 rVV2 63798 146743 3.15% 0.191%
82 16.122 1226 1228 1233 rVB6 29459 67258 1.44% 0.087%
83 16.385 1247 1251 1254 rBV3 19068 55185 1.19% 0.072%
84 16.660 1270 1275 1278 rBV2 114840 237118 5.09% 0.308%
85 16.808 1285 1288 1291 rVB2 69927 130592 2.81% 0.170%

86 16.968 1298 1302 1305 rBV3 21438 66596 1.43% 0.086%
87 17.037 1305 1308 1313 rVV5 24098 81785 1.76% 0.106%
88 17.231 1320 1325 1332 rVB2 143599 376942 8.10% 0.489%
89 17.403 1334 1340 1344 rVV6 103954 404564 8.69% 0.525%
90 17.471 1344 1346 1352 rVV5 89044 209836 4_.51% 0.272%

91 17.597 1352 1357 1360 rVvVv 412166 988338 21.23% 1.283%
92 17.654 1360 1362 1368 rVB 203643 436409 9.38% 0.567%
93 17.825 1374 1377 1381 rBvV4 55941 171320 3.68% 0.222%
94 17.928 1381 1386 1390 rVB2 191454 513143 11.02% 0.666%
95 18.157 1401 1406 1415 rBV 587412 1718283 36.91% 2.231%

96 18.500 1432 1436 1444 rVB4 26130 83832 1.80% 0.109%

97 18.740 1453 1457 1461 rBv4 28112 79645 1.71% 0.103%

98 19.186 1493 1496 1500 rBV5 19528 56416 1.21% 0.073%

99 19.346 1503 1510 1515 rBV3 46354 180823 3.88% 0.235%

100 21.289 1677 1680 1686 rVB8 16652 65924 1.42% 0.086%
Sum of corrected areas: 77029336
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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:\HPCHEMI\BNA F\DATA\BF110815\

BF082797.D

7 Nov 2015 8:38

umsiz

G4246-01

35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082797.D
5000000 6le1
6.48]
4000000 5.45 7.00
3000000
8.13
7.40
2000000 5.02
6.84
1000000
7.50
O e T L e e e e e o L e o e B L B e e e e B LA e B e e o L
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
Abundance TIC: BF082797.D
5000000
12.96
4000000 9.21
10.67
3000000 11.37
2000000
1000000
9.0 5 i 10. 9 .
04 . ol A o L N o
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082797.D
5000000
4000000
3000000
2000000
12 15.43
1000000
, 17.760 9318.16
i 1268150955 121,30 16.66.amppd 7 20020 7 ¥ 18.5018.74  19.19.35 21.29
T T T T = —— e = i B o o Lo e S S B S I B
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

5.02 33.03 ng 2521830 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 257 (5.024 min): BF082797.D (-254) (-) m/z 43.05 100.00%
a3
59
5000
ot 460 480 500 520 540
o..w..”,.”.,”??m..w??u,”??“.?ﬁ??”,.”:J”..“ m/z 59.10 60.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I RS LS AL

460 4.80 5.00 520 5.40
59 m/z 101.10 18.28%

101
0 21 37 | 53 ‘ 67 77 83 91
R L e e LA B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
L e
57 460 4.80 500 5.20 5.40
5000 m/z 58.10 15.57%
29 101
o 15 37 51 73 83 95
LA s B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e EAas maam TR
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.14%
5000 41
31
| T
0...,.%?.,...M,....M:t..,??uk,....h....,....,...gﬁ....,. e WS,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.61 Concentration Rank 1

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

6.61 60.96 ng 4654760 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 396 (6.613 min): BF082797.D (-393) (-) m/z 132.10 100.00%
132
68
5000
54 ‘ 75 104 620 640 6.60 6.80 7.00
0 .,....,....'I'!.‘.‘? RS VPR -1 S A - SN [| N m/z 68.10 52.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR L L UL R
620 6.40 6.60 6.80 7.00
78 m/z 134.10 33.33%
31 a4 51
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68
620 640 6.60 6.80 7.00
5000 m/z 66.10 32.59%
96
40
0 'I"?TI""I"%?I'éé'l'"'I""?}"g?""l""l'"'I""I""I"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.38%
117
5000
39 91
51 65
S N 7SS
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.21 ng 394536 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 41
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 38
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 38
Abundance Scan 859 (11.905 min): BF082797.D (-857) (-) m/z 73.10 100.00%
43 60 7B 192
5000
11.60 11.80 12.00 12.20
0! m/z 192.10 95.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .o
5000
11.60 11.80 12.00 12.20
m/z 60.10 85.18%
. I “ “ \H 8 ;151%9143157171185199213227239 2?6
m/z--> 25 Jo 80 160 120 150 1éo 180 200 220 240 260
Abundance
192
11'60 11.80 12.00 12.20
5000 m/z 43.10 84 .15%
96 165
. 63 83 115 139152
m/z--> 25 Jo eb éo 160 150 150 1éo 180 200 220 240 2éo
Abundance #65562: Tridecanoic acid R e RS R
43 00 78 11.60 11.80 12.00 12.20
m/z 57.10 72.80%
5000 -
‘ 129 - 14
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\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.98 3.43 ng 422083 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 59
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 42
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 866 (11.985 min): BF082797.D (-864) (-) m/z 190.10 100.00%
190
5000
M
o 11.60 11.80 12.00 12.20
81 163 . . . .
ol 3050 68 8 | 113 128139150 95 a7e Jll) 204 7798970 95.93%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #49339: 4H-Cyclopenta[def]phenanthrene
190
5000
11.60 11.80 12.00 12.20
95 m/z 192.10 34 .56%
0 40 51 63 81 | 111122 137 150 163173 |
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
190
® 146 USRI AR R &
11.60 11.80 12.00 12.20
5000 82 m/z 191.10 31.21%
117
57
162
o3 69 92 107 | 130 172
mz-> 40 60 80 100 120 140 160 180 200
Abundance #49127: 2,3,5,6-Tetramethylterephthalaldehyde
3 190 11.60 11.80 12.00 12.20
m/z 187.10 20.27%
51 91
77
5000 65 115 133 161
105
AT
ol ‘\IH H \‘HI 'I‘H IIH‘IIII\III\IIII‘IIIIIII
m/z--> 40 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 18-Norabietane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.24 3.51 ng 430947 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 90
2 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 49
3 Lonaipinane. (E)- 206 C15H26 1000156-14-5 38
4 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 27
5 1H-Indole, 2-methoxy-3,5-dimethy... 247 C14H21NOSi 074367-60-5 15
Abundance Scan 888 (12.236 min): BF082797.D (-885) (-) m/z 109.10 100.00%

5000

12.00 12.20 12.40 12.60

01 m/z 95.10 66.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95827: 18-Norabietane
109
81 95
5000 55 262 LA L L L L L L L L
123 12.00 12.20 12.40 12.60
137 163 191 247 m/z 191.20 63.48%
. 150 | 178 | 204 2%°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
191
109
12.00 12.20 12.40 12.60
5000 82 g5 m/z 81.05 60.42%
136
57
123 162
R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60291: Longipinane, (E)- R R e L A
109 12.00 12.20 12.40 12.60
m/z 82.10 43.21%
41
5000 55 81 o5 124
2
1 71501§3177191 2?6
0f B = L A A oA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

8270-BF110715.M Mon Nov 09 18:13:56 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.45 2.64 ng 324845 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 78
2 trans. cis-2-Ethvilbicvclol4.4.01... 166 C12H22 066660-39-7 60
3 (-)-l1soaromadendrene-(V) 204 C15H24 1000156-14-3 53
4 cis. cis-3-Ethvlbicvclol4.4.01de... 166 C12H22 066660-42-2 53
5 Aciphyllene 204 C15H24 087745-31-1 50
Abundance Scan 907 (12.454 min): BF082797.D (-905) (-) m/z 95.05 100.00%
3 9 1
41 189
55 204
5000 109
257 N AR SRR S R
“ 161175 225 243 12.20 12.40 12.60 12.80
o m/z 81.10 98.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58907: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime...

12.20 12.40 12.60 12.80
m/z 137.20  90.76%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

81 137
166
e | %P 12.20 12.40 12.60 12.80
5000 m/z 93.10 62.16%
109
54 123

o et il e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58694: (-)-Isoaromadendrene-(V) Y AR W

12.20 12.40 12.60 12.80
m/z 69.10 60.70%

5000

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

8270-BF110715.M Mon Nov 09 18:13:58 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

13.09 2.92ng 461747  Chrysene-di2 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenanthrene. l-methvl-7-(1l-meth... 234 C18H18 000483-65-8 98
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 95
3 Phenanthrene. 2.4.5.7-tetramethvl- 234 C18H18 007396-38-5 58
4 6-Tert.butvl-2.3-dicvanonaphthalen 234 C16H14N2 032703-82-5 53
5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 47

Abundance Scan 963 (13.094 min): BF082797.D (-961) (-) m/z 219.15 100.00%

219
234
5000
204
189

12.80 13.00 13.20 13.40
63 76 89 102 117 139152165177
ol 3951 m/z 234.20 61.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78744: Phenanthrene, 1-methyl-7-(1-methylethyl)-
2

12.80 13.00 13.20 13.40
m/z 204.10 33.88%

102
oL 15 27 39 51 63 76 89 117 139152165177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
219 234

12.80 13.00 13.20 13.40

5000

5000 m/z 203.10 26.53%
204
89102 189
0 27 39 51 63 76 117 139152165177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78730: Phenanthrene, 2,4,5,7-tetramethyl-
234 12.80 13.00 13.20 13.40
219 m/z 202.10 21.44%
5000
204
101 189
0 63 76 % | 17 152165177 | H 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40

8270-BF110715.M Mon Nov 09 18:13:58 2015

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknownl3.55 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.55 3.09 ng 489188 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.3-Benzoxazine. octahvdro-2-... 230 C14H18N20 1000138-91-9 30
2 10H-Phenothiazine. 3-methoxv- 229 C13H11NOS 001771-19-3 22
3 2-(3-Fluorophenvl)-1.3-benzothia... 229 C13H8FNS 1000298-18-6 22
4 7-Chloro-2-phenazinamine 229 C12H8CIN3 023677-11-4 22
5 2H-1,3-Benzoxazine, octahydro-2-... 230 C14H18N20 1000138-91-8 22
Abundance Scan 1003 (13.551 min): BF082797.D (-1000) (-) m/z 229.15 100.00%
29
5000
311
051260 22 | ap7 13.20 13.40 13.60 13.80
0 m/z 107.10 42 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76331: 2H-1,3-Benzoxazine, octahydro-2-(phenylimino)-, cis-
229
119
5000{ 30 93 147
13.20 13.40 13.60 13.80
77 m/z 95.05 36.21%
54
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
229
13.20 13.40 13.60 13.80
5000 m/z 230.20 35.11%

186
45 77 93 115 154

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75662: 2-(3-Fluorophenyl)-1,3-benzothiazole
229 13.20 13.40 13.60 13.80
m/z 93.10 31.08%
5000 108
69
39
E T PUTUVRC TR - A GO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80

8270-BF110715.M Mon Nov 09 18:13:59 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 1R,4S,7S,11R-2,2,4,8-Tetram... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.77 6.40 ng 1013090 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 60
2 1.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 58
3 Aciphvllene 204 C15H24 087745-31-1 53
4 Humulane-1.6-dien-3-o0l 222 C15H260 1000140-23-1 27
5 (2R,4R)-p-Mentha-6,8-diene, 2-hy... 168 C10H1602 1000292-74-2 27
Abundance Scan 1022 (13.768 min): BF082797.D (-1021) (-) m/z 95.10 100.00%

5000

228y44 ogo 311326 13.40 13.60 13.80 14.00
Of m/z 109.10 66 .26%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #58778: 1R,4S,7S,11R-2,2,4,8-Tetramethyltricyclo[5.3.1.0(4...

5000
13.40 13.60 13.80 14.00

m/z 121.10 50.59%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95
161
13.40 13.60 13.80 14.00
5000 204 m/z 107.10 38.94%
41 79 121
o 57 145 || 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58628: Aciphyllene
95 13.40 13.60 13.80 14.00
0
YT g m/z 93.10 37.36%
5000
79
119
55 \ 205
o,nnm.ﬂphwnup
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

8270-BF110715.M Mon Nov 09 18:14:00 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Octadecane, l1-chloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.29 ng 678569 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 80
2 Dodecane 170 C12H26 000112-40-3 60
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 58
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 58
5 1-Octadecene 252 C18H36 000112-88-9 53
Abundance Scan 1031 (13.871 min): BF082797.D (-1029) (-) m/z 57.10 100.00%

5000

13.60 13.80 14.00 14.20

155

182197 225 258 281

0! m/z 43.10 70.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110991: Octadecane, 1-chloro-
57
43
5000 AR DR N AL A
85 Bmmmmmmm
m/z 71.10 64.61%
2 105
0 il u‘ ‘ “\‘ ‘ I \3\3‘ ! 161 189203 231 252 288
m/z--> 2|0 4|0 6|0 8|0 1(I)O 12|0 14|10 1é0 1E|30 ZCI)O 250 240 ZéO ZEIBO !
Abundance
43 57
13.60 13.80 14.00 14.20
5000 m/z 83.10 42 .58%

85

27
99 1279417 170

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester e I EEEEE R
57 13.60 13.80 14.00 14.20
43 g3 m/z 85.10 42.58%
5000
0 7 A 168 195210 238 283
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

8270-BF110715.M Mon Nov 09 18:14:01 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.50 9.28 ng 1467940 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 87
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1086 (14.499 min): BF082797.D (-1083) (-) m/z 57.10 100.00%
57
5000
% 14.20 14.40 14.60 14.80
41 - - - :
- ...j,..f.,..l??,???ﬁ?‘?.. 3 e | M/Z 7110 70.90%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #82606: Heptadecane
57
5000 AR RARER L RARRA R
14.20 14.40 14.60 14.80
m/z 43.10 60.02%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
~— )
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj
14.20 14.40 14.60 14.80
5000 m/z 85.10 54 .54%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
AR REREE BLREE B LR BEREY SRR LN B B B RN B
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane e
57 14.20 14.40 14.60 14.80
m/z 55.10 28.63%
5000
] 99
ol 26 |, 4 183 225 281 337 394
mz-> 0 50 1(')0 1&'30 200 250 300 350 400 450 500 550 600 1420 14.40 14.60 14.80

8270-BF110715.M Mon Nov 09 18:14:02 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Pentadecane, 8-heptyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.12 18.10 ng 1476430 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1140 (15.117 min): BF082797.D (-1138) (-) m/z 57.10 100.00%
57
5000 85 jk
113 14.80 15.00 15.20 15.40
141 252
o..3.,|.|-I |t 260 107 224 2P om0 ns7T 71,100 68.57%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 R SN U BN B
mmmmmmmm
29 m/z 43.10 58.88%
L M3 a4 160 10821 539 265 309
m/z--> 55 160 1éo 260 2%0 360 350
Abundance
57
14.80 15.00 15.20 1540
5000 85 m/z 85.10 47 .61%
113
L2 141 169 194211 239 267 205 323 352
m/z--> 55 160 1éo 260 2%0 300 3éo
Abundance #73970: Tridecane, 6-propy!- AT e
4 mmmmmmmm
71 m/z 55.10 21.90%
5000
} 99 126 154 183
ob— |".".‘.”." I‘JI‘\II [ |?2§| I e e e
m/z--> 50 100 150 200 250 300 350 1480 1500 1520 1540

8270-BF110715.M Mon Nov 09 18:14:02 2015

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 11-Dodecen-1-ol trifluoroac... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.66 2.91 ng 237118 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Dodecen-1-ol trifluoroacetate 280 C14H23F302 128792-46-1 59
2 1-Eicosvne 278 C20H38 000765-27-5 53
3 Eicosen-1-ol. cis-9- 296 C20H400 112248-30-3 52
4 1.19-Eicosadiene 278 C20H38 014811-95-1 52
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 47
Abundance Scan 1275 (16.660 min): BF082797.D (-1270) (-) m/z 57.10 100.00%
43 82
5000
51165 101 221 248 " 16.40 16.60 16.80 17.00
0 m/z 82.05 82.81%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105983: 11-Dodecen-1-ol trifluoroacetate
41 55
69
82
5000 IR BN BN BRI B
mmmmmmﬂm
110 m/z 43.10 77.83%
124138 166 280
0 151~ 179193 209 223 237 252265
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82 gg
&7 " 16.40 16.60 16.80 17.00
5000 m/z 83.10 60.91%
109
. 123138152166180194207222236250263277
m/z--> Jo eb éo 160 150 140 160 180 200 220 240 260 2éo
Abundance #115547: Eicosen-1-ol, cis-9- R B A B

16.40 16.60 16.80 17.00
m/z 96.10 58.57%

5

5000

110
124 138

%

278

152 166 180 194 208 222 236250
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16 60 16. 80 17. oo

8270-BF110715.M Mon Nov 09 18:14:08 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknownl7.23 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.23 4.62 ng 376942 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvI-3-phenvlpvridine 169 C12H11N 003256-89-1 30
2 Benzolahilpervlene 276 C22H12 000191-24-2 25
3 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 25
4 Pvridine. 3-(phenvimethv)- 169 C12H11N 000620-95-1 18
5 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 15

Abundance Scan 1325 (17.231 min): BF082797.D (-1320) (-) m/z 276.20 100.00%

168 216

5000

17.00 17.20 17.40 17.60

0 m/z 168.10 98.27%
m/z--> 50 100 150 200 250 300
Abundance #35492: 2-Methyl-3-phenylpyridine
168
5000 LI I L B L LB LB B BB

17.00 17.20 17.40 17.60
m/z 169.10 73.88%

51 77 102 127

bt L by o
m/z--> 50 100 150 200 250 300
Abundance
276
R o RN B
17.00 17.20 17.40 17.60
5000 m/z 145.10 53.14%
138
0 27 50 74 92 111 158 198 222 248
e e L e e e LA B e e e AL B e o o o e e e
m/z--> 50 100 150 200 250 300
Abundance #104308: Dibenzo[def,mno]chrysene
276 17.00 17.20 17.40 17.60
m/z 340.30 35.39%
5000
138
oL Al %5 78 93111 J” 155 198 222 248
m/z--> 50 100 150 200 250 300 17.00 17.20 17. 40 17.60

8270-BF110715.M Mon Nov 09 18:14:09 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl17.40 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.40 4.96 ng 404564 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 47
2 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 45
3 3-.beta.-Acetoxv-bisnor-allochol... 390 C24H3804 1000226-91-3 37
4 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 23
5 5._alpha.Androst-16-0l, 17-ethyli... 414 C27H4203 1000124-58-6 22
Abundance Scan 1340 (17.403 min): BF082797.D (-1334) (-) m/z 43.10 100.00%
48
69 107
5000 145
213
73 255 303 329 N
l b \ 381 414 17.00 17.20 17.40 17.60 17.80
0 ST 38 N I T N m/z 107.10 68.83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #165053: .beta.-Sitosterol acetate
43
5000 AR AR B BN B
ﬂ%ﬂ%ﬂ%ﬂmﬂ%
‘ 107 147 396 m/z 55.05 62.77%
ol ,\ \ I \\u H\M H\‘ Ll MH pT3 PO %5 215 34 | 428 456
m/z--> 150 200 250 300 350 400 450
Abundance
43
17.00 17.20 17.40 17.60 17.80
5000 m/z 57.10 62.10%
81 368
107
145 329 .
o 173 213 247 275 301
miz-> 50 100 150 200 250 300 350 400 450
Abundance #154179: 3-.beta.-Acetoxy-bisnor-allocholanic acid A RREEE RS E ST
43 17.00 17.20 17.40 17.60 17.80
m/z 69.10 61.00%
215 230
5000
93 147
275
Ollhl ‘“‘3'#.\{248 297{ |361|39|0||||||| R
m/z--> m 1m mo 200 250 mo m 400 450 1mmnmmmmmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 17 unknownl7.60 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.60 12.12 ng 988338 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.6.6.9.27.6".6".9"-0Octamethyl-I... 410 C30H50 1000189-48-2 35
2 5-Bromo-4-o0xo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 22
3 1-Hvdroxvmethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 22
4 Chromone. 3-methvl-7-nitro- 205 C10H7NO4 253668-57-4 22
5 Benzenamine, 3,5-bis(l,l1-dimethy... 205 C14H23N 002380-36-1 18
Abundance Scan 1357 (17.597 min): BF082797.D (-1352) (-) m/z 205.20 100.00%
109 S
5000
55 g1
135
161 229 957 g0 424 17.20 17.40 17.60 17.80 18.00
0 m/z 109.05 84.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158518: 2,6,6,9,2',6',6',9'-Octamethyl-[8,8'bi[tricyclol...
205
5000 95 17.20 17.40 17.60 17.80 18.00
n % a2 149 i 410 m/z 95.10  59.15%
0‘ ‘Mﬂ \M u‘l all \\ o | 231 257 285 325346367 . ‘
m/z--> 50 100 150 260 250 300 3%0 460
Abundance
109
45 LRI DU SUNIE SURILRN B
137 218 17.20 17.40 17.60 17.80 18.00
5000 78 m/z 55.10 32.30%
160
189
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #79977: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyltricy... A o o
205 17.20 17.40 17.60 17.80 18.00
m/z 189.20 30.91%
- /A\f\J/\/\k—/nJ/\\«
109
‘ 135
oLt ‘\H L .,.1.7?. N PN S/ WO
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknownl7.65 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.65 5.35 ng 436409 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 22
2 Cedrene-V6 204 C15H24 1000162-76-8 22
3 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 000079-77-6 22
4 p-Trifluoromethoxvbenzamide 205 C8H6F3N02 000456-71-3 18
5 Dihydrocoumarin, 4,4,5,7-tetrame... 204 C13H1602 040662-14-4 18
Abundance Scan 1362 (17.654 min): BF082797.D (-1360) (-) m/z 177.20 100.00%

5000

17.40 17.60 17.80 18.00

(o} m/z 189.20 65.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50518: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-y)-
177
43
5000

17.40 17.60 17.80 18.00
m/z 204.20  41.15%

123
15 s O % 149
.‘. M. ‘. i“H.‘m.‘ M.‘ IH\IH\IH\I\‘ .“‘. ‘I ey

0 A
m/z--> 50 100 150 200 250 300 350 400
Abundance
189
133
17.40 17.60 17.80 18.00
5000 m/z 95.10 39.94%
41 105
81
161
ol e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #50532: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-y... T T T
43 177 17. 40 17. 60 17. 80 18 00

m/z 121.10 27 .06%

5000
91 135
| \J Ll g | 1se |

m/z--> 50 100 150 200 250 300 350 400 17. 40 17. 60 17. 80 18 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 19 6,10-Dimethyl-3-(1-methylet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.93 6.29 ng 513143 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.10-Dimethvl-3-(1l-methvlethvlid... 206 C15H26 069239-71-0 50
2 l1l-Isopropenvl-4_.5-dimethvilbicvcl... 330 C21H300S 1000195-85-4 46
3 1-Isopropenvl-3-propenvlcvclopen... 150 C11H18 1000192-81-2 42
4 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 38
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 38
Abundance Scan 1386 (17.928 min): BF082797.D (-1381) (-) m/z 95.10 100.00%
205
5000
313 R A SRR SUMIN SN
355 409 17.60 17.80 18.00 18.20
(o} e m/z 205.20 97 .42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60314: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene
4 8
121
5000
17.60 17.80 18.00 18.20
149 206 m/z 81.10 96.46%
il n | I
0 "‘Ih' ‘ L UL UL SURLELE WU
m/z--> 50 250 300 350 400
Abundance
95
149 17.60 17.80 18.00 18.20
5000 55 123 205 m/z 109.10 96.42%
29 313
0 175 237 262
m/z--> 50 100 150 200 250 300 350 400
Abundance #22903: 1-Isopropenyl-3-propenylcyclopentane B E s e e e o
7 107 17.60 17.80 18.00 18.20
a1 m/z 107.05 83.55%
5000
135
o 8 A
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082797.D

Aca On > 7 Nov 2015 8:38

Operator : UM/I1Z

Sample : 6G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 _.beta.-Humulene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.16 21.07 ng 1718280 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Humulene 204 C15H24 000116-04-1 91
2 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 78
3 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 76
4 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 64
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 60
Abundance Scan 1406 (18.157 min): BF082797.D (-1401) (-) m/z 95.10 100.00%
5000 \_M/\J/\_-Jj\\yv_WV\d/\~“~
17,80 18.00 18.20 1840
(o} m/z 81.10 89.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58645: .beta.-Humulene
107
81
5000 4l 204 R UL SO BN B
® 161 1780 18,00 18.20 18.40
m/z 93.05 81.13%
0‘ ‘ X I\\ ‘ T
m/z--> 50 250 300 350 400
Abundance
109
45 UMM SUNRN RSN B I
137 218 17.80 18.00 18.20 18.40
5000 -8 m/z 107 .05 79.57%
160
189
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #161281: Hop-22(29)-en-3.beta.-ol AN R e S
189 17.80 18.00 18.20 18.40
m/z 109.10 73.45%
5000
162
218 297 344 378 411
oLl .U‘.. ....“l.‘...‘l'.l‘.”.‘l.‘.‘. R e
m/z--> 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110815\
Data File : BF082797.D

Acq On > 7 Nov 2015 8:38

Operator : UM/1Z

Sample - G4246-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 33.0 ng 2521830 1 6.84 1527100 20.0
unknown6 .61 6.61 61.0 ng 4654760 1 6.84 1527100 20.0
n-Hexadecanoic acid 11.90 3.2 ng 394536 4 11.37 2458470 20.0
4H-Cyclopenta[def... 11.98 3.4 ng 422083 4 11.37 2458470 20.0
18-Norabietane 12.24 3.5 ng 430947 4 11.37 2458470 20.0
Naphthalene, 1,2,... 12.45 2.6 ng 324845 4 11.37 2458470 20.0
Phenanthrene, 1-m... 13.09 2.9 ng 461747 5 14.01 3163570 20.0
unknownl13.55 13.55 3.1 ng 489188 5 14.01 3163570 20.0
1R,4S,7S,11R-2,2, ... 13.77 6.4 ng 1013090 5 14.01 3163570 20.0
Octadecane, 1-chl... 13.87 4.3 ng 678569 5 14.01 3163570 20.0
Heptadecane 14.50 9.3 ng 1467940 5 14.01 3163570 20.0
Pentadecane, 8-he... 15.12 18.1 ng 1476430 6 15.43 1631250 20.0
11-Dodecen-1-ol t... 16.66 2.9 ng 237118 6 15.43 1631250 20.0
unknownl17.23 17.23 4.6 ng 376942 6 15.43 1631250 20.0
unknownl17.40 17 .40 5.0 ng 404564 6 15.43 1631250 20.0
unknownl17.60 17 .60 12.1 ng 988338 6 15.43 1631250 20.0
unknownl17 .65 17 .65 5.3 ng 436409 6 15.43 1631250 20.0
6,10-Dimethyl-3-(... 17.93 6.3 ng 513143 6 15.43 1631250 20.0
-beta.-Humulene 18.16 21.1 ng 1718280 6 15.43 1631250 20.0
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