LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 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-BF121716.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 3.641 133 136 139 rBv 116409 183839 2.24% 0.203%
2 4.921 245 248 253 rBV 628935 711846 8.68% 0.787%
3 5.356 284 286 289 rVB 2095884 2249318 27 .44% 2.486%
4 6.396 375 377 380 rBY 1325714 1463383 17.85% 1.618%
5 6.522 386 388 391 rBVY 3064226 3971458 48.45% 4 .390%
6 6.762 406 409 411 rBV 958343 1336421 16.30% 1.477%
7 6.830 412 415 418 rvB2 161817 198743 2.42% 0.220%
8 6.910 420 422 425 rVB 3626346 4053221 49.45% 4 .480%
9 7.173 442 445 447 rBV 132844 139846 1.71% 0.155%
10 7.322 455 458 460 rBVY 2874118 3212725 39.19% 3.551%
11 7.539 475 477 478 rVV 95036 92448 1.13% 0.102%

12 7.573 478 480 483 rVB 135452 142304 1.74% 0.157%
13 7.733 490 494 496 rBvV 83939 124455 1.52% 0.138%
14 7.779 496 498 500 rvB2 82513 148195 1.81% 0.164%
15 7.950 511 513 515 rvv 517273 612961 7.48% 0.678%

16 7.985 515 516 519 rvv2 98298 151182 1.84% 0.167%
17 8.042 519 521 522 rVV 2027137 1806418 22.04% 1.997%
18 8.076 522 524 525 rVV 1377681 1402809 17.11% 1.551%
19 8.099 525 526 531 rvv4 81026 165100 2.01% 0.183%
20 8.179 531 533 534 rvv2 125847 171605 2.09% 0.190%

21 8.213 534 536 538 rvv2 96132 97544 1.19% 0.108%
22 8.647 571 574 575 rVB 145059 186665 2.28% 0.206%
23 8.750 581 583 587 rBv2 81187 136420 1.66% 0.151%
24 9.128 612 616 618 rBVY 4976533 6200966 75.65% 6.854%
25 9.230 622 625 627 rvV 204789 259036 3.16% 0.286%

26 9.265 627 628 631 rvv2 107348 157325 1.92% 0.174%
27 9.516 648 650 652 rvv 965502 868760 10.60% 0.960%
28 9.676 662 664 665 rvv 163848 141675 1.73% 0.157%
29 9.699 665 666 668 rvv2 72587 123161 1.50% 0.136%
30 9.745 668 670 671 rvv 71575 107404 1.31% 0.119%

31 9.790 671 674 677 rvv2 1783618 2194231 26.77% 2.425%
32 9.893 681 683 686 rVvB3 76459 105461 1.29% 0.117%
33 10.236 710 713 715 rvV 205518 249941 3.05% 0.276%
34 10.293 715 718 721 rVB3 183933 368454 4_50% 0.407%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.396 725 727 729 rBv2 102533 134754 1.64% 0.149%

36 10.442 729 731 735 rVB 136167 223551 2.73% 0.247%
37 10.579 740 743 746 rBV2 2533683 3087102 37.66% 3.412%
38 10.659 748 750 751 rBV 220178 303511 3.70% 0.335%
39 10.705 751 754 756 rBV3 245899 522593 6.38% 0.578%
40 10.773 758 760 761 rvVv 341263 309384 3.77% 0.342%

41 10.808 761 763 764 rvV 364079 394600 4.81% 0.436%
42 10.842 764 766 767 rvV 198685 245601 3.00% 0.271%
43 10.899 769 771 774 rBV2 99618 190253 2.32% 0.210%
44 10.956 774 776 777 rBv2 320919 436478 5.32% 0.482%
45 10.991 777 779 781 rvV 241425 273300 3.33% 0.302%

46 11.025 781 782 783 rVB 168691 117095 1.43% 0.129%
47 11.116 788 790 791 rBvV2 107487 124914 1.52% 0.138%
48 11.151 791 793 795 rBv2 233817 279253 3.41% 0.309%
49 11.276 802 804 806 rBV 2080261 1847517 22.54% 2.042%
50 11.459 813 820 822 rBv4 270479 501496 6.12% 0.554%

51 11.539 824 827 828 rvv2 64941 116215 1.42% 0.128%
52 11.573 828 830 832 rvv2 71812 109091 1.33% 0.121%
53 11.619 832 834 837 rvVB 178240 277761 3.39% 0.307%
54 11.688 837 840 841 rBV 98170 126237 1.54% 0.140%
55 11.836 849 853 855 rBv2 1982580 2941116 35.88% 3.251%

56 11.871 855 856 857 rvv 681340 646513 7.89% 0.715%
57 11.905 857 859 861 rvv2 688825 1323393 16.15% 1.463%
58 11.951 861 863 865 rvv2 586211 818716 9.99% 0.905%
59 12.019 865 869 871 rvv4 664769 1589973 19.40% 1.758%
60 12.076 873 874 876 rvv2 679928 730539 8.91% 0.808%

61 12.122 876 878 880 rvv2 347996 434938 5.31% 0.481%
62 12.225 884 887 888 rBv2 63247 96802 1.18% 0.107%
63 12.408 901 903 906 rvv 196798 195413 2.38% 0.216%
64 12.476 906 909 911 rvv2 62602 106260 1.30% 0.117%
65 12.534 911 914 918 rVvv4 121447 310878 3.79% 0.344%

66 12.602 918 920 923 rVvv2 294379 571638 6.97% 0.632%
67 12.694 926 928 931 rVvv3 76125 133124 1.62% 0.147%
68 12.785 934 936 937 rvV 103568 131089 1.60% 0.145%
69 12.865 940 943 945 rVV 4491844 4677161 57.06% 5.170%
70 12.899 945 946 949 rvv2 107916 124278 1.52% 0.137%

71 12.968 949 0952 954 rvv2 724836 1433986 17.49% 1.585%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 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-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 13.002 954 955 960 rvv3 566019 1296202 15.81% 1.433%
73 13.094 960 963 966 rvv3 382359 839825 10.25% 0.928%
74 13.139 966 967 970 rvVv 685337 923181 11.26% 1.020%
75 13.185 970 971 973 rVvV 360332 336762 4.11% 0.372%

76 13.357 984 986 988 rVB3 84182 101009 1.23% 0.112%
77 13.757 1019 1021 1024 rBV 251404 399396 4.87% 0.441%
78 13.905 1031 1034 1038 rVV 1499751 1450364 17.69% 1.603%
79 14.042 1043 1046 1048 rVvv4 151883 338368 4._.13% 0.374%
80 14.397 1075 1077 1081 rVB 72842 112539 1.37% 0.124%

81 14.591 1092 1094 1096 rVB 429430 487836 5.95% 0.539%
82 14.682 1101 1102 1106 rVV3 98580 145240 1.77% 0.161%
83 14.751 1106 1108 1111 rVV 670237 711168 8.68% 0.786%
84 15.197 1145 1147 1149 rBV3 91658 130476 1.59% 0.144%
85 15.311 1154 1157 1159 rVvVv 795752 1107364 13.51% 1.224%

86 15.654 1184 1187 1189 rBV 148492 230960 2.82% 0.255%
87 15.962 1210 1214 1224 rBV3 3663221 8196837 100.00% 9.061%
88 16.145 1224 1230 1232 rBV3 1368012 3231748 39.43% 3.572%
89 16.180 1232 1233 1237 rVB2 553696 868457 10.60% 0.960%
90 16.374 1247 1250 1256 rBV 278700 516950 6.31% 0.571%

91 16.488 1256 1260 1266 rVB 196265 523735 6.39% 0.579%
92 16.625 1269 1272 1274 rBV 122228 249925 3.05% 0.276%
93 16.705 1274 1279 1285 rVV 2089060 4501702 54.92% 4_.976%
94 16.797 1285 1287 1290 rVB3 56209 96292 1.17% 0.106%
95 16.968 1297 1302 1307 rBV2 647700 1540369 18.79% 1.703%

96 17.220 1317 1324 1327 rBV3 253910 754189 9.20% 0.834%
97 17.277 1327 1329 1332 rVV4 68219 169227 2.06% 0.187%
98 17.357 1332 1336 1344 rVB2 196088 556178 6.79% 0.615%
99 17.528 1347 1351 1355 rVB3 76175 194695 2.38% 0.215%
100 17.963 1384 1389 1395 rBV 376128 1032867 12.60% 1.142%

Sum of corrected areas: 90465704
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
5000000 TIC: BF091801.D

4000000
6.91

6.52
3000000 7.32

5.36
2000000

6.40
6.76

1000000
4.92
3.64 A G-ﬁi 7.17||  7ISar7738
VAN L AN

U L e L L i

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: BF091801.D
5000000 |13 12.87

4000000

3000000
10.58

8.04 11.28 11.84
2000000

.08
1000000

w1 8.6575

O e A e T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance :
5056 TIC: BF091801.D
4000000 15.96
3000000
16.71

2000000

1000000

o T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF121716.M Tue Dec 20 18:10:42 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 18

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

4.92 10.65 ng 711846 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 248 (4.921 min): BF091801.D (-245) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 D SRR ST SRS SRR
| 711 831 | 460 4.80 5.00 5.20
A S m/z 59.10 59.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L R
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 20.73%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 14 .30%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.78%
5000
101.0
150 310 | BPg90 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknown6.52 Concentration Rank 4

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

6.52 59.43 ng 3971460 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 388 (6.522 min): BF091801.D (-386) (-) m/z 132.00 100.00%
13p.0
5000 68.1
100 ®0 so J 550 640 660 680
L m/z 68.10 50.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132.0
5000 SRR AR A SRR
6.20 6.40 6.60 6.80
104.0 m/z 134.00 32.18%
) 510 66.0
7.0 Il | Al 89.0 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
68.0
6.20 640 660 680
5000 m/z 66.10 31.19%
96.0
40.0
26.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 13p.0 6.20 6.40 6.60 6.80
m/z 69.10 19.74%
74.0
5000 98.0 116.0
|||||||||||||‘|‘|‘|||‘M|||“|||H“||‘u“| |‘H||||:!-5|8|.q||||]:8|9.|0| e A
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.84 31.84 ng 2941120 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Undecanoic acid 186 C11H2202 000112-37-8 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 853 (11.836 min): BF091801.D (-849) (-) m/z 73.00 100.00%
74.0
43.1
5000 129.1
213.2 MU, B° NS S——
| ﬂ 157.1 1852 11.60 11.80 12,00 12.20
b m/z 60.00 78.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 UL L UL BN BULR.
11.60 11.80 12.00 12.20
213.0 m/z 43.10 77.57%
L
f 1) 1111
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
3.0 11560 11.80 12.00 12.20
5000 m/z 57.10 66.88%
1290 171.0
: 214.0
18.0 98.0
mmmmwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46617: Undecanoic acid Al R AR e
60.0 11.60 11.80 12.00 12.20
m/z 55.10 60.72%
5000 29.0 J\M
Illlllwll‘ilelelw\\ |||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

8270-BF121716.M Tue Dec 20 18:10:44 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl11.91 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.91 14.33 ng 1323390 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acetvl-5-methvl-3-(5-nitro-2-f... 235 C10H9N304 016239-91-1 43
2 Tetraethvl silicate 208 C8H2004Si 000078-10-4 40
3 9-Phenanthrenamine 193 C14H11N 000947-73-9 35
4 Methanimidamide. N.N-dimethvIl-N"_... 193 C9H11N302 002103-47-1 35
5 3-Phenylindole 193 C14H1i1N 001504-16-1 30
Abundance Scan 859 (11.905 min): BF091801.D (-857) (-) m/z 193.10 100.00%
198.1
5000 107.0
235.2
1351 1631 UL DU SRR SRR
55.1 77,0 ] | ‘ 264.2 11.60 11.80 12.00 12.20
e e bbbt ol LA T sz 107,00 44 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78961: 1-Acetyl-5-methyl-3-(5-nitro-2-furyl)pyrazole
193.0
5000
235.0 /11.60 11.80 12.00 12.20 :
43.0 119.0 163.0 m/z 235.20 34.29%
15.0 | 63.0 89.0 | ‘ \
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 250 2éo
Abundance
149.0 193.0
11.60 11.80 12.00 12.20
5000 m/z 179.10 29.79%
79.0 119.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51236: 9-Phenanthrenamine
198.0 11.60 11.80 12.00 12.20
m/z 165.10 25.92%
5000 165.0
39.0 62082\0“ 115.0 139.0 H\ |
m/z--> 25 Jo 60 éo 160 150 150 160 1éo 200 220 250 2éo 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl2.02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.02 17.21 ng 1589970 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Trimethoxvbenzonitrile 193 C10H11NO3 002571-54-2 46
2 T1.1"-Biphenvll1-4-acetonitrile 193 C14H11N 031603-77-7 43
3 Ethanol. 2-T4-(l.1-dimethvlethvl... 208 C13H2002 054934-87-1 37
4 Acridine., 9-methvl- 193 C14H11N 000611-64-3 37
5 2-Phenylindolizine 193 C14H11N 025379-20-8 32
Abundance Scan 869 (12.019 min): BF091801.D (-865) (-) m/z 193.10 100.00%
198.1
5000 107.0
55.1 149.1 11180 1900 1920 1240
77.0 221.2 11.60 11.80 12.00 12.20 12.40
O behe b s S35 L2670, | TN 77 7107.00  40. 16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50985: 2,4,6-Trimethoxybenzonitrile
193.0
5000
11.60 11.80 12.00 12.20 12.40
164.0 m/z 194.10 13.97%
28.0 53.0 770 ]_040 ‘ 1340 4
m/z--> 20 40 60 éo 160 120 150 160 180 200 220
Abundance
193.0
11.60 11.80 12.00 12.20 12.40
5000 m/z 149.10 12.10%
82.0
27.0 510 115.0 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61496: Ethanol, 2-[4-(1,1-dimethylethyl)-2-methylphenoxy]- LN R R e e
193.0 11.60 11.80 12.00 12.20 12.40
0
149.0 m/z 55.10 11.36%
5000
121.0
80 M0 w0 N0 L hoame | L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11,60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl12.97 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.97 19.77 ng 1433990 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 49
2 2-Propen-1-one. 1-(4-aminophenvl... 223 C15H13NO 002403-30-7 38
3 9-Acridinecarboxvlic acid 223 C14HONO2 005336-90-3 27
4 2.8-Diazaspirol4.51decane-1.3-di... 272 C13H21CIN202 132168-96-8 27
5 Tetrazole, 1-(4-ethylphenyl)-5-(... 410 C25H26N6 125038-06-4 16
Abundance Scan 952 (12.968 min): BF091801.D (-949) (-) m/z 223.15 100.00%
228.2
135.1
5000
279.2 3083 12.60 12.80 13.00 13.20
0! - m/z 135.10 58.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
5000
12.60 12.80 13.00 13.20
m/z 45.05 48.02%
45.0 770 107.0
e e 302900 | 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
120.0 223.0
12)60 12)80 13!00 13)20 '
5000 m/z 107.00 28.86%
65.0 152.0 178.0

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

Abundance #71644: 9-Acridinecarboxylic acid T e
223.0 12.60 12.80 13.00 13.20
m/z 237.20 18.72%
5000
179.0
160 440 801110 1&0“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl13.00 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.00 17.87 ng 1296200 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BEY)-2-Fluoro-3-(4-N.N-dimethylam... 237 C13H16FNO2 110915-65-6 38
2 Pvridol2.3-dlpvrimidin-5(8H)-one... 237 C14H11N30 161465-98-1 38
3 2H-Indol-2-one. 3-T(4-aminophenv... 237 C14H11N30 033829-07-1 38
4 7-Amino-3-phenvlcoumarin 237 C15H11NO2 004108-61-6 35
5 2-Indolinone, 3-[(o-aminophenyl)... 237 C14H11N30 033829-08-2 35
Abundance Scan 955 (13.002 min): BF091801.D (-954) (-) m/z 237.20 100.00%
23y.2
45.1
5000
279.2 12.60 12.80 13.00 13.20 13.40
m/z 45.10 66.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80339: (E)-2-Fluoro-3-(4-N,N-dimethylaminephenyl)-propeno...
237.0
208.0
5000 SRS AR N
nmnmmmnmnm
m/z 121.10 56.41%
230 510 750 10%\0 13\40\\ 16‘40 \‘\ | \‘
m/z--> 25 45 65 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
237.0
12/60 12,80 13.00 13.20 13.40
5000 m/z 107.10 54 _.31%
209.0

40.0 79.0 105.0 134.0 168.0

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

Abundance #80397: 2H-Indol-2-one, 3-[(4-aminophenyl)imino]-1,3-dihydro- R AR EamE s e
209.0 237.0 12.60 12.80 13.00 13.20 13.40
m/z 209.10 54 _.24%
65.0
5000
44.0 e 180.0
118.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl13.09 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.09 11.58 ng 839825 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophthalic acid. 2.4-dimethoxy-... 446 C23H2609 019314-77-3 25
2 Indolol2.3-bTlauinoxaline. 1-fluoro- 237 C14H8FN3 296244-71-8 22
3 1H-Indole-2.3-dione. 3-(phenvlhyvy... 237 C14H11N30 017310-26-8 22
4 7-Phenvl-7H-triazololelbenzofurazan 237 C12H7N50 035142-93-9 22
5 3-Hydroxy-1-methyl-5-phenyl-1,3-._.. 266 C16H14N202 025177-93-9 17
Abundance Scan 963 (13.094 min): BF091801.D (-960) (-) m/z 237.20 100.00%
23f.2
5000{ 451 107.0
149.1
12.80 13.00 13.20 13.40
oL 0L L] 262 3082 m/z 45.10 47.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163915: Isophthalic acid, 2,4-dimethoxy-6-methyl-, 3-meth...
237.0
5000 RN SRR SN B
12.80 13.00 13.20 13.40
45.0 m/z 107.00 44 .78%
|, %00 1490 1910 4150
mz-> 50 100 150 200 250 300 350 400
Abundance
237.0
12:80 13.00 13,20 13.40
5000 m/z 265.20 33.28%

40.0 76.0 119.0 182.0

T
m/z--> 50 100 150 200 250

|
300 350 400

Abundance #80386: 1H-Indole-2,3-dione, 3-(phenylhydrazone)
237.0 12.80 13.00 13.20 13.40
m/z 149.10 31.27%
5000
92.0
130.0

39.0 ‘ l 60.0

.L;..h.,.u..ﬁ.'...,n..h T LR e
m/z--> 50 100 150 200 250 300 350 400 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.14 12.73 ng 923181 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9H9N304 054449-89-7 83
2 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 52
3 ((1.2-Diethvlethvlene)bis(p-phen... 354 C22H2604 004547-76-6 35
4 1H-Indole. 5-fluoro- 135 C8HG6FN 000399-52-0 35
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 35
Abundance Scan 967 (13.139 min): BF091801.D (-966) (-) m/z 223.20 100.00%
135.1 228.2
5000
12.80 13.00 13.20 13.40
ol 27923082 m/z 135.10 94.97%
miz--> 50 100 150 200 250 300 350
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223.0
135.0
178.0
5000 12.80 13.00 13.20 13.40
m/z 45.10 52.56%
———— T e e
miz--> 50 100 150 200 250 300 350
Abundance
223.0
s 50 1500 1920 o0
5000 m/z 107.00 22.03%
45.0
770 107.0 1730 2040
miz--> 50 100 150 200 250 300 350
Abundance #142797: ((1,2-Diethylethylene)bis(p-phenylene))diacetate S A A Ramamas S
1356.0 12.80 13.00 13.20 13.40
m/z 43.10 16.14%
5000
177.0
107.0
140 430 770 | | \\ 21102410 2830 354.0
miz--> 50 100 150 200 250 300 350 1280 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Squalene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.75 12.84 ng 711168 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 83
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 78
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53
Abundance Scan 1108 (14.751 min): BF091801.D (-1106) (-) m/z 69.10 100.00%
6d.1
5000 / \
LN BN IR
07.1137.1 14.40 14.60 14.80 15.00
0 .?7.[9,-L. bl gy 1oL 2181 2732 32503851 0 "m/z 81.10 51.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 AR AR AR SRR
14.40 14.60 14.80 15.00
m/z 41.10 23.71%
|y o 0“13“‘7 9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.40 14.60 14.80 1500
5000 m/z 95.05 13.39%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0 J/L\
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R A e e o
69.0 14.40 14.60 14.80 15.00
m/z 68.10 11.04%
29.0
123.0
R 2 S UGS | PV RS,
m/z--> 50 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Epicholestanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.96 148.04 ng 8196840 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Epicholestanol 388 C27H480 000516-95-0 83
2 Cholestanol 388 C27H480 000080-97-7 80
3 Cholestan-3-ol 388 C27H480 027409-41-2 68
4 Cholestan-3.beta.-ol 388 C27H480 017608-41-2 58
5 Cholestan-3-ol, (3.beta.,5.beta.)- 388 C27H480 000360-68-9 46

Abundance Scan 1214 (15.962 min): BF091801.D (-1210) (-) m/z 215.15 100.00%

43.1 107.1 215.2

5000

r

15.60 15.80 16.00 16.20

0 m/z 43.10 87.35%
m/z--> 50 100 150 200 250 300 350
Abundance #153726: Epicholestanol
43.0
5000 LA L L L L L L L LB B
233.0 15.60 15.80 16.00 16.20
rﬂ o 1650 80 | m/z 107.10 83.73%
355.0
. ‘M\\‘m‘ﬂ oY, ju f?%?l 8150 P07 kl
m/z--> 50 200 250 300 350
Abundance
107.0 215.0
165.0 15.60 15.80 16.00 16.20
5000 67.0 80 | M/z 95.10 82.60%
13-4 262.0 355.0
— T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #153727: Cholestan-3-ol L B
15.60 15.80 16.00 16.20
m/z 81.10 81.67%
5000
T IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF121716.M Tue Dec 20 18:10:51 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Cholestan-3-one, (6.beta.)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.15 58.37 ng 3231750 Perylene-di12 15.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-one. (5.beta.)- 386 C27H460 000601-53-6 91
2 Cholestan-3-one 386 C27H460 015600-08-5 90
3 Cholestan-3-one. (5.alpha.)- 386 C27H460 000566-88-1 86
4 Cholestan-2-one 386 C27H460 1000210-43-4 84
5 5-_beta.-Cholan-24-o0ic acid, 3-oxo- 374 C24H3803 001553-56-6 49

Abundance Scan 1230 (16.145 min): BF091801.D (-1224) (-) m/z 55.10 100.00%

95.1 231.2

5000

:

15.80 16.00 16.20 16.40
m/z 43.10 85.64%

m/z--> 50 100 150 200 250 300 350
Abundance #153185: Cholestan-3-one, (5.beta.)-
43.0
231.0 386.0
81.0
5000 90 1610 LA L L L L L L L L L
: 316.0 15.80 16.00 16.20 16.40
m/z 81.10 83.14%
Ll e
—— I‘ - ‘:H‘u‘ ‘l \l‘ ‘“:‘ I\H\\I‘\HI. ‘:MJM“: M:‘ ‘l“ I‘\HI ‘:‘ : E(\SIO‘? — HI I IL : ‘:L —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 231.0
81.0 122.0 e S EEmaa
15.80 16.00 16.20 16.40
5000 386.0 m/z 95.10 76.36%
163.0

202.0 263.0 300.0 342.0

T T L e e L s e s s |
m/z--> 50 100 150

| T |
200 250 300 350

3

Abundance #153190: Cholestan-3-one, (5.alpha.)-
231.0 15.80 16.00 16.20 16.40
386.0 m/z 231.20 75.51%

5000

263.0 301.0 353.0
250 300 350 15.80 16.00 16.20 16.40

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Cholestanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.18 15.69 ng 868457 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestanol 388 C27H480 000080-97-7 64
2 Epicholestanol 388 C27H480 000516-95-0 35
3 Vitamin E acetate 472 C31H5203 007695-91-2 22
4 Vitamin E 430 C29H5002 000059-02-9 22
5 s-Triazolo[4,3-a]pyridine-3-thio... 165 C7H7N3S 004926-22-1 14
Abundance Scan 1233 (16.180 min): BF091801.D (-1232) (-) m/z 165.10 100.00%
16b.1
215.2
107.1 430.4
5000 43.1
262.2 373.4 15.80 16.00 16.20 16.40
e 3313, Y24 w/z 215.20  74.39%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #153722: Cholestanol
233.0 38

.0

-

5000
15.80 16.00 16.20 16.40

m/z 107.10 54 .08%

288.0 331.0
m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance
233.0
388.0
15.80 16.00 16.20 16.40
5000 m/z 430.40 53.46%
165.0
107.0
43.0
285.0 331.0
Lo o o o o LA o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166559: Vitamin E acetate
165.0 15.80 16.00 16.20 16.40
m/z 233.20 50.85%
430.0
5000
43.0 207.0
(Jlgrot2t0 | | 24702880 34403880 | 4720
et e e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Cholestan-3-ol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.49 9.46 ng 523735 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-ol 388 C27H480 027409-41-2 68
2 Cholestanol 388 C27H480 000080-97-7 55
3 5.alpha.-cholestan-3.beta.-ol 388 C27H480 1000213-40-9 41
4 Ethanol. 2-(3.3-dimethvlbicvclol... 166 C11H180 002226-05-3 41
5 5.alpha.,17.alpha.-Pregnan-20-on... 318 C21H3402 005618-23-5 27
Abundance Scan 1260 (16.488 min): BF091801.D (-1256) (-) m/z 215.20 100.00%
43.1 2
5000
387.4
257.2 3pp3 3453 16.20 16.40 16.60 16.80
L m/z 43.10 84.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153727: Cholestan-3-ol
43.0
81.0 233.0
5000 210 1650 388.0 L e
1620 16.40 16.60 16.80
m/z 107 .05 74 .38%
LU e e
: ‘: \I\ | \I‘\‘ﬂhl \Hl‘w I‘wl \‘; lel ‘l \I‘w ey ?OIJ'PI . :
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0 233.0 388.0 JN o
81.0 16.20 16.40 16.60 16.80
5000 m/z 233.20 70.63%
1210 1650
201.0 262.0 355.0
) 315.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #153735: 5.alpha.-cholestan-3.beta.-ol
43.0 16.20 16.40 16.60 16.80
388.0 m/z 81.10 69 .80%
5000 233.0
\ H 10 7" g
L m iy \\‘ g [ 220 geo w0 |\ L
m/z--> 200 250 300 350 400 1620 16.40 16.60 16.80

8270-BF121716.M Tue Dec 20 18:10:53 2016 Page: 18



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

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF121916\
BF091801.D
20 Dec 2016
UM/SJ
H6168-01

4:11

21 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 2

Peak Number

16 unknownl6.71

R.T. EstConc Area Relative to ISTD R.T.
16.71 81.30 ng 4501700 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-nitro-2-hvdroxv-4-(p-... 249 C12H8FNO4 189214-56-0 38
2 2.4.6(1H.3H.5H)-Pvrimidinetrione... 264 C14H20N203 055044-42-3 30
3 1-T3-Fluoro-4-T4-(toluene-4-sulf... 404 C21H25FN203S 333751-65-8 27
4 12H-Benzo(b)phenothiazine 249 C16H11INS 000258-08-2 27
5 Phosphine, methyl-(2,4,6-triisop... 250 C16H27P 158748-69-7 25

Abundance Scan 1279 (16.705 min): BF091801.D (-1274) (-) m/z 249.15 100.00%
249.2
81.1
5000{ 43.1 /\
389.4 AR I SR
16.40 16.60 16.80 17.00
2013 3554 m/z 81.10 52.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87626: Benzene, 1-nitro-2-hydroxy-4-(p-fluorophenoxy)-
249.0
5000 AU SRR
16.40 16.60 16.80 17.00
63.0 95.0 149.0 9.0 m/z 107.10 52.74%
. i““‘.““.“a‘.‘, . .‘“.“.‘H, y .‘1.87.‘?‘ .“ L
m/z--> 50 100 150 200 250 300 350 400
Abundance
249.0
—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—[
16.40 16.60 16.80 17.00
5000 m/z 95.10 52.01%
81.0
183.0
41.0 136.0
mz-> 50 100 150 200 250 300 350 400
Abundance #157314: 1-[3-Fluoro-4-[4-(toluene-4-sulfonyl)-piperazin-1... Rl B e RS
249.0 16.40 16.60 16.80 17.00
m/z 250.20 50.31%
56.0
5000
910 404.0
L L "%5??""2??? 20 r "?6}9' T AU A SR
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Ergostanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.97 27.82 ng 1540370 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eraostanol 402 C28H500 006538-02-9 50
2 A-Norcholestan-3-one. 5-ethenvl-... 398 C28H460 019594-90-2 38
3 5.alpha.-Eraost-8(14)-ene 384 C28H48 006673-69-4 25
4 2.3-Dichlorothiophene-5-sulfonvl... 250 C4HCI1302S2 126714-85-0 25
5 Ethanol, 2-(3,3-dimethylbicyclo[... 166 C11H180 002226-05-3 18

Abundance Scan 1302 (16.968 min): BF091801.D (-1297) (-) m/z 215.15 100.00%

43, 215.2

95.1
149.1

5000

-

401.4

316.3 3594 16.60 16.80 17.00 17.20

m/z 43.10 96.21%

257.2

m/z--> 50 100 150 200 250 300 350 400
Abundance #157084: Ergostanol
215.0
5000 165.0 L L B
450 107.0 402.0 16.60 16.80 17.00 17.20

m/z 55.10 78.42%

276.0 3690‘
210 T a00 T

m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0 123.0
T e AR R
81.0 16.60 16.80 17.00 17.20
5000 308.0 m/z 95.10 76.79%
162.0 '
285.0 341.0
— T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #152620: 5.alpha.-Ergost-8(14)-ene R R G B
43.0 16.60 16.80 17.00 17.20
m/z 107.10 76.11%
5000 109.0
do 147.0 215.0 384.0
Ll o [, 20
| 101s ‘l | J“ | Ll \J17\70 |‘ n A T { T T t | T
T LI B LI B T T T LI B T T T T T T 7T T T T T _'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—r'_
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.22 13.62 ng 754189 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1.5-Dimethvlhexv1)-10.13-dim... 414 C29H500 1000210-86-9 60
2 Cholestan-3-one. 4.4-dimethvl-. ... 414 C29H500 002097-85-0 43
3 4-Acetamido-6-methoxv-8-aminodui... 231 C12H13N302 063456-99-5 11
4 2-Propenoic acid. 2-cvano-3-(4-m... 231 C13H13NO3 002286-29-5 10
5 3-Pyridinecarbonitrile, 6-ethyl-._. 162 C9H10N20 113124-05-3 10
Abundance Scan 1324 (17.220 min): BF091801.D (-1317) (-) m/z 43.10 100.00%
43, 2
11053083 16180 17100 17120 1745 1760
el m/z 231.20 96 .54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159311: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. ..
5000 S EREERE RS -A--
16,80 17.00 17.20 17.40 17.60
: m/z 55.00 95.09%
m/z--> I
Abundance
43.0
414.0 LA B SR S B
95.0 16.80 17.00 17.20 17.40 17.60
5000 m/z 81.05 85.79%
1470 1919 259.0
328.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #76728: 4-Acetamido-6-methoxy-8-aminoguinoline L REmE n e s R
43.0 231.0 16.80 17.00 17.20 17.40 17.60
m/z 95.10 82.26%
5000
189.0
146.0
II‘IJ.IAI 104q 1‘..."“.‘... e e
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl7.36 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.36 10.05 ng 556178 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphine. methvl-(2.4.6-triisop... 250 C16H27P 158748-69-7 38
2 1-Ethanone. 1-{2-1(3.3-dimethvl-... 292 C16H24N20S 077109-20-7 38
3 Benzene. l-nitro-2-hvdroxv-4-(p-... 249 C12H8FNO4 189214-56-0 32
4 4H-Pvridoll.2-alpvrimidine-3-car... 250 C13H18N203 035569-43-8 25
5 Diborane(6), tetraethylbis[.mu.-... 278 C16H36B2N2 136676-01-2 22

Abundance Scan 1336 (17.357 min): BF091801.D (-1332) (-) m/z 249.15 100.00%

249.2

43.1

5000

is

17.00 17.20 17.40 17.60
m/z 43.10 75.69%

m/z--> 50 100 150 200 250 300 350 400
Abundance #88558: Phosphine, methyl-(2,4,6-triisopropylphenyl)-
249.0
5000 LA L L L L L L L L L

17.00 17.20 17.40 17.60
43.0 203.0 m/z 95.10 56.33%
91.0 128.0161.0

\“ [TV TP T ‘nh w b ‘
LI e B L L L N N B

m/z--> 50 100 150 200 250 300 350 400
Abundance
249.0
R EARmE RS
17.00 17.20 17.40 17.60
5000 m/z 250.20 55.18%
43.0 770108.0749171.0 216.0 292.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #87626: Benzene, 1-nitro-2-hydroxy-4-(p-fluorophenoxy)-
249.0 17.00 17.20 17.40 17.60
m/z 81.05 50.65%
5000
63.0 95.0 149.0 191.0
.‘.‘i““.‘l‘.h.‘.‘ .‘.“.‘.“, ] ‘.‘. —  RRR R B mEs ma RS
m/z--> 50 100 150 200 250 300 350 400 17. 00 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091801.D

Aca On : 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl7.96 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.96 18.65 ng 1032870 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethanone. 1-{2-T(3.3-dimethvl-... 292 C16H24N20S 077109-20-7 37
2 2-Methvlphenanthrol3.4-d1l1.3Tox... 249 C16H11NO2 098033-24-0 32
3 12H-Benzolalpnhenothiazine 249 C16H11NS 000225-83-2 27
4 10H-Phenothiazin-3-ol. 2-chloro- 249 C12H8CINOS 016770-99-3 27
5 Isothiocyanic acid, s-phenenyl e... 249 C9H3N3S3 101670-67-1 27
Abundance Scan 1389 (17.963 min): BF091801.D (-1384) (-) m/z 249.15 100.00%
249.2
43.1
5000
208 gq ‘P4 1750 1700 1800 1820
: m/z 43.10 64.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #113088: 1-Ethanone, 1-{2-[(3,3-dimethyl-5-thioxotetrahydr...
249.0
5000 B SN RN SN SUNI I
17.60 17.80 18.00 18.20
m/z 55.10 49.35%
43.0
omplee, wmo pge | WO
m/z--> 50 100 150 200 250 300 350 400
Abundance
249.0
17.60 17.80 18.00 18.20
5000 m/z 107.10 48.78%
1510 os g
mz-> 50 100 150 200 250 300 350 400
Abundance #87803: 12H-Benzo[a]phenothiazine R R AL L
249.0 17.60 17.80 18.00 18.20
m/z 81.10 48.63%
5000 217.0 J/\huh,/v\ﬂ/\\ﬁqhd\\ﬁgyv
124.0
. 2 ST N S — SR —
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121916\
Data File : BF091801.D

Acq On = 20 Dec 2016 4:11

Operator : UM/SJ

Sample : H6168-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121716_.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... 4.92 10.7 ng 711846 1 6.76 1336420 20.0
unknown6 .52 6.52 59.4 ng 3971460 1 6.76 1336420 20.0
n-Hexadecanoic acid 11.84 31.8 ng 2941120 4 11.28 1847520 20.0
unknownl1l.91 11.91 14.3 ng 1323390 4 11.28 1847520 20.0
unknownl12 .02 12.02 17.2 ng 1589970 4 11.28 1847520 20.0
unknownl12 .97 12.97 19.8 ng 1433990 5 13.91 1450360 20.0
unknown13.00 13.00 17.9 ng 1296200 5 13.91 1450360 20.0
unknown13.09 13.09 11.6 ng 839825 5 13.91 1450360 20.0
Pyrrolo[1,2-a]-1,... 13.14 12.7 ng 923181 5 13.91 1450360 20.0
Squalene 14.75 12.8 ng 711168 6 15.31 1107360 20.0
Epicholestanol 15.96 148.0 ng 8196840 6 15.31 1107360 20.0
Cholestan-3-one, ... 16.15 58.4 ng 3231750 6 15.31 1107360 20.0
Cholestanol 16.18 15.7 ng 868457 6 15.31 1107360 20.0
Cholestan-3-ol 16.49 9.5 ng 523735 6 15.31 1107360 20.0
unknownl6.71 16.71 81.3 ng 4501700 6 15.31 1107360 20.0
Ergostanol 16.97 27.8 ng 1540370 6 15.31 1107360 20.0
17-(1,5-Dimethylh... 17.22 13.6 ng 754189 6 15.31 1107360 20.0
unknownl17 .36 17.36 10.1 ng 556178 6 15.31 1107360 20.0

6

unknownl7.96 17.96 18.6 ng 1032870 15.31 1107360 20.0
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