LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 16367-04 2X P002-S001-0001-02

ALS Vial : 22 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-BF110817.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 5.122 512 516 522 rVB 280304 309156 16.97% 0.918%
2 5.516 579 583 587 rBY 1889908 1673420 91.85% 4.968%
3 6.522 750 754 759 rBVY 1924743 1648471 90.48% 4.894%
4 6.669 775 779 782 rBVY 2050042 1700774 93.35% 5.050%
5 6.904 815 819 822 rBVY 1125252 946647 51.96% 2.811%
6 7.057 841 845 848 rBVY 1655372 1343345 73.73% 3.988%
7 7.463 909 914 917 rBVY 1066998 1004011 55.11% 2.981%
8 8.186 1033 1037 1040 rBvV 1293648 1199931 65.86% 3.563%
9 8.733 1127 1130 1133 rBV 40440 35857 1.97% 0.106%
10 8.939 1162 1165 1172 rVB 17886 23892 1.31% 0.071%
11 9.257 1215 1219 1222 rBV 2239259 1821935 100.00% 5.409%
12 9.522 1261 1264 1267 rVB 113972 91758 5.04% 0.272%
13 9.645 1282 1285 1291 rBV 60259 62142 3.41% 0.184%
14 9.839 1313 1318 1325 rBv4 46071 59341 3.26% 0.176%

15 9.939 1331 1335 1342 rVB2 1363727 1189545 65.29% 3.532%

16 10.651 1452 1456 1460 rVB 137086 137744 7.56% 0.409%
17 10.722 1465 1468 1472 rBV 985407 887925 48.74% 2.636%

18 10.833 1484 1487 1491 rBV2 23688 23699 1.30% 0.070%
19 10.874 1491 1494 1497 rVB2 30560 30278 1.66% 0.090%
20 10.922 1497 1502 1506 rBV5 30673 48384 2.66% 0.144%
21 11.027 1517 1520 1523 rBV 106075 91170 5.00% 0.271%
22 11.074 1523 1528 1532 rVB6 36927 35253 1.93% 0.105%
23 11.198 1546 1549 1552 rBV 30364 32457 1.78% 0.096%
24 11.280 1559 1563 1567 rBV6 25353 30213 1.66% 0.090%
25 11.321 1567 1570 1572 rVB3 25864 23235 1.28% 0.069%
26 11.363 1573 1577 1581 rBV2 102633 110751 6.08% 0.329%
27 11.398 1581 1583 1584 rVvVv 36649 27149 1.49% 0.081%
28 11.427 1584 1588 1590 rVV 1214673 1065998 58.51% 3.165%
29 11.445 1590 1591 1593 rVV 105543 68992 3.79% 0.205%
30 11.474 1593 1596 1601 rVB2 60263 67236 3.69% 0.200%
31 11.516 1601 1603 1607 rBvV4 19784 22092 1.21% 0.066%
32 11.633 1619 1623 1628 rBV2 103206 132980 7.30% 0.395%
33 11.786 1645 1649 1651 rBV2 27751 31009 1.70% 0.092%
34 11.868 1657 1663 1666 rBV3 59165 78850 4_.33% 0.234%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 16367-04 2X P002-S001-0001-02

ALS Vial : 22 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-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.904 1666 1669 1672 rBV 90143 82812 4 _55% 0.246%
36 11.945 1672 1676 1681 rVV 684661 644794 35.39% 1.914%
37 12.039 1689 1692 1698 rVBS8 18316 29354 1.61% 0.087%
38 12.116 1702 1705 1712 rBV2 64711 74524 4_.09% 0.221%
39 12.557 1777 1780 1785 rBV2 34167 32993 1.81% 0.098%
40 12.633 1790 1793 1794 rVV 88204 78780 4._.32% 0.234%

41 12.668 1797 1799 1806 rVVv2 98035 134218 7.37% 0.398%
42 12.727 1806 1809 1820 rVV 631980 604779 33.19% 1.796%
43 12.886 1830 1836 1844 rBV 1198042 1505068 82.61% 4._.468%
44 13.010 1853 1857 1860 rVB 1557390 1377591 75.61% 4 _.090%

45 13.210 1888 1891 1893 rBV2 28503 23612 1.30% 0.070%
46 13.451 1929 1932 1934 rBV 59210 61527 3.38% 0.183%
47 13.480 1934 1937 1941 rVB 922973 741519 40.70% 2.202%
48 13.563 1948 1951 1955 rBV4 40218 42742 2.35% 0.127%
49 13.698 1971 1974 1978 rVB6 20489 21756 1.19% 0.065%
50 13.868 1998 2003 2005 rBV 68077 90305 4._.96% 0.268%

51 13.892 2005 2007 2011 rVB2 153648 164805 9.05% 0.489%
52 14.039 2028 2032 2034 rBV 1410223 1208011 66.30% 3.587%
53 14.062 2034 2036 2040 rVV 1059316 927751 50.92% 2.754%

54 14.115 2042 2045 2048 rVVv2 38456 41261 2.26% 0.123%
55 14.198 2056 2059 2061 rBVZ2 47671 54973 3.02% 0.163%
56 14.233 2063 2065 2068 rVB 61844 54366 2.98% 0.161%

57 14.268 2068 2071 2073 rBV 248536 234819 12.89%% 0.697%
58 14.357 2081 2086 2088 rBV4 55848 107305 5.89% 0.319%
59 14.427 2093 2098 2101 rBV3 169904 289425 15.89% 0.859%
60 14.486 2105 2108 2110 rBV 135967 139218 7.64% 0.413%

61 14.510 2110 2112 2114 rBV 156859 156227 8.57% 0.464%
62 14.539 2114 2117 2119 rBV2 222191 245437 13.47% 0.729%
63 14.562 2119 2121 2123 rVB 319578 244841 13.44% 0.727%
64 14.610 2126 2129 2130 rBV 540537 515372 28.29% 1.530%
65 14.627 2130 2132 2135 rVV 695914 815680 44.77% 2.422%

66 14.715 2139 2147 2148 rBV2 448817 833143 45.73% 2.474%
67 14.739 2148 2151 2153 rVV 374103 370010 20.31% 1.099%
68 14.827 2158 2166 2172 rVV 619925 1651230 90.63% 4.902%
69 15.180 2223 2226 2232 rVB2 415109 552228 30.31% 1.640%
70 15.551 2285 2289 2297 rVB 594543 786400 43.16% 2.335%

71 16.015 2364 2368 2372 rVV 326108 445990 24.48% 1.324%

8270-BF110817.M Mon Nov 13 11:07:31 2017 Page: 2



LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22'6 i 16367-04 2X P002-5001-0001-02
ALS Vial : 22 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-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 16.062 2373 2376 2385 rVB2 123922 211377 11.60% 0.628%
73 16.292 2413 2415 2422 rVB 123833 177810 9.76% 0.528%
74 16.833 2503 2507 2516 rBV2 126663 246697 13.54% 0.732%
75 17.015 2534 2538 2543 rBV7 53497 115439 6.34% 0.343%

76 17.145 2556 2560 2566 rVB 131724 247533 13.59% 0.735%
77 17.221 2568 2573 2580 rVV5 118396 258255 14.17% 0.767%
78 17.398 2598 2603 2614 rVB4 194913 460755 25.29% 1.368%
79 17.639 2639 2644 2651 rBV5 137288 293911 16.13% 0.873%
80 18.709 2820 2826 2836 rVBS8 80156 229451 12.59% 0.681%

Sum of corrected areas: 33681734
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

BF100402.D

10 Nov 2017 20:17

SJ/Ju

16367-04 2X

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P002-S001-0001-02

Abundance

2000000

1500000

1000000

500000

TIC: BF100402.D

5.52

5.12

6.67
6.52

7.06

6.90 7.46

0
Time-->

5.00

5.50

Abundance

2000000

1500000

1000000

500000

TIC: BF100402.D

9.94

8.19 11.43

10.72

95
873801 || 805 Jail

13.01

12.89

13.48

OF=r—r
Time-->

AAN
L

11.00

11.50 12.00

9.00 9.50 10.00 10.50

12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF100402.D

17.50

16.50 17.00

16.00

14.50 15.00 15.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 16

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

5.12 6.53 ng 309156 1,4-Dichlorobenzene-d4 6.90
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 38
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 516 (5.122 min): BF100402.D (-512) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 ISR RS LR AR
| 83.0 | 480 500 520 5.40
o ettt e e e m/z 59.00 54.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR S LR LR

480 5.00 5.20 5.40
59.0 m/z 101.10 17.83%

101.0
0 20 | 510 | e #0g10 0
T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e e R
570 4.80 500 5.20 5.40
5000 m/z 58.00 14 .75%
20.0 101.0
15.0 73.0 83.0
| MRSRRSRANSSIEN FSER  FONERR | MM C LA RN EN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417: 3-Hexanol e  ARREREEEE SRS
59.0 480 5.00 520 5.40
m/z 41.05 9.00%
5000 310 430 730
0 \‘\‘ “\H 510\‘ I | 840 1010
e B B L e L I e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.67 Concentration Rank 2

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

6.67 35.93 ng 1700770 1,4-Dichlorobenzene-d4 6.90
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 779 (6.669 min): BF100402.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBEAREE SR UL S
400 540 6.40 6.60 6.80 7.00
o..,....,....,....l'.'..:,:!..,::.-.|,..'..,??;9,..!.,}97.-,0....,....,"...,.. m/z 68.10 39.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.23%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.36%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I\
Abundance #14491: 5-Aminoindole e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.51%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 8
R.T. EstConc Area Relative to ISTD R.T.

11.95 12.10 ng 644794 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1677 (11.951 min): BF100402.D (-1672) (-) m/z 43.05 100.00%

157.1 185.1 T T T TTr 1T TTr 1T T T T
11.60 11.80 12.00 12.20

43.0 |, 73.0
5000 ,
, 2 0132

0! m/z 73.00 99 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0
11.60 11.80 12.00 12.20
97.0 m/z 57.10 97.07%
|| ‘ 157.0 185.0
ol pelle J Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
BN AR AR
11.60 11.80 12.00 12.20
5000 129.0 m/z 60.00 93.42%
97.0 199.0
157.0 242.0
0 15.0 177.0
T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 81.56%
0 15.0
- IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.73 11.35 ng 604779 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Tridecanoic acid 214 C13H2602 000638-53-9 62
Abundance Scan 1809 (12.727 min): BF100402.D (-1806) (-) m/z 43.10 100.00%
431 730
5000 1291
97.0
185.1 241.2 ISR N SN BN UGS
284.2 12.40 12.60 12.80 13.00
o ol 213.1 m/z 73.00 85.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 R AR R PR
12. 40 12. 60 12. 80 13.00
m/z 57.10 80.87%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 1240 12.60 12.80 13.00
m/ 60.00 79 .98%
5000 1290 4 0
185.0 228.0
97.0
o 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid R e AR
60.0 12.40 12.60 12.80 13.00
m/z 55.05 68.32%
5000{ 29.0 129.0
87.0
‘ 172.0 wvv_dvv/\fAJk A
0 |"""|""'Hl“"""' ‘l‘...‘l‘..‘l‘.l....l‘.... ..l. R AR RRRRA R R LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

Sample : 16367-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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

Peak Number 6 Phenol, 4,4"-(1-methylethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.89 32.45 ng 1505070 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 50
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 47
4 2.5-bis(TrimethvisilvD)thiophene 228 C10H20SSi2 017906-71-7 42
5 Naphthalene-2,6-dicarboxylic aci... 376 C24H2404 1000189-60-8 40
Abundance Scan 1837 (12.892 min): BF100402.D (-1830) (-) m/z 213.10 100.00%
218.1
5000
o0 0 12,60 12.80 13.00 13.20
39.0 650 165.1
e e k3 1691 1950 | 2o oTHi9T00  17.26%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 LI BRI SN UL UL
12,60 12.80 13.00 13.20
119.0 m/z 228.10 15.55%
65.0 91‘ 0 165 0 ‘
0 S — .‘... S | S ‘N
mz-> 20 40 60 80 160 120 140 160 180 200 220
Abundance
213.0
12,60 12.80 13.00 13.20
5000 m/z 214.10 14.07%
185.0
oL280 510 690 92.0 128.0 150 230.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71890: Carbanilic acid, p-phenyl- T T R T T
218.0 12,60 12.80 13.00 13.20
m/z 91.00 7.92%
5000
167.0  196.0
0 5.0 770 9801150 13900 | ‘
mz-> 20 40 eb 80 160 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

Sample : 16367-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 7 unknownl4.43 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

1443  6.24ng 280425  Chrysene-diz 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Methvl-4.4-diphenvl-3.4-dihydr... 298 C21H18N2 1000300-40-0 38
2 Pvridoll.2-albenzimidazole-4-car... 221 C14H11N3 016314-95-7 30
3 Boron. diethvl(5-ethvl-4.6-nonan... 250 C15H31BN2 136705-03-8 27
4 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 25
5 Phthalic acid, 3,3-dimethylbut-2... 432 C27H4404 1000357-01-2 22

Abundance Scan 2098 (14.427 min): BF100402.D (-2093) (-) m/z 221.10 100.00%
221.1
149.0
5000 5l
‘ 119 1
I 191.0 200 2932 a4 14.20 14.40 14.60 14.80
ol |' | “-l-]-u I‘ e 2520 T SALl m/z 149.00  73.90%
m/z--> 5 100 150 200 250 300 350
Abundance #143273: 2-Methyl-4,4-diphenyl-3,4-dihydro-quinazoline
22
5000 TTIT T[T I T T[T T T T[T T T T [TTT
77.0 14.20 14.40 14.60 14.80
51.0 143.0 m/z 57.10 48.79%
0 ) “ 1040 |y 180.0 254.0 298.0
— Pl L L e
m/z--> 100 150 200 250 300 350
Abundance
221.0
R e o
14.20 14.40 14.60 14.80
5000 m/z 91.00 38.78%
39.0
. 76.0 111.0 1500 1930
A e a2 e L B
m/z--> 50 100 150 200 250 300 350
Abundance #102410: Boron, diethyl(5-ethyl-4,6-nonanediiminato-N,N)-... e
221.0 14.20 14.40 14.60 14.80
m/z 119.10 30.84%
5000
177.0
0 290 670 109.0 149.0""| 1250.0
——t e o A B,
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF110817.M Mon Nov

13 11:07:40 2017

P002-S001-0001-02

Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Phthalic acid, bis(7-methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.61 11.11 ng 515372 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 83
2 Phthalic acid. 3-methvlbutvl pen... 446 C28H4604 1000356-81-6 64
3 Phthalic acid. 2-propvilphenvl un... 438 C28H3804 1000357-02-6 50
4 Phthalic acid. 2-ethvlbutvl nonv... 376 C23H3604 1000356-89-4 50
5 Phthalic acid, 2-methylpent-3-yl... 376 C23H3604 1000356-91-4 50
Abundance Scan 2129 (14.610 min): BF100402.D (-2126) (-) m/z 149.00 100.00%
148.0
5000 71.1
43.1
104.0 203.2 14.20 14.40 14.60 14.80 15.00
ol “ ,|. W 040 | | 1 193022312501 TPC  3a81 m/z 71.10 41.01%
m/z--> 50 100 150 200 250 300 350
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149.0
5000 U DA DR SURBLS BN
43.0 71.0 1420 14.40 14.60 14.80 15.00
m/z 57.10 38.38%
SENEY
oL .‘l‘.‘.‘.h.“l‘..‘. .“....l.... ....‘l....l...
m/z--> 50 100 150 200 250 300 350
Abundance
149.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 43.10 28.18%
71.0
0 43.0 104.0 2310 377.0
m/z--> 50 100 150 200 250 300 350
Abundance #224353: Phthalic acid, 2-propylphenyl undecyl ester L B
149.0 14.20 14.40 14.60 14.80 15.00
m/z 41.05 17.48%
5000
o200 570  107.0 | 267.0 303.0
mz-> 50 100 150 200 250 300 350 | | 14.20 14.40 14.60 14.80 15.00

8270-BF110817.M Mon Nov 13 11:07:40 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Phthalic acid, 2-fluorophen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.72 17.96 ng 833143 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-fluorophenvl no... 386 C23H27F04 1000356-47-8 64
2 Phthalic acid. dodecvl 2-methvlb... 404 C25H4004 1000322-82-0 59
3 Phthalic acid. hexadecvl 3-methv... 460 C29H4804 1000356-81-7 53
4 Phthalic acid. 3.4-dichlorophenv... 394 C20H20CI1204 1000315-27-5 53
5 Phthalic acid, 3-methylbutyl tet... 432 C27H4404 1000356-81-5 53
Abundance Scan 2148 (14.721 min): BF100402.D (-2139) (-) m/z 149.00 100.00%
149.0
5000 11
3.2 14.40 14.60 14.80 15.00
140
oL | 1040 | ) 1 108120712501 71T 3473 niT o110 37.14%
m/z--> 100 150 200 250 300 350
Abundance #205676: Phthalic acid, 2-fluorophenyl nonyl ester
149.0
5000 LU BN RN B
14.40 14.60 14.80 15.00
m/z 57.10 36.00%
. 43 0‘ 76.0 1}20 | 215 0243.0275.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
149.0
14.40 14.60 14.80 1500
5000 m/z 43.10 26.49%
41.0 10 1040 237.0 335.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #229317: Phthalic acid, hexadecyl 3-methylbuty! ester R B B
149.0 14.40 14.60 14.80 15.00
m/z 85.10 21.62%
5000
71.0
237.0
oL 440, | 1040 | O 391.0
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00

8270-BF110817.M Mon Nov 13 11:07:41 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Phthalic acid, hexadecyl 3-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.74 7.98 ng 370010 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hexadecvl 3-methv... 460 C29H4804 1000356-81-7 64
2 Phthalic acid. 3-fluorophenvl no... 386 C23H27F04 1000356-67-2 64
3 Phthalic acid. 2-fluorophenvl pe... 470 C29H39F04 1000356-50-2 53
4 Phthalic acid. nonvl trans-hex-3... 374 C23H3404 1000360-48-7 50
5 Phthalic acid, 2-ethylbutyl isob... 306 C18H2604 1000356-88-9 47
Abundance Scan 2151 (14.739 min): BF100402.D (-2148) (-) m/z 149.00 100.00%
149.0
5000 71.1
A | rono oot e 292 g 1440 1450 1080 1500
oL 2081 2490 | 842 | "m/z 71.10 42.81%
m/z--> 50 100 150 200 250 300 350
Abundance #229317: Phthalic acid, hexadecy! 3-methylbuty| ester
149.0
5000 LA BN SR SRR
14.40 14.60 14.80 15.00
71.0 m/z 57.10 36.78%
237.0
oL A0, | 140 | | 391.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
149.0
14.40 14.60 14.80 15.00
5000 m/z 43.10 35.95%
430 o0 1120 243.0 275.0
o
m/z--> 50 100 150 200 250 300 350 '
Abundance #231075: Phthalic acid, 2-fluorophenyl pentadecy! ester R e
149.0 14.40 14.60 14.80 15.00
m/z 55.10 18.45%
5000
57.0 243.0
027'0L‘ Ly 1}\2'0 | 211.0 | 359.0
m/z--> 50 100 150 200 250 300 350 ' 14,40 14.60 14.80 15.00

8270-BF110817.M Mon Nov 13 11:07:42 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl14.83 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.83 41.99 ng 1651230 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. isobutvl isohexvl... 306 C18H2604 1000308-98-1 49
2 Phthalic acid. butvl tetradecvl ... 418 C26H4204 1000308-91-3 47
3 Phthalic acid. bis(7-methvloctyl... 418 C26H4204 020548-62-3 43
4 Phthalic acid. cvcloheptvl isobu... 318 C19H2604 1000322-82-8 43
5 Phthalic acid, 2-ethylhexyl hexy... 362 C22H3404 1000309-02-5 43
Abundance Scan 2166 (14.827 min): BF100402.D (-2158) (-) m/z 149.00 100.00%
149.0
5000 71.1
43.1
293.2 1460 14'80 15,00 1520
98.1 14.60 14.80 15.00 15.20
o s Il | 760 2212491 | 82083472 yznT 7110 40.17%
m/z--> 50 100 150 200 250 300 350
Abundance #149580: Phthalic acid, isobutyl isohexy! ester
149.0
5000 U AL SUREURE ML B
14.60 14.80 15.00 15.20
5.0 m/z 57.10 35.21%
o BT 110 ae0 02510 5060
m/z--> éo 160 150 260 2%0 360 3§o
Abundance
149.0
"' 1460 1480 15.00 15.20
5000 m/z 43.10 30.78%
57.0
29.0 104.0 223.0 363.0
m/z--> - 'éol ' "160" "150" "260" "250" "360" "3§o"
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester R mEEEE RS S
149.0 14.60 14.80 15.00 15.20
m/z 55.10 21.16%
5000 43.0 710
ool il fomo | |\ ao mso
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF110817.M Mon Nov 13 11:07:43 2017 Page: 14



8270-BF110817.M Mon Nov

Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

Sample : 16367-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASE\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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

Peak Number 13 Pentadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.18 14.04 ng 552228 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Heptacosane 380 C27H56 000593-49-7 74
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 74
4 7.7-Diethvlheptadecane 296 C21H44 1000360-41-5 72
5 Decane, 3-methyl- 156 Cl11H24 013151-34-3 72

Abundance Scan 2226 (15.180 min): BF100402.D (-2223) (-) m/z 57.10 100.00%
57.1
5000
901 14.80 15.00 15.20 1540
155.2 : : : :
ol L b dd [ g 1952 1071 2302 2771 3202 3611 17110 57.83%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 AR SRR DR R
14.80 15.00 15.20 15.40
m/z 43.10 56.43%
0 27\‘0\“‘ \‘\ \\‘9%0\ 1410 183 02120
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 43.07%
27.0 9.0 1410 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 200 2%0 300 3%0
Abundance #38349: Decane, 3,8—dimethy|— TT T T[T T T T[T T T T [TTTT [T
57.0 14.80 15.00 15.20 15.40
m/z 55.10 17.46%
5000
99.0 1410
ob— i ly gwoo B
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15 20 15.40

13 11:07:43 2017

P002-S001-0001-02

Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.02 11.34 ng 445990 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Dodecane 170 C12H26 000112-40-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2369 (16.021 min): BF100402.D (-2364) (-) m/z 57.10 100.00%
57.1
5000 J\\MN,A‘~,\,/t\_u“v_\,,ﬁ~J
991 "' 15.80 16.00 16.20 16.40
41.1 : - : :
ofrrrd ,I. Lk, 11, LA 1962 2391 2802 310 |zt 71,10 66.86%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 L SN BN SO B
15. 80 16 00 16. 20 16. 40
99.0 m/z 43.10 58.00%
L 70 L 1410 1830 2250 267.0296.0
miz--> 0 §o 160 1éo 200 2%0 360 3%0
Abundance
43.0
"' 15.80 16.00 16.20 16.40
5000 m/z 85.10 48.68%
85.0
127.0 170.0
O T T T T T T
miz--> 0 §o 160 150 200 250 300 3%0
Abundance #202662: Heptacosane  BE EEEE L e
57.0 15.80 16.00 16.20 16.40
m/z 55.05 21.06%
o \/\’\A—/\AA/\_M,/\‘/W
0 27,0 | | 199‘ O‘ 141.0 1830 225.0 267.0 323.0 380.0
miz--> 0 §o 160 1éo 200 250 300 350 1580 1600 1620 1640

8270-BF110817.M Mon Nov 13 11:07:44 2017 Page: 16



8270-BF110817.M Mon Nov

Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

Sample : 16367-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanal Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
16.83 6.27 ng 246697 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 17-Octadecenal 266 C18H340 056554-86-0 87
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 81
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 81
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81

Abundance Scan 2507 (16.833 min): BF100402.D (-2503) (-) m/z 57.10 100.00%
57.1
5000
138.1 198.1 233.1 282.1 16.60 16.80 17.00 17.20
o 167,0 2132 nJz 43.10  84.49%
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
43.0, 82.0
5000 AL SUULALE SURBLLE SURILULE S
16.60 16.80 17.00 17.20
kfﬂ m/z 82.10 75 .55%
222.0
ol “‘.‘ ALl ﬂh L o200 Fyammo
m/z--> 50 100 150 200 250 300 350
Abundance
82.0
43.0 e
16.60 16.80 17.00 17.20
5000 m/z 55.00 57.08%
111.0
o140 1400 1960 2520
m/z--> 5|0 1C|)0 1%0 2(|)0 ZéO 3(I)O 35|O
Abundance #194460: (Z)—l4—TricosenyI formate TT T T[T T T T[T T T T[T TT T [TTT
55.0 9.0 16.60 16.80 17.00 17.20
‘ m/z 83.10 54 _.81%
5000
0 Il “ “Bﬁou 1800 2220 2780 300 3660
m/z--> 5|0 1(I)O 1é0 2(I)O 250 3(I)O 35|O 16.I60 16.|80 17.|00 17.|20

13 11:07:45 2017

P002-S001-0001-02

Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.14 6.30 ng 247533 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 94
3 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2559 (17.139 min): BF100402.D (-2556) (-) m/z 57.10 100.00%

57.1

5000 85.1

%

113.1141.1169.1 2111 257.2 2011 16.80 17.00 17.20 17.40
bt L ], o T S 388 Tz 71.100 79.98%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane

a1
~l
o

5000 850 LA I L L L L L |
: 16. 80 17. OO 17. 20 17.40
29.0 m/z 43.10 51.57%
0 L “\ “\ | “1130141 0169019702260
— 17—
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R B
16.80 17.00 17.20 17.40
5000 85.0 m/z 85.10 44.38%
29.0
o 113.0141.0169.0197.0205.0 268.0
——— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #191844: Sulfurous acid, butyl hexadecy! ester A e
57.0 16.80 17.00 17.20 17.40
m/z 55.00 19.95%
5000
85.0
29.0
o J‘I\Jﬂmmwth%ﬁ%O%%m%
—tr—l . — R e R ma
m/z--> 50 150 200 250 300 350 16. 80 17. OO 17. 20 17. 40

8270-BF110817.M Mon Nov 13 11:07:45 2017 Page: 18



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Stigmasterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.22 6.57 ng 258255 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol 412 C29H480 000083-48-7 93
2 Cvclopentadecane 210 C15H30 000295-48-7 70
3 1-Pentadecene 210 C15H30 013360-61-7 55
4 Dodecane. l-cvclopentvl-4-(3-cvc... 348 C25H48 007225-68-5 49
5 7-Heptadecene, 17-chloro- 272 C17H33CI 056554-79-1 38
Abundance Scan 2573 (17.221 min): BF100402.D (-2568) (-) m/z 55.10 100.00%
54.1
5000
s09q 3512 4124 " 17.00 17.20 17.40 17.60
o} m/z 83.05 72 .86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216703: Stigmasterol
55.0
5000 R SUNRE SR B
95.0 17.00 17.20 17.40 17.60
"~ 133.0 m/z 69.10 68.24%
Lo a0 0 pupmo 470
[o) H— ”“.‘.H.“. : ‘l“‘.”‘.‘“‘.““l‘?“..‘”‘.”‘. ‘I Ihl - I“‘ .“.‘. ?.‘: — I‘.' — .L.
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
" 17.00 17.20 17.40 17.60
5000 97.0 m/z 57.10 58.65%
139.0 210.0
L L (L WL L B BB B
m/z--> 50 100 150 200 250 300 350 400
Abundance #69581: 1-Pentadecene N B B !
43.0 17.00 17.20 17.40 17.60
m/z 43.10 58.08%
83.0
5000
11 “ || 1259 460 2100
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF110817.M Mon Nov 13 11:07:46 2017 Page: 19



8270-BF110817.M Mon Nov

Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

Sample : 16367-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 unknownl7.40 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.40 11.72 ng 460755 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 42
2 Spirol5.5Tundec-2-ene. 3.7.7-tri... 204 C15H24 018431-82-8 35
3 2.10.10-Trimethvltricvclol7.1.1.... 204 C14H200 1000210-81-9 35
4 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C15H24 021747-46-6 30
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 25
Abundance Scan 2603 (17.398 min): BF100402.D (-2598) (-) m/z 189.10 100.00%
5000
281.0316.1 359.3 4014 17.00 17.20 17.40 17.60 17.80
0 m/z 43.10 71.70%
miz--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0
107.0
5000 U A BN R B
41.0 147. 17.00 17.20 17.40 17.60 17.80
' T m/z 95.00 70.51%
ol LAALL )L |l N —
miz--> 50 100 150 200 250 300 350 400
Abundance
93.0 189.0
41.0 e
17.00 17.20 17.40 17.60 17.80
0
5000 1530 m/z 215.15 69.21%
e L L L L L UL UL WAL
miz--> 50 100 150 200 250 300 350 400
Abundance #64223: 2,10,10-Trimethyltricyclo[7.1.1.0(2,7)]undec-6-en-... T
189.0 17.00 17.20 17.40 17.60 17.80
a0 20 m/z 177.15  68.72%
5000
122.0 J
ko
0 ‘N'F}”hll"" S A SN SUBE A SR U B B
miz--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60 17.80

13 11:07:47 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 _.beta.-Sitosterol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.64 7.47 ng 293911 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 68
3 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 58
4 Campesterol 400 C28H480 000474-62-4 50
5 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 41

Abundance Scan 2644 (17.639 min): BF100402.D (-2639) (-) m/z 43.10 100.00%

431

107.1

5000
213.2 o555

329.3

381.4414.4 R o B B
17.40 17.60 17.80 18.00

0 m/z 107.10 65.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 LIRS
107.0 414.0 17.40 17.60 17.80 18.00
145.0 213.0 : m/z 55.00 64.87%
UL, 180730 2550 3990 1 sy
o) — Ilhl“l .‘.H.“l \‘Im .
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
R N RERE N RE s
17.40 17.60 17.80 18.00
5000 81.0 m/z 57.10 53.67%
414.0
145.0 213.0 303.0
178.0 255.0 381.0
o 112.0 | 342.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #212394: Ergost-5-en-3-ol, (3.beta.)- R RRREE EE s
43.0 17.40 17.60 17.80 18.00

m/z 95.10 52.10%

5000

m/z--> 50 100 150 200 250 300 350 400 17.40 17. 60 17. 80 18 00

8270-BF110817.M Mon Nov 13 11:07:48 2017 Page: 21



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100402.D

Aca On : 10 Nov 2017 20:17

Operator : SJ/JU

3?22 le 16367-04 2X P002-5001-0001-02
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Testosterone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.71 5.84 ng 229451 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 64
2 Propanoic acid. 3-amino-3-(4-flu... 183 C9H10FNO2 000325-89-3 30
3 2-Cvclopropvithiophene 124 C7H8S 029481-22-9 30
4 Aniline. 4-fluoro-N-T2-(2-thieno... 249 C13H12FNOS 1000258-85-1 30
5 5_beta.-Androstan-3.alpha.,11.al... 308 C19H3203 032212-61-6 27
Abundance Scan 2826 (18.709 min): BF100402.D (-2820) (-) m/z 43.10 100.00%
43. 124.1
5000
18140 18,60 18.80 19.00
0 m/z 57.10 90.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone
124.0
288.0
5000 246.0 BRI BN BN
41.0 79.0 18.40 18.60 18.80 19.00
203.0 m/z 124.05 83.41%
165.0 ‘
o .“l“‘.“‘l“‘.”.‘.”. ‘.“.“.. .l‘..l....l....l..
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
18,40 18,60 18.80 19.00
5000 m/z 71.10 68.05%
420 750 183.0
O T T T T T T T T T
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance #10467: 2-Cyclopropylthiophene R RREEE RS
124.0 18.40 18.60 18.80 19.00
m/z 55.00 54 _.97%
5000{ 45.0
91.
0 -MW“-VJuu---l-- LS ALY WU UL BN WU BRI BN B
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111017\

Data File : BF100402.D

Acq On : 10 Nov 2017 20:17 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : 16367-04 2X P002-S001-0001-02

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.12 6.5 ng 309156 1 6.90 946647 20.0
unknown6 .67 6.67 35.9 ng 1700770 1 6.90 946647 20.0
n-Hexadecanoic acid 11.95 12.1 ng 644794 4 11.43 1066000 20.0
Octadecanoic acid 12.73 11.4 ng 604779 4 11.43 1066000 20.0
Phenol, 4,4"-(1-m... 12.89 32.5 ng 1505070 5 14.06 927751 20.0
unknownl14 .43 14.43 6.2 ng 289425 5 14.06 927751 20.0
Phthalic acid, bi... 14.61 11.1 ng 515372 5 14.06 927751 20.0
Phthalic acid, 2-... 14.72 18.0 ng 833143 5 14.06 927751 20.0
Phthalic acid, he... 14.74 8.0 ng 370010 5 14.06 927751 20.0
unknownl14 .83 14.83 42.0 ng 1651230 6 15.55 786400 20.0
Pentadecane 15.18 14.0 ng 552228 6 15.55 786400 20.0
Heneicosane 16.02 11.3 ng 445990 6 15.55 786400 20.0
Octadecanal 16.83 6.3 ng 246697 6 15.55 786400 20.0
Hexadecane 17.14 6.3 ng 247533 6 15.55 786400 20.0
Stigmasterol 17.22 6.6 ng 258255 6 15.55 786400 20.0
unknownl17 .40 17.40 11.7 ng 460755 6 15.55 786400 20.0
-beta.-Sitosterol 17.64 7.5 ng 293911 6 15.55 786400 20.0
Testosterone 18.71 5.8 ng 229451 6 15.55 786400 20.0

8270-BF110817.M Mon Nov 13 11:07:49 2017 Page: 23



