LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40 Instrument :

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

3?22'6 : 16285-07 P002-S004-0001-01

ALS Vial : 24 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-BF102317.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 4.981 489 492 508 rBV 149996 252609 14.64% 1.355%
2 5.392 559 562 585 rBY 1097754 1591572 92.26% 8.535%
3 6.187 694 697 701 rBB 31007 25598 1.48% 0.137%
4 6.416 733 736 754 rBVY 1239592 1605048 93.05% 8.607%
5 6.539 754 757 773 rVB 1695899 1725016 100.00% 9.251%
6 6.763 792 795 810 rVB 549498 511349 29.64% 2.742%
7 6.863 810 812 815 rBV 93506 86448 5.01% 0.464%
8 6.916 818 821 836 rVB 1448547 1299266 75.32% 6.968%
9 7.334 889 892 913 rBV 873301 965935 56.00% 5.180%
10 8.045 1010 1013 1027 rBV 686294 658610 38.18% 3.532%
11 9.116 1191 1195 1209 rVB 1806592 1563175 90.62% 8.383%
12 9.433 1246 1249 1252 rBV 32455 27366 1.59% 0.147%
13 9.516 1260 1263 1274 rVB 67867 66104 3.83% 0.354%
14 9.627 1279 1282 1285 rBV 22944 17415 1.01% 0.093%
15 9.757 1300 1304 1307 rBV 22167 17953 1.04% 0.096%
16 9.798 1307 1311 1322 rVB 675791 651424 37.76% 3.493%
17 9.898 1326 1328 1331 rBV 32640 29313 1.70% 0.157%
18 10.022 1345 1349 1353 rBv2 70944 58278 3.38% 0.313%
19 10.063 1353 1356 1359 rvv 43730 33721 1.95% 0.181%
20 10.239 1383 1386 1391 rVB 33482 25793 1.50% 0.138%
21 10.416 1413 1416 1420 rBV2 24482 21866 1.27% 0.117%
22 10.539 1434 1437 1441 rVB 81680 63774 3.70% 0.342%
23 10.592 1443 1446 1458 rBV 793963 785103 45.51% 4.210%
24 10.792 1475 1480 1488 rVB5 24876 35864 2.08% 0.192%
25 11.227 1549 1554 1558 rBV2 28379 35178 2.04% 0.189%
26 11.286 1561 1564 1576 rVB 629653 629948 36.52% 3.378%
27 11.474 1594 1596 1602 rBV 25696 20186 1.17% 0.108%
28 11.769 1643 1646 1649 rBV 39553 36152 2.10% 0.194%
29 11.804 1649 1652 1666 rVB2 194723 206495 11.97% 1.107%
30 12.492 1766 1769 1770 rBV 35067 34009 1.97% 0.182%
31 12.521 1770 1774 1782 rVVv4 42046 84774 4.91% 0.455%
32 12.586 1782 1785 1791 rVvV 36334 46959 2.72% 0.252%
33 12.863 1829 1832 1836 rBVY 1263950 1124753 65.20% 6.032%
34 13.710 1972 1976 1978 rBV 42055 40762 2.36% 0.219%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40 Instrument :

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

3?22'6 : 16285-07 P002-S004-0001-01

ALS Vial : 24 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-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.739 1978 1981 1987 rVB 98310 101448 5.88% 0.544%

36 13.880 2000 2005 2008 rBV 58920 48653 2.82% 0.261%
37 13.939 2011 2015 2022 rBV 596710 578267 33.52% 3.101%
38 14.039 2029 2032 2034 rBV 28390 28159 1.63% 0.151%
39 14.074 2036 2038 2041 rVB 31443 28819 1.67% 0.155%
40 14.362 2082 2087 2094 rBV 89101 109499 6.35% 0.587%
41 14.657 2133 2137 2140 rBVY 46620 46646 2.70% 0.250%
42 14.727 2146 2149 2154 rVB2 27046 31238 1.81% 0.168%
43 14.980 2187 2192 2195 rBVY 268467 282745 16.39% 1.516%
44 15.333 2248 2252 2256 rBV2 48933 65788 3.81% 0.353%

45 15.398 2256 2263 2271 rVV2 324203 499957 28.98% 2.681%

46 15.533 2282 2286 2292 rBV2 54171 72293 4._.19% 0.388%
47 15.745 2317 2322 2327 rBVY 189130 262612 15.22% 1.408%
48 15.798 2327 2331 2341 rVV3 63346 110697 6.42% 0.594%

49 15.915 2350 2351 2357 rVB6 14343 17947 1.04% 0.096%
50 15.980 2359 2362 2364 rVVv4 15679 19929 1.16% 0.107%
51 16.015 2364 2368 2377 rVB 50711 89512 5.19% 0.480%
52 16.174 2391 2395 2398 rBV5 16814 26053 1.51% 0.140%
53 16.221 2399 2403 2409 rVvVv 46522 71454 4.14% 0.383%
54 16.280 2409 2413 2419 rVB4 25027 43813 2.54% 0.235%

55 16.503 2445 2451 2458 rBV2 111814 190506 11.04% 1.022%

56 16.774 2489 2497 2505 rVvB2 111285 257222 14.91% 1.379%
57 16.886 2508 2516 2524 rBV7 84894 216713 12.56% 1.162%
58 17.033 2535 2541 2548 rVB2 107346 213381 12.37% 1.144%
59 17.280 2573 2583 2593 rBV9 88061 247539 14 .35% 1.327%

60 17.492 2614 2619 2622 rBV6 18121 33867 1.96% 0.182%
61 17.598 2633 2637 2644 rVBS8 17853 47745 2.77% 0.256%
62 17.786 2663 2669 2671 rBV6 50262 97422 5.65% 0.522%
63 18.039 2705 2712 2728 rVB9 62133 189187 10.97% 1.015%
64 18.192 2734 2738 2745 rVVv7 19090 44158 2.56% 0.237%

65 18.274 2745 2752 2761 rVB4 78794 196210 11.37% 1.052%

Sum of corrected areas: 18647295
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100238.D
6.54
1500000 6.92
6.42
5.39
1000000
7.33
6.76
500000
4.98
6.
oo |\|| ;ﬁ‘%
O I e e o e L B e e e e LA B e e B i e e
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: BF100238.D
9|12
1500000
12.86
1000000
10.59
8.05 9.80 11.29
500000
11.80
. | 9.88ee. @.Aé%’@ﬁq.zm&ﬁ% (1079 11281147 1&&\7 1DABB9
T N B e e L A Ao A S e T i ot -
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 TIC: BF100238.D
1500000
1000000
13.94
500000
16.50 16.7d 697.03 17.28 779 18 7
R 28 ) AN vmed R TS
e — —— 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
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7

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

4.98 9.88 ng 252609 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 56
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 492 (4.981 min): BF100238.D (-489) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 SIS 1S S
| 83.0 460 4.80 5.00 5.20 5.40
ot e m/z 59.10 64.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 480 5.00 5.20 5.40
m/z 101.10 24 .29%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 4.80 500 520 5.40
5000 m/z 58.00 16.72%
101.0
15.0 270 71.0
56.0 86.0
e S S S SULIULS SUSIL IS IULILS SULI LS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.69%
5000
101.0
15.0 58.0
B . | A Y- WY V3 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.54 Concentration Rank 1

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

6.54 67.47 ng 1725020 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 757 (6.539 min): BF100238.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PUSARNE SRR
40.0 54.0 6.20 6.40 6.60 6.80
0 gL.0 e m/z 68.10 33.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BN SRS RN SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.00%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 640 6.60 6.80
5000 67.0 m/z 66.00 20.39%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.64%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R ARRREEREEEEE R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 D-Limonene Concentration Rank 19

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

6.86 3.38 ng 86448 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 98
2 Cyclohexene. 1-methvl-4-(l-methy... 136 C10H16 005989-54-8 94
3 Cvclohexene. 4-ethenvl-1.4-dimet... 136 C10H16 001743-61-9 81
4 Limonene 136 C10H16 000138-86-3 76
5 Cyclohexanol, 1-methyl-4-(1-meth... 196 C12H2002 010198-23-9 72

Abundance Scan 811 (6.857 min): BF100238.D (-810) (-) m/z 68.05 100.00%
64.0
93.0
5000
39.1 121.1
136.1 6.60 6.80 7.00 7.20
0 e e e | M/Z 67.10  73.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68.0
93.0
5000 - '6.60 6.80 7.00 7.0
53.0 121.0136.0 m/z 93.00 65.26%
\

\“ h‘\ Ll ‘\H H‘\ \‘\ ‘ ‘ 207.0
O TR S L L S S S B I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
68.0

6.60 6.80 7.00 7.20

5000 93.0 m/z 79.10 32.24%
39.0
121'0136.0
L0 o A e e e L i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15803: Cyclohexene, 4-ethenyl-1,4-dimethyl-
68.0 6.60 6.80 7.00 7.20

m/z 91.00 28 .49%

5000 93.0

41.0 121'0136.0
224 T

m/z--> 20 0 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 5 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.80 6.56 ng 206495 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 38
Abundance Scan 1651 (11.798 min): BF100238.D (-1649) (-) m/z 72.95 100.00%
430 | 730
5000 129.1
97.0 e e o
1 2132 256.3 11.40 11.60 11.80 12.00 12.20
(o} m/z 60.00 94 _.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR UL BB SN B
83.0 11.40 11.60 11.80 12.00 12.20
Ji 1570 1geo 2130 260 | M/Z 43.05  81.69%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11:40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 74 .46%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 LNW
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 11.40 11.60 11.80 12.00 12.20
m/z 41.05 65.29%
5000 129.0
0L15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 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\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Octadecyl trifluoroacetate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.74 3.51 ng 101448 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 1981 (13.739 min): BF100238.D (-1978) (-) m/z 57.05 100.00%
57.0
97.1
5000
391 o080 13.40 13.60 13.80 14.00
0 m/z 83.05 83.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate
57.0
5000 AR AR
13140 13.60 13.80 14.00
m/z 43.10 75.74%
ol2600) u‘ H‘ h | 1390 4p 0 2520 2970 3480
m/z--> 50 150 200 250 360 350 400
Abundance
570 470
13.40 13.60 13.80 14.00
5000 m/z 55.00 68.97%
026.0 390 182.0 222.0 2660 3110 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester A e
13.40 13.60 13.80 14.00
83.0 m/z 97.10 68.42%
- /\»\J‘/\W
250
0! u J\ J . 182'0
m/z--> 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 2-methyloctacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.36 3.79 ng 109499 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2087 (14.362 min): BF100238.D (-2082) (-) m/z 57.05 100.00%
o A‘JR&A\_/L
UL NI B B
41.1 14.00 14.20 14.40 14.60
o ja3za1st m/z 71.05  66.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 LA DAL DU B B
14.00 14.20 14.40 14.60
99.0 m/z 85.05 52 .39%
0126.0) ‘ | H L 24D 1830 2250 267.0 300.0 3650
m/z--> 5 100 150 200 250 300 350 400
Abundance
57.0
14,00 14.20 14.40 14.60
5000 m/z 43.10 50.63%
99.0
o 141.0 1830 2250 281.0 3370  394.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R B
57.0 14.00 14.20 14.40 14.60
m/z 55.05 22.41%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 1éo 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.98 11.31 ng 282745 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2192 (14.980 min): BF100238.D (-2187) (-) m/z 57.05 100.00%

57.0
5000
99.1

1411 14. 60 14.80 15.00 15.20
1832 2252
ol L1 l|11 L SZ 52 er2 0 Tn/z 71.05  74.51%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rﬁ

5000
14.60 14.80 15.00 15.20
99.0 m/z 85.10 56.35%

oL 20 | | ) 1) 1410 1830 2250 26602060
e I i e B e e B o
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
_rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rﬁ

14.60 14.80 15.00 15.20

5000 m/z 43.05 52.62%
99.0
oL 27.0 141.0 183.0 2250 267.0 309.0  365.0
T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane D —aane
57.0 14 60 14. 80 15. 00 15. 20

m/z 99.10 21.33%

5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
A .

m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF102317.M Mon Nov 06 12:39:00 2017 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Oxirane, hexadecyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.53 2.89 ng 72293 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 83
3 Octadecanal 268 C18H360 000638-66-4 64
4 Hexadecanal 240 C16H320 000629-80-1 58
5 1,19-Eicosadiene 278 C20H38 014811-95-1 52

Abundance Scan 2285 (15.527 min): BF100238.D (-2282) (-) m/z 57.00 100.00%

57.0 820

5000
165.1 189.1 15.20 15.40 15.60 15.80
[ SENSEEN.. . m/z 82.05 93.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
5000 TT I T T [T T T T[T T T T [TTTT]
15.20 15.40 15.60 15.80
0
20.0 136.0 m/z 43.05 80.63%
o 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
T T
15.20 15.40 15.60 15.80
5000 m/z 55.00 76.38%
110.0
138.0

166.0 194.0 236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal R AEmEEEE L
43.0 15.20 15.40 15.60 15.80

m/z 71.05 61.99%

5000

137.0 166.0 194.0 2220 250.0

o.n,i.ﬂ.u T A

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80

8270-BF102317.M Mon Nov 06 12:39:01 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.80 4.43 ng 110697 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 87
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 81
Abundance Scan 2331 (15.798 min): BF100238.D (-2327) (-) m/z 97.10 100.00%
57.0 971.1
5000
- 1540 15,60 1560 1600 16,20
(o} — R m/z 57.05 95.86%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 LR DA DA SN B
15.40 15.60 15.80 16.00 16.20
30.0 m/z 83.10 88.61%
0 270 | “ \‘ \H\ I ‘\kl | 1680 210.0238.0 278.0308.0337.0
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance
57.0 197.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 69.10 88.11%
139.0
0 27.0 168.0 209.0238.0 278.0308.0 348.0378.0
L L L L L L L DL L L L L UL
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol e o
43.0 83.0 15.40 15.60 15.80 16.00 16.20
: m/z 55.00 83.12%
5000 110
oLt ” B! ‘f“‘f’-‘{ 1820 2240  280.0309.0
m/z--> 50 1(')0 1éo 200 250 300 3&1;0 15.'40 15.|60 15.I80 16.|00 16.|20

8270-BF102317.M Mon Nov 06 12:39:01 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 dl-_alpha.-Tocopherol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.02 3.58 ng 89512 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dI-.alpha.-Tocopherol 430 C29H5002 010191-41-0 93
2 Vitamin E 430 C29H5002 000059-02-9 91
3 2-Acetvifluorene 208 C15H120 000781-73-7 50
4 Benzene. l-isocvanato-4-(methvlt... 165 C8H7NOS 1000319-49-0 49
5 [1,2,4]Triazino[2,3-a][1,3]benzi... 378 C20H18N404 1000319-23-5 43
Abundance Scan 2369 (16.021 min): BF100238.D (-2364) (-) m/z 165.05 100.00%
16b.1
5000
430.3 BRNUUUNPLE 4
430 770 121.0 205.1 15.80 16.00 16.20 16.40
0 ...Mnﬁﬁ:,%f.ﬁ##wh1yh...,....,....w...,..J. m/z 164.00 30.76%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #222353: dI-.alpha.-Tocopherol
165.0
5000
15.80 16.00 16.20 16.40
430 _ 43001 "n/z 430.30 25.56%
ol Il 8L0 121.0 | 246.0 288.0 344.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
165.0
1580 16.00 1620 16.40
5000 43.0 m/z 166.10 12.96%
430.0
85.0
o 121.0 205053902750 3410 387.0
m/z--> 0 50 100 150 200 250 300 350 400 A
Abundance #67908: 2-Acetylfluorene L A RRARE RS L]
165.0 15.80 16.00 16.20 16.40
m/z 205.10 10.29%
08.0
5000
43.0
‘8%?1150
0.....“.'..‘.‘....J.“......................
m/z--> 0 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF102317.M Mon Nov 06 12:39:02 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.77 10.29 ng 257222 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2496 (16.768 min): BF100238.D (-2489) (-) m/z 57.10 100.00%
51.1
99.0 NN SRS I
d l 155 1 197 1 16.40 16.60 16.80 17.00
O/ N9 P U0 0 OO O Pl e — m/z 71.05 74.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AR DA DR BUREE
16. 40 16. 60 16 80 17.00
99.0 m/z 85.05 62.77%
ol y ) 1410 1830 2250 2670 3090 3510 4220
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance
57.0
16.40 16.60 16.80 17.00
5000 m/z 43.05 59.52%
99.0
oL.250 141.0 1830 225.0 296.0
m/z--> §o 160 1éo 200 250 360 3%0 460
Abundance #215181: 2-methyloctacosane L B e
57.0 16.40 16.60 16.80 17.00
m/z 55.00 22.85%
5000
99.0
o] ” | 1410 183.0 225.0 267.0 309.0 365.0
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(')0 16. 40 16. 60 16 80 17. oo '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl16.89 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.89 8.67 ng 216713 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 38
2 2.2-Dimethvilpropanoic acid. unde... 254 C16H3002 1000299-33-7 35
3 9-Nonadecene 266 C19H38 031035-07-1 35
4 1-Docosene 308 C22H44 001599-67-3 35
5 1,2-0Octadecanediol 286 C18H3802 020294-76-2 35
Abundance Scan 2517 (16.892 min): BF100238.D (-2508) (-) m/z 55.10 100.00%
5000 255.2
213.2
412.4 R e R e AR
| 300.2 35|1-3 | 1660 16.80 17.00 17 20
o! AL L m/z 83.00 96.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #109270: 1-Hexadecanethiol
55.0
5000 LI UL BRI U B
mmmmﬂmﬂm
200 m/z 97.10  82.40%
400 .
Olls'lo‘\l "HI‘H H‘ ‘ ‘I‘.;!.82q I‘\II \‘ — ||||| |' r
m/z--> 50 250 300 350 400
Abundance
57.0
16,60 16,80 17.00 17.20
5000 m/z 69.05 76.25%
97.0
o 152.0 197.0
miz-> 50 100 150 200 250 300 350 400
Abundance #115903: 9-Nonadecene I AEEREE TS
55.0 16.60 16.80 17.00 17.20
m/z 159.10 72.15%
97.0
5000
Lt UL Lo o =
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 350 4(|)O 16.60 16.80 17.00 17.20

8270-BF102317.M Mon Nov 06 12:39:03 2017 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Germanicol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.03 8.54 ng 213381 Perylene-di12 15.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanicol 426 C30H500 000465-02-1 53
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 50
3 Cedrene-V6 204 C15H24 1000162-76-8 47
4 3H-1.2-Dithiole-3-thione. 5-tert... 204 C8H12S3 013120-76-8 43
5 2,3-Dimethoxy-5-aminocinnamonitrile 204 C11H12N202 1000214-46-5 35

Abundance Scan 2541 (17.033 min): BF100238.D (-2535) (-) m/z 189.15 100.00%

5000
231.2
l 425.4 16.80 17.00 17.20 17.40
(o} l.,H...,....,..”,..h:, m/z 204.20 73.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221173: Germanicol
131.0 2040
5000 ||||||||||||||||||r|‘||’|A”|J
95.0 16.80 17.00 17.20 17.40
55.0 m/z 177.15 72 .95%
: 63. ‘ ‘ 393.0
0 129 ] | 20 o a0 PP
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0
133.0 16.80 17.00 17.20 17.40
5000 93.0 m/z 95.10 43 .46%
55.0
o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64261: Cedrene-V6 R B e e
189.0 16.80 17.00 17.20 17.40
133.0 m/z 175.05 40.26%
5000
41.0 QS'T
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF102317.M Mon Nov 06 12:39:04 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 _.beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.28 9.90 ng 247539 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 78
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 37
4 1H-1.3-Benzimidazole-6-carboxami... 255 C14H10FN30 1000350-37-6 25
5 Benzofuran-2-carboxylic acid, (2... 303 C16H11F2NO3 1000311-07-8 14
Abundance Scan 2583 (17.280 min): BF100238.D (-2573) (-) m/z 43.10 100.00%
431 1
5000
117.00 17.20 17.40 17.60
0! m/z 145.10 96.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217432: .beta.-Sitosterol
43.0
5000 17.00 17.20 17.40 17.60
107.0 : : : .
W50 a0 414.0 m/z 105.10 77.94%
H \\ H g0 290 M0 g,
oL— ‘H“\ \‘M‘M\\HH\ \\‘PK\QHQM \ \‘ ‘: I\‘wl . I\‘ ‘: |5|4| : I\ '“l i — —
m/z--> 150 200 250 300 350 400 450
Abundance
43.0
117.00 17.20 17.40 17.60
5000 81.0 m/z 107.00 75.80%
145.0 414.0
2130 .. 303.0
0 179.0 354.0
miz-> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate A o Al BRRmsma
43.0 17.00 17.20 17.40 17.60
m/z 159.10 71.42%
5000
80 o 396.0
L “ | \‘u HM Ll o 220200 2080 330 L ol
m/z--> 5 100 150 200 250 300 350 400 450 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 unknownl7.79 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.79 3.90 ng 97422 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.22-Stiamastadiene-3-one 410 C29H460 020817-72-5 46
2 4.22-Cholestadien-3-one 382 C27H420 055688-43-2 38
3 Hvdrochlorothiazide 297 C7HB8CIN304S2 000058-93-5 14
4 Eraosta-8(14).15.22-trien-3-ol. ... 396 C28H440 056630-88-7 10
5 (2-Thioxo-2H-[1,2,4]triazolo[1,5... 269 C14H11N30S 1000275-88-4 10
Abundance Scan 2670 (17.792 min): BF100238.D (-2663) (-) m/z 55.10 100.00%
54,
5000
410.3 N
132 3672 17,40 17.60 17.80 18.00 18.20
(o} m/z 67.05 59.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215910: 4,22-Stigmastadiene-3-one
55.0
5000 L BN UL B B
95.0 ﬂ@ﬂmﬂmmmmm
147.0 271.0 m/z 93.00 58.45%
: 410.0
0: . H \‘\‘ H‘ H‘u \‘H‘ “H \H \\‘\ %870 229 0‘ I \‘l‘\ — \?1?5)' : 3|6Z0| — lw :
m/z--> 50 200 250 300 350 400
Abundance
55.0
- 17740 17160 17180 16100 18,20
5000 m/z 81.00 56.20%
95.0 147.0 245.0
353.0
187.0 382.0
O o o i i e T
m/z--> 55 160 150 200 250 300 3%0 460
Abundance #142123: Hydrochlorothiazide BT
269.0 17.40 17.60 17.80 18.00 18.20
m/z 121.05 55.50%
5000 205.0
97.0
55.0 129.0 299.0
o 5.0 .0
m/z--> 50 100 150 200 250 300 350 400 1740 1760 1780 1800 1820
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.04 7.57 ng 189187 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.2.3.5.6.7.8.8a-octahy... 204 C15H24 003691-11-0 81
2 _.beta.-Humulene 204 C15H24 000116-04-1 64
3 .alpha.-Bulnesene 204 C15H24 1000374-19-9 53
4 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 45
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 204 C15H24 000512-61-8 43
Abundance Scan 2712 (18.039 mm) BF100238.D (-2705) (-) m/z 189.10 100.00%
93.0 135. 189.1
69.1
43.0
5000 163.1
218.2
L c [i 267.1
H‘ m 17.80 18.00 18.20 18.40
0! m/z 135.05 97.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64530: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...
410 107.0
79.0
5000 L S BRI UL UL
135.0 189.0 ﬂmmmmmmm
161.0 m/z 93.00 93.43%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
107.0
o 810 " 17.80 18.00 18.20 18.40
5000 ‘ 133.0 1610 204.0 m/z 107.00 92 .45Y%
A R R R L A AR LA LR LA AN LR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64321: .alpha.-Bulnesene R R RRREE EEE S
410 107.0 17.80 18.00 18.20 18.40
‘ m/z 121.05 89.57%
79.0
5000 135.0 189.0
161.0
0! R B L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100238.D

Aca On : 5 Nov 2017 21:40

Operator : SJ/JU

ﬁ?ggle i 16285-07 P002-5004-0001-01
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl18.27 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.27 7.85 ng 196210 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 43
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 41
3 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 38
4 Orcinol 124 C7H802 000504-15-4 35
5 2,4-Diaminophenol 124 C6H8N20 000095-86-3 35
Abundance Scan 2751 (18.268 min): BF100238.D (-2745) (-) m/z 124.05 100.00%
1241
5000
56.0 229.1
93.0
91010 2893 59075 3702 412.3 18.00 18.20 18.40 18.60
0! m/z 229.10 39.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156750: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)-
124.0
43.0
5000 1 T "”m"'l""l' UL
18.00 18.20 18.40 18.60
91.0 191.0 314.0 m/z 55.05 32.28%
229.0
o JM4FE9%.F, - ?739.,.‘... SR
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
| 18.00 18.20 18.40 18.60
5000 m/z 43.05 28.91%
910 288.0
164,0 2030 2460
L L s L L WL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #10430: 1,4-Benzenediol, 2—methy|— LI L LB N N B
124.0 18.00 18.20 18.40 18.60
m/z 95.10 23.95%
5000
67.0
0'%ﬁwﬁtmm”hm“"l""l"" U DN UL SR SR PR SUNILE UGN B
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\

Data File : BF100238.D

Acq On 5 Nov 2017 21:40 Instrument :

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

3?22'6 : 16285-07 P002-S004-0001-01

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : 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... 4._.98 9.9 ng 252609 1 6.76 511349 20.0
unknown6 .54 6.54 67.5 ng 1725020 1 6.76 511349 20.0
D-Limonene 6.86 3.4 ng 86448 1 6.76 511349 20.0
n-Hexadecanoic acid 11.80 6.6 ng 206495 4 11.29 629948 20.0
Octadecyl trifluo... 13.74 3.5 ng 101448 5 13.94 578267 20.0
2-methyloctacosane 14_36 3.8 ng 109499 5 13.94 578267 20.0
Heneicosane 14.98 11.3 ng 282745 6 15.40 499957 20.0
Oxirane, hexadecyl- 15.53 2.9 ng 72293 6 15.40 499957 20.0
n-Tetracosanol-1 15.80 4.4 ng 110697 6 15.40 499957 20.0
dl-_alpha.-Tocoph... 16.02 3.6 ng 89512 6 15.40 499957 20.0
Triacontane 16.77 10.3 ng 257222 6 15.40 499957 20.0
unknownl16 .89 16.89 8.7 ng 216713 6 15.40 499957 20.0
Germanicol 17.03 8.5 ng 213381 6 15.40 499957 20.0
-beta.-Sitosterol 17.28 9.9 ng 247539 6 15.40 499957 20.0
unknownl7.79 17.79 3.9 ng 97422 6 15.40 499957 20.0
Azulene, 1,2,3,5,... 18.04 7.6 ng 189187 6 15.40 499957 20.0
unknown18.27 18.27 7.8 ng 196210 6 15.40 499957 20.0
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