LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073117\
Data File : BF097214.D

Aca On 31 Jul 2017 18:09

Operator : SJ/JU

Sample = 14488-04

Misc :

ALS Vial : 15 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-BF072517.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 4.622 460 465 478 rBV 189490 301761 9.90% 1.133%
2 5.093 541 545 562 rBVY 2741465 3047587 100.00% 11.439%
3 6.157 722 726 739 rBVY 2335548 2727816 89.51% 10.238%
4 6.257 739 743 750 rVB 2710225 2539987 83.34% 9.533%
5 6.481 777 781 786 rBV 659022 633486 20.79% 2.378%
6 6.634 803 807 811 rBVY 2156893 1997971 65.56% 7.499%
7 7.051 873 878 881 rBVY 1691762 1713452 56.22% 6.431%
8 7.763 995 999 1002 rBY 1151927 1034938 33.96% 3.884%
9 7.816 1005 1008 1011 rVB 41533 33358 1.09% 0.125%
10 8.839 1177 1182 1186 rBV 2413999 2407722 79.00% 9.037%
11 9.239 1246 1250 1255 rVB 559507 462458 15.17% 1.736%
12 9.369 1265 1272 1275 rBV 46595 45342 1.49% 0.170%
13 9.510 1291 1296 1299 rBV 963216 889570 29.19% 3.339%
14 9.963 1370 1373 1376 rVB 59654 47523 1.56% 0.178%
15 10.181 1405 1410 1413 rBvV3 24953 37814 1.24% 0.142%

16 10.298 1426 1430 1436 rBV 1399150 1283404 42.11% 4.817%
17 10.433 1450 1453 1460 rBV 86298 106535 3.50% 0.400%
18 10.880 1524 1529 1532 rBV2 64991 65448 2.15% 0.246%
19 10.986 1543 1547 1549 rBV 804309 748288 24 _.55% 2.809%
20 11.010 1549 1551 1555 rVvVv 128659 110487 3.63% 0.415%

21 11.063 1556 1560 1564 rVB 66191 66920 2.20% 0.251%
22 11.486 1622 1632 1634 rBV2 45059 72878 2.39% 0.274%
23 11.516 1634 1637 1639 rVB 37151 32468 1.07% 0.122%
24 11.545 1639 1642 1648 rBV2 162756 184261 6.05% 0.692%
25 11.592 1648 1650 1653 rBV 60993 51258 1.68% 0.192%
26 12.033 1721 1725 1728 rBV 54842 60499 1.99% 0.227%
27 12.069 1728 1731 1733 rVV2 33543 45747 1.50% 0.172%
28 12.122 1737 1740 1745 rVB4 33219 44706 1.47% 0.168%
29 12.192 1748 1752 1755 rBV 316738 310146 10.18% 1.164%
30 12.245 1755 1761 1765 rBVS8 21235 48694 1.60% 0.183%

31 12.322 1772 1774 1779 rBV2 66448 106278 3.49% 0.399%
32 12.416 1785 1790 1793 rBV 325141 348741 11.44% 1.309%
33 12.569 1812 1816 1823 rVB 1764902 1757638 57.67% 6.597%
34 12.639 1824 1828 1832 rBV2 41677 64015 2.10% 0.240%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073117\
Data File : BF097214.D

Aca On 31 Jul 2017 18:09

Operator : SJ/JU

Sample = 14488-04

Misc :

ALS Vial : 15 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-BF072517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.727 1840 1843 1844 rBV2 29097 35478 1.16% 0.133%
36 12.745 1844 1846 1849 rVB 64730 66253 2.17% 0.249%
37 12.816 1855 1858 1861 rBV3 45688 53598 1.76% 0.201%
38 12.851 1861 1864 1868 rVV 50321 56280 1.85% 0.211%
39 12.939 1876 1879 1882 rBV2 42135 38521 1.26% 0.145%
40 13.316 1940 1943 1945 rBV2 30640 36175 1.19% 0.136%
41 13.410 1957 1959 1961 rBV 33523 33228 1.09% 0.125%
42 13.469 1966 1969 1970 rBV2 40815 40421 1.33% 0.152%

43 13.492 1970 1973 1978 rVB2 141199 161797 5.31% 0.607%
44 13.610 1988 1993 1996 rBV2 720055 838376 27.51% 3.147%
45 13.633 1996 1997 2002 rVB 168113 128070 4._.20% 0.481%

46 13.716 2009 2011 2014 rBV 59977 78862 2.59% 0.296%
47 14.092 2070 2075 2077 rBV6 67323 111667 3.66% 0.419%
48 14.463 2136 2138 2142 rVB3 69463 69505 2.28% 0.261%

49 14.604 2158 2162 2165 rBVY 227625 346712 11.38% 1.301%
50 14.692 2174 2177 2181 rBV2 119783 175753 5.77% 0.660%

51 14.857 2203 2205 2210 rVB 130006 130681 4._.29% 0.490%
52 14.910 2211 2214 2219 rBV2 192646 245589 8.06% 0.922%
53 14.963 2219 2223 2226 rBV 503200 566888 18.60% 2.128%

Sum of corrected areas: 26643050
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO073117\

Data File : BF097214.D

Aca On : 31 Jul 2017 18:09

Operator : SJ/JU

ﬁ?ggle i 14488-04 CL-02-072717-B
ALS Vial : 15 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073117\
Data File : BF097214.D

Aca On 31 Jul 2017 18:09

Operator : SJ/JU

Sample = 14488-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M

CL-02-072717-B

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 3

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

4.62 9.53 ng 301761 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 Propanoic acid. 2-nitro-. methvl... 133 C4H7NO4 006118-50-9 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 465 (4.622 min): BF097214.D (-460) (-) m/z 43.00 100.00%
43.0
59.0
5000
by o 450 4% 4b0 480 500
ottt e e m/z 59.00 55.21%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SEBERRESE SRR AR R
59.0 420 440 460 480 5.00
0
150 a0 1010 m/z 101.10 13.96%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance
43.0
420 440 460 4.80 5.00
5000 m/z 58.00 13.62%
o 29.0 55.0 83.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- L B
59.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.49Y%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ SOQ“‘ . 98.0
m/z--> 1'0 2'0 3'0 4'0 5'0 ' 7'0 8IO 9'0 1(')0 11'0 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO073117\

Data File : BF097214.D

Aca On : 31 Jul 2017 18:09

Operator : SJ/JU

ﬁ?ggle i 14488-04 CL-02-072717-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.26 Concentration Rank 1

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

6.26 80.19 ng 2539990 1,4-Dichlorobenzene-d4 6.48
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 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 743 (6.257 min): BF097214.D (-739) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 UL SR SRS SR
40.0 540 J 6.00 6.20 6.40 6.60
O‘M.'?}-?. NN 2 S m/z 68.10 41.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 UL SR SRS LR
6.00 6.20 6.40 6.60
310 5L0 m/z 134.00 32.39%
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
600 620 6.40 6.60
5000 67.0 m/z 66.00 27.03%
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 A
Abundance #52379: Tranylcypromine-propiony! R BAEEEE R EE e S
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.05 16.40%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| B o AR R
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO073117\

Data File : BF097214.D

Aca On : 31 Jul 2017 18:09

Operator : SJ/JU

ﬁ?ggle i 14488-04 CL-02-072717-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Silane, trichlorooctadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.85 ng 106535 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1452 (10.428 min): BF097214.D (-1450) (-) m/z 57.05 100.00%
57.0
5000
199.1 140.0 1844 10,20 10.40 10.60 10.80
0 B T N m/z 43.00 77.80%
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
57.0
5000 RN BRI DU BN B
10.20 10.40 10.60 10.80
99.0 m/z 71.10 44 . 47%
o 27‘"0‘\‘ L), 1350 175.0205.0 245.0275.0 315.0345.0 386.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
10,20 10.40 10.60 10.80
5000 m/z 41.00 33.05%
0 2n0 990 1410 1830 226.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane REmaEES RS S
57.0 10.20 10.40 10.60 10.80
m/z 85.10 30.43%
5000
99.0
0 27,00 | | | , 1410 183.0 2250 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO073117\

Data File : BF097214.D

Aca On : 31 Jul 2017 18:09

Operator : SJ/JU

ﬁ?ggle i 14488-04 CL-02-072717-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.55 4.92 ng 184261 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1643 (11.551 min): BF097214.D (-1639) (-) m/z 43.00 100.00%
43.0
73.0
5000
1571 1851 231 oo 0110 1060 180

0 m/z 60.00 74 .64%
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

11.20 11.40 11.60 11.80

83.0 0
157.0 1g50 2130 256.0 m/z 57.05 72 .53%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
R e A EEREE
11.20 11.40 11.60 11.80
5000 129.0 m/z 73.00 71.69%
97.0 199.0
157.0 242.0
0 15.0 177.0
AL IR i R e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43.0 73.0 11.20 11.40 11.60 11.80
' m/z 55.05 70.11%
5000
‘ 129.0 171.0 214.0
‘ 97.0 ‘ :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO073117\

Data File : BF097214.D

Aca On : 31 Jul 2017 18:09

Operator : SJ/JU

ﬁ?ggle i 14488-04 CL-02-072717-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 6 n-Decanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.32 2.54 ng 106278 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 58
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Dodecanoic acid 200 C12H2402 000143-07-7 52
4 Lactose 342 C12H22011 000063-42-3 47
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 1774 (12.322 min): BF097214.D (-1772) (-) m/z 43.10 100.00%
43.
73.0
5000
185.2 RN IR IULSE R B
149.0 218.0 2412 12100 1220 12.40 12.60
S N—| m/z 73.00 78.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39469: n-Decanoic acid
60.0
5000 41.0
129.0 12.00 12.20 12.40 12.60
m/z 60.00 76.43%
oL 180, Ll i uop | assor
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
43.0 12.00 12.20 12.40 12.60
m/ 57.10 68.26Y%
5000 129.0 z 0
185.0 228.0
97.0
166.0
e R R R R S SRR SRS WAL SRR SRS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61120: Dodecanoic acid AR e R RE
60.0 12.00 12.20 12.40 12.60
410 m/z 55.00 66.11%
5000 129.0
85.0 157.0
200.0
0150\‘ 1A ‘H h‘\ MO S ¥ o
m/z--> 20 4 60 80 100 120 140 160 180 200 220 240 12. oo 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO073117\

Data File : BF097214.D

Aca On : 31 Jul 2017 18:09

Operator : SJ/JU

ﬁ?ggle i 14488-04 CL-02-072717-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 7 E-15-Heptadecenal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.49 3.86 ng 161797 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 90
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 86
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 83
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 76
5 1-Docosene 308 C22H44 001599-67-3 70
Abundance Scan 1973 (13.492 min): BF097214.D (-1970) (-) m/z 57.10 100.00%
5000 wv%kﬂ~wﬂmhvﬂJ\AprwuvwﬂvWAﬂw
13.20 13.40 13.60 13.80
ob—il m/z 43.10 98.71%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104157: E-15-Heptadecenal
43.0
5000 LI IS UL LN B
1320 13.40 13.60 13.80
m/z 55.00 85.68%
ol L . 139.0 168.0 196.0 224.0 252.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
13.20 13.40 13.60 13.80
5000 111.0 m/z 97.10 63.35%
266.0
o 139.0 168 0189.0 210. o 238 0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105686: 13-Tetradecen-1-ol acetate I EAmEmEEE RS
43.0 13.20 13.40 13.60 13.80
0
83.0 m/z 83.10 58.26%
ol 63 1390 167.0 1940 2240 254.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO073117\

Data File : BF097214.D

Aca On : 31 Jul 2017 18:09

Operator : SJ/JU

ﬁ?ggle i 14488-04 CL-02-072717-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9H-Cyclopenta[a]pyrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.09 2.66 ng 111667 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Cvclopentalalpvrene 240 C19H12 050861-05-7 70
2 2-Propen-1-one. 1-(2-hvdroxvphen... 240 C15H1203 013323-66-5 49
3 4.6-Diamino-1-methvl-3-phenvl pv... 240 C12H12N6 058791-67-6 49
4 9H-Pvrrolol3.2-Flauinolin-9-one.... 240 C15H16N20 1000319-84-1 49
5 5,6-Dimethyl-4-phenyl-3-cyanopyr... 240 C14H12N2S 094639-18-6 47

Abundance Scan 2075 (14.092 min): BF097214.D (-2070) (-) m/z 240.05 100.00%
24p.1
5000
3392 3973 13.80 14.00 14.20 14.40
0 m/z 239.10 82.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94382: 9H-Cyclopenta[a]pyrene
240.0
5000 RN SR B B
13.80 14.00 14.20 14.40
119.0 m/z 43.10 54_07%
ol _43.0 78.0 ‘ 1630 2110 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
240.0
13.80 14.00 14.20 14.40
5000 m/z 94.00 44 .60%
121.0
43.0 91.0
o i 152.0181.0211.0
mz-> 50 100 150 200 250 300 350 400
Abundance #93561: 4,6-Diamino-1-methyl-3-phenyl pyrazolo[3,4-d]pyrim... LIS L L I L L B L
43.0 240.0 13.80 14.00 14.20 14.40
m/z 69.10 34.29%
5000
77.0
127.0
O J'."“.“‘.‘. gty .,11.68291?7,0. e L e o s o o e R N REEE SRS R
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO073117\

Data File : BF097214.D

Aca On : 31 Jul 2017 18:09

Operator : SJ/JU

ﬁ?ggle i 14488-04 CL-02-072717-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9 +trans-Farnesol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .46 2.45 ng 69505 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Farnesol 222 C15H260 000106-28-5 64
2 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 59
4 Saualene 410 C30H50 000111-02-4 59
5 trans-Geranylgeraniol 290 C20H340 024034-73-9 59
Abundance Scan 2138 (14.463 min): BF097214.D (-2136) (-) m/z 69.10 100.00%
69.1
5000
411
254.1 U LSRRI L BULEL I
109.1 137.1 14.20 14.40 14.60 14.80
. 225.1 285.2311.0336. : - -
B N .1',"|.-"MLH511—HM% m/z 81.05 47.04%
m/z--> 50 100 150 200 250 300
Abundance #79392: trans-Farnesol
69.0
5000 41.0 L SIS B SR U
14.20 14.40 14.60 14.80
m/z 41.10 32.04%
95.0 136.0
ob———y Im' Il ‘\;‘m 'ﬁl (RN 16|2|0:||'9|1|0 |22|2|0| ——— ]
m/z--> 50 100 150 200 250 300
Abundance
69.0
4o LA IR BN SURIUR B
14.20 14.40 14.60 14.80
5000 m/z 254.05 18.84%
o 90 1270 1610 1610 2200
m/z--> 55 160 150 260 2éo 360 '
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69.0 14.20 14.40 14.60 14.80
m/z 137.10 14.74%
5000 41.0
9501210
o bl J‘ . I 017702050 245027300900 3420
m/z--> 55 150 200 2éo 360 ' 1450 1440 1460 14%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO073117\

Data File : BF097214.D

Aca On : 31 Jul 2017 18:09

Operator : SJ/JU

ﬁ?ggle i 14488-04 CL-02-072717-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.86 4.61 ng 130681 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Pervlene 252 C20H12 000198-55-0 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2206 (14.863 min): BF097214.D (-2203) (-) m/z 252.10 100.00%
25p.1
5000
125.1
14.60 14.80 15.00 15.20
224.1
ol B30 901y | 16511932570 2022 3321 8852 777250.10  31.16%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000
14.60 14.80 15.00 15.20
m/z 253.10 26.25%
125.0
o 50.0 83.0 , | 174.0 224.0 ‘H
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14,60 14.80 15.00 1520
5000 m/z 125.10 21.31%
126.0
ol 500 87.0 174.0  224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene e  RRRaE Bam s
25p.0 14.60 14.80 15.00 15.20
m/z 126.05 13.25%
5000
126.0
0. 390 870 | 1740 2240 J\
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073117\

Data File : BF097214.D

Acg On 31 Jul 2017 18:09

Operator : SJ/JU

3?22'6 i 14488-04 CL-02-072717-B
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.62 9.5 ng 301761 1 6.48 633486 20.0
unknown6 .26 6.26 80.2 ng 2539990 1 6.48 633486 20.0
Silane, trichloro... 10.43 2.9 ng 106535 4 10.99 748288 20.0
n-Hexadecanoic acid 11.55 4.9 ng 184261 4 10.99 748288 20.0
n-Decanoic acid 12.32 2.5 ng 106278 5 13.61 838376 20.0
E-15-Heptadecenal 13.49 3.9 ng 161797 5 13.61 838376 20.0
9H-Cyclopentala]p--- 14.09 2.7 ng 111667 5 13.61 838376 20.0
trans-Farnesol 14.46 2.5 ng 69505 6 14.96 566888 20.0
Benzo[e]pyrene 14 .86 4.6 ng 130681 6 14.96 566888 20.0
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