LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\

Data File : BF116673.D

Aca On = 31 Aug 2019 1:58 Instrument :
Operator : HP/JU BNA_F

Sample  : K4517-12 Sl
Misc i T4-S-D1-D4

ALS Vial : 12 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083019.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 5.457 568 573 577 rBVY 2153720 2072636 87 .68% 7.634%
2 6.469 740 745 750 rBVY 2216898 2363877 100.00% 8.707%
3 6.616 765 770 773 rBVY 2498560 2258646 95.55% 8.319%
4 6.845 805 809 812 rBV 836605 648336 27.43% 2.388%
5 7.004 832 836 839 rBVY 2109341 1681182 71.12% 6.192%
6 7.404 899 904 907 rBVY 1671378 1451619 61.41% 5.347%
7 8.128 1023 1027 1030 rBvV 1042349 859149 36.34% 3.165%
8 9.198 1205 1209 1213 rBV 2529747 2329783 98.56% 8.581%
9 9.586 1272 1275 1279 rBV 211678 184042 7.79% 0.678%
10 9.880 1321 1325 1328 rBvV 1141772 982349 41.56% 3.618%

11 10.663 1454 1458 1461 rBV 1581945 1384720 58.58% 5.100%
12 10.763 1471 1475 1477 rBV 35494 34098 1.44% 0.126%
13 11.357 1572 1576 1579 rBV 1080457 1002223 42.40% 3.692%
14 11.380 1579 1580 1583 rVV 223007 139905 5.92% 0.515%

15 11.427 1583 1588 1591 rVB3 37315 49930 2.11% 0.184%
16 11.586 1610 1615 1618 rBV2 21046 26056 1.10% 0.096%
17 11.857 1658 1661 1663 rBV 30248 28250 1.20% 0.104%
18 11.886 1663 1666 1673 rVV 317982 292876 12.39% 1.079%
19 11.974 1678 1681 1682 rBV2 37834 36391 1.54% 0.134%
20 12.174 1712 1715 1718 rVB 66066 61254 2.59% 0.226%
21 12.486 1765 1768 1775 rVB 45017 52054 2.20% 0.192%

22 12.568 1778 1782 1785 rVV 657739 548195 23.19% 2.019%
23 12.668 1796 1799 1802 rBV2 108092 105521 4._.46% 0.389%
24 12.798 1814 1821 1824 rBV 495036 551846 23.34% 2.033%

25 12.845 1826 1829 1835 rVB2 30840 33410 1.41% 0.123%
26 12.915 1838 1841 1842 rBV2 36733 33709 1.43% 0.124%
27 12.939 1842 1845 1849 rVV 2132357 2064700 87.34% 7.605%
28 13.015 1853 1858 1861 rBV2 36529 55768 2.36% 0.205%
29 13.098 1869 1872 1874 rBV2 29771 32182 1.36% 0.119%
30 13.121 1874 1876 1879 rVB 52029 42478 1.80% 0.156%
31 13.186 1884 1887 1890 rVB2 28369 30453 1.29% 0.112%
32 13.227 1890 1894 1896 rBV2 56951 63834 2.70% 0.235%
33 13.315 1907 1909 1912 rBV 26380 25158 1.06% 0.093%
34 13.351 1912 1915 1919 rBV3 24475 28145 1.19% 0.104%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\

Data File : BF116673.D

Aca On = 31 Aug 2019 1:58 Instrument :
Operator : HP/JU BNA_F

Sample - K4517-12 ClientSampleld :
Misc : T4-S-D1-D4

ALS Vial : 12 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.421 1924 1927 1931 rVB6 22808 27896 1.18% 0.103%
36 13.621 1958 1961 1965 rVB 87328 98227 4.16% 0.362%
37 13.739 1976 1981 1983 rBV2 58240 80300 3.40% 0.296%
38 13.768 1983 1986 1988 rVVv 54808 49752 2.10% 0.183%
39 13.792 1988 1990 1994 rVv2 42860 53708 2.27% 0.198%

40 13.833 1994 1997 2006 rVB2 433257 464869 19.67% 1.712%

41 13.992 2018 2024 2026 rBV2 870230 1056444 44.69% 3.891%
42 14.015 2026 2028 2034 rVB 337405 289868 12.26% 1.068%

43 14.162 2049 2053 2057 rVB3 64130 77986 3.30% 0.287%
44 14.204 2057 2060 2064 rBV2 35519 39267 1.66% 0.145%
45 14.374 2085 2089 2092 rVB 40959 44820 1.90% 0.165%
46 14.410 2092 2095 2099 rVB 69865 60814 2.57% 0.224%
47 14.468 2099 2105 2108 rBV2 110692 128504 5.44% 0.473%
48 14.574 2118 2123 2126 rVB4 21071 33320 1.41% 0.123%
49 14.668 2137 2139 2143 rBV3 22849 27408 1.16% 0.101%

50 14.768 2151 2156 2160 rBV 104477 115338 4._.88% 0.425%

51 14.845 2165 2169 2177 rBV5 51875 87542 3.70% 0.322%
52 15.021 2194 2199 2202 rBV2 290855 481907 20.39%% 1.775%
53 15.104 2208 2213 2221 rBV3 103441 180806 7.65% 0.666%
54 15.227 2229 2234 2240 rVB7 31902 60534 2.56% 0.223%
55 15.315 2245 2249 2255 rVB 176421 219725 9.30% 0.809%

56 15.374 2255 2259 2265 rBV 209294 256640 10.86% 0.945%
57 15.445 2265 2271 2274 rBV 613720 764423 32.34% 2.816%
58 15.480 2274 2277 2284 rVB3 126074 190241 8.05% 0.701%
59 15.915 2346 2351 2355 rBV 78437 116100 4.91% 0.428%

60 15.962 2355 2359 2363 rBV6 34562 58711 2.48% 0.216%
61 16.409 2431 2435 2439 rBV2 37137 67208 2.84% 0.248%
62 16.874 2509 2514 2524 rVB2 121885 233314 9.87% 0.859%
63 17.109 2549 2554 2559 rBV3 20722 34340 1.45% 0.126%

64 17.309 2582 2588 2598 rVB 100372 194304 8.22% 0.716%

Sum of corrected areas: 27149091
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\

BF116673.D

31 Aug 2019 1:58

HP/JU

K4517-12

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116673.D

Aca On : 31 Aug 2019 1:58

Operator : HP/JU

Sample : K4517-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 69.68 ng 2258650 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 771 (6.622 min): BF116673.D (-765) (-) m/z 132.00 100.00%
13%.0
5000
68.1
0 540 S m[ 520 60 b0 6k 700
01 et m/z 134.00 33.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 9go 1160 R L UL LU I
6.20 6.40 6.60 6.80 7.00
m/z 68.10 33.19%
ol 158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
SRESE AR AR SRR AR
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.04%
41.0 97.0
‘ ‘ 117.0
Oluuuu‘l‘..“.‘. ‘Hrl |||||||“|||H||||||||||||||||
m/z--> 20 100 120 140 160 180
Abundance #14105. B|cyc|o[4.2.0]octa 1,3,5-triene, 2,4-dimethyl- T Bima e o )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 131.00 14 .58%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“|||=||‘|‘||l‘|l“| T e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116673.D

Aca On : 31 Aug 2019 1:58

Operator : HP/JU

Sample : K4517-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.84 ng 292876 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Dodecanoic acid 200 C12H2402 000143-07-7 52
4 Tridecane 184 C13H28 000629-50-5 11
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 11
Abundance Scan 1667 (11.892 min): BF116673.D (-1663) (-) m/z 73.00 100.00%

73.0

43.1
5000 129.1
192.1
97.1 171.1 213.2 L L LIS e
51 ' 256.3 11.60 11.80 12.00 12.20
0 : m/z 59.95 78.11%
20 40 60

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

—

#107549: n-Hexadecanoic acid

5000 129.0
83.0 11.60 11.80 12.00 12.20
. 0,
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.10  70.87%
0’ .

m/z--> 80 100 120 140 160 180 200 220 240 260
73.0
e e
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 58.88%
0150 :

-

Abundance #95851: Pentadecanoic acid

i

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #61117: Dodecanoic acid B e Ea S A
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.00 55.91%
5000
129.0
157.0 200.0
5 uA O AP
S VR S A P PGRNUSMSS | SE
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116673.D

Aca On : 31 Aug 2019 1:58

Operator : HP/JU

Sample : K4517-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.67 2.11 ng 105521 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 72
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18

Abundance Scan 1799 (12.668 min): BF116673.D (-1796) (-) m/z 73.00 100.00%

430 73.0

-

5000
12.40 12.60 12.80 13.00
0< m/z 43.05 89.99%
m/z--> 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73.0

%

5000 129'0 T TTTT TTTT TTTT TTrrr
12140 1260 12.80 13.00
‘ . . m/z 60.00 84 .37%
0 i :
40 60

m/z--> 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 &
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.05 71.08%
83.0
157.0 185.0 213.0 256.0
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 W
Abundance #84453: Tetradecanoic acid AR EEEEEEEEE
73.0 12.40 12.60 12.80 13.00

m/z 55.00 60.65%

5000 129.0

185.0 228.0

e
‘\ ‘ ‘ Y ‘ M ‘H\ H‘ \157(\)\ ‘ I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00

SN
w
o
%

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116673.D

Aca On : 31 Aug 2019 1:58

Operator : HP/JU

Sample : K4517-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.83 8.80 ng 464869 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 89

Abundance Scan 1996 (13.827 min): BF116673.D (-1994) (-) m/z 230.10 100.00%

230.1

5000 570 83.1

-

13.60 13.80 14.00 14.20

Oty m/z 83.10 44 _39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55,0 83.0
5000 LA I L L L L L L
13.60 13.80 14.00 14.20
29.0 m/z 57.05 40.12%
0 1390 167.0 1960 238.0 266.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
5.0 83.0
e e e
13.60 13.80 14.00 14.20
5000 111.0 m/z 97.05 38.83%
29.0 139.0
ol 167.0195.0222.0 250.0 280.0 308.0 336.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol PR T T T
55,0 83.0 13.60 13.80 14.00 14.20
m/z 55.05 38.70%
5000
29.0 139.0
ol ‘ 167.0 196.0 224.0 252.0 280.0 308.0
AsaanseaassEieae e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116673.D

Aca On : 31 Aug 2019 1:58

Operator : HP/JU

Sample : K4517-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.43 ng 128504 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 58
3 Hexadecane 226 C16H34 000544-76-3 55
4 Hexacosane 366 C26H54 000630-01-3 53
5 Tritetracontane 605 C43H88 007098-21-7 53
Abundance Scan 2105 (14.468 min): BF116673.D (-2099) (-) m/z 57.10 100.00%
57.1
2000 */\JLN\J\\AJL
7.0 240.1 S e
411 207 1 283.1 3973 14.20 14.40 14.60 14.80
Ol s | m/Z 71.05  86.95%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #105883: Octadecane
51.0
5000 LR B UL UL B
14.20 14.40 14.60 14.80
m/z 43.10 64 .20%
OBJL.Jﬁ%}ﬂqu =L
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
1420 14.40 14.60 14.80
5000 m/z 85.05 59.82%
7.0
ol L. l Jy, 2410 18302170 2730 309.0343.0 375.0 4140
mz-> 0 éo 100 1%0 200 250 300 350 400
Abundance #83028: Hexadecane e
57.0 14.20 14.40 14.60 14.80
m/z 69.10 29.99%
5000
0 . i J‘ \‘ \}41 0 183 0 226 0
mz-> 0 5'0 100 1&'30 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF083019.M Tue Sep 03 01:50:45 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116673.D

Aca On : 31 Aug 2019 1:58

Operator : HP/JU

Sample : K4517-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.77 3.02 ng 115338 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Tetratetracontane 619 C44H90 007098-22-8 74
Abundance Scan 2156 (14.768 min): BF116673.D (-2151) (-) m/z 57.05 100.00%
57.0
5000
" 1158 1480 1080 500"
41 1 176 1 248 1 . . . .
0....|-,- A ll Lo i 1 2131 20002810 w/z 71.10  84.83%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 L UL L B BN
14.40 14.60 14.80 15.00
99.0 m/z 85.05 62.32%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 43.00 55.22%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #94346: Heptadecane L LI L L N BN B
57.0 14.40 14.60 14.80 15.00
m/z 55.05 23.91%
5000
99.0
0 27\‘0\ | ] | J | 1419 183.0 240.0
mz-> 50 100 150 200 250 300 350 14.40 14.60 14.80 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116673.D

Aca On : 31 Aug 2019 1:58

Operator : HP/JU

Sample : K4517-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Azacyclotridecan-2-one, 1-(... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .84 2.29 ng 87542 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azacvclotridecan-2-one. 1-(3-ami... 254 C15H30N20 064414-61-5 64
2 Imidazoll.2-bl-1.2.4-triazine. 6... 254 C14H14N40 1000277-24-4 35
3 Phenol. 5-amino-2-(5.7-dimethvl-... 254 C15H14N202 1000338-06-4 30
4 2.2"-Binaphthalene 254 C20H14 000612-78-2 30
5 1,2"-Binaphthalene 254 C20H14 004325-74-0 30
Abundance Scan 2168 (14.839 min): BF116673.D (-2165) (-) m/z 254.10 100.00%
254.1
69.0
5000
1451 1731 204.0 810 14.60 14.80 15.00 15.20
0! ' m/z 69.05 69.79%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105557: Azacyclotridecan-2-one, 1-(3-aminopropyl)-
254.0
70.0
5000 224.0 L B B I B
113.0 168.0 196.0 14.60 14.80 15.00 15.20
139.0 m/z 81.05 36.55%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105322: Imidazo[1,2-b]-1,2,4-triazine, 6-(3-methoxyphenyl...
254.0
" 14.60 14.80 15.00 15.20
5000 m/z 224.10 30.95%
212.0
420 g30 1020 o 183.0
0 \HH Al ‘h | m m wdsro, | owwo |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105516: Phenol, 5-amino-2-(5,7-dimethyl-1,3-benzoxazol-2-yl)
254.0 14.60 14.80 15.00 15.20
m/z 111.90 30.29%
5000
44.0 0
65.0 113.0
225.0
0 ...l....|....|....|....|.1.3.4..|0....1§7..q ”1|9|8|0|” .‘...‘ ...‘.|....|..
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116673.D

Aca On : 31 Aug 2019 1:58

Operator : HP/JU

Sample : K4517-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.32 5.75 ng 219725 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 98
2 Benzolil1fluoranthene 252 C20H12 000205-82-3 98
3 Benzolelpvrene 252 C20H12 000192-97-2 98
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
Abundance Scan 2250 (15.321 min): BF116673.D (-2245) (-) m/z 252.05 100.00%
25p.1
5000
125.1

15.00 15.20 15.40 15.60
m/z 250.10 30.72%

o 420 740 99.9 155.1177.0 200.0 224.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104214: Perylene

5000
15.00 15.20 15.40 15.60

m/z 253.10 22.61%

74.0 99.0 150.0 174.0 200.0 224.0

17.0 39.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104223: Benzo[j]fluoranthene
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.05 16.31%
126.0
ol 200 51.0 74.0 100.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104217: Benzo[e]pyrene
252.0 15.00 15.20 15.40 15.60
m/z 126.00 14 _.05%
5000
0 50.0 74.0 990“ ‘H 1460 174.0 200.0 224.0 MH
T e e e e e e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116673.D

Aca On : 31 Aug 2019 1:58

Operator : HP/JU

Sample : K4517-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.92 3.04 ng 116100 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Triacontane 422 C30H62 000638-68-6 87
4 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2352 (15.921 min): BF116673.D (-2346) (-) m/z 71.10 100.00%
71.1
5000
ado | | | 5 1 691 207.0 2630 15,60 15.80 16.00 16.20
oY et O S — m/z 57.05 98.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 R A SRS U B
15 60 15. 80 16. 00 16.20
99.0 m/z 85.10 73.24%
oo L)) 1| L4 1830 2250 2820
m/z--> 50 100 150 260 250 360 3éo 460
Abundance #83028: Hexadecane
57.0
15,60 15.80 16.00 16.20
5000 m/z 43.10 56.11%
990
026‘.0 ‘ J i.|.410 1830 2260
m/z--> éo 160 1éo 200 250 300 3éo 460
Abundance #219831: Triacontane e A RERREEESE L
57.0 15.60 15.80 16.00 16.20
m/z 55.00 23.68%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> % 1m ﬁo m 2m ﬁo 350 4m mmmmmmmm'
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
Data File : BF116673.D

Acq On : 31 Aug 2019 1:58

Operator : HP/JU

Sample : K4517-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6.62 6.62 69.7 ng 2258650 1 6.85 648336 20.0
n-Hexadecanoic acid 11.89 5.8 ng 292876 4 11.36 1002220 20.0
Octadecanoic acid 12.67 2.1 ng 105521 4 11.36 1002220 20.0
1-Heneicosanol 13.83 8.8 ng 464869 5 13.99 1056440 20.0
Octadecane 14 .47 2.4 ng 128504 5 13.99 1056440 20.0
2-methyloctacosane 1477 3.0 ng 115338 6 15.44 764423 20.0
Azacyclotridecan-... 14.84 2.3 ng 87542 6 15.44 764423 20.0
Perylene 15.32 5.8 ng 219725 6 15.44 764423 20.0
Eicosane 15.92 3.0 ng 116100 6 15.44 764423 20.0
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