LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099796.D

Aca On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample : 16025-01

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-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 5.028 497 500 518 rBV 219751 365082 15.12% 1.745%
2 5.434 565 569 586 rBY 2064794 2183536 90.44% 10.439%
3 6.451 737 742 745 rBVY 1931809 2144962 88.85% 10.255%
4 6.581 760 764 767 rBVY 2383402 2271627 94.09% 10.861%
5 6.804 799 802 811 rBV 646535 539464 22.35% 2.579%
6 6.963 824 829 832 rBVY 1804416 1791226 74.19% 8.564%
7 7.375 895 899 902 rBVY 1410824 1355499 56.15% 6.481%
8 8.086 1016 1020 1030 rBV 891296 744536 30.84% 3.560%
9 8.645 1112 1115 1125 rBB 96800 82830 3.43% 0.396%
10 9.163 1198 1203 1206 rBvV 2725688 2414233 100.00% 11.542%
11 9.557 1266 1270 1277 rBB 45473 38343 1.59% 0.183%

12 9.839 1315 1318 1331 rVB 849492 795516 32.95% 3.803%
13 10.557 1436 1440 1444 rBV 420920 328715 13.62% 1.572%
14 10.639 1450 1454 1457 rBV 1391319 1279198 52.99% 6.116%
15 11.333 1568 1572 1576 rBV 842063 704207 29.17% 3.367%

16 11.851 1654 1660 1668 rBV3 76644 96648 4._00% 0.462%
17 12.386 1748 1751 1753 rBV 33067 32062 1.33% 0.153%
18 12.551 1774 1779 1782 rBV 50494 48542 2.01% 0.232%
19 12.633 1791 1793 1801 rVB4 29993 35252 1.46% 0.169%
20 12.780 1812 1818 1824 rVB 78310 92089 3.81% 0.440%
21 12.916 1837 1841 1845 rBV 1904549 1788061 74.06% 8.549%
22 13.004 1851 1856 1862 rVB3 16439 29325 1.21% 0.140%
23 13.104 1867 1873 1880 rVB7 19343 43089 1.78% 0.206%
24 13.216 1887 1892 1895 rBV2 25991 31090 1.29% 0.149%

25 13.798 1987 1991 1996 rBV2 119293 145195 6.01% 0.694%

26 13.980 2017 2022 2025 rBV 605295 576988 23.90% 2.759%

27 14.004 2025 2026 2031 rVB 61405 57445 2.38% 0.275%
28 14.374 2083 2089 2090 rBV2 55691 75403 3.12% 0.360%
29 14.404 2091 2094 2096 rvVv 30285 34281 1.42% 0.164%
30 14.715 2142 2147 2152 rBV9 13772 26937 1.12% 0.129%
31 15.027 2196 2200 2202 rBV 31750 46074 1.91% 0.220%
32 15.327 2247 2251 2258 rVB 33462 43059 1.78% 0.206%
33 15.386 2258 2261 2264 rBV 34106 39393 1.63% 0.188%

34 15.451 2267 2272 2277 rVV 356652 449517 18.62% 2.149%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099796.D

Aca On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample : 16025-01

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 - 0 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 15.845 2330 2339 2343 rBV3 52481 134845 5.59% 0.645%

36 16.915 2516 2521 2531 rVB7 19070 52068 2.16% 0.249%

Sum of corrected areas: 20916337
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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:\HPCHEMI\BNA F\DATA\BF102417\

BF099796.D

24 Oct 2017 18:59

SJ/Ju

16025-01

15 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099796.D

Aca On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample : 16025-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 3

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

5.03 13.54 ng 365082 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 500 (5.028 min): BF099796.D (-497) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0
| 83.0 4.60 4.80 5.00 5.20 5.40
oS RSO | R A O m/z 59.00 59.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 520 5.40
0
150 4, 1010 m/z 101.00 23.18%
0'”IJ”P'“ﬂ'”ﬂ“'P”W'”W”'EiQI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.00 16.06%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 460 480 500 520 5.40
m/z 41.00 9.27%
5000 41.0 {K
o U |70 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099796.D

Aca On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample : 16025-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.58 Concentration Rank 1

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

6.58 84.22 ng 2271630 1,4-Dichlorobenzene-d4 6.80
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 35
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 764 (6.581 min): BF099796.D (-760) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 SRR ARERE N SR R
401 540 8.0 | 106.0 6.20 6.40 6.60 6.80 7.00
Ol e et 80 L W80l "m/z 68.10  34.52%
m/z--> 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 SRR ARERE NS R
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.20%
0'“'|“Jhwl'WH'“|'“'|“?ﬁq'“|'“'|“"w"w"“|‘“' T
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.19%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e e )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.82%
5000
33.0 44.0 0.0 105.0
0 L 60\ 9 ‘ 0 0 ‘ | 115.0 1
m/z--> 30 40 5'0 60 70 8IO 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099796.D

Aca On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample : 16025-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 10

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

8.65 2.23 ng 82830 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 83
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 .alpha.-(Methvlthio)acetamide 105 C3H7NOS 022551-24-2 7
4 Guanidine 59 CH5N3 000113-00-8 7
5 Acetamide 59 C2H5NO 000060-35-5 5

Abundance Scan 1116 (8.651 min): BF099796.D (-1112) (-) m/z 59.00 100.00%
5d.0
5000 o 105.0
4t 1o " 840 860 8.80 9.00
) A e —— m/z 105.00 36.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 e
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 31.63%
oL 290 dor 91.0 ‘\ 121.0 149.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
59.0
" 840 860 8.80 9.00
5000 m/z 106.00 20.72%
75.0 105.0
43.0
0 121.0 149.0 165.0 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #4914: .alpha.-(Methylthio)acetamide S | U ——
59.0 8.40 8.60 8.80 9.00
m/z 51.00 15.08%
5000 105.0
44,
27.0 r
0 "'|""|'?%q|§?q'|""|"' U DAL PUR L SR IR AR RN SR
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF102317.M Wed Oct 25 16:26:04 2017

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099796.D

Aca On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample : 16025-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.56 8.26 ng 328715 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 1.2.4-Trioxolane. 3.3.5-triphenvl- 304 C20H1603 023246-12-0 64
3 Methvl benzilate 242 C15H1403 000076-89-1 50
4 Benzopinacol 366 C26H2202 000464-72-2 50
5 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1441 (10.563 min): BF099796.D (-1436) (-) m/z 105.00 100.00%
10%.0
182.1
5000 1.0
w0 260 1521 10120 1040 10,60 1080~
N S —— m/z 182.10 62.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47245: Benzophenone
105.0
5000 77.0 182.0 e e REEE e

10.20 10.40 10.60 10.80
m/z 77.00 51.38%

51.0
ol 27.0 | | 126.0 1520 |
T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105.0
77.0 IIIIIIIIIIIIIIIIIIIIIII
10.20 10.40 10.60 10.80
m/z 51.00 16.10%
5000 182.0
51.0
28.0
o 127.0 152.0 272.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95729: Methyl benzilate R R
105.0 10.20 10.40 10.60 10.80
183.0 m/z 181.10 10.08%
5000 .0
o150 5.0 1270 1520 |
T o e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 20 10.40 10.60 10.80

8270-BF102317.M Wed Oct 25 16:26:04 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099796.D

Aca On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample : 16025-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.74 ng 96648 Phenanthrene-d10 11.33
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 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1660 (11.851 min): BF099796.D (-1654) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
11.60 11.80 12.00 12.20
0 m/z 60.00 76.36%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 L S SULIIE IR I
83.0 11.60 11.80 12.00 12.20
‘ 1570 1gso 2130 2560 | M/Z 43.00  67.18%
0 AR I‘ﬂ' Al .‘l‘.‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 66 .28%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43.0 730 11.60 11.80 12.00 12.20
m/z 54.95 59.07%
5000 129.0
0 I —r U;\ : 'Hw i ‘I
m/iz-> 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:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099796.D

Aca On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample : 16025-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.80 5.03 ng 145195 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95
Abundance Scan 1991 (13.798 min): BF099796.D (-1987) (-) m/z 57.05 100.00%
51.0 |97.0
5000
200 15, 2201 1340 1360 13,80 1400 1420
0 ey b m/z 83.10 98.07%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
43.0 83.0
5000 1.0 LRI LN BUREU UM I
13.40 13.60 13.80 14.00 14.20
m/z 55.05 90.30%
oL L | “H“R"M 1820 2240  280.0309.0
m/z--> 55 160 1%0 260 2éo 360 3%0
Abundance
57.0 197.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 97.05 85.42%
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 #186968: n-Tetracosanol-1 T e B AR
57.0 97.0 13.40 13.60 13.80 14.00 14.20
m/z 69.10 81.59%
5000
e
o 200 LIk 4 44 1680 21002380 278.0308.0337.0 At easidi stk
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099796.D

Aca On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample : 16025-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Chrysene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.37 2.61 ng 75403 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chrvsene. l-methvl- 242 C19H14 003351-28-8 81
2 Chrvsene. 6-methvl- 242 C19H14 001705-85-7 62
3 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 55
4 2-Methvlchrvsene 242 C19H14 003351-32-4 49
5 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 49

Abundance Scan 2088 (14.368 min): BF099796.D (-2083) (-) m/z 242.10 100.00%

24%.1

5000
195 e300 sg1o| | 14.00 14.20 14.40 14.60
0 : m/z 241.05 34.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96037: Chrysene, 1-methyl-
242.0
5000 -|----|---"/-\’|\’-”‘ﬁ-|----|-
14.00 14.20 14.40 14.60
0
120.0 m/z 57.05 28.85%
ol 163.0 187.0 215.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
242.0
R R e e SR
14.00 14.20 14.40 14.60
5000 m/z 239.05 27.06%
0 87.0 120.0 215.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96058: Benz[a]anthracene, 7-methyl-
242.0 14.00 14.20 14.40 14.60
m/z 71.05 24 _05%
5000

120.0

270 630 94.0 141.0163.0 187.0 216.0
M ead
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099796.D

Aca On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample : 16025-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.84 6.00 ng 134845 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2338 (15.839 min): BF099796.D (-2330) (-) m/z 57.05 100.00%
57.0
99.1
HREURN AU SRR BN SR
411 1831 2910 15.60 15.80 16.00 16.20
0,,,.,I|,,,,J1-I fl'-'-"---' e et m/z 71.10 76.11%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L B BRI B B
15 60 15. 80 16. oo 16 20
99.0 m/z 85.10 53.85%
0 27,0| LMMWJMWJmozﬁo 281.0  337.0  394.0
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 43.05 44 _55Y%
99.0
27.0 1M01%02%D2%M%0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #194493: Hexacosane b RREmE EE e
57.0 15.60 15.80 16.00 16.20
m/z 99.10 26.99%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102417\
Data File : BF099796.D

Acq On : 24 Oct 2017 18:59

Operator : SJ/JU

Sample - 16025-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.03 13.5 ng 365082 1 6.80 539464 20.0
unknown6 .58 6.58 84.2 ng 2271630 1 6.80 539464 20.0
2-Hydroxy-iso-but. .. 8.65 2.2 ng 82830 2 8.09 744536 20.0
Benzophenone 10.56 8.3 ng 328715 3 9.84 795516 20.0
n-Hexadecanoic acid 11.85 2.7 ng 96648 4 11.33 704207 20.0
Behenic alcohol 13.80 5.0 ng 145195 5 13.98 576988 20.0
Chrysene, 1-methyl- 14.37 2.6 ng 75403 5 13.98 576988 20.0
Octacosane 15.84 6.0 ng 134845 6 15.45 449517 20.0
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