LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 5.016 488 498 505 rBV 114993 149658 4_.96% 0.488%
2 5.410 559 565 568 rBY 2778736 2960945 98.07% 9.664%
3 6.428 732 738 741 rBVY 2653749 3010954 99.73% 9.827%
4 6.569 757 762 765 rBVY 3052926 3019102 100.00% 9.853%
5 6.628 769 772 775 rBV 156392 123028 4_.07% 0.402%
6 6.804 798 802 805 rVB 977305 814273 26.97% 2.658%
7 6.957 824 828 831 rBVY 2543638 2183986 72.34% 7.128%
8 7.369 892 898 901 rBVY 1862935 1824912 60.45% 5.956%
9 7.439 904 910 914 rVB 30385 37041 1.23% 0.121%
10 8.086 1016 1020 1023 rBv 1288308 1122167 37.17% 3.662%
11 9.163 1198 1203 1206 rBVY 3446026 2936061 97.25% 9.582%
12 9.557 1266 1270 1273 rBV 342249 298821 9.90% 0.975%
13 9.698 1291 1294 1298 rBV 43875 36973 1.22% 0.121%
14 9.769 1304 1306 1309 rVB 78588 66460 2.20% 0.217%
15 9.839 1314 1318 1322 rVB2 1481690 1223083 40.51% 3.992%
16 10.245 1384 1387 1389 rBvV 33949 33367 1.11% 0.109%
17 10.274 1389 1392 1394 rVB 96341 82641 2.74% 0.270%
18 10.492 1424 1429 1432 rBvV2 38731 49585 1.64% 0.162%
19 10.627 1447 1452 1455 rBV 2023255 1934718 64.08% 6.314%
20 10.745 1469 1472 1481 rVB 105826 117494 3.89% 0.383%
21 11.192 1546 1548 1551 rBV2 52817 49541 1.64% 0.162%
22 11.221 1551 1553 1558 rVB 38748 41547 1.38% 0.136%
23 11.327 1567 1571 1573 rBV 1361477 1104291 36.58% 3.604%
24 11.351 1573 1575 1577 rVB 157806 115785 3.84% 0.378%
25 11.827 1653 1656 1658 rBV 69385 59383 1.97% 0.194%
26 11.857 1658 1661 1666 rVvV 366855 344418 11.41% 1.124%
27 11.939 1672 1675 1677 rBV2 66585 73716 2.44% 0.241%
28 11.963 1677 1679 1683 rVB 54001 46617 1.54% 0.152%
29 12.304 1734 1737 1739 rBV 42005 35186 1.17% 0.115%
30 12.374 1747 1749 1752 rBV 66787 62534 2.07% 0.204%
31 12.463 1761 1764 1768 rBvV4 35758 43608 1.44% 0.142%
32 12.539 1773 1777 1780 rBV 206334 186671 6.18% 0.609%
33 12.639 1791 1794 1801 rBV3 79475 100614 3.33% 0.328%
34 12.768 1813 1816 1818 rVV 232567 176815 5.86% 0.577%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.815 1822 1824 1829 rVB2 47520 56309 1.87% 0.184%
36 12.915 1837 1841 1845 rBV 2318462 2338392 77.45% 7.632%
37 12.986 1850 1853 1856 rBV 27140 42024 1.39% 0.137%
38 13.098 1870 1872 1874 rVB2 58577 46095 1.53% 0.150%
39 13.198 1886 1889 1892 rBV 44509 45994 1.52% 0.150%
40 13.292 1902 1905 1908 rVvVv 75873 58986 1.95% 0.193%
41 13.321 1908 1910 1913 rVB 44852 35101 1.16% 0.115%
42 13.398 1919 1923 1928 rVB6 33859 45482 1.51% 0.148%
43 13.504 1937 1941 1947 rVBS8 30941 66739 2.21% 0.218%
44 13.604 1955 1958 1962 rVB3 46051 48218 1.60% 0.157%
45 13.715 1972 1977 1980 rBV4 24313 45858 1.52% 0.150%

46 13.809 1990 1993 2002 rVB 564779 514356 17.04% 1.679%
47 13.968 2015 2020 2023 rBV 990475 972350 32.21% 3.173%
48 13.992 2023 2024 2030 rVB 113534 101796 3.37% 0.332%

49 14.357 2082 2086 2090 rVB 35419 40495 1.34% 0.132%
50 14.451 2099 2102 2105 rBV3 94068 88242 2.92% 0.288%
51 14.827 2164 2166 2173 rVB2 30576 33563 1.11% 0.110%
52 15.004 2192 2196 2199 rBV2 70082 100458 3.33% 0.328%
53 15.298 2243 2246 2251 rVB 54335 64684 2.14% 0.211%
54 15.362 2253 2257 2263 rVB 63094 76481 2.53% 0.250%
55 15.427 2263 2268 2272 rBV 673209 816274 27.04% 2.664%
56 15.898 2344 2348 2351 rBV2 41973 69416 2.30% 0.227%
57 15.945 2352 2356 2366 rVB5 89037 175372 5.81% 0.572%
58 16.845 2507 2509 2516 rVB2 22066 38403 1.27% 0.125%
59 16.980 2528 2532 2537 rBV3 26957 54844 1.82% 0.179%
60 17.286 2580 2584 2592 rVB 27644 56594 1.87% 0.185%

61 17.439 2605 2610 2620 rVB9 62916 141450 4.69% 0.462%

Sum of corrected areas: 30639971
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF104321.D

6.57

3000000 5.41
6.43 6.96

2500000

2000000 7.37

1500000

1000000 6.80

500000

63
5.02 ﬂ 7.44

s 1 S

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: BF104321.D
9|16

3000000

2500000 12.92

10.63
2000000

9.84
1500000 8.09 11.33

1000000

500000 9.56

A 9.9¢ f&§?1q44

T
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: BF104321.D

3000000
2500000
2000000
1500000
1000000

500000
16.86.98 17.27.44

e e S S

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 : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 6

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

5.02 3.68 ng 149658 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 45
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17

Abundance Scan 499 (5.022 min): BF104321.D (-488) (-) m/z 43.00 100.00%
43
59
5000
101 SR SRR LS SRR
N 53 | 83 4.60 4.80 5.00 5.20 5.40 :
e I e el L L R R R m/z 59.00 57 .24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR L UL L
59 460 4.80 5.00 5.20 5.40
m/z 101.10 21.08%
15 31 101
| 25 7 37, 53, 83
miz--> N A A A
Abundance
43
- 460 480 5.00 520 5.40
5000 m/z 58.00 17.36%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T BRaa B
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.95%
5000
101
15 253137 || 51 %8 9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 74.15 ng 3019100 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 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104321.D (-757) (-) m/z 132.00 100.00%
5000 68
6 e
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
et 8 o2l 0 e | s W miz 68.10  41.97%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR RS AR LR
6.20 6.40 6.60 6.80 7.00
31 g 51 78 m/z 134.00 32.72%
'"Wh'Mlﬁﬁ'M"W"JI'”'I”"P"W'“'I”"P"W‘”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26.98%
33 44 g7 105
51 60 10 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.66%
5000 104
39 52 g 78
....,...H,....N....,Jll.,..Jﬂ,....??...,.ﬂ.. '}}7I"" h" T AR RS SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8

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

6.63 3.02 ng 123028 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 45
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
5 L-Lactic acid 90 C3H603 000079-33-4 38

Abundance Scan 772 (6.628 min): BF104321.D (-769) (-) m/z 45.00 100.00%
45
5000 59 {
i 530 640 660 680 700
103 : : : : :
e b b 80 28 1T 69,00 36.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)-
45
A
5000 USRS SR L S
59 4, 6.20 6.40 6.60 6.80 7.00
m/z 72.10 23.70%
"|""|" "|""|jl"|""l""|j"'|"'§?'"'l%??'l'%%gl""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
A A
6.20 6.40 6.60 6.80 7.00
5000 m/z 73.00 16.39%
59 72
31 89
19 103 119 131
Wmfmwﬁwwwrwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)-
45 6.20 6.40 6.60 6.80 7.00
m/z 43.00 13.45%
5000 59
73
\‘ ‘ ‘\ 88 193
m/z--> 10 20 3'0 4'0 5'0 6|0 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.13 ng 117494 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 92
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 1473 (10.751 min): BF104321.D (-1469) (-) m/z 57.00 100.00%

57
71

5000

169 T
1395, 184 10.40 10.60 10.80 11.00

m/z 71.05 81.37%

127

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 57
71
5000 LA L L L L L L B
85 10.40 10.60 10.80 11.00
29 m/z 43.05 67.75%
15 N L L %9 113 127 141 155 184
e L I o o T L e B e e e R AR R s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 AR EEEEE RS
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.05 48 .50%
113 127 141 155 169 183 197 226
I LA o e e e o e o e e R A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane LB m i
57 10.40 10.60 10.80 11.00
43 m/z 41.10 29.05%
71
5000 85
29
‘ % 113 197 141 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 6.24 ng 344418 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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 45
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 45

Abundance Scan 1662 (11.863 min): BF104321.D (-1658) (-) m/z 72.95 100.00%

60 73
43

5000 129

|

11.60 11.80 12.00 12.20
m/z 60.00 84.98%

143157 171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ’
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20

m/z 43.10 79.08%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 L B M M
11.60 11.80 12.00 12.20
5000 29 129 m/z 57.10 64.65%
' 15 oh 214
101 143157 185

R B B B A Banaaa e RARRARRE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B A R am e e

43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 64 .00%
5000 129
29
199
5 L#“ 143157171185 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

8270-BF040618.M Mon Apr 09 06:45:09 2018 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 10.58 ng 514356 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1993 (13.809 min): BF104321.D (-1990) (-) m/z 83.10 100.00%

5000

1906 230 13.40 13.60 13.80 14.00 14.20
ol o a1 202 280 m/z 57.05  94.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

5000 LA L B L L Y L L B
1340 13.60 13.80 14.00 14.20
m/z 55.10 89.49Y%
29 139
Il 167182 210 238 266 294
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
T T T
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 97.05 87.81%
29
126
154 182 210 238 266
mﬁpﬂmmﬁrmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #166292: Behenic alcohol R e e
13.40 13.60 13.80 14.00 14.20

m/z 43.05 83.73%

5000

29

139

! 167182 210 238 264280 308
T T R A EEREEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.30 ng 175372 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 1-Eicosanol 298 C20H420 000629-96-9 81
4 Carbonic acid. pentadecvl 2.2.2-... 402 C18H33CI1303 1000314-56-1 80
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 74
Abundance Scan 2355 (15.939 min): BF104321.D (-2352) (-) m/z 83.10 100.00%
57
5000
15.60 15.80 16.00 16.20
m/z 57.00 93.18%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 L A SUGIR UL IR
m 15.60 15.80 16.00 16.20
m/z 97.10 83.44%
T ‘ h ‘w h 4‘ 2% 181 200 236 264 202 320 350 378
m/z--> 50 200 250 300 350
Abundance
57 83
15,60 15.80 16.00 16.20
5000 11 m/z 43.10 72.79%
29
139 167 105 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #143253: 1-Eicosanol R e EEAER R
43 15.60 15.80 16.00 16.20
m/z 69.10 72 .63%
5000 } 11
280
.1.8L.‘ H wl\ Jl | “1?7#1'9?'2'24'1I2§2”l| S e —
m/z--> 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104321.D

Aca On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample : J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl7.44 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17 .44 3.47 ng 141450 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropvl-(2-nonvloxv-benzvl)-... 289 C19H31NO 1000297-00-6 14
2 1-Oxaspirol4.41nonane-4-carboxam... 273 C16H19NO3 1000319-97-0 12
3 5.16-Preanenolone oxime 329 C21H31NO2 001045-71-2 11
4 1-Pvrazineacetamide. N-(2-cvano-... 381 C20H23N503 1000319-00-2 10
5 Propionic acid l-methyl-4-phenyl... 287 C18H25N02 1000297-46-2 10
Abundance Scan 2610 (17.439 min): BF104321.D (-2605) (-) m/z 43.10 100.00%
43 107
5000
3 a1 RO AR SN B B
3T5 | | 17.20 17.40 17.60 17.80
L i m/z 107.00 88.54Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #135397: Cyclopropyl-(2-nonyloxy-benzyl)-amine
43 6 107
5000 RO AR N B B
163 17.20 17.40 17.60 17.80
. o m/z 55.00 81.09%
rhmHthlq m;lyw NIL}?OI?%SII O
m/z--> 50 100 150 200 250 300 350 400
Abundance
107
55 LRI AR N B B
17.20 17.40 17.60 17.80
5000 m/z 105.00 65.36%
273
77
162 189
34 133 231
m/z--> 50 100 150 200 250 300 350 400
Abundance #168579: 5,16-Pregnenolone oxime R EEEES
17.20 17.40 17.60 17.80
m/z 145.10 60.07%
5000
miz--> " 17,20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
Data File : BF104321.D

Acq On : 6 Apr 2018 22:23

Operator : JU/SJ

Sample - J2212-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 3.7 ng 149658 1 6.80 814273 20.0
unknown6 .57 6.57 74.2 ng 3019100 1 6.80 814273 20.0
Ethanol, 2-(2-eth... 6.63 3.0 ng 123028 1 6.80 814273 20.0
Tridecane 10.75 2.1 ng 117494 4 11.33 1104290 20.0
n-Hexadecanoic acid 11.86 6.2 ng 344418 4 11.33 1104290 20.0
1-Heneicosanol 13.81 10.6 ng 514356 5 13.97 972350 20.0
1-Heptacosanol 15.94 4.3 ng 175372 6 15.43 816274 20.0
unknownl7 .44 17 .44 3.5 ng 141450 6 15.43 816274 20.0
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