LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 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-BF111319.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 2.116 3 5 12 rVB 128827 160993 2.14% 0.194%
2 2.204 13 20 26 rVB 4655514 6625896 88.23% 7.980%
3 2.322 36 40 47 rVB 54528 81542 1.09% 0.098%
4 3.792 284 290 296 rBV 74436 107030 1.43% 0.129%
5 4.492 404 409 417 rBvV2 65425 87700 1.17% 0.106%
6 4.934 477 484 492 rBV2 55974 79091 1.05% 0.095%
7 5.128 510 517 525 rBV 659500 816219 10.87% 0.983%
8 5.534 581 586 589 rBY 4311185 4128972 54.98% 4_.973%
9 5.710 613 616 620 rBV 392010 318627 4.24% 0.384%
10 6.533 752 756 761 rBV2 2982310 3660579 48.74% 4.408%

11 6.686 777 782 785 rBV 6356815 5986572 79.72% 7.210%
12 6.916 818 821 825 rBV 1617597 1397570 18.61% 1.683%
13 6.981 828 832 842 rBV 61937 103566 1.38% 0.125%
14 7.075 844 848 852 rBV 5028456 4678262 62.30% 5.634%
15 7.480 912 917 920 rBV 3974448 3743567 49.85% 4._.508%

16 7.675 947 950 953 rBV 127971 121681 1.62% 0.147%
17 8.104 1021 1023 1026 rBV 104197 107886 1.44% 0.130%
18 8.204 1036 1040 1043 rBV 2186757 1875731 24.98% 2.259%

19 8.227 1043 1044 1048 rVB 174045 93693 1.25% 0.113%
20 8.922 1158 1162 1164 rBV 97132 84215 1.12% 0.101%
21 9.016 1174 1178 1183 rBV 73295 96767 1.29% 0.117%
22 9.286 1219 1224 1227 rBV 7833390 6978039 92.92% 8.404%
23 9.545 1263 1268 1271 rBV3 57639 88783 1.18% 0.107%
24 9.621 1278 1281 1284 rBV 74513 86900 1.16% 0.105%

25 9.674 1287 1290 1294 rVB 999424 818366 10.90% 0.986%

26 9.969 1336 1340 1343 rBV 2571554 2067034 27.52% 2.489%
27 9.998 1343 1345 1349 rVB 364196 289745 3.86% 0.349%
28 10.169 1369 1374 1377 rBV2 261938 265079 3.53% 0.319%
29 10.263 1387 1390 1397 rVB 176348 201371 2.68% 0.243%
30 10.516 1430 1433 1437 rVB 263145 211163 2.81% 0.254%

31 10.763 1470 1475 1478 rBV 5129937 5078467 67.63% 6.116%
32 10.880 1492 1495 1502 rVB4 47368 87571 1.17% 0.105%
33 11.039 1518 1522 1525 rBV3 101549 138644 1.85% 0.167%
34 11.116 1532 1535 1538 rVB2 92204 100256 1.34% 0.121%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 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
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.463 1590 1594 1596 rBV 2304489 2190247 29.17% 2.638%

36 11.480 1596 1597 1601 rVvVv 457792 319479 4._.25% 0.385%
37 11.533 1603 1606 1608 rVB 115733 103609 1.38% 0.125%
38 11.621 1618 1621 1626 rVB 335236 258355 3.44% 0.311%
39 11.992 1677 1684 1695 rBV 3424560 4021151 53.55% 4.843%
40 12.163 1710 1713 1721 rVB4 83187 140107 1.87% 0.169%

41 12.515 1770 1773 1776 rVB2 90260 88848 1.18% 0.107%
42 12.674 1797 1800 1803 rBV 626176 676753 9.01% 0.815%
43 12.780 1812 1818 1829 rBV 2859531 3034703 40.41% 3.655%
44 12.904 1834 1839 1842 rBVY 443553 535949 7.14% 0.645%
45 13.057 1860 1865 1868 rBV 7264203 7509710 100.00% 9.044%

46 13.274 1899 1902 1905 rBV2 70610 91415 1.22% 0.110%
47 13.498 1937 1940 1944 rBV5 63167 89811 1.20% 0.108%
48 13.621 1956 1961 1970 rVB4 115299 179192 2.39% 0.216%
49 13.792 1985 1990 1999 rBV2 195793 438897 5.84% 0.529%
50 13.904 2006 2009 2014 rVB3 120376 119775 1.59% 0.144%

51 13.957 2014 2018 2028 rBV 1554836 1974299 26.29% 2.378%
52 14.109 2037 2044 2047 rBV2 2271539 2512640 33.46% 3.026%
53 14.133 2047 2048 2051 rVB 196427 107449 1.43% 0.129%
54 14.268 2068 2071 2078 rVB 336351 351363 4.68% 0.423%
55 14.427 2093 2098 2103 rBV 309774 480779 6.40% 0.579%

56 14.574 2120 2123 2133 rBV 510726 641161 8.54% 0.772%
57 14.898 2174 2178 2182 rBV 664265 662056 8.82% 0.797%
58 15.015 2193 2198 2206 rVB 175524 331003 4.41% 0.399%
59 15.168 2220 2224 2227 rBV 179835 274607 3.66% 0.331%
60 15.251 2234 2238 2249 rBV 668168 809446 10.78% 0.975%

61 15.486 2274 2278 2284 rVB 99992 145787 1.94% 0.176%
62 15.545 2285 2288 2292 rVB 113617 142835 1.90% 0.172%
63 15.615 2295 2300 2303 rBV 1401430 1728449 23.02% 2.082%
64 15.651 2303 2306 2311 rVB 517461 680875 9.07% 0.820%
65 16.109 2379 2384 2390 rBV 389770 623359 8.30% 0.751%

66 16.186 2391 2397 2409 rVB4 168569 500765 6.67% 0.603%

67 16.645 2470 2475 2480 rBV 174426 313718 4.18% 0.378%

68 17.133 2555 2558 2568 rVB2 53873 103850 1.38% 0.125%

69 17.274 2578 2582 2589 rVB2 48046 85463 1.14% 0.103%
Sum of corrected areas: 83035482
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
- BF117835.D

- 18 Nov 2019 15:13

- Ju

- K5822-01

10 Sample Multiplier: 1

TIC Library = C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF117835.D

2.20

5.53

6.69

6.53

7.07

7.48

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF117835.D

9.97
8.20

10.0004150¢ 10.52

10.76

b&gmnmz

11.46

11.48 62
o)

11.99

12.16

12.52

12.78

13.2

Time-->

7 T
8.00 8.50 9.00 9.50 10.00 10.50

11.00

11.50

12.00

12.50

I
13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

1330683790 ﬂé‘M%M
0

TIC: BF117835.D

14.11

13.96 15.62

14.90 15.25
274, &.57 1/.65

16.64

17.19.27

Time-->

R I
13.50 14.00 14.50 15.00 15.50 16.00

16.50

T
17.00

I
17.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.20 94 .82 ng 6625900 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 19 (2.198 min): BF117835.D (-13) (-) m/z 73.10 100.00%
3
5000 43
55 87
e
2.20 2.30 2.40 2.50 2.60
Obrrrerre L BTl e Tm/z 43.00  39.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 27.05%
0'I"'fﬁ'?§'J:J"P'L'I"§?J'='ﬁq"LI""I""I"”I""I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 LA IR UGS IR UL R
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 87.05 26.75%
J L 79 |, 97 112 129 /\
0'|'“'|“"w"w"“|'“ EUNEEEUNEEES SRS B SRR SR
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- A RAREE B R
73 220 2.30 2.40 2.50 2.60

m/z 41.00 13.12%
5000 43

29 87

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

58

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.13 11.68 ng 816219 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 517 (5.128 min): BF117835.D (-510) (-) m/z 43.00 100.00%
43
59
5000
101 ISR RN RN
51, 7 83 | 4.80 5.00 5.20 5.40
Obrrrprrrr el e e m/z 59.00 59.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL I L
59 480 500 520 540
m/z 101.00 21.29%
o it 83 g3 '{!
LR LA R IR UL SN AR RN RSN SARAN LRSS SARAN AR BUARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 57.95 15.17%
101
15 31 | 50°8 69 86
s R AR A AR AN RN RAARA RARLA RRAAS SRR LAASN SARAN LA ARRY
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 I IEAREELE R L R S
59 480 5.00 5.20 5.40
m/z 40.95 9.30%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 2-Heptanone Concentration Rank 14

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

5.71 4.56 ng 318627 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 72
3 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 64
4 2-Pentanone. 4.4-dimethvl- 114 C7H140 000590-50-1 50
5 2-Hexanone 100 C6H120 000591-78-6 39

Abundance Scan 616 (5.710 min): BF117835.D (-613) (-) m/z 43.00 100.00%
43
58
5000
t 540 560 580 600
99 114 : : :
O Ll SL Ll 65 | 85 99 U4 m/z 57.95 58.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7431: 2-Heptanone
43
58
5000 T T '|"57| T

5.40 5.60 5.80 6.00
m/z 71.00 15.84%

27 71
0 37| 51, 65 | 77 8591 99 114
B e o e o N e s o e e A RARR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7510: 2-Hexanone, 5-methyl-
43
L NI e
540 5.60 5.80 6.00
5000 58 m/z 41.00 11.54%
27 71
oL 1 % a7|| s /|l 65 [ Blg 99 14
e o e o L A o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 \ L
Abundance #7496: 2-Hexanone, 4-methyl-
43 540 5.60 5.80 6.00
m/z 59.00 9.45%
5000 58
5 27
Tl sl s ety B e 14
R o o o e o N I o o o R RRREE EE s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 4 unknown6.69 Concentration Rank 2

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

6.69 85.67 ng 5986570 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 783 (6.692 min): BF117835.D (-777) (-) m/z 132.00 100.00%
5000
68
0 s m[ " 6k ko 760
54 - - - -
ol 8 lyeenr o 27 Tn/z 134.00 35.16%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R L R

6.40 6.60 6.80 7.00
m/z 68.00 33.63%

31 51
9
o SR
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132
R B B
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 22.68%
SIS S Y - S
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R maa b
132 6.40 6.60 6.80 7.00
m/z 69.10 13.72%
5000 67
41 97
Wi o
79
ol o LA
m/z--> 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.99 36.72 ng 4021150 Phenanthrene-d10 11.46
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1684 (11.992 min): BF117835.D (-1677) (-) m/z 73.00 100.00%

73

5
5000 129 <_)(‘
97 115 157171185 213 BIURR AN AR Ee e
143 199 | 227,44 256 o84 11.60 11.80 12.00 12.20 12.40
01 m/z 43.00 87 .00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60

43 L
5000 129 T T T T T T T T T T T T
83 11. 60 11. 80 12. OO 12 20 12. 40
157 213 m/z 60.00 83.83%
143 171185199 /A\
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid

m/z 41.00 71.40%

435 11,60 11.80 12.00 12.20 12.40
5000 129
29
143157 214
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_v_v—rv_r
73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 68.13%

so00, 5 129
185
115 143 __171 228
JM MH i A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. OO 12 20 12. 40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.78 27.71 ng 3034700 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1818 (12.780 min): BF117835.D (-1812) (-) m/z 73.00 100.00%
43 7B
57
5000 129
I

12.40 12.60 12.80 13.00
m/z 43.00 93.66%

199, 3227

] 1)

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4

(0]
()]

|
~
w

5000 129 I e e
12.40 12.60 12.80 13.00

m/z 60.00 80.76%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
3
43 RS e s s
5 12.40 12.60 12.80 13.00
5000 129 m/z 57.00 76.07%
29 185 228
115
0111° | 14357171 ‘
I T O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid i e B B i R
43 57 3 12.40 12.60 12.80 13.00
m/z 55.00 71.55%
129
5000 29

%

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 10 Tetradecane, 2,6,10-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.79 3.49 ng 438897 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1990 (13.792 min): BF117835.D (-1985) (-) m/z 57.00 100.00%

97
71
43 85
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.40 13.60 13.80 14.00 14.20

113
127141155170 196210 232 252267 295

O rrrrrfrrtfery m/z 71.05 70.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
43
71
13.40 13.60 13.80 14.00 14.20
0
13 155 133 m/z 43.00 63.03%
o Il oy 1274 197211225240
A e B e R AR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83028: Hexadecane
57
71 AR EE RS B et
13.40 13.60 13.80 14.00 14.20
5000 43 85 m/z 85.10 57.46%
R B R A Aaa Ba s o e e AR aaa o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141432: Pentadecane, 8-hexyl- e A EBREEREERE e
57 71 13.40 13.60 13.80 14.00 14.20
43 m/z 55.00 20.86%
85
5000
29
113127 196
o L s 16" 2100005 65 g0
A L e L A S EARBEESEaR e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. OO 14. 20

8270-BF111319.M Tue Nov 19 16:05:02 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.96 15.71 ng 1974300 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2019 (13.962 min): BF117835.D (-2014) (-) m/z 57.00 100.00%
57
5000 \
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
3 13.60 13.80 14.00 14.20
ol 108186 210230243 260 308 m/z 55.00 96.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 PN RN SR S
13.60 13.80 14.00 14.20
29 m/z 43.00 95.82%
o 139 167 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57 83
13.60 13.80 14.00 14.20
5000 m/z 83.05 94 .01%
o 167 196 222 266 294 392340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane L B e e e e
57 13.60 13.80 14.00 14.20
97 m/z 97.05 86 .46%
5000
29 125
0 ‘ “ 154 179196 224 251269 320
TTTTITT TT —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
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

8270-BF111319.M Tue Nov 19 16:05:02 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Tridecane, 6-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.27 2.80 ng 351363 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2071 (14.268 min): BF117835.D (-2068) (-) m/z 57.00 100.00%
57
5000 85
113 14.00 14.20 14.40 14.60
141
ol ,I. WAy M 165183 206224 248 272 302 m/z 71.05 68.31%
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl-
43
71
5000 R SO UL AR B
14.00 14.20 14.40 14.60
m/z 43.00 66 .94%
99 126 154 183
0..ull'.'l..".'ll.".l..lll...|.|.?2.6.|....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
14,00 14.20 14.40 14.60
5000 P m/z 85.05 50.86%
29
oL ‘ J‘ | ) M2 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e s L
57 14.00 14.20 14.40 14.60
m/z 41.00 25.24%
5000 85
. 2?“ 1‘ || M2 141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF111319.M Tue Nov 19 16:05:03 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 13 Tetracosane Concentration Rank 16

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

14 .43 3.83 ng 480779 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2098 (14.427 min): BF117835.D (-2093) (-) m/z 57.00 100.00%

g7
85
5000
Lm0 ez " Ta70 1440 1460 1480
ob—— R e m/z 71.05 72 .51%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 L BRI ISR BRI B

14.20 14.40 14.60 14.80
m/z 43.00 59.98%

113
oL 33 ||| 1 169 197 225 253 281 309 33
e A e AR e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
A RamE e
85 14.20 14.40 14.60 14.80
5000 m/z 85.05 55.38%
29 113
oL L by J | 141 169 197 225 253 296
e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane A RREEE S s
57 14.20 14.40 14.60 14.80
m/z 55.00 24 .62%
5000 85
113
N T 4 169 197 225 267 295 365 393
e R e R
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .57 5.10 ng 641161 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tricosane 324 C23H48 000638-67-5 90
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 2122 (14.568 min): BF117835.D (-2120) (-) m/z 57.05 100.00%
57
5000 85
4 I N W
113 14.20 14.40 14.60 14.80
141 242 324
0 ,,|' A 1T 169 aga211 242 265285302 324 TG 70 63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885: Octadecane
57
5000 85 LR SRR B BN SRS B
4 14.20 14.40 14.60 14.80
m/z 71.05 68.23%
o k TR (169 197 225 23
m/z--> 25 45 éo éo 160 120 140 160 180 200 220 240 260 280 300 350
Abundance #141426: Heneicosane
57
85 14.20 14.40 14.60 14.80
5000 m/z 85.05 46 .66%
4
113
ol 23 | Ly |7, L169 197 225 253 296
m/z--> 25 45 éo éo 160 120 140 160 180 200 220 240 260 280 300 350
Abundance #129490: Eicosane A S aRam
57 14.20 14.40 14.60 14.80
m/z 55.00 25.17%
85
5000
4
141
Olrrrrrrefir b ”J..L”””ut%ég LS T i —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.90 7.66 ng 662056 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2178 (14.898 min): BF117835.D (-2174) (-) m/z 57.00 100.00%
57
85
5000
141 14.60 14.80 15.00 15.20
o3 ,] 1| LA 199.197 225 256281 309 351 | sz 71.05  74.16%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.60 14.80 15.00 15.20
m/z 43.00 64 .96%
29 113
oL Lt VM 100 197 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3éo '
Abundance #194493: Hexacosane
57
| 14:60 14.80 15.00 15.20
5000 85 m/z 85.05 53.61%
. 29 J Hlﬁ341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 3éo '
Abundance #209568: Docosane, 7-hexyl- B LA B i i e
57 14.60 14.80 15.00 15.20
m/z 55.00 22.09%
5000 85
oL 3 “,‘j \ J J141161 | 211 239 267 °%° 337 363 392
m/z--> 50 100 150 260 250 300 3éo ' 14%0 1480 1500 1520

8270-BF111319.M Tue Nov 19 16:05:04 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.02 3.83 ng 331003 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 80
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 68
Abundance Scan 2199 (15.021 min): BF117835.D (-2193) (-) m/z 57.05 100.00%
57
71
43
5000
113127141 o o 14130 15,00 15,20 1540
I ,....,|!-..:"|,....,....,1...‘.,.1.7.(’.,.?.9?,?97..,...?‘,‘.1...,..-..7‘]?‘.‘. m/z 71.10 72.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59879: Tetradecane
57
71
5000
14.80 15.00 15.20 15.40
4 m/z 43.00 64.19%
. 2 J 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48854: Dodecane, 2-methyl-
57
n R SUNRRE SRR SURIUR IR
85 14.80 15.00 15.20 15.40
5000 a m/z 85.10 47 .59%
99 141
oL L | M7 | sty
m/z--> 20 4b eb éo 160 150 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane I B B B
57 14.80 15.00 15.20 15.40
m/z 55.00 25.31%
71
5000 85
4
L7 Iy %9113127141155169183197 226
m/z--> 20 4b 60 éo 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40

8270-BF111319.M Tue Nov 19 16:05:05 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.25 9.37 ng 809446 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2238 (15.251 min): BF117835.D (-2234) (-) m/z 57.05 100.00%
57
85
5000
141 268 15.00 15.20 15.40 15.60
ol gy ‘I -' A 109 197216239 208 295 323 351 nyz  71.05  70.18%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
15.00 15.20 15.40 15.60
m/z 43.00 63.44%
29 113
ool Ll 77,141 160 197 205 268
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
" 15.00 15.20 15.40 15.60
5000 85 m/z 85.10 52.66%
ol 3 l Ly 113041 160 197 29 267 204 323 352
m/z--> 50 100 1%0 200 250 300 350
Abundance #215181: 2-methyloctacosane L e e
57 15.00 15.20 15.40 15.60
m/z 55.00 24 .42%
5000 85
N ] I | Ulj3wl41 169 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.11 7.21 ng 623359 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 2384 (16.109 min): BF117835.D (-2379) (-) m/z 57.00 100.00%

5000

:

99 R e LN R e
141 183 225 083 a1 15.80 16.00 16.20 16.40

0 m/z 71.05 74 .66%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5|7
5000
15.80 16.00 16.20 16.40
9 m/z 43.00 61.64%
0 , 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
517
R N RREEEEE R
15.80 16.00 16.20 16.40
5000 m/z 85.05 52.95%

99
26 ] |, 4 183 225 281 337 394

-

Oy ,, I B R EARE R n e  E E EEEEE Ra
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 15.80 16.00 16.20 16.40
m/z 55.00 23.81%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L SN .

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. OO 16. 20 16 40

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 1-Heptacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.19 5.79 ng 500765 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Octacosanol 410 C28H580 000557-61-9 89
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 70
5 Decane, 5,6-bis(2,2-dimethylprop... 278 C20H38 073002-85-4 70
Abundance Scan 2398 (16.192 min): BF117835.D (-2391) (-) m/z 57.00 100.00%
57 83
5000
) R e e e s AR
195215 15.80 16.00 16.20 16.40 16.60
ol 1 27 m/z 83.05 88.04%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 19
5000 AR U R BRI
125 15.80 16.00 16,20 16.40 16.60
m/z 97.05 86.96%
o 29 | 158 181 209 236 264 292 320 350 378
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Abundance #155046: 1-Heneicosanol
55 83
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5000 111 m/z 43.00 76.11%
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m/z--> 50 100 1éo 200 250 300 350 '
Abundance #215904: Octacosanol i BAR B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117835.D

Aca On : 18 Nov 2019 15:13

Operator :© JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Tetratetracontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.64 3.63 ng 313718 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 90

Abundance Scan 2474 (16.639 min): BF117835.D (-2470) (-) m/z 57.00 100.00%

5000

i

99 T e T
41175207 253284 355 16.40 16.60 16.80 17.00

0 m/z 71.05 69.77%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LIS  L  LL  LL

16.40 16.60 16.80 17.00
m/z 43.05 56.81%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
517
R N RERE N RE s
16.40 16.60 16.80 17.00
5000 m/z 85.05 56.10%

99
2| | Jdi 141 183 225 267 309 351 393 436

s

O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane e e
517 16.40 16.60 16.80 17.00
m/z 41.10 20.19%
5000

F

99
26 ] |, 141 183 225 281 337 394

e M —— S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16 60 16. 80 17. OO

8270-BF111319.M Tue Nov 19 16:05:07 2019 Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111819\
Data File : BF117835.D

Acq On : 18 Nov 2019 15:13

Operator : JU

Sample - K5822-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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]
Butane, 2-methoxy... 2.20 94.8 ng 6625900 1 6.92 1397570 20.0
2-Pentanone, 4-hy... 5.13 11.7 ng 816219 1 6.92 1397570 20.0
2-Heptanone 5.71 4.6 ng 318627 1 6.92 1397570 20.0
unknown6 .69 6.69 85.7 ng 5986570 1 6.92 1397570 20.0
n-Hexadecanoic acid 11.99 36.7 ng 4021150 4 11.46 2190250 20.0
Octadecanoic acid 12.78 27.7 ng 3034700 4 11.46 2190250 20.0
Tetradecane, 2,6,... 13.79 3.5 ng 438897 5 14.11 2512640 20.0
5-Eicosene, (E)- 13.96 15.7 ng 1974300 5 14.11 2512640 20.0
Tridecane, 6-propyl- 14.27 2.8 ng 351363 5 14.11 2512640 20.0
Tetracosane 14.43 3.8 ng 480779 5 14.11 2512640 20.0
Octadecane 14 .57 5.1 ng 641161 5 14.11 2512640 20.0
Heneicosane 14.90 7.7 ng 662056 6 15.62 1728450 20.0
Tetradecane 15.02 3.8 ng 331003 6 15.62 1728450 20.0
Nonadecane 15.25 9.4 ng 809446 6 15.62 1728450 20.0
Hexacosane 16.11 7.2 ng 623359 6 15.62 1728450 20.0
1-Heptacosanol 16.19 5.8 ng 500765 6 15.62 1728450 20.0
Tetratetracontane 16.64 3.6 ng 313718 6 15.62 1728450 20.0
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