LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On = 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 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-BF071219.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 2.152 5 11 28 rvB 546167 745416 19.54% 1.924%
2 5.492 575 579 596 rBY 2710592 2607628 68.35% 6.729%
3 6.498 745 750 753 rBVY 2708476 2656947 69.64% 6.857%
4 6.639 770 774 777 rBVY 3138209 2807399 73.59% 7.245%
5 6.869 810 813 821 rVB 955211 757799 19.86% 1.956%
6 7.028 836 840 843 rBVY 2609744 2249867 58.97% 5.806%
7 7.428 903 908 911 rBVY 1911474 1728972 45.32% 4_.462%
8 8.151 1027 1031 1037 rBV 995340 930441 24.39% 2.401%
9 9.222 1209 1213 1226 rBvV 3401408 3507386 91.94% 9.051%
10 9.339 1230 1233 1240 rVB 51642 57492 1.51% 0.148%

11 9.616 1276 1280 1289 rVB 487095 460662 12.07% 1.189%
12 9.904 1325 1329 1338 rvB 1317102 1188086 31.14% 3.066%
13 10.692 1459 1463 1480 rBV 2347478 2330159 61.08% 6.013%
14 11.386 1577 1581 1585 rBV 1348966 1282503 33.62% 3.310%
15 11.916 1668 1671 1682 rBV 903197 940156 24.64% 2.426%

16 12.439 1757 1760 1762 rBV 57689 54658 1.43% 0.141%
17 12.474 1762 1766 1769 rVvVv3 95359 159879 4._.19% 0.413%
18 12.521 1773 1774 1784 rVB2 41440 50359 1.32% 0.130%
19 12.598 1784 1787 1790 rBV 160278 154253 4._.04% 0.398%
20 12.627 1790 1792 1801 rVB4 46282 81279 2.13% 0.210%

21 12.698 1801 1804 1816 rBV 532229 632276 16.57% 1.632%
22 12.827 1822 1826 1833 rBV 165996 171293 4._.49% 0.442%
23 12.974 1846 1851 1854 rBV 3994394 3815049 100.00% 9.845%

24 13.045 1861 1863 1870 rVB3 37084 53414 1.40% 0.138%
25 13.133 1875 1878 1881 rBvV4 26942 38839 1.02% 0.100%
26 13.263 1892 1900 1907 rBvV4 40847 83713 2.19% 0.216%
27 13.545 1940 1948 1950 rBV2 68639 79762 2.09% 0.206%
28 13.663 1965 1968 1973 rVB2 45330 51434 1.35% 0.133%

29 13.868 1998 2003 2006 rBV2 170949 164079 4 _30% 0.423%
30 13.910 2006 2010 2025 rVV6 134279 474123 12.43% 1.224%

31 14.027 2025 2030 2033 rVV 1141395 1208295 31.67% 3.118%
32 14.051 2033 2034 2042 rVB 122228 95526 2.50% 0.247%
33 14.186 2053 2057 2064 rVB 441148 380099 9.96% 0.981%
34 14.486 2105 2108 2113 rVB 751236 731297 19.17% 1.887%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On = 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.798 2156 2161 2165 rBV 1119237 1111825 29.14% 2.869%

36 15.062 2200 2206 2209 rBV 78216 121007 3.17% 0.312%
37 15.133 2213 2218 2223 rVV 1200420 1288783 33.78% 3.326%
38 15.368 2253 2258 2263 rBV 77724 103438 2.71% 0.267%
39 15.427 2265 2268 2274 rVB 46540 62219 1.63% 0.161%
40 15.515 2280 2283 2296 rVB 1023397 1407738 36.90% 3.633%

41 15.951 2350 2357 2367 rBVY 686181 1046531 27.43% 2.701%
42 16.451 2436 2442 2453 rBVY 303472 577885 15.15% 1.491%

43 16.962 2523 2529 2534 rBV3 26087 57997 1.52% 0.150%

44 17.045 2537 2543 2550 rVB 102807 201977 5.29% 0.521%

45 17.409 2601 2605 2613 rVB 20485 39715 1.04% 0.102%
Sum of corrected areas: 38749655
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
4000000 TIC: BF115773.D

6.64

3000000
5.49 6.50 7.03

2000000 7.43

1000000 6.87

2.15

e L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance : .
4000000 TIC: BF115773.D

12,97
9.22

3000000
10.69
2000000
9.90 11.39

1000000 8.15 11.92
0.62 12.70

9.34 L 11208 283 3 m13.2¢

PO

e T SESTSMPRSME—. S
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance : .
4000000 TIC: BF115773.D

3000000

2000000

15.13
14.03 14.80 15.52
1000000 14.49

15.95
14.19

13586655 -CE]\ 06 158 161904 17.41

R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF071219.M Fri Jul 26 15:38:25 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.15 19.67 ng 745416 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 11 (2.152 min): BF115773.D (-5) (-) m/z 73.00 100.00%
7B

ki

5000
43
55 87
37 | 67 2.20 2.30 2.40 2.50 2.60
Ot ot b e e S e mM/z 43.00  34.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 LU LI L L LB LI B
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 25.17%
29
35 |1 | 67 ||, 80
O e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87

2.20 2.30 2.40 2.50 2.60
5000 55 m/z 54.95 24 _.30%

Jd

—

79 | 97 112 129
0.,”.w.”.“.”,”.w.” T P . o S
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- T
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.12%
5000 43
58
0 A1 il I
R e R B o B A R RARE RREREEEEESES R s SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.64 Concentration Rank 1

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

6.64 74.09 ng 2807400 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.639 min): BF115773.D (-770) (-) m/z 132.00 100.00%
5000 68
40 %6 J " 640 6.60 6.80 7.00
54 . . . .
o |7 er | sus o w/z 68.00  A41.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 URRBE RS S LR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.11%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.64%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I N EEREEmmmss e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.49%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.92 14.66 ng 940156 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1672 (11.921 min): BF115773.D (-1668) (-) m/z 73.00 100.00%
43 60 s
5000 129
97 213 S B N —
1o 14307171185 59 | 057 256 1160 11,80 12.00 12.20
(o} m/z 60.00 78.67%
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 L B SUULILN UL B

11. 60 11. 80 12. 00 12 20

m/z 43.00 78.24%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 R RREEE L s
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 63.60%
29 185 228
‘ T7 01115 143157171 ‘ 199
SR 0 0 s Wl . T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R R e e S S
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 60.00%
5000 129
29
199
143157171185 242
15 | J
Ol e

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\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Trichloroacetic acid, hexad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.47 2.49ng 159879  Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302  074339-54-1 76

2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 76
3 Trichloroacetic acid. tridecvl e... 344 C15H27C1302 074339-51-8 64

4 n-Heptadecanol-1 256 C17H360 001454-85-9 64
5 1-Octadecene 252 C18H36 000112-88-9 64
Abundance Scan 1765 (12.469 min): BF115773.D (-1762) (-) m/z 57.00 100.00%

5000

ié

12.20 12.40 12.60 12.80

0 m/z 43.00 90.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #205392: Trichloroacetic acid, hexadecy! ester
69 83
97
111 12.20 12.40 12.60 12.80
29 125 m/z 55.00 75.69%
0 (|, 189153 167 181 196 224
- IIIIIIIIIIIIIII IIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43 57
69 83 B e A
97 12.20 12.40 12.60 12.80
5000 m/z 69.00 69.92%
11
139
AT T2
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #179456: Trichloroacetic acid, tridecyl ester S A BEABE Rt
43 57 69 g3 12.20 12.40 12.60 12.80
m/z 206.10 68.21%
97
5000
29 111
126
Wb Ll L s e
o.,.i.l,...“.‘,....,‘...l‘, b L o
m/z--> 40 60 80 100 120 140 160 180 200 220 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.70 9.86 ng 632276 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52

Abundance Scan 1804 (12.698 min): BF115773.D (-1801) (-) m/z 73.00 100.00%

5000

|

12.40 12.60 12.80 13.00
o’ m/z 43.00 95.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

143457171

5000 LN L L L L L L L B
12. 40 12. 60 12. 80 13. OO
m/z 59.95 80.33%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
57 SENUEEEA e —
12.40 12.60 12.80 13.00
5000 m/z 57.00 76.60%
i
0...,.‘;..%‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid N A L L e
73 12.40 12.60 12.80 13.00
m/z 55.00 71.38%
43 5
5000 129
185 228
m 115 | 14357171 | 199
0,,‘ 1P THY SR e L A W G A A =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. OO

8270-BF071219.M Fri Jul 26 15:38:30 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heneicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.87 2.72 ng 164079 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Nonadecane 268 C19H40 000629-92-5 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2003 (13.868 min): BF115773.D (-1998) (-) m/z 57.00 100.00%

57
85
5000
230 AP SUNLA RO BN
3 | | II 113 11‘.11 169 200 13.60 13.80 14.00 14.20
O pladgl gl e e m/z 71.00 76.39%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 'TKl U B PR

13,60 13.80 14.00 14.20
m/z 43.00 69.08%

29| 113
ol L LT 0 160 107 225 053 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R AR EE S S
13.60 13.80 14.00 14.20
5000 85 m/z 85.05 54 _.42%
29
oL j I i 111134 141,160 197 225 253 205 323 367
e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 13.60 13.80 14.00 14.20
m/z 41.00 24 .95%
5000 85
i 13 _MJ\__&__J/\\J&
0 | I |y Ty, 14 ‘169 197 225 253 281 309 338
— ettt e o o e
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Nonadecanol-1 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.91 7.85 ng 474123 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 2010 (13.910 min): BF115773.D (-2006) (-) m/z 55.00 100.00%

5
5000

13.60 13.80 14.00 14.20
m/z 83.00 99.29%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1

g

41
5000 LA L L L L L L L L L
13.60 13.80 14.00 14.20
m/z 43.00 95.98%
ol.28
R NERL L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115906: 1-Nonadecene
43
S BB RER S e
13.60 13.80 14.00 14.20
5000 m/z 57.00 95.35%
oAl 140 168 196 222238 266
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol

55 83 13.60 13.80 14.00 14.20
m/z 97.00 94.83%

5000

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.19 6.29 ng 380099 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2058 (14.192 min): BF115773.D (-2053) (-) m/z 57.00 100.00%
57
85
5000
141 169 215 248 13.80 14.00 14.20 14.40 14.60
0...J,' ‘IU.I,' e e m/z 71.05 76.27%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LN ORI BUUIR R B
13.80 14.00 14.20 14.40 14.60
m/z 43.00 60.62%
. 2011 ﬂ1}3‘1§1 169 107 225 253 295 323 367
m/z--> 55 160 150 260 250 360 350 '
Abundance #141426: Heneicosane
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
85 13.80 14.00 14.20 14.40 14.60
5000 m/z 85.00 55.97%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane REAREEEEE e e
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 22.97%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> % 1& 1% 2& 2% 3& 3% ' 1wmmmnmummo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.49 12.10 ng 731297 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2109 (14.492 min): BF115773.D (-2105) (-) m/z 57.00 100.00%
57
85
5000
| | ! I]113 141 169 197 225 254 295 323 | ih.éd ia“éd ih.éd ia“éd |
o f i r A e e e A m/z 71.05 78 .35%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L AR B SO SR
14.20 14.40 14.60 14.80
m/z 43.00 63.82%
0 ?F. l. d J A 141 169 197 225 253 282
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 58.50%
29 i 13 14
ol b LT gt 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80
m/z 55.00 23.42%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3&1;0 14.'20 14.40 14.60 14.80

8270-BF071219.M Fri Jul 26 15:38:32 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115773.D

Aca On : 25 Jul 2019 22:13

Operator : HP/JU

Sample = K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.80 15.80 ng 1111830 Perylene-d12 15.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonadecane 268 C19H40 000629-92-5 94

2 Heneicosane 296 C21H44 000629-94-7 91

3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91

5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2161 (14.798 min): BF115773.D (-2156) (-) m/z 57.00 100.00%

g7
85
5000
113
141 169 14.40 14.60 14.80 15.00 15.20
oJ,l .J-.l| Ll a2 197,225 258 295 837 m/z 71.05 77.16%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85

14.40 14.60 14.80 15.00 15.20
m/z 43.00 60.76%

| 113 141 169 197 225 268

YR 1 e P L e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05 58.46%
29 113
oL L by J | 141 169 197 225 253 296
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 22.84%
5000 85
113
N T 4 169 197 225 267 295 365 393
e e — T T T T
m/z--> 50 100 150 200 250 300 350 14. 40 14.60 14.80 15.00 15.20

8270-BF071219.M Fri Jul 26 15:38:32 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072519\
Data File : BF115773.D

Acq On = 25 Jul 2019 22:13

Operator : HP/JU

Sample - K3990-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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... 2.15 19.7 ng 745416 1 6.87 757799 20.0
unknown6 .64 6.64 74.1 ng 2807400 1 6.87 757799 20.0
n-Hexadecanoic acid 11.92 14.7 ng 940156 4 11.39 1282500 20.0
Trichloroacetic a... 12.47 2.5 ng 159879 4 11.39 1282500 20.0
Octadecanoic acid 12.70 9.9 ng 632276 4 11.39 1282500 20.0
Heneicosane 13.87 2.7 ng 164079 5 14.03 1208300 20.0
n-Nonadecanol-1 13.91 7.8 ng 474123 5 14.03 1208300 20.0
Hexacosane 14.19 6.3 ng 380099 5 14.03 1208300 20.0
Eicosane 14.49 12.1 ng 731297 5 14.03 1208300 20.0
Nonadecane 14.80 15.8 ng 1111830 6 15.49 1407740 20.0
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