LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample : K6465-01

Misc :

ALS Vial : 6 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-BF122419 .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 5.063 502 506 522 rVB 334135 419685 15.80% 1.496%
2 5.475 572 576 592 rBVY 2048886 1954607 73.60% 6.969%
3 6.492 744 749 767 rBVY 2178283 2164570 81.51% 7.717%
4 6.628 767 772 775 rBV 2504045 2227743 83.88% 7.943%
5 6.851 806 810 819 rVB 695310 571698 21.53% 2.038%
6 7.010 833 837 840 rBVY 1897963 1650238 62.14% 5.884%
7 7.416 902 906 917 rBY 1254654 1302903 49.06% 4 .645%
8 8.139 1025 1029 1045 rBV 749957 725443 27 .32% 2.586%
9 9.216 1208 1212 1223 rBvV 2789370 2489536 93.74% 8.876%
10 9.616 1276 1280 1289 rBV 233486 250036 9.41% 0.891%

11 9.898 1325 1328 1332 rBV 891899 874818 32.94% 3.119%
12 9.933 1332 1334 1341 rVB 35840 36456 1.37% 0.130%
13 10.698 1460 1464 1479 rBV 2087549 1957436 73.71% 6.979%
14 11.398 1579 1583 1585 rBV 1072338 988104 37.21% 3.523%
15 11.422 1585 1587 1591 rVvV 284604 254199 9.57% 0.906%

16 11.474 1591 1596 1602 rVB3 57717 91269 3.44% 0.325%
17 11.627 1617 1622 1629 rBV3 39121 93533 3.52% 0.333%
18 11.916 1666 1671 1679 rBV3 284601 379023 14.27% 1.351%
19 12.016 1685 1688 1691 rBV2 59140 69795 2.63% 0.249%

20 12.616 1786 1790 1796 rBV 447417 399140 15.03% 1.423%

21 12.704 1802 1805 1811 rBV2 87417 89963 3.39% 0.321%
22 12.845 1823 1829 1833 rBV 386358 399746 15.05% 1.425%
23 12.986 1848 1853 1856 rBV 3100479 2655732 100.00% 9.468%

24 13.063 1862 1866 1871 rBvV4 21505 33781 1.27% 0.120%
25 13.204 1888 1890 1894 rVB2 40546 37955 1.43% 0.135%
26 13.280 1900 1903 1906 rBVZ2 32160 39318 1.48% 0.140%
27 13.551 1944 1949 1952 rBV2 40150 51544 1.94% 0.184%

28 13.880 2001 2005 2017 rVB3 329429 501015 18.87% 1.786%
29 14.051 2025 2034 2037 rBV2 968891 1061675 39.98% 3.785%
30 14.074 2037 2038 2047 rVB 154203 140899 5.31% 0.502%

31 14.198 2055 2059 2067 rBV 150374 159245 6.00% 0.568%
32 14.504 2107 2111 2114 rBV 272359 261238 9.84% 0.931%
33 14.810 2159 2163 2167 rBV 384655 397375 14.96% 1.417%
34 14.886 2173 2176 2179 rVB 62858 60817 2.29% 0.217%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample : K6465-01

Misc :

ALS Vial : 6 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-BF122419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.110 2210 2214 2217 rBV 118093 174876 6.58% 0.623%

36 15.157 2217 2222 2226 rVV2 418813 554398 20.88% 1.977%
37 15.221 2230 2233 2238 rVB2 26136 37579 1.42% 0.134%
38 15.421 2259 2267 2274 rVV 62838 111572 4._.20% 0.398%
39 15.486 2274 2278 2282 rVV 79594 105046 3.96% 0.375%
40 15.545 2282 2288 2302 rVB2 842196 1277537 48.10% 4 _555%

41 15.980 2356 2362 2369 rBVY 274023 435482 16.40% 1.553%
42 16.057 2370 2375 2387 rVB10 32394 89059 3.35% 0.318%
43 16.492 2443 2449 2460 rVB 140961 253544 9.55% 0.904%
44 17.092 2542 2551 2559 rVB5 48534 157088 5.92% 0.560%
45 17.533 2621 2626 2636 rVB2 23267 61379 2.31% 0.219%

Sum of corrected areas: 28048095
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\

BF118403.D

31 Dec 2019 14:12

Ju

K6465-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF118403.D

6.63

6.49
5.47
7.01

7.42

6.85

5.06

0
Time-->

4.50 5.00

5.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF118403.D

10.70

11.40
9.90
8.14
126215 g4

2.70 :IL? OEL32

11.92
2.02

11.42

L 147163

Time-->

13 00

12.00 12.50

10.00

10.50

9.50 11.00 11.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

13 55

TIC: BF118403.D

14.05
15.54

14.81 15.16

13.88

1 M 20 4.8915, 22135 17.09 17 53

Time-->

13 50

18.50

17. 50 18.00

14. OO

14 50 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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.

5.06 14.68 ng 419685 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF118403.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101 Y A C—
480 500 520 5.40
83
Obrrrrrrre il Sl 09 & m/z 59.00 60.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL SRR RN LN
4.80 5.00 5.20 5.40
59 m/z 101.00 26.51%
101
0"I”"P"W'?ﬁl'“'?}“II”q?P"Wg?“?}“:I”"P"W"”I'”'I”'W
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
59
480 5.00 520 540
5000 M m/z 58.00 15.19%
68
o [ 126 147
N A SR R AR AN AL AN AL AR SARAN SAARS SR ARAN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R L A Emams mtiy
59 4.80 5.00 5.20 5.40
31 m/z 41.10 10.26%
5000 41
73
0 'W'%?'P"'I”"I'”'?}"W""P"'I“g?l"”%Q?"P"'I”"I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.63 Concentration Rank 1

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

6.63 77.93 ng 2227740 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF118403.D (-767) (-) m/z 132.00 100.00%
5000
68
© s [l e Prosine 620 640 650 B> 760
0 B E e m/z 68.10 34.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRS SR S
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.94%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 23.25%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e REARE REmmE TR S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 14.81%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.67 ng 379023 Phenanthrene-d10 11.40
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 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1672 (11.922 min): BF118403.D (-1666) (-) m/z 72.95 100.00%
43 3
60
129
5000
157 213 L o e e
14377 171 192 11.60 11.80 12.00 12.20
0! m/z 43.05 83.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256
11.60 11.80 12.00 12.20
213 m/z 60.00 77 .34%
. || 143157171185 oo
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43 N
11!60 11)80 12)00 12!20 '
5000 29 m/z 41.00 66.78%
129
‘ T7 115 ‘ 71 214
oo Lt Al T sy g |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 65.25%
5000 129
29
199
‘ ‘ 143 157171 185 242
L]
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\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Nonadecyl pentafluoropropio... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 9.44 ng 501015 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 87
5 1-Docosene 308 C22H44 001599-67-3 87
Abundance Scan 2005 (13.880 min): BF118403.D (-2001) (-) m/z 57.05 100.00%

51

83

5000

-

13.60 13.80 14.00 14.20

139 167  p0g 234

281

0 m/z 43.05 95.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
57 97
5000 LA L L L L L L LB
125 13.60 13.80 14.00 14.20
l m/z 83.10 80.29%
29 J
oL b 2 210230 200 a1 a2
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
83 13.60 13.80 14.00 14.20
5000 m/z 55.00 78.45%
29 111
139 168 196
0 .h¢ ‘,.}J..i,l.h.u,n ...‘,.?%7.258... —
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate T T T T
57 13.60 13.80 14.00 14.20
m/z 97.05 72.17%
83
5000
111
2 169
o LR 210 238 283 434
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_r
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.20 3.00 ng 159245 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2059 (14.198 min): BF118403.D (-2055) (-) m/z 57.10 100.00%
57
85
5000
141 169 248 13.80 14.00 14.20 14.40 14.60
ol L lll“ oA 2 m/z T71.05 74.03%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 E'J\\—v—v—v—r#r\?v—v—v-—ﬁ—v—v—v—rﬁ
13.80 14.00 14.20 14.40 14.60
m/z 43.05 72.74%
113 141
NEIREE J 1 1169 197 225 253 281 309 337 365 393 422
L S UL B L ARSI UL SRR SURL L SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.05 62.63%
29 113 449
ol L b b7 1t 169 107 225 253 295 33 s67
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57 13.80 14.00 14.20 14.40 14.60
m/z 41.05 28.60%
5000 85
oL 31 L || (118141 160 197 2 267 204 323 352
m/z--> 5'0 1(')0 1éo 2(')0 251;0 3(')0 3éo 4(')0 13. 80 14. oo 14 20 14. 40 14|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .50 4.92 ng 261238 Chrysene-di12 14 .05
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 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 2110 (14.498 min): BF118403.D (-2107) (-) m/z 57.05 100.00%
57
85
5000

113
\ 141 169 197 225 34 14.20 14.40 14.60 14.80
o..:,.-.-.l|ll N e I T S— m/z 71.05 72.11%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.20 14.40 14.60 14.80
m/z 43.10 69.45%
29 113 149
oL L, ] “ [, 141 169 197 225 253 295 323 367
s I I B e e o e LA A i B e e o S o A
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
R e e EEasa e
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 56.24%
29 113 141
0 L ﬂ 169 197 225 253 281 309 337 365 394
...,... - B T e e e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.20 14.40 14.60 14.80
m/z 41.05 27.37%
5000 85
113
o 29| ‘ J‘ H (141 169 197 225 267 295 365 393
e ....,....,....,....,....,...., R e
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\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.81 6.22 ng 397375 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2163 (14.810 min): BF118403.D (-2159) (-) m/z 57.05 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
141 169 14.40 14.60 14.80 15.00 15.20
N || L " A97225258281 323 | Tn7z 71.10 79.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85
14.40 14.60 14.80 15.00 15.20
113 m/z 43.05 68.39%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 56.13%
113
o 2, ‘ 177241 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.05 26 .29%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.98 6.82 ng 435482 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Docosane 310 C22H46 000629-97-0 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2362 (15.980 min): BF118403.D (-2356) (-) m/z 57.05 100.00%
57
o 15.60 15.80 16.00 16.20
141 133 . . . .
- ...]....,....,.2.2.“3.,2??.2.9,5.... e || M7z 71.05  72.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57
15.60 15.80 16.00 16.20
99 m/z 43.10 64 .89%
ol 26 Jl (41 183 225 282
m/z--> 6 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #153222: Docosane
57
15,60 15.80 16.00 16:20
5000 m/z 85.05 55.74%
99
0.26 TR 183 225 267 310
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 5%0 660
Abundance #241528: Tetratetracontane
57 15.60 15.80 16.00 16.20
m/z 55.00 25.35%
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(|)O 15 60 15. 80 16. 00 16. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heneicosane, 11-(1-ethylpro... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.49 3.97 ng 253544 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2449 (16.492 min): BF118403.D (-2443) (-) m/z 57.05 100.00%
7
85
5000
U B U B
141 169 16.20 16.40 16.60 16.80
ol 197, 20 %t m/z 71.10 79.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 L LR B SULRN ROV
16,20 1640 16.60 16.80
113 m/z 85.05 61.17%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #141426: Heneicosane
57
o 16:20 16.40 16.60 16.80
5000 m/z 43.05 60.95%
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane N B B,
57 16.20 16.40 16.60 16.80
m/z 55.05 22 .89%
- ] m
113
o 2, ‘ 177,241 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118403.D

Aca On : 31 Dec 2019 14:12

Operator :© JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hentriacontane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.09  2.46ng 157088  Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hentriacontane 437 C31H64 000630-04-6 53

2 2-methvloctacosane 408 C29H60 1000376-72-8 49
3 Pentacosane 352 C25H52 000629-99-2 49
4 Tridecane. 3-methvl- 198 C14H30 006418-41-3 49
5 10-Methylnonadecane 282 C20H42 056862-62-5 49

Abundance Scan 2551 (17.092 min): BF118403.D (-2542) (-) m/z 57.10 100.00%
57
85
5000 276
J 1 113138163 211 249 16.80 17.00 17.20 17.40
O Iy A m/z 71.00 85.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 LA L L L L L LB
16.80 17.00 17.20 17.40
13 m/z 43.00 67.11%
o Il | 777,142 169 197 225 253 281 309 337 365 437
et e e e S e S R S
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
R e
16.80 17.00 17.20 17.40
5000 85 m/z 85.05 62.23%
113
o 29| ‘ Il 177,241 169 197 225 267 205 365 393
e Mt e e e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane L e e R B B
57 16.80 17.00 17.20 17.40
m/z 276.10 41.21%
5000 85
113
oL LT 4t 380 211 239 267 295 323 352
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF122419.M Thu Jan 02 17:15:28 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF123119\
Data File : BF118403.D

Acq On : 31 Dec 2019 14:12

Operator : JU

Sample - K6465-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 5.06 14.7 ng 419685 1 6.85 571698 20.0
unknown6.63 6.63 77.9 ng 2227740 1 6.85 571698 20.0
n-Hexadecanoic acid 11.92 7.7 ng 379023 4 11.40 988104 20.0
Nonadecyl pentafl... 13.88 9.4 ng 501015 5 14.05 1061680 20.0
Triacontane 14.20 3.0 ng 159245 5 14.05 1061680 20.0
Hexacosane 14.50 4.9 ng 261238 5 14.05 1061680 20.0
Heptadecane, 9-oc... 14.81 6.2 ng 397375 6 15.54 1277540 20.0
Eicosane 15.98 6.8 ng 435482 6 15.54 1277540 20.0
Heneicosane, 11-(... 16.49 4.0 ng 253544 6 15.54 1277540 20.0
Hentriacontane 17.09 2.5 ng 157088 6 15.54 1277540 20.0
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