LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 5.063 501 506 518 rVB 210981 276916 13.41% 1.280%
2 5.475 572 576 599 rBVY 1675246 1629708 78.95% 7.531%
3 6.492 744 749 768 rBY 1578484 1691269 81.93% 7.816%
4 6.622 768 771 775 rBVY 1909224 1779379 86.20% 8.223%
5 6.851 807 810 819 rBV 601292 478175 23.16% 2.210%
6 7.010 833 837 848 rBVY 1635909 1412050 68.40% 6.525%
7 7.416 902 906 926 rBVY 1042088 1113726 53.95% 5.147%
8 8.139 1025 1029 1049 rBV 631457 655278 31.74% 3.028%
9 9.216 1208 1212 1228 rBv 2228129 2008362 97.29% 9.281%
10 9.616 1277 1280 1289 rBV 110907 116134 5.63% 0.537%

11 9.898 1325 1328 1341 rVB 772765 790665 38.30% 3.654%
12 10.698 1460 1464 1479 rBV 1571796 1628964 78.91% 7.528%
13 11.398 1579 1583 1585 rBV 777153 793549 38.44% 3.667%
14 11.416 1585 1586 1592 rVV 233613 211380 10.24% 0.977%

15 11.474 1592 1596 1600 rVB 40100 41248 2.00% 0.191%
16 11.639 1618 1624 1628 rBv4 19095 32609 1.58% 0.151%
17 11.916 1665 1671 1679 rBV3 246414 333433 16.15% 1.541%
18 12.010 1684 1687 1690 rvv2 58846 74450 3.61% 0.344%
19 12.033 1690 1691 1697 rVB 38276 32246 1.56% 0.149%
20 12.451 1758 1762 1764 rBV 38799 35451 1.72% 0.164%

21 12.616 1786 1790 1795 rBV 321527 297399 14.41% 1.374%
22 12.704 1802 1805 1812 rVB2 56875 60061 2.91% 0.278%
23 12.845 1823 1829 1836 rVB 256278 283508 13.73% 1.310%
24 12.986 1848 1853 1856 rBV 2256681 2064272 100.00% 9.539%

25 13.069 1862 1867 1872 rVB4 19176 30574 1.48% 0.141%
26 13.280 1899 1903 1905 rBV2 24139 25166 1.22% 0.116%
27 13.457 1931 1933 1938 rVB2 24712 25084 1.22% 0.116%
28 13.804 1988 1992 1994 rBV 25394 24219 1.17% 0.112%
29 13.880 2001 2005 2016 rVB3 238585 391660 18.97% 1.810%
30 14.015 2025 2028 2030 rBV 29448 26714 1.29% 0.123%

31 14.051 2030 2034 2037 rVV2 762306 795123 38.52% 3.674%
32 14.074 2037 2038 2046 rVB 121173 105483 5.11% 0.487%
33 14.198 2056 2059 2062 rBV 57343 66058 3.20% 0.305%
34 14.445 2096 2101 2103 rBV 22043 26987 1.31% 0.125%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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\HPCHEM1\BNA F\METHODS\8270-BF122419._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.504 2108 2111 2113 rBV 98314 94650 4_.59% 0.437%
36 14.663 2136 2138 2141 rBV3 39643 38308 1.86% 0.177%

37 14.810 2159 2163 2166 rVB 119210 122235 5.92% 0.565%
38 15.110 2209 2214 2218 rBV 90440 153751 7.45% 0.711%
39 15.151 2218 2221 2225 rVB2 131580 165523 8.02% 0.765%

40 15.221 2230 2233 2239 rVB4 19299 31516 1.53% 0.146%
41 15.310 2245 2248 2254 rVB7 13793 21890 1.06% 0.101%
42 15.415 2263 2266 2274 rVB 44434 54670 2.65% 0.253%
43 15.480 2274 2277 2282 rVB 62940 81275 3.94% 0.376%

44 15.545 2283 2288 2297 rBVY 526474 748262 36.25% 3.458%
45 15.980 2357 2362 2368 rBVY 104647 145790 7.06% 0.674%

46 16.057 2370 2375 2383 rBVS 31352 86953 4.21% 0.402%
47 16.492 2444 2449 2454 rVB 49521 82871 4._.01% 0.383%
48 17.080 2536 2549 2550 rBV4 36991 104637 5.07% 0.484%
49 17.251 2569 2578 2580 rBVS8 26364 64644 3.13% 0.299%
50 17.304 2583 2587 2592 rVV6 41845 91175 4.42% 0.421%
51 17.362 2592 2597 2601 rVB6 31249 64429 3.12% 0.298%
52 17.521 2619 2624 2625 rBV3 22847 28788 1.39% 0.133%

53 17.639 2638 2644 2653 rBV3 35242 100821 4._.88% 0.466%

Sum of corrected areas: 21639488
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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

Abundance TIC: BF118408.D

2000000 6.62

5.47
6.49 7.01

1500000

7.42
1000000

6.85
500000

il T .

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 TIC: BF118408.D

2000000

10.70
1500000

1000000
9.90 11.40

8.14

500000
12.62

11.42 11.92 12.84]
9.62 L 471 64 }5@333 12.45 12.70) 13 0713.2¢
|

o e e N e e e AT
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF118408.D

2000000

1500000

1000000

14.05

500000

13.46

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-BF122419.M Thu Jan 02 17:16:09 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 11.58 ng 276916 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 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF118408.D (-501) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40
83
Ok 30+ m/z 59.00 60.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U R R R I
480 5.00 5.20 5.40
59 m/z 101.00 23.98%
0 21 37, 53,|| &7 778 o
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.00 16.15%
101
15 58
0 \ 28 7|l 51 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R L R .
43 480 5.00 5.20 5.40
m/z 41.10 10.83%
5000 101
28 59
‘ 70 84
o...,..1“?.,..H.‘l....q‘.:..,??‘l:i....l.‘..7.8,.l..,.?§.,;...,. S & N— |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 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 : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 unknown6.62 Concentration Rank 1

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

6.62 74.42 ng 1779380 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 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF118408.D (-768) (-) m/z 131.95 100.00%
5000 68 \
96 [Tr T Tt T
40 g 6.20 6.40 6.60 6.80 7.00
o [ | Aeus | m/z 68.10 39.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR A S
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.35%
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 66.05 27 .08%
33 aa 105
T2 %e | lus |
L B N L W W S W
m/z--> 40 60 80 100 120 140 160 180 |
Abundance #52379: Tranylcypromine-propionyl T BEaar a e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 18.08%
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 : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 8.40 ng 333433 Phenanthrene-d10 11.40
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 41

Abundance Scan 1672 (11.922 min): BF118408.D (-1665) (-) m/z 73.00 100.00%

B
43 60
5000
192 544
157171
143 256

11.60 11.80 12.00 12.20
m/z 43.00 74.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

43

o2}
S
~
W

5000 129 LN B L L |

11.60 11.80 12.00 12.20
0! JH

m/z 60.00 72 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

213
143 157171 185 199

Abundance #84455: Tetradecanoic acid
73
60 IIIIIIIIIIIIIIIIIIIIIII
3 11.60 11.80 12.00 12.20
5000 4 129 m/z 41.05 64.80%
185
115 171 228
R ol o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 61.02%
5000
29
129
115 171 214
Ll \‘ L\ M\ 1 143157 | 185,97
o T O W - 20 W7 A e TR
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 : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.88 9.85 ng 391660 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 2005 (13.880 min): BF118408.D (-2001) (-) m/z 57.05 100.00%

57

e &L

139 13 60 13.80 14.00 14.20
154 182 202
e m/z 43.05 96.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
56 83

5000 I RS e a e
13 60 13 80 14. OO 14 20

m/z 83.05 93.14%

29
o 167182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
56 83

13.60 13.80 14.00 14.20
5000 m/z 55.00 86.04%

29 139
Jod 167182 210 238 264280 308
S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #227401: Heptadecy! heptafluorobutyrate T T T e T
57 13 60 13 80 14. OO 14. 20

m/z 97.10 77 .50%

105210 238 265 283 !Er . ?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

234

o

o

83

5000

126 154169
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .50 2.38 ng 94650 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2110 (14.498 min): BF118408.D (-2108) (-) m/z 57.00 100.00%
57
5000
113 141 169 215 258 14.20 14.40 14.60 14.80
ol 191 281 3 m/z 71.05 69.37%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R AR B B SR
14.20 14.40 14.60 14.80
m/z 43.10 62.74%
29 113
oL i b 1] | 191,169 197 225 253 296
m/z--> éo 100 1éo 260 2%0 360 3%0
Abundance #185535: Heptadecane, 9-octyl-
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.05 57 .93%
oL 38 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57 14.20 14.40 14.60 14.80
m/z 55.10 25.35%
5000 85
. i j I i J11}3J 141160 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 350 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 : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.81 3.27 ng 122235 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
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 2163 (14.810 min): BF118408.D (-2159) (-) m/z 57.05 100.00%
57
85
5000
LSRR BARELAS BASURE SURRUN B
141 169 203 14.40 14.60 14.80 15.00 15.20
o...l, “ ill wlinld> T2 m/z 71.05 75.64%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 AT AR DA DU BN
85 Mmmmmmmmmm
29 m/z 43.05 66.94%
. | J (113 141 169 107 225 253 282
m/z--> 55 160 1éo 260 2%0 300 3%0 '
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 61.31%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane T T T T
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 29.86%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1éo 260 2%0 300 3%0 ' 1440 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 Nonadecane, 9-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.98 3.90 ng 145790 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 95
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2362 (15.980 min): BF118408.D (-2357) (-) m/z 57.10 100.00%
57
85
5000
141 169 197 225 15.60 15.80 16.00 16.20
ol k J...‘“.* Al te 23 s m/z 71.05  74.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129502: Nonadecane, 9-methyl-
57
85
5000 ARUEUNAUUARRS B
15.60 15.80 16.00 16.20
140 m/z 43.05 64 .23%
113 168
oL L 211 238 267
m/z--> éo 160 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane
57
15,60 15.80 16.00 1620
5000 85 m/z 85.00 60.96%
113 1m
o 1L 7,142 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #219831: Triacontane T T T T
57 15.60 15.80 16.00 16.20
m/z 55.00 25.67%
5000 85
113 141
NIRRT || 141 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 300 350 400 ' 15.60 15.80 16.00 16.20

8270-BF122419.M Thu Jan 02 17:16:17 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 1-Eicosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.06 2.32 ng 86953 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 83
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 52
3 10-Methvl-9-nonadecene 280 C20H40 1000114-07-5 52
4 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 47
5 11-Tricosene 322 C23H46 052078-56-5 38
Abundance Scan 2376 (16.062 min): BF118408.D (-2370) (-) m/z 97.05 100.00%
48
5000
217231 L I B SUL R
163 182 263 o1 1580 16.00 16.20 16.40
Obr b m/z 43.00 99.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127766: 1-Eicosene
48
5000 L B BRI SULLE BAUS
mmmmmmmm
125 m/z 83.10 76.83%

| 140154168182196210224238252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)-
57 83

15.80 16.00 16.20 16.40
m/z 57.05  70.44%

97

5000

125

280

139153168182196210224 252

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127774: 10-Methyl-9-nonadecene B BB s R
55 69 15.80 16.00 16.20 16.40
m/z 69.00 68.90%
41 83 97
5000

11

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16. 20 16.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.22 ng 82871 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eilcosane 282 C20H42 000112-95-8 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2449 (16.492 min): BF118408.D (-2444) (-) m/z 57.10 100.00%
57
85
5000
113 AU B U B
| l ||| 141 169103 225 267 16.20 16.40 16.60 16.80
0....,.‘.'.'.','.' .|I.|.I.| O P m/z 71.05 78.23Y
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 L I B SUL IR

16.20 16,40 16.60 16.80
m/z 43.00 70.95%

29 113 141 169
ol i L)L ﬂ 1197 225 253 281 309 337 380
e - L e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
B
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 53.53%
29 13 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
e : T e e B L
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L am e o R
57 16.20 16.40 16.60 16.80
m/z 55.05 23.27%
5000 85
29
L J n1j3J1§1 169 197 225 253 295 323 367
] e e e S B
m/z--> 50 100 150 200 250 300 350 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 : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 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 12 Isolongifolene, 5-acetoxy-3... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.30 2.44 ng 91175 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isolonaifolene. 5-acetoxv-3-hvdr... 278 C17H2603 1000155-56-3 53
2 2-Chloro-5.6-dimethvl-1-(2-propv... 218 C12H11CIN2 080276-20-6 35
3 Thienol2.3-blpvridine-2-carbonit... 218 C10H10N4S 147992-88-9 35
4 4.4.9.9-Tetramethvl-4.9-disilatr... 218 C12H18Si2 1000280-67-7 35

5 Acetamide, N-2-[(4-chlorophenyl)... 304 C16H17CIN202  1000280-78-6 35

Abundance Scan 2586 (17.298 min): BF118408.D (-2583) (-) m/z 218.15 100.00%
2 8

5000
g1 105 122 139 190

17.00 17.20 17.40 17.60

of m/z 203.20 92.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126017: Isolongifolene, 5-acetoxy-3-hydroxy-
43 218
203

5000
17.00 17.20 17.40 17.60

260 278 m/z 278.00 54 _29Y%

234
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75572: 2-Chloro-5,6-dimethyl-1-(2-propynyl)-1H-benzimidazole
218

17.00 17.20 17.40 17.60

203

5000 m/z 219.20 35.03%
91 116 179
5165 | 142 165 |
o) NN YN NP | NSt S P MBI S |/,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75201: Thieno[2,3-b]pyridine-2-carbonitrile, 3-amino-4-di... e e R e

17.00 17.20 17.40 17.60
m/z 138.90  33.05%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118408.D

Aca On : 31 Dec 2019 16:34

Operator :© JU

Sample = K6465-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknownl7.64 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.64 2.69 ng 100821 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 43
2 .alpha.-Amvrin. trimethvisilvl e... 498 C33H580Si 1000374-76-6 38
3 1s.4R.7R.11R-1.3.4.7-Tetramethyl... 218 C15H220 137235-42-8 30
4 2-(3.4-MethvlenedioxvphenvDcvcl... 218 C13H1403 042866-86-4 27
5 (1S,6R,95)-5,5,9,10-Tetramethylt. .. 218 C16H26 1000298-97-8 27
Abundance Scan 2644 (17.639 min): BF118408.D (-2638) (-) m/z 218.10 100.00%

5000

355
282 e

| I 17.40 17.60 17.80 18.00
0 e m/z 161.00 58.93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218

41 91 133

5000 175
67 17.40 17.60 17.80 18.00
m/z 189.10 54 _.05%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235122: .alpha.-Amyrin, trimethylsilyl ether
8
17.40 17.60 17.80 18.00
5000 m/z 203.20 48.75%

243 279305 337 365 393

04
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75933: 1s,4R,7R,11R-1,3,4,7-Tetramethyltricyclo[5.3.1.0(4...
161 17.40 17.60 17.80 18.00
m/z 92.95 41 .69%
218
5000
119 189
TesllLal b
65
m/z--> 50 100 150 200 250 300 350 400 450 500 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF123119\
Data File : BF118408.D

Acq On : 31 Dec 2019 16:34

Operator : JU

Sample - K6465-07

Misc :

ALS Vial : 11 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 11.6 ng 276916 1 6.85 478175 20.0
unknown6 .62 6.62 74.4 ng 1779380 1 6.85 478175 20.0
n-Hexadecanoic acid 11.92 8.4 ng 333433 4 11.40 793549 20.0
1-Heneicosanol 13.88 9.8 ng 391660 5 14.05 795123 20.0
Heneicosane 14 .50 2.4 ng 94650 5 14.05 795123 20.0
Eicosane 14.81 3.3 ng 122235 6 15.54 748262 20.0
Nonadecane, 9-met... 15.98 3.9 ng 145790 6 15.54 748262 20.0
1-Eicosene 16.06 2.3 ng 86953 6 15.54 748262 20.0
Heptacosane 16.49 2.2 ng 82871 6 15.54 748262 20.0
Isolongifolene, 5... 17.30 2.4 ng 91175 6 15.54 748262 20.0
unknownl7 .64 17.64 2.7 ng 100821 6 15.54 748262 20.0
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