LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117947.D

Aca On - 23 Nov 2019 4:34 Instrument :
Operator : JU BNA_F

Sample 1 K5839-01 2X ClientSampleld :
Misc - PHIPPS-BH-NW-01
ALS Vial : 24 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 2.175 10 15 21 rVB 235520 288738 21.49% 1.600%
2 3.993 319 324 332 rBV 17446 23076 1.72% 0.128%
3 5.104 509 513 520 rVB 237729 229959 17.11% 1.274%
4 5.510 578 582 585 rBY 1406360 1189339 88.51% 6.592%
5 6.522 749 754 761 rBVY 1339642 1267927 94.36% 7.027%
6 6.616 767 770 773 rVB 39651 27865 2.07% 0.154%
7 6.669 775 779 782 rBVY 1611400 1303857 97.03% 7.226%
8 6.904 815 819 823 rBVY 1258225 1006387 74.90% 5.578%
9 7.057 842 845 849 rBVY 1168755 1064220 79.20% 5.898%
10 7.463 910 914 917 rBV 888119 725094 53.96% 4_.019%
11 7.498 919 920 924 rVB 20209 17210 1.28% 0.095%
12 7.539 924 927 932 rVB5 12921 19373 1.44% 0.107%
13 8.192 1032 1038 1041 rBV 1495000 1245598 92.70% 6.903%
14 8.251 1045 1048 1051 rVvB2 37482 34712 2.58% 0.192%
15 8.486 1080 1088 1092 rBV6 24222 38872 2.89% 0.215%
16 8.569 1099 1102 1107 rVB5 12226 17314 1.29% 0.096%
17 8.610 1107 1109 1112 rBV 42801 39753 2.96% 0.220%
18 8.781 1136 1138 1143 rBV 62048 52699 3.92% 0.292%
19 9.104 1190 1193 1197 rVB5 10798 16935 1.26% 0.094%
20 9.216 1209 1212 1217 rVB 41820 33677 2.51% 0.187%
21 9.269 1217 1221 1224 rBvV 1720797 1343711 100.00% 7.447%
22 9.351 1232 1235 1243 rVB 61842 61180 4 .55% 0.339%
23 9.663 1285 1288 1292 rBV 183075 155848 11.60% 0.864%
24 9.880 1318 1325 1330 rVB3 28713 42039 3.13% 0.233%

25 9.951 1334 1337 1341 rBV 1255466 1162150 86.49% 6.441%

26 10.739 1468 1471 1480 rBV 751161 689413 51.31% 3.821%
27 10.851 1487 1490 1497 rVB3 30758 39981 2.98% 0.222%
28 11.445 1587 1591 1595 rBV 1265204 1036442 77.13% 5.744%
29 11.969 1676 1680 1691 rBV 293500 308748 22.98% 1.711%
30 12.663 1794 1798 1799 rBV2 94616 99727 7.42% 0.553%

31 12.674 1799 1800 1809 rVvVv 116941 158781 11.82% 0.880%
32 12.757 1811 1814 1824 rVB 112901 142593 10.61% 0.790%
33 12.892 1834 1837 1842 rVB 34434 44527 3.31% 0.247%
34 13.033 1857 1861 1864 rBV 1380260 1120009 83.35% 6.207%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117947.D

Aca On - 23 Nov 2019 4:34 Instrument :
Operator : JU BNA_F

Sample 1 K5839-01 2X ClientSampleld :
Misc - PHIPPS-BH-NW-01
ALS Vial : 24 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-BF111319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.533 1944 1946 1949 rVB2 19410 17937 1.33% 0.099%

36 13.939 2011 2015 2021 rBV2 94375 156700 11.66% 0.868%
37 14.092 2037 2041 2045 rBV 1125371 1045246 77.79% 5.793%

38 14.257 2066 2069 2071 rBV 38896 36237 2.70% 0.201%
39 14.563 2117 2121 2128 rBV 64556 110203 8.20% 0.611%
40 14.874 2171 2174 2179 rBVY 77092 85669 6.38% 0.475%
41 15.027 2198 2200 2203 rVB2 42710 40534 3.02% 0.225%

42 15.227 2231 2234 2238 rBVY 98187 117543 8.75% 0.651%
43 15.598 2292 2297 2301 rBVY 731272 986378 73.41% 5.467%

44 15.839 2336 2338 2341 rVB3 31647 26139 1.95% 0.145%
45 16.086 2377 2380 2385 rVB 63598 92990 6.92% 0.515%
46 16.368 2425 2428 2431 rBV5 32101 50013 3.72% 0.277%
47 16.480 2445 2447 2450 rBV3 23259 27437 2.04% 0.152%
48 16.609 2464 2469 2476 rBV3 50125 113111 8.42% 0.627%
49 16.756 2492 2494 2496 rBV3 26447 25270 1.88% 0.140%
50 16.962 2527 2529 2532 rBV4 20826 30318 2.26% 0.168%
51 17.245 2574 2577 2578 rBV2 26558 33929 2.53% 0.188%
Sum of corrected areas: 18043408
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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\BF112219\
- BF117947.D

- 23 Nov 2019 4:34

- Ju

- K5839-01 2X

24 Sample Multiplier: 1

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

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF117947.D
6.67
1500000 551
6.52
6.90
7.06
1000000 246
500000
2.18 5.10
o ) 3.99 i 5 jigos
- =M e e
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: BF117947.D
9|27
8.19
1500000 13.03
9.95 11.45
1000000
10.74
500000
11.97
9.66 2 6
25 g 4861878 91813'35 9. 10.85 L_ 12.89
Qb e e st e e — e o ey e = —
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: BF117947.D
1500000
14.09
1000000
15.60
500000
15.23
13.94|| 1406 1456 14.8f5 o3
13.53
¥ ——— 7 ——
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF111319.M Mon Nov 25 17:45:38 2019

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117947.D

Aca On : 23 Nov 2019 4:34

Operator :© JU

Sample : K5839-01 2X

Misc :

ALS Vial : 24 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 4

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

2.18 5.74 ng 288738 1,4-Dichlorobenzene-d4 6.90
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 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 16 (2.181 min): BF117947.D (-10) (-) m/z 73.00 100.00%
7B
5000
43
55 87 R
| &1l 79 2.20 2.30 2.40 2.50 2.60
et er e e W/Z 42.95  34.67%
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 87.00 25.59%
29
35 L1 | 67 |
B AL o e e o e SRR R R E R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87 S  RARRE nas )

2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 25.23%

d

7ol e 1 129
,,,,, e e
m/z--> 20 50 70 80 90 100 llO 120 130
Abundance #4398. Silane, ethyltrimethyl- e
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12 .88%
5000 59
87
43
29 D53 | 67 || 102
A B s o R R
m/z--> 20 30 40 50 60 70 80 90 100 llO 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117947.D

Aca On : 23 Nov 2019 4:34

Operator :© JU

Sample : K5839-01 2X

Misc :

ALS Vial : 24 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 5

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

5.10 4_.57 ng 229959 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 512 (5.098 min): BF117947.D (-509) (-) m/z 42.95 100.00%
43
59
5000
T ik 5k 5% w0
...,....,....,....l,'!:..?%:l,....,....,E.‘?..,...:,|....,....,....,....,...., m/z 59.00 57.79%
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 L UL I
59 480 500 520 5.40
m/z 101.00 21.82%
"'I”"I'””33'”W”"W":'I”"I'”'Ig?”lg?'}ﬁ%"P"'l”"I'”'I"”I
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 58.00 16.28%
101
15 31 [ 50% 69 g6
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester L i a o
59 480 5.00 5.20 5.40
m/z 41.00 10.31%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w
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\BF112219\
Data File : BF117947.D

Aca On : 23 Nov 2019 4:34

Operator :© JU

Sample : K5839-01 2X

Misc :

ALS Vial : 24 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 unknown6.67 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.67 25.91 ng 1303860 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 779 (6.669 min): BF117947.D (-775) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 680 7.00
54 . : .
| f7 s L asus )l "n/z 68.00 36.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U I R UL A

6.40 6.60 6.80 7.00
m/z 134.00 32.94%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R e A RAREEEEE RS S
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.12%
41 53 97 117
b e
S e - .- R A
m/z--> 40 60 80 100 120 140 160 180 [\
Abundance #52379: Tranylcypromine-propionyl A AR RamE
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 14 _.90%
116
5000 98
e S8 or [ as s
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\BF112219\
Data File : BF117947.D

Aca On : 23 Nov 2019 4:34

Operator :© JU

Sample : K5839-01 2X

Misc :

ALS Vial : 24 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 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.97 5.96 ng 308748 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 20
Abundance Scan 1680 (11.969 min): BF117947.D (-1676) (-) m/z 72.95 100.00%
73
5000 129
213 CH N
a3 5 118509 | 207 256 11.60 11.80 12.00 12.20
m/z 43.00 80.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 N SR RO DR B
nmnmnmnm
m/z 60.00 75.21%
LITJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
1160 11.80 12.00 12.20
5000 m/z 55.00 65.59%
29
s | |
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid ST T
60 73 11.60 11.80 12.00 12.20
43 m/z 57.00 64 .90%
5000 129
. 185 228
01115 | 143,171
: ”III‘ H“ \ml} H‘ i |‘||:|I-|57||‘|| |‘||1|99||25L|3||‘|||||||||
m/z--> 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\BF112219\
Data File : BF117947.D

Aca On : 23 Nov 2019 4:34

Operator :© JU

Sample : K5839-01 2X

Misc :

ALS Vial : 24 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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.76 2.75 ng 142593 Phenanthrene-d10 11.45
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1815 (12.763 min): BF117947.D (-1811) (-) m/z 72.95 100.00%
3 B
51
5000 129
97 185 202 241 284
| || 115 | 143157171 227 12.40 12.60 12.80 13.00
S | Y1 m/z 43.00 82.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
7B
5000 129 RBARRUASR RRR SURE
nmnmnmmm
185 m/z 59.95 80.13%
1JJ 143,171 241 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
5]
12.40 12.60 12.80 13.00
5000 m/z 57.00 68.32%
29
sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid R B e o
78 12.40 12.60 12.80 13.00
43 m/z 55.00 58.36%
5000
29
15 fnniasasd
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\BF112219\
Data File : BF117947.D

Aca On : 23 Nov 2019 4:34

Operator :© JU

Sample : K5839-01 2X

Misc :

ALS Vial : 24 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 8 Octacosyl trifluoroacetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.94 3.00 ng 156700 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 87
2 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 83
3 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 83
4 l1-Hexadecanesulfonvl chloride 324 C16H33Cl02S 038775-38-1 83
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 80
Abundance Scan 2015 (13.939 min): BF117947.D (-2011) (-) m/z 57.00 100.00%
57
5000
L 162 20230 oo 13.60 13.80 14.00 14.20
R et L L R i ot L m/z 43.00 86 .38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235928: Octacosyl trifluoroacetate
57
5000 AU BN U
13.60 13.80 14.00 14.20
m/z 55.00 64 .85%
ZF }53181209 250278306334364392 437 488
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240603: Triacontyl pentafluoropropionate
57
o7 13.60 13.80 14.00 14.20
5000 m/z 83.10 61.12%
25
29 i 153181 222 264292 334362392420 465 566
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238130: Triaconty! trifluoroacetate e
57 13.60 13.80 14.00 14.20
m/z 71.00 56.33%
97
5000
25
29 l 153181209 250278306334362392420 465 516
m/z--> 50 100 150 200 250 300 350 400 4%0 560 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117947.D

Aca On : 23 Nov 2019 4:34

Operator :© JU

Sample : K5839-01 2X

Misc :

ALS Vial : 24 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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.11 ng 110203 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heptadecane 240 C17H36 000629-78-7 93
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
4 Pentadecane 212 C15H32 000629-62-9 92
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2121 (14.563 min): BF117947.D (-2117) (-) m/z 57.05 100.00%
57
85
5000
113 14.20 14.40 14.60 14.80
150 182 223242 277 325 355 397
. A A aate, 192, 2850, 217 303325 35 % m/z 71.05  71.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 L DAL B BRI B B
14.20 14.40 14.60 14.80
m/z 43.05 63.25%
Ly L M8 141 169 197 05 254
m/z--> 55 160 1éo 260 2%0 300 3éo 400
Abundance #94345: Heptadecane
57
14.20 14.40 14.60 14.80
5000 a5 m/z 85.10 52 .56%
29
m/z--> 55 160 1éo 260 250 300 3éo 400
Abundance #129502: Nonadecane, 9-methyl- R B
57 14.20 14.40 14.60 14.80
m/z 55.00 24 .52%
85
5000
140
113 168
‘ ] ) h 211 238 267
m/z--> 55 100 150 260 250 300 350 460 1450 1440 1460 1J80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117947.D

Aca On : 23 Nov 2019 4:34

Operator :© JU

Sample : K5839-01 2X

Misc :

ALS Vial : 24 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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.23 2.38 ng 117543 Perylene-d12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heptadecane 240 C17H36 000629-78-7 95
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2234 (15.227 min): BF117947.D (-2231) (-) m/z 57.05 100.00%
57
85
5000

141 15.00 15.20 15.40 15.60
162 183 207 230 253 284 309 341
...]y.l. d |' f g ST+ P I m/z 71.05 75.15%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
g7
5000 85 LINLENLILEN LI L LN L LI LI
15.00 15.20 15.40 15.60
m/z 43.00 61.42%
I B 141 169 107 225 268
I s o e A A o e e B o o e o o o
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
R RAREE e
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 55.50%
29
[ o o o e BN e B e o o o
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e B RN RE T S
57 15.00 15.20 15.40 15.60
m/z 55.00 19.90%
5000 85
29
DL M8 141 169 197 225 253 281 309 337 365 394

II‘IIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII

T
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117947.D

Aca On : 23 Nov 2019 4:34

Operator :© JU

Sample : K5839-01 2X

Misc :

ALS Vial : 24 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 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.61 2.29 ng 113111 Perylene-d12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Eilcosane 282 C20H42 000112-95-8 70
3 Nonadecane 268 C19H40 000629-92-5 62
4 Hexacosane 366 C26H54 000630-01-3 58
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 58

Abundance Scan 2469 (16.609 min): BF117947.D (-2464) (-) m/z 57.00 100.00%

57

5000

207 235 957277295 329 355 16.20 16.40 16.60 16.80 17.00
m/z 71.05 87.72%

144 172

m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LIS B L B L L L L L LB
16 20 16. 40 16 60 16. 80 17. OO
m/z 43.10 69.99%
113 41
29 | {4 ﬂ L. 169139 211 239 267 295 323 352
——} .,... L e B e L B e o
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
R o EEE RS R
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.10 50.54%
85
29
| w | ] s 41160 197 225 253 282
— =ttt 7
m/z--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane A B o
57 16.20 16.40 16.60 16.80 17.00
m/z 55.00 25.72%
5000 85
29 268
113
| ‘\ | | \J \‘ J‘ 1?1 | 169 197 225 I

m/z--> 50 100 150 200 250 300 350 16 20 16. 40 16 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112219\
Data File : BF117947.D

Acq On : 23 Nov 2019 4:34

Operator : JU

Sample - K5839-01 2X

Misc :

ALS Vial : 24 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.18 5.7 ng 288738 1 6.90 1006390 20.0
2-Pentanone, 4-hy... 5.10 4.6 ng 229959 1 6.90 1006390 20.0
unknown6.67 6.67 25.9 ng 1303860 1 6.90 1006390 20.0
n-Hexadecanoic acid 11.97 6.0 ng 308748 4 11.45 1036440 20.0
Octadecanoic acid 12.76 2.8 ng 142593 4 11.45 1036440 20.0
Octacosyl trifluo... 13.94 3.0 ng 156700 5 14.09 1045250 20.0
Octadecane 14.56 2.1 ng 110203 5 14.09 1045250 20.0
Nonadecane 15.23 2.4 ng 117543 6 15.60 986378 20.0
Pentacosane 16.61 2.3 ng 113111 6 15.60 986378 20.0
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