LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\

Data File : BF115217.D

Aca On : 26 Jun 2019 14:24 Instrument :
Operator : HP/JU BNA_F

Sample - K3155-06 ClientSampleld :
Misc : BAT-B13

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-BF062119.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 4.454 423 428 434 rVB 621585 733807 8.34% 1.233%
2 5.207 551 556 559 rBY 3337222 3257248 37 .04% 5.472%
3 6.242 728 732 735 rBVY 2485184 2103971 23.92% 3.535%
4 6.278 735 738 742 rVB 521016 413313 4_.70% 0.694%
5 6.378 750 755 758 rBVY 5616088 5668523 64.46% 9.523%
6 6.607 791 794 798 rBVY 1777654 1534843 17.45% 2.579%
7 6.766 817 821 824 rBV 5661317 5359205 60.94% 9.004%
8 7.172 884 890 893 rBVY 4108325 4387368 49.89% 7.371%
9 7.284 903 909 914 rBV 119453 158169 1.80% 0.266%
10 7.413 924 931 934 rBV 286539 275353 3.13% 0.463%

11 7.889 1008 1012 1015 rBV 2433972 1913826 21.76% 3.215%
12 8.454 1104 1108 1112 rVB 169635 143869 1.64% 0.242%
13 8.872 1173 1179 1190 rBV3 105181 276507 3.14% 0.465%
14 8.972 1190 1196 1199 rBV 7456271 7829341 89.03% 13.153%
15 9.372 1259 1264 1267 rBV2 102749 99874 1.14% 0.168%

16 9.636 1304 1309 1321 rBV 2370325 2255923 25.65% 3.790%
17 10.419 1437 1442 1445 rBV 4888261 4953432 56.33% 8.322%
18 11.107 1555 1559 1562 rBV 2836377 2463667 28.01% 4_.139%
19 11.654 1648 1652 1656 rBV 447983 434306 4.94% 0.730%
20 12.436 1782 1785 1794 rBV 327148 400129 4 _55% 0.672%

21 12.524 1797 1800 1804 rVB 277652 226768 2.58% 0.381%
22 12.695 1824 1829 1832 rBV2 7639847 8794253 100.00% 14.775%
23 12.736 1832 1836 1843 rVB 121417 154116 1.75% 0.259%
24 13.724 2000 2004 2013 rBV 2610903 2365210 26.89% 3.974%
25 14.230 2087 2090 2094 rBV 120219 113463 1.29% 0.191%

26 14.524 2137 2140 2147 rBV 190897 173708 1.98% 0.292%
27 14.824 2187 2191 2199 rVB 223210 238067 2.71% 0.400%
28 15.089 2231 2236 2244 rBV 1679677 2052150 23.34% 3.448%
29 15.159 2244 2248 2256 rVB 238982 315115 3.58% 0.529%
30 15.542 2308 2313 2319 rVB 182963 244066 2.78% 0.410%

31 15.983 2383 2388 2398 rVB 102891 183364 2.09% 0.308%

Sum of corrected areas: 59522954
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115217.D

Aca On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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: BF115217.D

7000000
6000000 638 677

5000000

7.17
4000000

3000000
6.24

2000000 6.61

1000000 4.45

e L L e o e

T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF115217.D

7000000
6000000
5000000 10.42
4000000
30000000 . 1111

2000000

1000000

11.65 1214457

8.45 8.A8Jk 9.37 J L i a2 &74

R e e e e T L e s e e 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: BF115217.D

7000000
6000000
5000000
4000000
3000000 13.72

2000000 15.09

1000000

1452 14.82 [I5.16 ]
14.23 14. A 1\‘3\ 54 15.98

0 P e e

T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115217.D

Aca On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 3

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

4.45 9.56 ng 733807 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 Arsenous acid. tris(trimethvlsil._. 342 C9H27As03Si13 055429-29-3 78
3 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 39
4 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 39
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 39

Abundance Scan 427 (4.448 min): BF1152(bl7.D (-423) () m/z 206.95 100.00%
207
5000
% 133 191 420 4.40 460 480
Obrrrrrrrr e ek v e e || M7z 208.00 21 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, szexamethyl
207
5000 U U L IR
4.20 4.40 4.60 4.80
m/z 209.00 12.81%
96 133 191
ol 2845 75 | 115°9° 163 - |
m/z--> ﬁb&%mmmm@mmmm@mﬁ
Abundance #178799: Arsenous acid, trls(trlzbnethylsnyl) ester
207
420 4.40 460 480
5000 m/z 96.00 10.25%
73 105 133 191
ol 27 4 | | 149165 | h 239 327
m/z--> ﬁ&&%mmmmmmmmmmmﬁ
Abundance #67006: 5-Methyl-2-phenylindolizine O B R ma
207 4.20 4.40 4.60 4.80
m/z 190.90 9.69%
5000
28 51 77 102 130 152 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 420 440 460 480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115217.D

Aca On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown6.38 Concentration Rank 1

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

6.38 73.86 ng 5668520 1,4-Dichlorobenzene-d4 6.61
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 755 (6.378 min): BF115217.D (-750) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrrTyrrTTrT T T T T T T
40 _ 54 | 75 104 ‘ 6.00 6.20 6.40 6.60 6.80
Obrrprrrr e Hib ??...' S -1 M - | N m/z 68.00 38.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R A R
6.00 6.20 6.40 6.60 6.80
3 78 m/z 134.00 34.21%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.00 6.0 640 6.60 6.80
5000 67 m/z 66.00 25.42%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.49%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 | |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115217.D

Aca On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Cyclopentasiloxane, decamet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
741 288ng 275353  Naphthalene-d8 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopentasiloxane. decamethvl- 370 CIOH3005Si5  000541-02-6 87
2 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 43

3 Benzeneethanamine. N-butvl-_beta... 353 C18H35N02Si2 040629-66-1 43
4 Benzoic acid. 2.6-bisl(trimethvl... 370 C16H3004Si3 003782-85-2 38
5 Silanamine, 1,1,1-trimethyl-N-[2... 369 C17H35N02Si3 068595-60-8 38

Abundance Scan 931 (7.413 min): BF115217.D (-924) (-) m/z 73.00 100.00%
73
267
5000 355
45 103125 154 193 2p3 249 323 7.00 7.20 7.40 7.60 7.80
ol il o 108125 194 TR 2238 249 | 293 323 | | 1757367.00  63.56%
m'z--> 50 100 150 200 250 300 350
Abundance #196317: Cyclopentasiloxane, decamethy!-
73
5000 | NI LI L L L LB L L BB
267 36 7.00 7.20 7.40 7.60 7.80
m/z 355.00 43.61%
0 45 108 133154 193 223 249 | 203 323 |
L e e
mz--> 50 100 150 200 250 300 350
Abundance #187185: 3-Amino-2-phenazinol ditms
73
-
355 7.00 7.20 7.40 7.60 7.80
5000 m/z 268.00 15.84%
45 037 268
o | | 102126147 181 208 | | | 204 324,
T T e T T S RN
mz--> 50 100 150 200 250 300 350
Abundance #185776: Benzeneethanamine, N-butyl-.beta.,4-bis[(trimethy... T RRmmn pam R
267 7.00 7.20 7.40 7.60 7.80
m/z 356.00 14 .92%
5000 73
RECIRR L1109130 163 193 218237 | 338
e e L -
mz--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115217.D

Aca On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Propanoic acid, 2-methyl-, ... Concentration Rank 8

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

8.87 2.45 ng 276507 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2-met... 172 C10H2002 084254-82-0 53
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 53
3 3-Hexenoic acid. 5-hvdroxv-2-met... 144 C7H1203 110678-36-9 47
4 DiethvImalonic acid. heptvl tetr... 342 C19H3405 1000370-64-2 47
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 47

Abundance Scan 1179 (8.872 min): BF115217.D (-1173) (-) m/z 71.00 100.00%
!
43
5000
| | J | | 111 I 3145 161173 860 880 9.00 9.20
0 ,....l,':-.~..- ol P R e i it m/z 43.05 73.54%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39632: Propanoic acid, 2-methyl-, 2-methylpentyl ester
!
5000 43 84 L R L L IR
56 8.60 8.80 9.00 9.20
m/z 84.05 37.64%
oL 27 Lol 9t 120
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
7
43 8.60 880 9.00 9.20
5000 m/z 56.00 33.33%
56 83
o 00|l T %8111 17 143 159173185108 215 243
mz—> 20 Jo 60 80 100 150 150 160 180 200 220 240
Abundance #20717: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E)]- R AR BRI
43 71 8.60 8.80 9.00 9.20
m/z 82.95 30.41%
5000
83
o7 55 ‘ 98 111
0 |.‘l‘..“l..‘“hlu‘.‘.h |‘.‘...‘|..‘.. .‘...1|4:3... AN R s
miz—-> 20 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115217.D

Aca On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.65 3.53 ng 434306 Phenanthrene-d10 11.11
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 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1651 (11.648 min): BF115217.D (-1648) (-) m/z 73.00 100.00%
43 73
60
5000
11.40 11.60 11.80 12.00
(o} m/z 43.00 88.42%
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 LR B SR BRI B
nmnmnmnm
m/z 59.95 79.87%
| lITJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
"' 11140 1160 11.80 12.00
5000 m/z 41.00 67.73%
29
oL 15 d
.”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid B L B
73 11.40 11.60 11.80 12.00
60 m/z 57.00 66.15%
5000 43 129
185
0...|....|....|.. “W..:h‘ \‘ ”\” ‘”:ILIS\7”‘” ...1.9‘9.... ....|....|. T T T T
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115217.D

Aca On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.44 3.38 ng 400129 Chrysene-di12 13.72
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 1786 (12.442 min): BF115217.D (-1782) (-) m/z 73.00 100.00%

B

5000 129
ol

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

129
5000 284
1
ol

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

-

12.20 12.40 12.60 12.80
m/z 43.00 88.54%

3

12.20 12.40 12.60 12.80
m/z 57.00  78.24%

SN
w
a
~
-
®

Abundance #95855: Pentadecanoic acid
12.20 12.40 12.60 12.80
5000 - 129 m/z 59.95 75.79%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R A RARRE
60 12.20 12.40 12.60 12.80
m/z 41.00 65.41%
5000 129
213
JH, 143157171185 199
Ot e ML m s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115217.D

Aca On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.32 ng 238067 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2190 (14.818 min): BF115217.D (-2187) (-) m/z 57.00 100.00%
g7
5000 85

14.60 14.80 15.00 15.20
141 169 197 249
0....|,- ll.il.l..,...,.2.21..,..2?2:,...,...., m/z 71.00 73.59%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.60 14.80 15.00 15.20
m/z 43.00 59.70%
29 U3
NERE Y 1 199,197 225 253 202
R o S o T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
R S R e
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 51.92%
113
N BEE 141,169 197 225 267 295 365 393
L e e A B o e e e LA e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane BN S N L L
57 14.60 14.80 15.00 15.20
m/z 55.05 20.29%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
L e o e LA e e o LA e e o e | e B ma
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115217.D

Aca On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.16 3.07 ng 315115 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2248 (15.159 min): BF115217.D (-2244) (-) m/z 57.00 100.00%
g7
85
5000

141 169 197 14.80 15.00 15.20 15.40
ol L1 l|11 P AT 25283 282 3 Tnyz 71.05  74.39%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.80 15.00 15.20 15.40
m/z 43.00 56.56%

29 113
o I|J I ] L 141 (169 197 225 253 2%
L I e B e LA B o o o o e |
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R e e N EERREE
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 55.21%
29
R NN M3 141 169 197 25 253 295 323 367
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 23.42%
5000 85
113
N T 4 169 197 225 267 295 365 393
e IR e e o e e e IR A e B e e N B L e B e SRR
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115217.D

Aca On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.54 2.38 ng 244066 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2313 (15.542 min): BF115217.D (-2308) (-) m/z 57.00 100.00%

g7
85
5000

]_4]_ 15 20 15. 40 15. 60 15. 80
ol A4 .].|| Ly, 109197221 253 283 m/z 71.05 76.54%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
85

5000
15.20 15.40 15.60 15.80
m/z 43.00 58.55%

113
o 200 || |10, 169 197 225 267 295 365 393
el T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

15 20 15. 40 15. 60 15.80

85

5000 m/z 85.05 56.13%
29 113
oL L by J | 141 169 197 225 253 296
LI B e L e B B e e e B B . LA B B
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane SR I L B B I B BB
57 15.20 15.40 15.60 15.80

m/z 55.00 22 .73%

85
5000
29
| U3 141 169 197 240

\]lJJ‘i

ol b e e e e A s M,

|
m/z--> 50 100 150 200 250 300 350 15 20 15. 40 15. 60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF062619\
Data File : BF115217.D

Acq On 26 Jun 2019 14:24

Operator : HP/JU

Sample - K3155-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
Cyclotrisiloxane, . .. 4.45 9.6 ng 733807 1 6.61 1534840 20.0
unknown6 .38 6.38 73.9 ng 5668520 1 6.61 1534840 20.0
Cyclopentasiloxan. .. 7.41 2.9 ng 275353 2 7.89 1913830 20.0
Propanoic acid, 2... 8.87 2.5 ng 276507 3 9.64 2255920 20.0
n-Hexadecanoic acid 11.65 3.5 ng 434306 4 11.11 2463670 20.0
Octadecanoic acid 12.44 3.4 ng 400129 5 13.72 2365210 20.0
Eicosane 14.82 2.3 ng 238067 6 15.09 2052150 20.0
Heneicosane 15.16 3.1 ng 315115 6 15.09 2052150 20.0
2-methyloctacosane 15.54 2.4 ng 244066 6 15.09 2052150 20.0
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