LSC Area Percent Report

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

Data File : BF117935.D

Aca On - 22 Nov 2019 23:08 Instrument :
Operator : JU BNA_F

Sample  : K5839-03 Gl
Misc i PHIPPS-BH-NW-02
ALS Vial : 12 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 2.216 16 22 29 rvB 496888 641641 11.52% 1.358%
2 4.010 323 327 335 rVB 63528 88924 1.60% 0.188%
3 5.122 509 516 527 rVB 741045 988978 17.75% 2.093%
4 5.522 576 584 587 rBVY 3692999 3537048 63.49% 7.485%
5 6.528 749 755 759 rBVY 3523322 3743532 67.19% 7.922%
6 6.669 775 779 783 rBVY 4039922 4011987 72.01% 8.491%
7 6.904 815 819 822 rBVY 1355828 1155336 20.74% 2.445%
8 7.063 841 846 849 rBVY 3436759 3276685 58.81% 6.934%
9 7.240 873 876 880 rVB 74010 65055 1.17% 0.138%
10 7.463 909 914 917 rBV 2441653 2517310 45.18% 5.327%
11 7.604 934 938 943 rVB 76142 68560 1.23% 0.145%

12 8.192 1032 1038 1041 rBV 1571321 1542618 27.69% 3.265%
13 9.269 1216 1221 1224 rBV 5285777 4980959 89.40% 10.541%
14 9.663 1283 1288 1291 rBV 486816 407986 7.32% 0.863%
15 9.951 1332 1337 1341 rBV 2129589 1923944 34.53% 4.072%

16 10.745 1466 1472 1475 rBV 3556065 3374606 60.57% 7.142%
17 11.445 1587 1591 1594 rBV 2462529 2028396 36.41% 4._.293%
18 11.969 1676 1680 1694 rBV 672118 647924 11.63% 1.371%
19 12.657 1794 1797 1798 rBV 89559 72141 1.29% 0.153%
20 12.674 1798 1800 1810 rVvVv 168698 210266 3.77% 0.445%

21 12.757 1810 1814 1822 rVV 385147 411233 7.38% 0.870%
22 13.039 1857 1862 1865 rBV 5829278 5571339 100.00% 11.791%
23 13.263 1893 1900 1910 rVB 44594 60343 1.08% 0.128%
24 13.604 1950 1958 1962 rBV2 68609 73430 1.32% 0.155%
25 13.933 2010 2014 2030 rBV2 430894 699511 12.56% 1.480%

26 14.092 2037 2041 2045 rBV 1905878 1662669 29.84% 3.519%
27 14.251 2065 2068 2076 rVB 195721 175591 3.15% 0.372%
28 14.557 2116 2120 2132 rBV 289357 357362 6.41% 0.756%
29 14.874 2170 2174 2180 rVB 315755 301172 5.41% 0.637%
30 14.951 2184 2187 2192 rVB 82356 86391 1.55% 0.183%

31 15.027 2196 2200 2207 rVB 64954 74899 1.34% 0.159%
32 15.227 2229 2234 2237 rBV 297887 329105 5.91% 0.696%
33 15.592 2291 2296 2300 rBV 1046846 1383532 24.83% 2.928%
34 15.621 2300 2301 2310 rVB 207793 229601 4.12% 0.486%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 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 - 0 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

35 15.833 2331 2337 2342 rBv4 33361 58724 1.05% 0.124%
36 16.080 2373 2379 2385 rBvVY 152065 226982 4.07% 0.480%
37 16.157 2385 2392 2397 rBvVS8 32192 89945 1.61% 0.190%
38 16.610 2463 2469 2476 rBvV 62936 109076 1.96% 0.231%
39 16.909 2514 2520 2525 rBV7 31169 67838 1.22% 0.144%

Sum of corrected areas: 47252639
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF112219\

BF117935.D

22 Nov 2019 23:08

Ju

K5839-03

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.22 11.11 ng 641641 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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 23 (2.222 min): BF117935.D (-16) (-) m/z 72.95 100.00%
(<} 7
5000 43
55 87
2.20 2.30 2.40 2.50 2.60
0 ..,....,....,..3.6.',|:.'.‘.‘9,..|..',..‘??,'.:..,....,....,...., m/z 43.00 35.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
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 26.52%
o 29 35 |, | 67 ||, 80
LB UL SULLILS SURIU UL UL USRS UL IURBLULS UL AL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 24 .04%
1? m ‘ 1 i 67\H\ . 97
0 'W""I”" L AL SU AL SUL UL SURL L SU L SRR AL
m/z--> 10 20 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy-
78 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.66%
5000
45
29
0 N I » 61 | 101 vf\v/\_
L R I U U UL SO S I SULI LS WAL IR IURRAN AR IR AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 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 : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 17.12 ng 988978 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 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF117935.D (-509) (-) m/z 43.00 100.00%
43
59
5000
T PRI
Ot Sl B0 8 TW/z 59.00 59.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 22 .99%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
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
480 500 520 540
5000 M m/z 58.00 15.84%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime B
43 4.80 5.00 5.20 5.40
m/z 41.00 9.00%
5000
101
15 58
28 | 69 84
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY AR SRS R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 3 unknown6.67 Concentration Rank 1

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

6.67 69.45 ng 4011990 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF117935.D (-775) (-) m/z 132.00 100.00%
5000 68
40 %6 J " 640 6.60 6.80 7.00
54 : : :
o |7 er | sus W Wiz 67.95  39.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.92%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.24%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R o B A
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.72%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | I |
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 : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.97 6.39 ng 647924 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 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 1680 (11.969 min): BF117935.D (-1676) (-) m/z 73.00 100.00%
43 60 3
5000 129
213 S U
143157171185199 11.60 11.80 12.00 12.20
(o} m/z 43.00 83.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L AR B AR
11.60 11.80 12.00 12.20
m/z 59.95 81.40%
| L|TJJ 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
1160 1180 12.00 12.20
5000 m/z 41.00 66.92%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid R A ERREE
60 73 11.60 11.80 12.00 12.20
43 m/z 57.00 66.48%
129
5000 29
143157 214
0‘
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\BF112219\
Data File : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 1-Hexadecanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.67 2.07 ng 210266 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 81
2 Oleic Acid 282 C18H3402 000112-80-1 80
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 64
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 58
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 58

Abundance Scan 1799 (12.669 min): BF117935.D (-1798) (-) m/z 55.00 100.00%

5000

L

12140 1260 12,60 13.00
0f m/z 43.00 85.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95980: 1-Hexadecanol

5000
12140 1260 12,80 13.00
m/z 83.00 84.61%

125
o 2 139154168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid
55

12.40 12.60 12.80 13.00
5000 m/z 69.00 84.22%
123

264
137151165180 97222534
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid

0

55 12.40 12,60 12.80 13.00
m/z 97.05 62.27%

5000 a1 | 69
o 125139 165180  207222236250%% 282

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 : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 10
R.T. EstConc Area Relative to ISTD R.T.
12.76 4_.05 ng 411233 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 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1815 (12.763 min): BF117935.D (-1810) (-) m/z 73.00 100.00%

5000

|

12.40 12,60 12.80 13.00
o’ m/z 43.00 90.89%

m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43
129

5000
97 12.40 12.60 12.80 13.00
m/z 57.00 80.99%

185 241 284
TR LA O
Ol el e T e
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 3
_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_r

12.40 12.60 12.80 13.00

5000 129 m/z 59.95 74 .89%
97 199 242
AETE 1Y DG Y P
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e EARERREaES A
43 12.40 12.60 12.80 13.00

m/z 55.00 70.17%

73
5000 284
129
185 713 241
m Im \ 57 1 S ST oes | 31 372

ot T L e RRRa e L

m/z--> 50 1 150 200 250 300 350 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 : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.93 8.41 ng 699511 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 90
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 81
Abundance Scan 2013 (13.927 min): BF117935.D (-2010) (-) m/z 57.00 100.00%

57 og
5000 11

139 13.60 13.80 14.00 14.20

- .‘lh o s W | m/z 43.00 85.88%

m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
83
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
13.60 13.80 14.00 14.20
29 11 m/z 55.00 79.96%

196
- I T I T I L L I L I T
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57
97
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

13.60 13.80 14.00 14.20

5000 m/z 83.10 79.86%
125
29
oI, ‘ \ M |193,182002224 252 297 398
N i A o e o o B L B e o o B o O B
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57 13.60 13.80 14.00 14.20
a3 m/z 69.00 71.59%
5000
111
29
,, ,....,....,....,....,....,.
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\BF112219\
Data File : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Triacontane Concentration Rank 12

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

14 .25 2.11 ng 175591 Chrysene-di12 14.09

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 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
Abundance Scan 2068 (14.251 min): BF117935.D (-2065) (-) m/z 57.00 100.00%

5000

14.00 14.20 14.40 14.60

113
141 169 197 239 267

(o m/z 71.05 72.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85
14.00 14.20 14.40 14.60
m/z 43.00 66.61%
13 94
NEIREE J | 79,169 197 225 253 281 309 337 365 393 422
—— e e A e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
A AEEAEmEmaa
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 53.02%
113
N LT, 241 169 197 225 267 295 365 393
L e e IR A o o e e e BILLA e e o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57 14.00 14.20 14.40 14.60
m/z 40.95 26.15%
5000 85
29
oL W || ) 1% 141 160 107 225 253 295 323 367
—— it A e e ST T T T T T
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF111319.M Mon Nov 25 17:33:03 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.
14.56 4.30 ng 357362 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2121 (14.563 min): BF117935.D (-2116) (-) m/z 57.10 100.00%
57
85
5000
| l “113 141 169 197 225 267 14.20 14.40 14.60 14.80
ol ”1"1.,....,........,...., m/z 71.05 73.91%
m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.20 14.40 14.60 14.80
113 m/z 43.00 62.70%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 57 .47%
ol 3t L) 13 141 169 197 29 267 294 323 352
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80
m/z 55.00 26 .96%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 1420 14.40 14.60 14.80

8270-BF111319.M Mon Nov 25 17:33:04 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.87 4.35 ng 301172 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2173 (14.868 min): BF117935.D (-2170) (-) m/z 57.00 100.00%
57
85
5000
| I ] |113 141 169 207 239 267 14.60 14.80 15.00 15.20
YD 0 N0 00 PG L — m/z 71.05 74_07%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.60 14.80 15.00 15.20
m/z 43.05 63.56%
. 2011 ﬂ1}3‘1§1 169 107 225 253 295 323 367
m/z--> 55 160 150 260 250 360 350 '
Abundance #215181: 2-methyloctacosane
57
' 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 52.38%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.00 25.21%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 14%0 1480 1500 1520

8270-BF111319.M Mon Nov 25 17:33:04 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.23 4.76 ng 329105 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
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 2234 (15.227 min): BF117935.D (-2229) (-) m/z 57.00 100.00%
57
85
5000
| | Ill3 141 169 197 239 o83 15.00 15.20 15.40 15.60
ol b b b L a7 PP 9 239 288 m/z 71.05 71.26%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
15.00 15.20 15.40 15.60
m/z 43.00 61.94%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane
57
" 15.00 15.20 15.40 15.60
5000 g5 m/z 85.10 54 _07%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 15.00 15.20 15.40 15.60
m/z 55.00 24 .09%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15b0 1550 1520 1560

8270-BF111319.M Mon Nov 25 17:33:04 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\
Data File : BF117935.D

Aca On : 22 Nov 2019 23:08

Operator :© JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 13 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.08 3.28 ng 226982 Perylene-di12 15.59
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 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2379 (16.080 min): BF117935.D (-2373) (-) m/z 57.00 100.00%
57
85
5000
LN NN AR
141 169 197 15.80 16.00 16.20 16.40
I 1111'.','. W L — m/z 71.05 77.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
15.80 16.00 16.20 16.40
113 m/z 43.00 60.26%
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
15.80 16.00 16,20 16.40
5000 85 m/z 85.05 58.06%
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 15.80 16.00 16.20 16.40
m/z 55.00 23.73%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF111319.M Mon Nov 25 17:33:05 2019 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112219\
Data File : BF117935.D

Acq On : 22 Nov 2019 23:08

Operator : JU

Sample - K5839-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.22 11.1 ng 641641 1 6.90 1155340 20.0
2-Pentanone, 4-hy... 5.12 17.1 ng 988978 1 6.90 1155340 20.0
unknown6.67 6.67 69.5 ng 4011990 1 6.90 1155340 20.0
n-Hexadecanoic acid 11.97 6.4 ng 647924 4 11.45 2028400 20.0
1-Hexadecanol 12.67 2.1 ng 210266 4 11.45 2028400 20.0
Octadecanoic acid 12.76 4.0 ng 411233 4 11.45 2028400 20.0
Ethanol, 2-(tetra... 13.93 8.4 ng 699511 5 14.09 1662670 20.0
Triacontane 14.25 2.1 ng 175591 5 14.09 1662670 20.0
2-methyloctacosane 14_.56 4.3 ng 357362 5 14.09 1662670 20.0
Hexacosane 14.87 4.3 ng 301172 6 15.59 1383530 20.0
Heneicosane 15.23 4.8 ng 329105 6 15.59 1383530 20.0
Heptadecane, 9-oc... 16.08 3.3 ng 226982 6 15.59 1383530 20.0
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