LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 5.057 501 505 518 rVB 280155 354706 10.13% 1.042%
2 5.475 572 576 597 rBY 2108591 2188570 62.52% 6.430%
3 6.492 744 749 767 rBVY 2157251 2357050 67.34% 6.925%
4 6.622 767 771 775 rBV 2711157 2478423 70.81% 7.281%
5 6.851 806 810 818 rBV 917256 719873 20.57% 2.115%
6 7.010 833 837 840 rBY 2138394 1927269 55.06% 5.662%
7 7.416 902 906 920 rBVY 1488957 1452842 41.51% 4.268%
8 8.139 1025 1029 1044 rBV 1016435 942053 26.91% 2.768%
9 9.216 1208 1212 1227 rBvV 3331796 3069453 87.69% 9.017%
10 9.616 1276 1280 1291 rBV 150369 161955 4.63% 0.476%

11 9.898 1324 1328 1339 rBV 1165887 1152978 32.94% 3.387%
12 10.698 1460 1464 1477 rBV 2158789 2122140 60.63% 6.234%
13 11.392 1579 1582 1591 rBV 1231273 1243688 35.53% 3.654%
14 11.916 1666 1671 1679 rBV2 349316 408836 11.68% 1.201%
15 12.621 1786 1791 1797 rBV4 32996 61216 1.75% 0.180%

16 12.704 1800 1805 1818 rBV 271636 372953 10.65% 1.096%
17 12.986 1849 1853 1856 rBV 4009098 3500334 100.00% 10.283%
18 13.204 1886 1890 1895 rBV2 39001 48037 1.37% 0.141%
19 13.545 1944 1948 1951 rBV2 59300 66327 1.89% 0.195%
20 13.880 2001 2005 2017 rBV 404681 555243 15.86% 1.631%

21 14.051 2030 2034 2043 rBV 1116248 1075927 30.74% 3.161%
22 14.198 2054 2059 2070 rVB 399350 424495 12.13% 1.247%
23 14.504 2106 2111 2114 rBV 757687 768240 21.95% 2.257%
24 14.662 2135 2138 2142 rBV 191544 197900 5.65% 0.581%
25 14.809 2158 2163 2173 rVB 1000213 1152759 32.93% 3.387%

26 15.157 2216 2222 2229 rBV 1008467 1243522 35.53% 3.653%
27 15.545 2281 2288 2306 rVB2 1397095 2213118 63.23% 6.502%
28 15.809 2330 2333 2337 rVB4 31062 42466 1.21% 0.125%
29 15.986 2355 2363 2370 rBV 595273 1015357 29.01% 2.983%
30 16.498 2443 2450 2456 rBV 299340 525538 15.01% 1.544%

31 17.098 2546 2552 2560 rVB 90074 195829 5.59% 0.575%

Sum of corrected areas: 34039097
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

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

BF118402.D

31 Dec 2019 13:44

Ju

K6463-04

5 Sample Multiplier: 1

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

C:\DATABASENNIST11.L
LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF118402.D

6.62

5.47 6.49 7.01

7.42

5.06

0
Time-->

4.50 5.00

Abundance
4000000

3000000

2000000

1000000

0

TIC: BF118402.D

9.22

10.70

9.90 11.39

8.14

11.92 12.70

12. 13.20

9.62

Time-->

13.00

11.50

12.00 12.50

10 00

9.50 10.50 11.00

Abundance
4000000

3000000

2000000

1000000

15.16
14.50
13.88 || 14.20
14.66
13.54
Ol

TIC: BF118402.D

15.54
14.05 14.81

15 99

15. 81

Time-->

13.50

14.00 14 50 15 00 15 50 16 00

8270-BF122419.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 7

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

5.06 9.85 ng 354706 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 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 505 (5.057 min): BF118402.D (-501) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.80 5.00 5.20 5.40
b ol 930060 S+ m/z 59.00 63.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L UL A
59 480 5.00 520 540
m/z 101.00 26.81%
0 25 31 37 | 83 g3 101
miz--> 20 3 40 3 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0
5000 101 m/z 58.00 14 .39%
28
15 ‘ 70 84
ISR || | :..,.5?‘!:i....l.‘..7.8,.‘l..,.?§.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime Y
43 4.80 5.00 5.20 5.40
m/z 41.00 9.90%
5000
101
15 58
0 28 g7lll, s1 69 84 A
miz--> % 3 40 % 6 70 8 % 100 110 250 Sho 520 S0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 68.86 ng 2478420 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF118402.D (-767) (-) m/z 132.00 100.00%
5000 68 \
40 | 75 ® 10 620 640 6.60 6.80 7.00
54 104 : : : : :
ObrrprrrrprrrrprrrHib ??...' SIS -7 S W T . S [ N m/z 68.10 37.31%
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 i
5000 R RS UL R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.83%
38
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
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 24.64%
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 T BEa b e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.14%
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 6.20 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 : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 10
R.T. EstConc Area Relative to ISTD R.T.
11.92 6.57 ng 408836 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 1672 (11.921 min): BF118402.D (-1666) (-) m/z 73.00 100.00%
73
43 60
5000 129
213
157171185 R B SUULILN BN B
43 199 11.60 11.80 12.00 12.20
0 m/z 59.95 74 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 UL B SULIUSN RSN B
11. 60 11. 80 12. 00 12 20
m/z 43.05 72.72%
TJJ 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11'60 11.80 12.00 12.20
5000 - 129 m/z 41.05 65 .40%
143157 214
0,,,|,\l,,\lm A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid O o B e
43 60 73 11.60 11.80 12.00 12.20
m/z 57.05 63.75%
5000 129
29
‘ 143157171185199 242
O.Fﬁ.k.,ﬁ. e e
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 : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.70 6.00 ng 372953 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 1804 (12.698 min): BF118402.D (-1800) (-) m/z 73.00 100.00%

43

5000

-

12.40 12.60 12.80 13.00
m/z 43.10 95.50%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73

3

12.40 12.60 12.80 13.00
m/z 60.00 91.58%

5000

. 143157171
ERAEREL Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid
73
3 12.40 12.60 12.80 13.00
5000 43 57 129 m/z 57.10 85.13%
185
115 228
| \\‘M ‘” bl 1?31571T1 199
b prrrr el Al i e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid e B BEEaEEE S
43 | 73 12.40 12.60 12.80 13.00
5 m/z 55.10 76.98%
5000 129
ZT | 157171185
0...,.‘;..‘“‘.. R e e e e e EERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.88 10.32 ng 555243 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 76
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 76
Abundance Scan 2005 (13.880 min): BF118402.D (-2001) (-) m/z 57.05 100.00%
57
83
5000
111
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—r
3 J 139 13.60 13.80 14.00 14.20
ol LAl ) AP ges182 208 282 280 a3 M0 g2.94%
m/z--> 50 100 150 200 250 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
83
5000 A U UM L B
13.60 13.80 14.00 14.20
29 11 m/z 71.10 69.25%
0 N L j130 108 190 227 o5
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—r
13.60 13.80 14.00 14.20
5000 m/z 83.10 61.32%
29
111
L il ” H NEE TN - S I
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate R e e e AAR
57 13.60 13.80 14.00 14.20
97 m/z 55.05 60.40%
5000
- 125
oL 4074 | | | 15 182 224 252 279297 328348
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.20 7.89 ng 424495 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2059 (14.198 min): BF118402.D (-2054) (-) m/z 57.05 100.00%
57
85
5000
| |113 141 169 197 239 267 205 303 13.80 14.00 14.20 14.40 14.60
oL b b LT 10 97 239 267 295323 1 “m/z 71.05  81.12%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000
13.80 14.00 14.20 14.40 14.60
m/z 43.10 64 .74%
29 113
oL L L T 1e 160 107 240
m/z--> 50 100 150 200 250 300 350 '
Abundance #202662: Heptacosane
57
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 60.78%
85
0 ?? ‘ J (113 141 169 197 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57 13.80 14.00 14.20 14.40 14.60
m/z 41.10 27 .11%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.50 14.28 ng 768240 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2110 (14.498 min): BF118402.D (-2106) (-) m/z 57.05 100.00%
57
85
5000
\ | | l|1}3 141 169 197215 239 267 295 324 14.20 14.40 14.60 14.80
(o SN ) K v 0 ' e L m/z 71.10 79.80%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000
85 14.20 14.40 14.60 14.80
29 m/z 43.10 67.22%
ol j | ‘|113 141 169 197 226
m/z--> éo 100 1éo 260 2éo 360 3éo
Abundance #194493: Hexacosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 58.83%
. zfl‘ } I i t\113 141 160 197 225 253 295 323 367
m/z--> éo 100 1éo 260 250 360 350
Abundance #185535: Heptadecane, 9-octyl-
57 14.20 14.40 14.60 14.80
m/z 41.05 26.01%
5000 85
ol 3 ‘} | L[1ﬁ3“1§1 169 197 %39 567 204 323 352
m/z--> 5'0 100 1éo 2(')0 25'30 3(')0 3éo 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 : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 Terephthalic acid, 3-methyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.66 3.68 ng 197900 Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terephthalic acid. 3-methvlbut-2... 348 C21H3204 1000356-27-6 64
2 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 43
3 Diisooctvl phthalate 390 C24H3804 000131-20-4 38
4 Terephthalic acid. phenvl octvl ... 354 C22H2604 1000324-06-6 38
5 Terephthalic acid, monochloride,... 296 C16H21CI03 1000324-22-9 35
Abundance Scan 2138 (14.662 min): BF118402.D (-2135) (-) m/z 70.05 100.00%
n 149
112 261
5000 167
41
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—h
h hl |93} | 186207 279 st 14.40 14.60 14.80 15.00
bl TR L L2893 Tm/z 149.00  80.43%
m/z--> 50 100 150 200 250 300 350
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261
5000 70
14.40 14.60 14.80 15.00
149 m/z 261.10 60.17%
43 1041, 1?7 210237 | 279
L e e VL e e
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
12 149 261 T e
167 14.40 14.60 14.80 15.00
5000 m/z 112.10 53.87%
4t ’ 279
o M ‘ dilos] [ s | | 189 232 304 333 361
m/z--> 50 100 150 200 250 300 350
Abundance #207658: Diisooctyl phthalate
149 14.40 14.60 14.80 15.00
m/z 166.95 38.00%
5000
57 167
29 83 104 279
0...“iJ.‘“.,.'1.22..¥....|.... —
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.81 10.42 ng 1152760 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2163 (14.809 min): BF118402.D (-2158) (-) m/z 57.10 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
141 169 14.40 14.60 14.80 15.00 15.20
ol | , y .U|, L ISP 9T 225 258 | 295 323 381 394 | Lo 7110 78.34%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000
85 14.40 14.60 14.80 15.00 15.20
29 m/z 43.05 66.81%
oL | | 8 141 169 197 205 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #209567: Eicosane, 9-octyl-
43
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
71 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 59.03%
99 281
ol ||, 127 155 183 211 2ﬁ8 | 309 336 365 392
m/z--> 50 160 1éo 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 25.96%
5000 85
oL 3 l || M 141 160 197 239 267 204 323 352
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 11 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.16 11.24 ng 1243520 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2223 (15.162 min): BF118402.D (-2216) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40
B — l| LA fP07 225 267 295 823 381 | sz 71.05 | 84.50%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000
14.80 15.00 15.20 15.40
29 m/z 85.10 64 .35%
oL ]113 141 169 197 240
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #175559: Tetracosane
57
a5 14.80 15.00 15.20 15.40
5000 m/z 43.10 62.19%
29
oL i L] [M13 141 169 197 205 253 338
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 23.18%
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 ' 1480 1500 1520 1§4o '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.99 9.18 ng 1015360 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2364 (15.992 min): BF118402.D (-2355) (-) m/z 57.10 100.00%
57
85
5000
155 183 15.60 15.80 16.00 16.20 16.40
ol ! II LAz 7 08, 225288 295328 385 | ns7 71.05  81.20%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
15.60 15.80 16.00 16.20 16.40
m/z 43.05 60.82%
29 113
oL L L 1% 14t 160 107 295 268
m/z--> 55 160 1éo 260 250 300 3%0
Abundance #117648: Octadecane, 2-methyl-
48
o 15,60 15.80 16.00 16.20 16.40
5000 m/z 85.10 59.47%
99
A j o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 25.89%
85
5000
29 113
oL ‘ [y, J | Jlﬂl 169 197 225 253 296
m/z--> % m m ﬁ @ ﬁ ﬁ mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118402.D

Aca On : 31 Dec 2019 13:44

Operator :© JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 13 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.50 4.75 ng 525538 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2450 (16.498 min): BF118402.D (-2443) (-) m/z 57.10 100.00%

85
5000

:

16.20 16.40 16.60 16.80

225
o! 23 s m/z 71.05 77.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

183

-

16.20 16.40 16.60 16.80
m/z 43.10 60.59%

5000

141 169 197 225 365 393

267 295

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
T T
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 58.78%
13 qm
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
I L o o o e e I e L S e B e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- e B RREEEEEE S S
57 16.20 16.40 16.60 16.80
m/z 41.05 22.17%
- I k&—m/\\w
113
oL 3144 |77, 341 169 107 239 567 204 323 352
m/z--> 50 100 150 200 250 300 350 400 16 20 16. 40 16 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF123119\
Data File : BF118402.D

Acq On : 31 Dec 2019 13:44

Operator : JU

Sample : K6463-04

Misc :

ALS Vial : 5 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 9.8 ng 354706 1 6.85 719873 20.0
unknown6 .62 6.62 68.9 ng 2478420 1 6.85 719873 20.0
n-Hexadecanoic acid 11.92 6.6 ng 408836 4 11.40 1243690 20.0
Octadecanoic acid 12.70 6.0 ng 372953 4 11.40 1243690 20.0
Ethanol, 2-(tetra... 13.88 10.3 ng 555243 5 14.05 1075930 20.0
Heptadecane 14.20 7.9 ng 424495 5 14.05 1075930 20.0
Hexadecane 14.50 14.3 ng 768240 5 14.05 1075930 20.0
Terephthalic acid... 14.66 3.7 ng 197900 5 14.05 1075930 20.0
Octacosane 14.81 10.4 ng 1152760 6 15.55 2213120 20.0
Heneicosane 15.16 11.2 ng 1243520 6 15.55 2213120 20.0
Nonadecane 15.99 9.2 ng 1015360 6 15.55 2213120 20.0
2-methyloctacosane 16 .50 4.8 ng 525538 6 15.55 2213120 20.0
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