LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021219\
Data File : BM018787.D

Aca On : 12 Feb 2019 23:56

Operator : JU/SJ

Sample : K1458-12

Misc :

ALS Vial : 19 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 M\METHODS\8270-BM021119.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 5.304 371 377 395 rBVY 3027936 4318884 17.47% 3.597%
2 6.887 637 646 663 rBY 1758764 3059039 12.38% 2.548%
3 7.245 700 707 722 rBVY 5752554 9210080 37.26% 7.672%
4 7.710 779 786 793 rBVY 1279545 2028492 8.21% 1.690%
5 8.028 833 840 851 rBVY 4917318 8136821 32.92% 6.778%

8.881 976 985 998 rBV 4257808 7113494 28.78% 5.925%
10.504 1253 1261 1274 rBV 1672319 2835964 11.47% 2.362%
12.980 1674 1682 1704 rBV 10974380 15985817 64.67% 13.315%
13.827 1820 1826 1838 rBV 270666 442678 1.79% 0.369%
14.363 1908 1917 1926 rBV2 2416329 3779560 15.29% 3.148%

=
QO ~NO®

11 15.863 2165 2172 2188 rBV 9098175 13039182 52.75% 10.861%
12 17.115 2379 2385 2397 rBV 3164938 4607553 18.64% 3.838%
13 18.004 2531 2536 2546 rBV 600456 872896 3.53% 0.727%
14 19.433 2773 2779 2784 rBV 6469499 7338331 29.69% 6.112%
15 19.750 2827 2833 2838 rBVY 20515036 24719034 100.00% 20.590%

16 21.009 3043 3047 3058 rBvV 742105 939160 3.80% 0.782%
17 21.303 3092 3097 3106 rBV 4336303 5387002 21.79% 4._487%
18 21.874 3191 3194 3198 rBV 279982 341016 1.38% 0.284%
19 22.339 3270 3273 3279 rVB 365463 451233 1.83% 0.376%
20 22.850 3356 3360 3365 rVB 377617 515596 2.09% 0.429%

21 23.421 3454 3457 3462 rVB 378098 512187 2.07% 0.427%
22 23.568 3475 3482 3491 rVB2 2309850 4421060 17.89% 3.683%

Sum of corrected areas: 120055079
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM021219\
Data File : BM018787.D

Aca On : 12 Feb 2019 23:56

Operator : JU/SJ

Sample . K1458-12

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018787.D
2e+07

1.5e+07

le+07

7.25
5000000 8.03 8.88

6.89 771 10.50

A

R T T S S L L AR L S

T
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50
Abundance TIC: BM018787.D
2e+07 19.75

T T
10.00 10.50 11.00 11.50

1.5e+07

12.98
1e+07 15.86

19.43

5000000
17.12
14.36

13.83 18.00

e e RS BIRAEEE

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018787.D
2e+07

1.5e+07
le+07

5000000 21.30
23.57

21.01 21.87 22.34 22.85 23A.:1A
N A

I

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021219\
Data File : BM018787.D

Aca On : 12 Feb 2019 23:56

Operator : JU/SJ

Sample : K1458-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.25 Concentration Rank 1

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

7.25 90.81 ng 9210080 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 708 (7.251 min): BM018787.D (-700) (-) m/z 132.00 100.00%
132
5000 68
0 75 4 % 0 \ TTI00 720 740 70
54 - - - -
o..,....,....,...::'.'..?,:'..?.1!.'.|,..':-.,..5.‘.7,....,.'!..,.1.1:‘3.,....,-'...,.. m/z 68.10 49.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U NI L I L
7.00 7.20 7.40 7.60
2 78 m/z 134.00 33.49%
38
0'w'“'w'“J“Jh'L'M'“l“'h'“'w“'w'“l“'w'“'w'“|“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
7.00 720 7.40 7.60
5000 m/z 66.00 31.42%
104
oL 14 27 374451 58 % T g5 97 | 15
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine s L b
132 7.00 7.20 7.40 7.60
m/z 69.10 20.34%
5000
33 44 g7 105
0 50 P | | us
s % % M w8 % 1% 110 13 130 1% 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021219\
Data File : BM018787.D

Aca On : 12 Feb 2019 23:56

Operator : JU/SJ

Sample : K1458-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.00 3.79 ng 872896 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 d-Glucitol. 4-0-nonvl- 308 C15H3206 132591-06-1 27
4 Dodecane 170 C12H26 000112-40-3 25
5 Tridecane 184 C13H28 000629-50-5 25
Abundance Scan 2535 (17.998 min): BM018787.D (-2531) (-) m/z 73.00 100.00%
7B
43
5000
. 129
1 157 185 2% 2s6 o. 17.60 17.80 18.00 18:20 18.40
(o} m/z 59.95 69 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92228: n-Hexadecanoic acid
48 78
5000 256 A B B SRR B
ﬂmﬂmmmmmmm
2 m/z 43.05 55.52%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75071: Tetradecanoic acid
78
43 LRI BN SRR SN
17.60 17.80 18.00 18.20 18.40
5000 m/z 57.05 51.45%
129
185 228
2
O.P.HE”..“J” W m‘ﬂh,hu %ﬁ%lﬁ?.J.% U AR amaaEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121584: d-Glucitol, 4-O- I'lOﬂyl N L B B
a0 17.60 17.80 18.00 18.20 18.40
m/z 55.05 50.03%
103
5000 L
2
ol 291 309 N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1760 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021219\
Data File : BM018787.D

Aca On : 12 Feb 2019 23:56

Operator : JU/SJ

Sample : K1458-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Butyl citrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.43 27.24 ng 7338330 Chrysene-d12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 56
3 Hexanedioic acid. bis(l-methvlpr... 258 C14H2604 038447-22-2 56
4 Hexanedioic acid. dibutvl ester 258 C14H2604 000105-99-7 40
5 Butanedioic acid, 2,3-dimethyl-,... 258 C14H2604 056051-57-1 39

Abundance Scan 2779 (19.433 min)d:; BM018787.D (-2773) (-) m/z 185.05 100.00%
129 185
5000
111 259 T aon 104N 10 ea 10 an
147 19.20 19.40 19.60 19.80
oL, 3P 1 L1 66 | 208 231 | 287 313 341 | n757129.00  78.40%
m/z--> 100 150 200 250 300 350
Abundance #144807: Butyl citrate
185
129
5000 LI SUASULN UL UL I
19.20 19.40 19.60 19.80
259 m/z 57.10 24._.02%
87 111 157
oLl |. | 69 & P 213231 | o287 361
m/z--> 100 150 200 250 300 350
Abundance #93158. Hexanedioic acid, bis(2-methylpropyl) ester
129
. *19.20 10.40 19.60 19.80
5000 185 m/z 41.05 17.61%
29 111
156
ol IJI\AI o il “ { Ll 4208 243
m/z--> 50 100 150 200 250 300 350
Abundance #93163: Hexanedioic acid, bis(1-methylpropyl) ester TP T T T
129 19.20 19.40 19.60 19.80
m/z 111.00 13.56%
5000
57 111 185
L3 R O A - e A
m/z--> 50 150 200 250 300 350 19,20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021219\
Data File : BM018787.D

Aca On : 12 Feb 2019 23:56

Operator : JU/SJ

Sample : K1458-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.01 3.49 ng 939160 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
3 1-Pentadecanol 228 C15H320 000629-76-5 90
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87

Abundance Scan 3047 (21.009 min): BM018787.D (-3043) (-) m/z 57.10 100.00%

57

-

5000
139 20.60 20.80 21.00 21.20 21.40
168 207
- 238 282 328355 430 475 m/z 83.05 97.15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester

T

20 60 20. 80 21. 00 21. 20 21. 40
m/z 69.10 95.05%

5000

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
R e A REREs
20.60 20.80 21.00 21.20 21.40
5000 69 m/z 97.10 79.34%
97
o “ 1) l (125154181 224252
B L LA B B o o o LA i o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75205: 1-Pentadecanol T T T T
41, 83 20.60 20.80 21.00 21.20 21.40
m/z 43.05 76.57%
5000 111
]139 182510
o—t e
m/z--> 50 100 150 200 250 300 350 400 450 20 60 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021219\
Data File : BM018787.D

Aca On : 12 Feb 2019 23:56

Operator : JU/SJ

Sample : K1458-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.85 2.33 ng 515596 Perylene-d12 23.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3360 (22.850 min): BM018787.D (-3356) (-) m/z 57.10 100.00%

57
85
5000

22.60 22.80 23.00 23.20

141169 207 238267 313 355 387 416

O m/z 71.10 93.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane

22.60 22.80 23.00 23.20
m/z 85.10 59.83%

o 141169197 225253 296

m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #147098: Docosane, 11-butyl-

:

22.60 22.80 23.00 23.20
5000 85 m/z 43.10 52._.78%

113
141169 210739267 309336 366

e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #123100: Pentadecane, 8-heptyl- T
22.60 22.80 23.00 23.20

m/z 55.10 22 .86%

:

5000

%

113141 69 210

239266 309
NN s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021219\
Data File : BM018787.D

Acq On : 12 Feb 2019 23:56

Operator : JU/SJ

Sample - K1458-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .25 7.25 90.8 ng 9210080 1 7.71 2028490 20.0
n-Hexadecanoic acid 18.00 3.8 ng 872896 4 17.12 4607550 20.0
Butyl citrate 19.43 27.2 ng 7338330 5 21.30 5387000 20.0
Trichloroacetic a... 21.01 3.5 ng 939160 5 21.30 5387000 20.0
Heneicosane 22.85 2.3 ng 515596 6 23.57 4421060 20.0
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