LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 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 P\METHODS\8270-BP112719.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 5.628 593 602 617 rBV 291543 475350 16.99% 1.748%
2 6.222 696 703 717 rBVY 1845283 2300007 82.20% 8.459%
3 7.763 958 965 975 rBVY 1953149 2563256 91.61% 9.427%
4 7.952 991 997 1010 rBVY 2011529 2400920 85.80% 8.830%
5 8.310 1053 1058 1067 rBV 470782 555645 19.86% 2.044%
6 8.558 1094 1100 1104 rBvV 1517861 1812682 64.78% 6.667%
7 9.193 1202 1208 1212 rBvV 1281911 1534229 54.83% 5.643%
8 10.346 1399 1404 1409 rBV 588075 670503 23.96% 2.466%
9 11.416 1579 1586 1593 rBV2 19415 34765 1.24% 0.128%
10 12.128 1699 1707 1722 rBV 2193042 2596124 92.78% 9.548%

11 12.793 1816 1820 1825 rBV 132570 147797 5.28% 0.544%
12 13.210 1885 1891 1898 rBV 633872 814414 29.11% 2.995%

13 14.398 2086 2093 2099 rBV3 20670 40809 1.46% 0.150%
14 14.498 2104 2110 2123 rBV 1426789 1908136 68.19% 7.018%
15 14.840 2165 2168 2175 rVB2 33661 49234 1.76% 0.181%
16 15.569 2288 2292 2294 rBV 22979 30311 1.08% 0.111%
17 15.604 2294 2298 2302 rVV 728288 830231 29.67% 3.054%
18 15.640 2302 2304 2310 rVB 42737 46969 1.68% 0.173%
19 15.745 2319 2322 2327 rVB6 28021 32017 1.14% 0.118%
20 16.492 2446 2449 2455 rBV2 130483 176182 6.30% 0.648%
21 17.351 2591 2595 2601 rVB 71512 87358 3.12% 0.321%
22 17.581 2631 2634 2640 rBV3 37759 55675 1.99% 0.205%
23 17.651 2643 2646 2651 rVB 76955 90308 3.23% 0.332%
24 17.786 2667 2669 2673 rVB 38100 37827 1.35% 0.139%
25 17.892 2681 2687 2691 rBV 2449973 2798125 100.00% 10.291%
26 18.263 2746 2750 2753 rVB 74446 85069 3.04% 0.313%
27 18.710 2822 2826 2830 rBV 119437 129803 4.64% 0.477%
28 19.086 2887 2890 2893 rBV 58391 69094 2.47% 0.254%

29 19.128 2893 2897 2912 rBV2 308075 626287 22.38% 2.303%
30 19.245 2912 2917 2921 rBV 703962 818020 29.23% 3.009%

31 19.539 2964 2967 2970 rBV 159427 162417 5.80% 0.597%
32 19.933 3030 3034 3036 rBvV 214607 278308 9.95% 1.024%
33 20.116 3062 3065 3069 rVB 221922 240306 8.59% 0.884%
34 20.304 3095 3097 3101 rVB 172050 161674 5.78% 0.595%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 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

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP112719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.704 3161 3165 3170 rVB 237069 318980 11.40% 1.173%
36 21.022 3215 3219 3227 rVB 586883 916357 32.75% 3.370%
37 21.145 3236 3240 3246 rVB 186797 275484 9.85% 1.013%

38 21.645 3320 3325 3344 rVB4 274594 812656 29.04% 2.989%
39 22.216 3419 3422 3429 rVB2 123186 206065 7.36% 0.758%

Sum of corrected areas: 27189394
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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:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\

BP001224.D

05 Dec 2019 21:26

Ju

K6120-01

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 4
R.T. EstConc Area Relative to ISTD R.T.
563 17.11ng 475350  1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 59

000540-88-5 28
001116-98-9 23

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 602 (5.628 min): BP001224.D (-593) (-) m/z 42.95 100.00%

43
5000 /k
ot 520 540 560 580 6.00
Ol b 3| 132163 206237 274305 350 301 429 465 S | 'm/z 59.00 57.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 | BNLENL LI L L B LB BB
520 540 5.60 5.80 6.00
m/z 101.00 18.21%
15 101
o,l4.,”..,”..,”.. R i e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43
I o e e
5.20 540 5.60 5.80 6.00
5000 m/z 57.95 16.21%
101
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 5.20 540 5.60 5.80 6.00
m/z 41.05 9.23%
5000
m 126
Ot e e e e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.20 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 unknown7.95 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.95 86.42 ng 2400920 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
Abundance Scan 997 (7.952 min): BP001224.D (-991) (-) m/z 131.95 100.00%
132
5000 68
96 L AU LS UL U
40 760 7.80 8.00 820

178207 238265 298 331360 390421449 481 519549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LI L L L L L L L L LB L L B
7.60 7.80 8.00 8.20
m/z 65.95 38.10%
31
ob e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14491: 5-Aminoindole
132
e e
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.90%
104
66
39
o't e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14770: Cyclopropanamine, 1-phenyl- B B
132 7.60 7.80 8.00 8.20
m/z 69.10 23.18%
104
5000
51
N 7 SNNEY § U | W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719.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 4 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.49 4.24 ng 176182 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 2449 (16.492 min): BP001224.D (-2446) (-) m/z 72.95 100.00%

a3 P
5000
57185288 256, e s 1550 1640 1660 1650

0 408 457 S01 545 m/z 59.95 84._42%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid

B
@©
~
®

5000 LA L L L L L LB
16.20 16.40 16.60 16.80
21 m/z 43.05 79.95%
157185
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
43,78
T T

16.20 16.40 16.60 16.80
m/z 57.00 73.28%

5000
241 284
o4,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid I B
7. 16.20 16.40 16.60 16.80
m/z 55.05 67.45%
5000

185 228

:

T T I T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719.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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.35 2.10 ng 87358 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 98
2 Pvrene 202 C16H10 000129-00-0 81
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 81
4 1.4-Pentadivn-3-one. 1.5-diphenvl- 230 C17H100 015814-30-9 64
5 3H-Benzo[4,5]Ffuro[3,2-d]pyrimidi... 202 C1OH6N20S 062208-70-2 50
Abundance Scan 2595 (17.351 min): BP001224.D (-2591) (-) m/z 202.05 100.00%
202
5000
55 1?1 145174 244 292 329360 411439469497 548 1700 12.20 1790 17.60
O B B L B LS R R o e m/z 200.00 22 .37%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62828: Fluoranthene
202
5000

17.00 17.20 17.40 17.60
101 m/z 203.10 18.00%

27 63 ;| 134 174

Ot e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62822: Pyrene
202
17.00 17.20 17.40 17.60
5000 m/z 201.05 16.24%

101
63 | 134 174

Ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202 17.00 17.20 17.40 17.60
m/z 100.95 11.36%
5000

15 51 101 150

Ol v et e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.26 2.08 ng 85069 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Nonadecane 268 C19H40 000629-92-5 95
3 Heptadecane 240 C17H36 000629-78-7 94
4 Docosane 310 C22H46 000629-97-0 93
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2750 (18.263 min): BP001224.D (-2746) (-) m/z 57.10 100.00%

57
5000 85

13 153183 221 266 18.00 18.20 18.40 18.60
A l',l o Ty, 200 818347380408 446 494528 | "m/z  71.05  62.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000 LA L L L L L L LB LB

18,00 18.20 18.40 18.60
m/z 43.05 59.43%

141169197225253 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
R e e  RERE S
18.00 18.20 18.40 18.60
5000 m/z 85.05 42.38%

13141169197205 268

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane R e e o o S
18.00 18.20 18.40 18.60
m/z 55.10 28.29%
5000

141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18. OO 18 20 18. 40 18 60
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Titl

e

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
BP001224.D

05 Dec 2019 21:26

Ju

K6120-01

23 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.71 3.17 ng 129803 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 1-lodoundecane 282 C11H231 004282-44-4 83
5 Hexatriacontane 507 C36H74 000630-06-8 80

Abundance Scan 2826 (18.710 min): BP001224.D (-2822) (-) m/z 57.05 100.00%
57
AU BN SRR
13 18.40 18.60 18.80 19.00
155
o AL 190 102 238 2r7a08 sp 375 ate astaer 525 | 723000 72,980
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000 AR AR AR AR SRR
85 18.40 18.60 18.80 19.00
m/z 71.05 66 .79%
0 29 113141169197225253281 323351380
mz> 0 sb 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
18.40 18.60 18.80 10.00
5000 g5 m/z 85.10 47 .61%
o 13141160197225753281309337365394
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane L REaE e
57 18.40 18.60 18.80 19.00
m/z 41.05 30.39%
5000 85
29
o1 f}3141169197225253 2%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Octadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.13 15.31 ng 626287 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
2 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 91
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 2897 (19.128 min): BP001224.D (-2893) (-) m/z 57.10 100.00%

=5

5000 o7
“25 18:80 19.00 19.20 19.40
153 211 303 - - - -
b A A LD gL (22181221240 2755705832363 403431461 495 544 m/z 43.10 82.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194196: Octadecyl trifluoroacetate
57
97
5000 LA L L L L L LB |
18.80 19.00 19.20 19.40
29 125 m/z 55.10 70.78%
o 1 154182 224252 297 348
I o e A B e o e I e o S e o S I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240356: Hexacosy! heptafluorobutyrate
57
R R REREEEE R R R Ry
97 18.80 19.00 19.20 19.40
5000 m/z 83.10 52.55%
125
o 29 l [153181208236264292 336364 409 560
o o A A e e B L B o e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211266: Oxalic acid, isobutyl octadecy! ester e B R
57 18.80 19.00 19.20 19.40
m/z 71.10 52.15%
5000
29 97
o VL] a25153  poasp 297
”.,”..“.....” B I o o o o e B R EE RS S e ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18. 80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.54 3.97 ng 162417 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 89
Abundance Scan 2967 (19.539 min): BP001224.D (-2964) (-) m/z 57.10 100.00%
57
5000 85
13 19:20 19.40 19.60 19.80
169 217 248
0 ...,....J[,lﬁ.«.lf‘?lu...,.‘...~, 275302 336368 415 461 SI1541 o771 05 67.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
5000 LSRR AR RRE

19!20 19.I4O 19!60 19.I80
m/z 43.10  66.50%

1314116919725 268

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83028: Hexadecane
57
R e e
19.20 19.40 19.60 19.80
5000 85 m/z 85.05 46.00%
13
ol2o] | | | [1141160167226
I B L L e e o o o o S I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194495: Hexacosane LA BRI B

19.20 19.40 19.60 19.80
m/z 55.00 28.61%

5000

366

13141160197225253281309337
S —
miz--> 50 100 150 200 250 300 350 400 450 500 550 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Octadecane, 5,14-dibutyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.93 6.80 ng 278308 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 91
3 Octacosane 394 C28H58 000630-02-4 70
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 64
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 62
Abundance Scan 3033 (19.928 min): BP001224.D (-3030) (-) m/z 57.10 100.00%
57
5000 85
302 e
13 J 19.60 19.80 20.00 20.20
152
Y .J[,lal.d. o200 202 | 335362 402 444472503 543 |y 43 10 64.92%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane
57
5000 85 VAR A AU
19.60 19.80 20.00 20.20
29 m/z 71.10 63.53%
. | f}3141169197225253 296
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
43 71
19160 19380 20100 2020
5000 m/z 85.05 42 .99%
126
o | ; 155183211239266 3?9337366
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane B R R e
19.60 19.80 20.00 20.20
m/z 55.10 25.91%
5000

| 13141169197225253281309337365394
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 unknown20.12 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.12 5.88 ng 240306 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 38
1-(2-Hvdroxvymethvlpvrrolidin-1-v... 143 C7H13N0O2 1000192-83-2 30
3 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 25
4 2-Propenoic acid. 2-methvl-. oct... 198 C12H2202 002157-01-9 23
5 Fumaric acid, 2-ethylhexyl hexyl... 312 C18H3204 1000339-14-1 22
Abundance Scan 3066 (20.122 min): BP001224.D (-3062) (-) m/z 70.05 100.00%
70
149
261
5000 112
41“ l { I AU U DA
19.80 20.00 20.20 20.40
ok :||, M ALy ) | 202231 | po1 336363 410 450479808530 | 7oia9 00 74.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 5850
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149 261
5000 BUBSUNMBRUNBRUAREE
19/80 20.00 20.20 20.40
41 l m/z 261.15 53.18%
o o 79 232 | | 304333361
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20276: 1-(2-Hydroxymethylpyrrolidin-1-yl)ethanone
70
10.80 20.00 20.20 20.40 |
5000 112 m/z 112.05 43.72%
43
ol 143
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101723: Bromoacetic acid, 2-ethylhexyl ester B R an s S E et
7 19.80 20.00 20.20 20.40
m/z 57.10 42 .21%
5000
41 112
ol 152 193
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19/80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.30 3.53 ng 161674 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 80
3 Docosane. 7-butvl- 366 C26H54 055282-15-0 80
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 74
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 70

Abundance Scan 3096 (20.298 min): BP001224.D (-3095) (-) m/z 57.10 100.00%

57
5000 85

20.00 20.20 20.40 20.60

13 152 253
L Il 207 286 327 360387 430458 491518 549

Ol Al Db 207|286 327360387 430458 491518549 | 7o 43710 67.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175556: Tetracosane
57
85
5000 TT TTTT TTTT TTTT TT T T

20 00 20. 20 20 40 20. 60
29 m/z 71.10 61.68%

Il}%l4{1§9197225253281309338

oA A A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57
R A B
20.00 20.20 20.40 20.60
5000 85 m/z 85.05 46.59%
113
o [17 141169 210239267 309336 366
i L i B R B o B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194497: Docosane, 7-butyl- R B B
43 20.00 20.20 20.40 20.60
m/z 55.00 27 .79%
71
5000
99
ob . 127 ; 183211239 281309336
"|"'w""w"' R A R B B AR e M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20 00 20. 20 20 40 20. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 14 Docosane, 11-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.70 6.96 ng 318980 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Heneicosane 296 C21H44 000629-94-7 95
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 93
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
Abundance Scan 3164 (20.698 min): BP001224.D (-3161) (-) m/z 57.10 100.00%
g7
5000 85
13141 300 20.40 20.60 20.80 21.00
o AL Li 74160 207 253 TV se0a7o aspasodse 530 s 4sT100 65, o6H
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000 R IR AR
85 20.40 20.60 20.80 21.00
m/z 71.10 63.90%
0 29 [13141160197225253281 323351380
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
20.40 20.60 20.80 21.00
5000 m/z 85.10 44 .25%

141169197225053 296

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl- R R B R
57 20.40 20.60 20.80 21.00
m/z 55.05 25.72%
5000 85

13
ﬁl 141169 210939267 309338366

e . e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 40 20. 60 20 80 21. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 15 Pentadecane, 8-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.15 6.01 ng 275484 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
Abundance Scan 3241 (21.151 min): BP001224.D (-3236) (-) m/z 57.10 100.00%
57
5000 85
13 20.80 21.00 21.20 2140
141 318
ol b d .ll,l.ll.i. 23211230207 919346372402431 468 508541 | nso 7110 61.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 R AR UL BRI B B
20.80 21.00 21.20 21.40
m/z 43.10 58.36%
99 27 196
o | 27155 | 225252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94345: Heptadecane
57
20.80 21.00 21.20 21.40
5000 g5 m/z 85.10 44 _76%
29
ol 9}3141169196 240
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10- methyl LA L L L L L L N B
57 20.80 21.00 21.20 21.40
m/z 55.00 24 .12%
5000 85
0 13 1‘?4.183211239 281
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 16 1,2:4,5-Dibenzopyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.65 17.74 ng 812656 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 93
2 Dibenz(a.e)aceanthrvlene 302 C24H14 005385-75-1 89
3 Dibenzo(a.i)pvrene 302 C24H14 000189-55-9 81
4 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 74
5 Dibenzo[fg,op]naphthacene 302 C24H14 000192-51-8 68
Abundance Scan 3326 (21.651 min): %P001224.D (-3320) (-) m/z 302.10 100.00%
302
57
5000
85 151 L B L L LI L
13 231 57y 21.40 21.60 21.80 22.00
ol *',fll*! D3 S M 349376404 442 475 818546 | Lo 57 10 62.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146697: 1,2:4,5-Dibenzopyrene
302
5000 LR UL BRI I U
2140 21.60 21.80 22.00
m/z 71.10 39.64%
o 69 1247 151 222 274
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #146703: leenz(ab;e)aceanthrylene
302
" 21140 21,60 21.80 22,00
5000 m/z 43.10 37.11%

151
39 74 124 | 198 247274

%

B L UM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146692: Dibenzo(a,i)pyrene R EmEEs e
302 21.40 21.60 21.80 22.00
m/z 85.10 27.38%
5000
151
ol 51 86 124 222 274
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.40 21 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001224.D

Aca On : 05 Dec 2019 21:26

Operator :© JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 17 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.22 4_.50 ng 206065 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 86
4 Docosane 310 C22H46 000629-97-0 81
5 Docosane, 1,22-dibromo- 466 C22H44Br2 034540-49-3 74

Abundance Scan 3423 (22.221 min): BP001224.D (-3419) (-) m/z 57.10 100.00%

5000

22.00 22.20 22.40 22.60

281317351 407 461496 540

0 m/z 71.10 70.34%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117638: Nonadecane
5000 LA L L L L L LB

22. OO 22 20 22. 40 22. 60
m/z 43.10 45.62%

141 183 225 268

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517

;

22.00 22.20 22.40 22.60
5000 m/z 85.10 44 _08%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

%

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #227195: Docosane, 11-decyl- L L
517 22.00 22.20 22.40 22.60
m/z 69.05 20.03%
5000

99
| 141 183 225 267 399 350 392

M — S LR Bas R an ma s,

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. 00 22 20 22. 40 22. 60

8270-BP112719.M Fri Dec 06 16:01:00 2019 Page: 18



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120519\
Data File : BP001224.D

Acq On : 05 Dec 2019 21:26

Operator : JU

Sample : K6120-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.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... 5.63 17.1 ng 475350 1 8.31 555645 20.0
unknown7 .95 7.95 86.4 ng 2400920 1 8.31 555645 20.0
n-Hexadecanoic acid 16.49 4.2 ng 176182 4 15.60 830231 20.0
Benzene, 1,1"-(1,... 17.35 2.1 ng 87358 4 15.60 830231 20.0
Heneicosane 18.26 2.1 ng 85069 5 19.25 818020 20.0
Heptacosane 18.71 3.2 ng 129803 5 19.25 818020 20.0
Octadecyl trifluo... 19.13 15.3 ng 626287 5 19.25 818020 20.0
Nonadecane 19.54 4.0 ng 162417 5 19.25 818020 20.0
Octadecane, 5,14-... 19.93 6.8 ng 278308 5 19.25 818020 20.0
unknown20.12 20.12 5.9 ng 240306 5 19.25 818020 20.0
Tetracosane 20.30 3.5 ng 161674 6 21.02 916357 20.0
Docosane, 11-butyl- 20.70 7.0 ng 318980 6 21.02 916357 20.0
Pentadecane, 8-he... 21.15 6.0 ng 275484 6 21.02 916357 20.0
1,2:4,5-Dibenzopy... 21.65 17.7 ng 812656 6 21.02 916357 20.0
Tetratetracontane 22 .22 4.5 ng 206065 6 21.02 916357 20.0
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