LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104898.D

Aca On : 27 Apr 2018 22:53

Operator : JU/SJ

Sample : J2549-13

Misc :

ALS Vial : 20 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 5.022 495 499 509 rBV 92339 136787 4_.43% 0.523%
2 5.422 563 567 581 rBY 2535550 2914463 94.34% 11.148%
3 6.451 736 742 758 rBVY 2473958 3089393 100.00% 11.818%
4 6.575 758 763 766 rBY 3026980 2982866 96.55% 11.410%
5 6.798 798 801 805 rBV 801628 630283 20.40% 2.411%
6 6.957 823 828 831 rBVY 2655038 2327016 75.32% 8.901%
7 7.369 893 898 901 rBVY 1836846 1802086 58.33% 6.893%
8 8.081 1016 1019 1039 rVB 781825 807570 26.14% 3.089%
9 9.157 1198 1202 1212 rBvV 2971205 2944028 95.29% 11.262%
10 9.551 1265 1269 1277 rBV 338030 306113 9.91% 1.171%
11 9.763 1301 1305 1309 rBV 50524 42406 1.37% 0.162%
12 9.839 1314 1318 1322 rBV 937167 791277 25.61% 3.027%
13 10.257 1387 1389 1392 rVB 62192 52545 1.70% 0.201%
14 10.633 1449 1453 1462 rBV 1726811 1715998 55.54% 6.564%
15 10.733 1467 1470 1475 rVvVv 57697 55994 1.81% 0.214%

16 11.333 1568 1572 1574 rBV 743802 704022 22.79%% 2.693%
17 11.351 1574 1575 1581 rVV 168631 151507 4_.90% 0.580%
18 11.410 1581 1585 1590 rVB 39749 42067 1.36% 0.161%
19 11.851 1656 1660 1668 rBV2 213526 234103 7.58% 0.895%
20 12.545 1775 1778 1783 rBV 202325 189961 6.15% 0.727%

21 12.639 1791 1794 1800 rBV3 44011 53422 1.73% 0.204%
22 12.780 1812 1818 1824 rBV 170683 203269 6.58% 0.778%
23 12.851 1827 1830 1835 rVB 67621 57827 1.87% 0.221%
24 12.922 1837 1842 1845 rBV 2455486 2279095 73.77% 8.718%
25 13.192 1886 1888 1891 rBV 97067 74570 2.41% 0.285%
26 13.804 1989 1992 1995 rBV3 84674 75953 2.46% 0.291%
27 13.839 1996 1998 2003 rVB 55243 59324 1.92% 0.227%
28 13.980 2017 2022 2025 rBV 705300 724983 23.47% 2.773%
29 14.004 2025 2026 2033 rVB 85431 61861 2.00% 0.237%
30 15.021 2196 2199 2202 rBV 51504 66532 2.15% 0.254%
31 15.380 2258 2260 2267 rVB 37933 48689 1.58% 0.186%

32 15.451 2267 2272 2281 rVB 367025 516404 16.72% 1.975%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

LSC Area Percent Report

Z:\HPCHEM1I\BNA F\DATA\BF042718\
BF104898.D

27 Apr 2018 22:53

Ju/sJ

J2549-13

20 Sample Multiplier: 1

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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 26142414
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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:\HPCHEMI\BNA F\DATA\BF042718\

BF104898.D

27 Apr 2018 22:53

JussJ

J2549-13

20 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104898.D

Aca On : 27 Apr 2018 22:53

Operator : JU/SJ

Sample : J2549-13

Misc :

ALS Vial : 20 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

5.02 4.34 ng 136787 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol 102 C6H140 000623-37-0 25
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 16

Abundance Scan 499 (5.022 min): BF104898.D (-495) (-) m/z 43.00 100.00%
a3
59
5000
101 e S A
53 83 4.60 4.80 5.00 5.20 5.40
Y X 1 TS 0 e PN m/z 59.10 64.31%
m/z--> 10 20 30 40 5 60 70 80 90 100 110
Abundance
43
5000 SR S L SRR
4.60 4.80 5.00 5.20 5.40
29 m/z 101.00 26.19%
0 21 37 53 67 778 o O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
. 460 480 500 520 5.40
5000 m/z 58.10 16.10%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol T RREE B L
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.70%
5000 31 43 3
0 25L\ 37\“H 53| 67, 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104898.D

Aca On : 27 Apr 2018 22:53

Operator : JU/SJ

Sample : J2549-13

Misc :

ALS Vial : 20 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 94 .65 ng 2982870 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF104898.D (-758) (-) m/z 132.00 100.00%
32
5000 68
6 A ma i B
40 . 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,::..??...' SN -7 A W TS . S [ N m/z 68.10 40.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69
104
5000 AR LS LR N
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 32.68%
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.35%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmmwrmmﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L DL B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.68%
5000
104
ol 14 27 37 44 51 o % T 8597 | 115 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104898.D

Aca On : 27 Apr 2018 22:53

Operator : JU/SJ

Sample : J2549-13

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 6.65 ng 234103 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1660 (11.851 min): BF104898.D (-1656) (-) m/z 73.00 100.00%
43 60 7B
5000 129
97 115 213
143197171185 700 as6 11.60 11.80 12.00 12.20
0 m/z 60.00 83.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
5000 129 LS UL SULEN UL B
11.60 11.80 12. oo 12 20
97 m/z 43.05 79.53%
115 157 171 185 213 256
o 143 199 227241
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 240 260
Abundance
60 73
43 " 1160 11.80 12.00 12.20
5000 29 129 m/z 57.05 68.46%
87 115 H 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2é0
Abundance #95851: Pentadecanoic acid BB B B S
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 62.31%
5000 129
29
143157171185199 242
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11|60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104898.D

Aca On : 27 Apr 2018 22:53

Operator : JU/SJ

Sample : J2549-13

Misc :

ALS Vial : 20 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 m,p*-DDD Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.06 ng 74570 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m.p"-DDD 318 Cl4Hi0Cl4 004329-12-8 91
2 1.1-Dichloro-2.2-bis(p-chlorophe... 318 C14H10CI4 000072-54-8 87
3 1.2-Bis(2-chlorophenvl)-1.2-bis(... 470 C26H18Cl14 1000137-94-8 80
4 3-Butanone. 1.l1-bis(4-chlorophen... 320 C18H18CI20 1000158-20-4 80
5 Benzene, l-methoxy-4-(2-cyano-2-... 235 C16H13NO 005432-07-5 52
Abundance Scan 1888 (13.192 min): BF104898.D (-1886) (-) m/z 235.00 100.00%
235
165
5000
199
51 75 101 136 | 12.80 13.00 13.20 13.40 13.60
o IV VY 0 Ol I Y P P — m/z 237.00 67.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
235
165
5000
12.80 13.00 13.20 13.40 13.60
75 199 m/z 165.05 56.45%
101 137 320
O T e B T T e o R e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
235
12.80 13.00 13.20 13.40 13.60
5000 165 m/z 199.00 17.91%
28 51 75101 136 199 282 320
mz-> 50 100 150 200 250 300 350 400 450
Abundance #231022: 1,2-Bis(2-chlorophenyl)-1,2-bis(3-chlorophenyl)ethan
235 12.80 13.00 13.20 13.40 13.60
m/z 236.00 17.43%
5000 165
200
0 "?ﬁ' T "|JM' -w---W [Trrr T '|§?q AUV AR BARRA
m/z--> 50 100 150 200 250 300 350 400 450 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104898.D

Aca On : 27 Apr 2018 22:53

Operator : JU/SJ

Sample : J2549-13

Misc :

ALS Vial : 20 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.10 ng 75953 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
Abundance Scan 1991 (13.798 min): BF104898.D (-1989) (-) m/z 83.10 100.00%
5000 wMwW¢W“H“JANNVAWV,¥JWmewMMAV
13.40 13.60 13.80 14.00 14.20
0! m/z 55.00 93.99Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
5000 e LRI AN DAL SN B
13.40 13.60 13.80 14.00 14.20
m/z 57.10 81.69%
29 139
0 167 195 222 250 280 308 336
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance
57 97
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.05 75.08%
125
o 29 153 181 209 236 264 292 320 350 378
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester N e o
57 13.40 13.60 13.80 14.00 14.20
83 m/z 97.10 74.76%
h 1 W‘J"A’M
29 169
C........luufl3.9....2].-0...25.5...|.... ....?0.6. R B
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 14.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI1I\BNA_F\DATA\BF042718\
BF104898.D

27 Apr 2018 22:53

Ju/sJ

J2549-13

20 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 5.02 4.3 ng 136787
unknown6 .57 6.57 94.7 ng 2982870
n-Hexadecanoic acid 11.85 6.7 ng 234103
m,p"-DDD 13.19 2.1 ng 74570
n-Tetracosanol-1 13.80 2.1 ng 75953
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Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
Resp Conc]|

|# RT

1 6.80
4 11.33
5 13.98
5 13.98

630283
630283
704022
724983
724983
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