LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041919\

Data File : BF113854.D

Acqg On : 19 Apr 2019 13:16 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22Ie : K2484-01 g

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF041819_.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 height area % max. total
1 2.222 19 23 29 rvB 47093 64860 1.71% 0.179%
2 5.522 579 584 587 rBVY 3380673 3284851 86.45% 9.050%
3 6.522 748 754 757 rBV 3189017 3405383 89.63% 9.382%
4 6.663 774 778 782 rBV 3474227 3542032 93.22% 9.759%
5 6.898 814 818 821 rBV 1372461 1169268 30.77% 3.221%
6 7.051 840 844 848 rBV 2944936 2747700 72.32% 7.570%
7 7.451 907 912 915 rBV 2340391 2136255 56.22% 5.886%
8 8.175 1031 1035 1039 rBV 1738534 1490969 39.24%  4.108%
9 9.251 1213 1218 1221 rBV 4333043 3799555 100.00% 10.468%
10 9.639 1280 1284 1287 rBV 367875 276599 7.28% 0.762%

11 9.933 1329 1334 1337 rBV 1785720 1708827 44.97% 4._.708%
12 10.716 1462 1467 1470 rBV 2692709 2434070 64.06% 6.706%
13 11.416 1582 1586 1588 rBV 1733160 1635314 43.04% 4 _505%
14 11.433 1588 1589 1593 rVB 133259 88423 2.33% 0.244%
15 11.939 1671 1675 1686 rVB 449183 404077 10.63% 1.113%

16 12.621 1787 1791 1794 rBV 258037 213496 5.62% 0.588%
17 12.721 1804 1808 1815 rBV 146906 158708 4.18% 0.437%
18 12.851 1822 1830 1833 rBV 172401 180133 4.74% 0.496%
19 12.998 1850 1855 1858 rVB 3030965 2878834 T75.77% 7.931%
20 13.233 1892 1895 1900 rBV2 44150 46870 1.23% 0.129%

21 13.904 2003 2009 2012 rBV3 53735 61923 1.63% 0.171%
22 14.004 2018 2026 2028 rBV5 105237 256984 6.76% 0.708%
23 14.045 2028 2033 2036 rVB2 1470420 1561681 41.10% 4 _.303%

24 14.215 2059 2062 2067 rVB2 59659 59435 1.56% 0.164%
25 14.521 2111 2114 2117 rBV 89849 77174 2.03% 0.213%
26 14.833 2164 2167 2170 rVB 89197 83704 2.20% 0.231%
27 14.910 2177 2180 2186 rVB2 50597 64400 1.69% 0.177%

28 15.086 2206 2210 2213 rBV 96817 144056 3.79% 0.397%
29 15.174 2222 2225 2231 rVB2 140682 168262 4.43% 0.464%
30 15.392 2259 2262 2266 rVV 54400 60673 1.60% 0.167%

31 15.451 2269 2272 2278 rVV 70597 96458 2.54% 0.266%
32 15.521 2278 2284 2288 rVV 1182022 1519443 39.99% 4.186%
33 15.562 2288 2291 2295 rVB2 106758 132728 3.49% 0.366%
34 16.004 2362 2366 2373 rVB2 107721 175978 4.63% 0.485%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113854.D

Acq On 19 Apr 2019 13:16

Operator : JU/SJ

Sample - K2484-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.521 2450 2454 2458 rBV2 44946 79933 2.10% 0.220%
36 16.986 2529 2533 2541 rVB3 42395 87345 2.30% 0.241%

Sum of corrected areas: 36296401
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113854.D

Acq On 19 Apr 2019 13:16

Operator : JU/SJ

Sample - K2484-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113854.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113854.D

Acq On 19 Apr 2019 13:16

Operator : JU/SJ

Sample - K2484-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
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 1 unknown6.66 Concentration Rank 1

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

6.66 60.59 ng 3542030 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 777 (6.657 min): BF113854.D (-774) (-) m/z 132.00 100.00%
32
5000 68
6 R R i
40 54 | 75 104 6.40 6.60 6.80 7.00
0 .,....,...::'!.‘.‘.7,::..?.1...|,....,..f.‘?,....,.':..,.1.1?.,...., | N m/z 68.00 44.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 UL R R R
6.40 6.60 6.80 7.00
3, 5 78 m/z 134.00 31.31%
0'P'”I”JM'h'm'”l”'“'”'v”'v'”l”'W'”'P'”I“"”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 640 6.60 680 7.00
5000 m/z 66.00 27.81%
39 91
51 65
Oy erreerrepi Sty S B e 125
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 |
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine A L EEam  RAa
132 6.40 6.60 6.80 7.00
m/z 69.05 17 .84%
97
5000
70
31
m/z--> 20 30 40 5'0 60 70 80 9'0 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113854.D

Acq On 19 Apr 2019 13:16

Operator : JU/SJ

Sample - K2484-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.94 4.94 ng 404077 Phenanthrene-d10 11.42
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 1675 (11.939 min): BF113854.D (-1671) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213 S R LS
LJH 1S 15157171185 o0 | 0 256 11.60 11.80 12.00 12.20
0 m/z 59.95 75.79%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L DAL BN BN SULRN
nmnmnmnm
m/z 43.05 71.00%
l 143157171185 15 21
O
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11!60 11fso 12!00 12)20 '
5000 29 m/z 57.00 57 .89%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 57 .65%
5000
0 I R EEmEL T e e A ERREEE
m/iz-> 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\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113854.D

Acq On 19 Apr 2019 13:16

Operator : JU/SJ

Sample - K2484-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.21 ng 168262 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2224 (15.168 min): BF113854.D (-2222) (-) m/z 57.00 100.00%
57
85
5000
141 169 295 253 281 14.80 15.00 15.20 15.40
o....-,....JllAh- e T D A~ m/z 71.10 80.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 U S DA BRI B B
Mmmmﬁmmm
m/z 43.05 59.07%
. %gk 11 113‘ 41169 197 225 253 295 333 367
m/z--> éo 100 150 260 2éo 360 3%0 460
Abundance
57
14,80 15.00 15.20 15.40
5000 85 m/z 85.00 57.07%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #124147: 2-Bromotetradecane L BT o e
57 14.80 15.00 15.20 15.40
m/z 55.00 23.12%
85
5000
29
| 1113 141 197
oL N —
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. oo 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113854.D

Acq On 19 Apr 2019 13:16

Operator : JU/SJ

Sample - K2484-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.32 ng 175978 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2365 (15.998 min): BF113854.D (-2362) (-) m/z 57.05 100.00%
57
85
5000
141161 183205225 266 15.60 15.80 16.00 16.20 16.40
B 10 m/z 71.05 85.99%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 AR AR R AR B
15. 60 15. 80 16 00 16. 20 16. 40
113 m/z 85.10 56.94Y%
29 141
oL, .“. J il H“\ .‘“‘. h‘l .“‘ i “. | I“ Il69 :!'9|7|2|2|5|2|53| |2|82| T
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 15,60 15.80 16.00 16.20 16.40
5000 m/z 43.05 55.20%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane e o
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 25.56%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1560 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113854.D

Acq On 19 Apr 2019 13:16

Operator : JU/SJ

Sample - K2484-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_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]
unknown6 .66 6.66 60.6 ng 3542030 1 6.90 1169270 20.0
n-Hexadecanoic acid 11.94 4.9 ng 404077 4 11.42 1635310 20.0
Hexacosane 15.17 2.2 ng 168262 6 15.52 1519440 20.0
Eicosane 16.00 2.3 ng 175978 6 15.52 1519440 20.0
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