LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114446.D

Aca On : 21 May 2019 3:09

Operator : JU/SJ

Sample : K2943-09

Misc :

ALS Vial : 7 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-BF051019.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 5.463 570 574 602 rBY 5051944 5642774 94.49% 10.476%
2 6.475 741 746 764 rBVY 5028057 5971909 100.00% 11.087%
3 6.604 764 768 772 rBVY 5659759 5609657 93.93% 10.415%
4 6.828 803 806 814 rVB 1483320 1267854 21.23% 2.354%
5 6.987 829 833 836 rBY 4918889 4366563 73.12% 8.107%
6 7.392 897 902 915 rBVY 3672790 3762549 63.00% 6.985%
7 8.110 1020 1024 1046 rBV 1675190 1632289 27.33% 3.030%
8 9.186 1202 1207 1210 rBVY 6529846 5886622 98.57% 10.929%
9 9.581 1270 1274 1285 rBV 675933 685913 11.49% 1.273%
10 9.863 1318 1322 1333 rBv 1858213 1772841 29.69% 3.291%

11 10.657 1453 1457 1473 rBV 3969179 3924779 65.72% 7.287%
12 11.351 1571 1575 1585 rBV 2018099 1933714 32.38% 3.590%
13 11.874 1661 1664 1673 rBV 386548 427602 7.16% 0.794%
14 12.657 1794 1797 1804 rBV 56344 81311 1.36% 0.151%
15 12.933 1839 1844 1848 rBV 5524832 5853185 98.01% 10.867%

16 13.157 1878 1882 1891 rBV 56955 78105 1.31% 0.145%
17 13.498 1935 1940 1943 rBV2 72564 79866 1.34% 0.148%
18 13.827 1992 1996 2012 rBV 426236 936570 15.68% 1.739%
19 13.992 2020 2024 2032 rBV 1572465 1504732 25.20% 2.794%
20 14.139 2045 2049 2053 rBV 125443 116083 1.94% 0.216%

21 14.445 2097 2101 2104 rBV 169796 169970 2.85% 0.316%
22 14.745 2148 2152 2156 rBV 132154 132508 2.22% 0.246%
23 15.074 2204 2208 2215 rBV 192444 226375 3.79% 0.420%
24 15.457 2268 2273 2282 rBV 1061857 1425980 23.88% 2.647%
25 15.874 2340 2344 2353 rVB 123151 174889 2.93% 0.325%

26 15.992 2355 2364 2371 rBV 38530 127450 2.13% 0.237%
27 16.374 2424 2429 2433 rBV 37235 70949 1.19% 0.132%

Sum of corrected areas: 53863039
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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 F\DATA\BF052019\

BF114446.D

21 May 2019 3:09

JussJ

K2943-09

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114446.D

Aca On : 21 May 2019 3:09

Operator : JU/SJ

Sample : K2943-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.60 Concentration Rank 1

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

6.60 88.49 ng 5609660 1,4-Dichlorobenzene-d4 6.83
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 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 767 (6.598 min): BF114446.D (-764) (-) m/z 132.00 100.00%
132.0
5000 68.0
90 g || %80 62 om0 60 b 700
Obrrprrrr il bbbl e 850 L 3070 | m/z 68.05  45.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 AR LRI L UL I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.93%
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 #14491: 5-Aminoindole
132.0
620 640 6.60 6.80 7.00
5000 m/z 65.95 29.21%
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14396: 1,2,4-Trifluorobenzene SN LN LI B B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.96%
5000 63.0 610
31.0 50.0 | | ‘ 10‘1 011‘2 .0
Ot ....‘...‘. \”” " - l... PSRRI N | — ‘... - S S S —
m/z--> 10 20 30 40 50 60 70 85 90 100 110 120 150 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114446.D

Aca On : 21 May 2019 3:09

Operator : JU/SJ

Sample : K2943-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 4.42 ng 427602 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1663 (11.869 min): BF114446.D (-1661) (-) m/z 43.05 100.00%
430 730
5000
129.1
97.1 AR SN SN SRR
JJ 157.1 1851 213.2 256.1 11.60 11.80 12.00 12.20
| R m/z 73.00 86.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

6Q.0 L
5000 1290 LI L L L L L LI B
83.0 11.60 11.80 12.00 12.20
- 0
1570 1g50 2130 256.0 m/z 60.00 85.63%
o 4 ,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
4

40
0 | 730
T R
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 75.51%
ol15.0 .
40

-

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.05 69.58%
5000 129.0
0 15.0 .
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF051019.M Tue May 21 17:01:35 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114446.D

Aca On : 21 May 2019 3:09

Operator : JU/SJ

Sample : K2943-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 12.45 ng 936570 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
3 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1996 (13.827 min): BF114446.D (-1992) (-) m/z 57.05 100.00%
57.0
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
29.1 13.60 13.80 14.00 14.20
0 ...'.,.M.'.',l.}'.‘:,..1.9.4,'1....,....,....,....,....,...., m/z 43.10 84.06%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
58,0
7.0
5000 RN UL SN B
13.60 13.80 14.00 14.20
m/z 55.10 66.75%
ol15.9, ] 113?'? 182.0 224.0 266.0
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #236054: Heneicosy! heptafluorobutyrate
57.0
97.0 " 13.60 13.80 14.00 14,20
5000 m/z 83.10 61.11%
o, J l ‘3?'? 182.0222.0  294.0 339.0 490.0
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #233557: Tricosy pentafluoropropionate RN EE e pae e e e
57.0 13.60 13.80 14.00 14.20
m/z 97.05 49_.48%
97.0
5000
ol J 3?'? 181.0 224.0264.0 322.0 367.0 468.0
Trriyprirrryrroryrrrrryrrrrrrrrrrr T rrr T r T T rororT —v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114446.D

Aca On : 21 May 2019 3:09

Operator : JU/SJ

Sample : K2943-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .44 2.26 ng 169970 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2100 (14.439 min): BF114446.D (-2097) (-) m/z 57.10 100.00%
57.1
5000
99.1 324.1 " 14.20 14.40 14.60 14.80
41.1173.1 215.0 .
o..],lﬂ\“ﬂ},-........,..28.2.8,..l..,...., m/z 43.05  71.29%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 LI BN B BRI B

14.20 14.40 14,60 14.80
m/z 71.05  63.94%

‘ll]]“ml%onmzmo

324.0
0y — B e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
T T T T
14.20 14.40 14.60 14.80
5000 m/z 85.05 42 .71%
99.0
0 27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0
L o e e T o e e B e S e T B R e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane B LA R B e
57.0 14.20 14.40 14.60 14.80
m/z 41.05 25.65%
5000
99.0
0 27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
e o e e L e o e e LI B o o o e e LA R N RARE R RS e
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14. 60 14. 80

8270-BF051019.M Tue May 21 17:01:36 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114446.D

Aca On : 21 May 2019 3:09

Operator : JU/SJ

Sample : K2943-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.07 3.18 ng 226375 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2207 (15.068 min): BF114446.D (-2204) (-) m/z 57.05 100.00%
57.0
5000
9.1 "150 15,00 15.20 1540
141.1 281.0 : : : :
0...|,-:‘|..".-‘|,. pa 02090 e m/z 43.10 65.75%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LR B BUELN UL B

14.80 15.00 15.20 15.40
m/z 71.05 59.62%

99.0
2qo| [ J | 4 }410 183.0 225.0 281.0 337.0 394.0

ol b b i e N R IR et
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
T T
14.80 15.00 15.20 15.40
5000 m/z 85.10 44 _34%
27,0 ‘990 0
0 Iy | 14l 1830 2250 267.0 3230 _ 3800
B e T e o
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T m e e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 25.79%
5000
99.0
ol L. | |l |, 1410 1830 2250 267.0 309.0  367.0
e T e R R
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114446.D

Aca On : 21 May 2019 3:09

Operator : JU/SJ

Sample : K2943-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.45 ng 174889 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2343 (15.868 min): BF114446.D (-2340) (-) m/z 57.10 100.00%
57.1
5000
99.0 R DA SURIUR AL SR

15.60 15.80 16.00 16.20

] 39.2169.1 203.0 264.9 354.9
ol Ll l|‘”,...,....,....,....,...., m/z 43.05 63.25%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
5000 LA L L L L L LB
15 60 15. 80 16. oo 16 20
99.0 m/z 71.10 61.64%
o 27,0 | ﬂ , 1410 1830 2250 338.0
e e L A o e e LA ML A e a
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
e
15.60 15.80 16.00 16.20
5000 m/z 85.10 40.40%
99.0
0 27,0 Ll 1410 183.0 225.0 281.0 337.0 394.0
e e e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- e A B S e
57.0 15.60 15.80 16.00 16.20
m/z 55.05 22.36%
5000
99.0
ol l | J |y }41 0 18202110 252,0281.0 3220
e e B e e R
m/z--> 50 100 150 200 250 300 350 1560 1580 1600 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052019\
Data File : BF114446.D

Acq On : 21 May 2019 3:09

Operator : JU/SJ

Sample - K2943-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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 .60 6.60 88.5 ng 5609660 1 6.83 1267850 20.0
n-Hexadecanoic acid 11.87 4.4 ng 427602 4 11.35 1933710 20.0
1-Heneicosanol 13.83 12.4 ng 936570 5 13.99 1504730 20.0
Tricosane 14.44 2.3 ng 169970 5 13.99 1504730 20.0
Octacosane 15.07 3.2 ng 226375 6 15.46 1425980 20.0
Tetracosane 15.87 2.5 ng 174889 6 15.46 1425980 20.0
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