LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106657.D

Aca On : 21 Jun 2018 13:12

Operator : JU/SJ

Sample : J3584-03

Misc :

ALS Vial : 8 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-BF061918 .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 5.195 482 486 494 rBV 140304 167932 7.96% 0.883%
2 5.601 551 555 566 rBY 1885164 1746050 82.74% 9.176%
3 6.607 721 726 731 rBVY 1851058 1862542 88.26% 9.788%
4 6.736 744 748 751 rBVY 1947523 1841116 87.25% 9.676%
5 6.960 782 786 789 rBV 726945 566096 26.83% 2.975%
6 7.119 808 813 816 rBVY 1641576 1444743 68.46% 7.593%
7 7.525 877 882 885 rBVY 1325946 1240982 58.81% 6.522%
8 8.242 1000 1004 1008 rBV 920238 734633 34.81% 3.861%
9 9.319 1182 1187 1190 rBV 2420716 2110262 100.00% 11.090%
10 9.707 1250 1253 1260 rVB 342115 270631 12.82% 1.422%
11 9.913 1285 1288 1293 rBV 45648 36936 1.75% 0.194%
12 10.001 1299 1303 1307 rBvV2 978219 821742 38.94% 4.318%
13 10.413 1371 1373 1376 rVB 60215 41609 1.97% 0.219%
14 10.795 1434 1438 1441 rBV 1516688 1358223 64.36% 7.138%
15 10.883 1450 1453 1461 rVB 47531 51255 2.43% 0.269%

16 11.495 1553 1557 1560 rBV 923109 768560 36.42% 4_.039%
17 13.077 1822 1826 1829 rBV 2129078 1960024 92.88% 10.300%
18 13.630 1916 1920 1923 rBV2 37016 34082 1.62% 0.179%
19 13.959 1972 1976 1985 rBV 156440 175996 8.34% 0.925%
20 14.148 2004 2008 2016 rVB 759017 701189 33.23% 3.685%

21 14.283 2028 2031 2035 rBV 58586 55242 2.62% 0.290%
22 14.601 2082 2085 2092 rBV3 85697 106374 5.04% 0.559%
23 14.924 2136 2140 2143 rVB 71095 77046 3.65% 0.405%
24 15.001 2150 2153 2159 rVB 99271 105223 4 _.99% 0.553%
25 15.277 2197 2200 2207 rVB 73707 85909 4_.07% 0.451%
26 15.689 2264 2270 2278 rBV 449403 612112 29.01% 3.217%
27 16.142 2344 2347 2352 rVB2 36031 51940 2.46% 0.273%
Sum of corrected areas: 19028449
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106657.D

Aca On : 21 Jun 2018 13:12

Operator : JU/SJ

Sample : J3584-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF106657.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106657.D

Aca On : 21 Jun 2018 13:12

Operator : JU/SJ

Sample : J3584-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3
R.T. EstConc Area Relative to ISTD R.T.

520 5.93ng 167932 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 17

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

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 487 (5.201 min): BF106657.D (-482) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1 N
| 83.0 | 480 5.00 520 5.40 5.60
Obrrrprrrr el e b e m/z 59.00 61.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BLLNLILI NLINL L L L L LB L
59.0 4.80 500 520 5.40 5.60
m/z 101.10 19.75%
31.0 83.0 10%0
A S m NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
T R b
570 4.80 5.00 520 540 5.60
5000 m/z 58.00 15.74%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T ERam b
59.0 480 5.00 520 5.40 5.60
m/z 41.00 8.92%
5000 41.0
o Wl 730 1260 1450
e e e e e T EEae s b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106657.D

Aca On : 21 Jun 2018 13:12

Operator : JU/SJ

Sample : J3584-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 65.05 ng 1841120 1,4-Dichlorobenzene-d4 6.96
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 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.742 min): BF106657.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSSR SRS SRR RALRE L
40.0 540 6.40 6.60 6.80 7.00
Obrr e bbbt 880 L3070 L m/z 68.10 36.44%
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 LA SR SR AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.60%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.00 22 .38%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e L R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.67%
5000
630 104.0
%DSM) 70 90.0 170
e S SRS N WM |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106657.D

Aca On : 21 Jun 2018 13:12

Operator : JU/SJ

Sample : J3584-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

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

13.96 5.02 ng 175996 Chrysene-di12 14.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 91

2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91

3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91

4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 90

Abundance Scan 1976 (13.959 min): BF106657.D (-1972) (-) m/z 57.00 100.00%
5%.0

5000

.

13.60 13.80 14.00 14.20
m/z 43.00  77.15%

0 139.1 1682  209.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0

83.0

:

5000

13!60 13.I80 14.IOO 14.I20
m/z 55.00  65.48%

139.0 169.0

210.0 238.0 283.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57.0
e e e SRR
83.0 13.60 13.80 14.00 14.20
5000 1110 m/z 71.05 60.88%
29.0

139.0 1670 196.0 2240 2710 4979
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R e =St
13.60 13.80 14.00 14.20
m/z 83.10 60.47%

.

5000

29.0

=
=
=
o

139.0 168.0 196.0 2570 258.0

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106657.D

Aca On : 21 Jun 2018 13:12

Operator : JU/SJ

Sample : J3584-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Nonadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .60 3.03 ng 106374 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 93
2 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 90
3 Tricosane 324 C23H48 000638-67-5 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2085 (14.601 min): BF106657.D (-2082) (-) m/z 57.00 100.00%
57.0
5000
99.1 R B BRI U B
155.1 197.12291 266.9 324.1 14.20 14.40 14.60 14.80 15.00
ob——l - m/z 71.10 71.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129501: Nonadecane, 2-methyl-
43.0
5000 R B DR UL B
85.0 Mmmmmmmmmm
230.0 m/z 43.00 62.94%
ol | h | ‘L‘ | P10 1690 2100”7 2820
m/z--> 55 160 1éo 200 250 360 350 400
Abundance
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 50.68%
99.0
0 141.0170.0 210 0239.0268.0 309-03380367.0
m/z--> 55 160 150 200 250 360 350 460
Abundance #164579: Tricosane e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 30.71%
5000
99.0
324.0
270l | | Ady 24N 2970 | 2580 ges0ni e
m/z--> 50 100 150 200 250 300 350 400 14 20 14. 40 14 60 14. 80 15. 00

8270-BF061918 .M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106657.D

Aca On : 21 Jun 2018 13:12

Operator : JU/SJ

Sample : J3584-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.52 ng 77046 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 2139 (14.918 min): BF106657.D (-2136) (-) m/z 57.00 100.00%
57.0
5000 85.0
1500011 1810 s 14050 1430 15,00 1520
o A Ay, B0 24T 810 m/z 71.05 65.60%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LR SRR B B SU
8.0 14.60 14.80 15.00 15.20
m/z 43.00 56.06%
ob—— “\ || [13014101600197.0  2370567.0204.0323.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
85.0 14.60 14.80 15.00 15.20
5000 m/z 85.05 45_.63%
29.0
. 113.0141.0169.0197.0225.0253.0281.0309,0 338.0
m/z--> " 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L L L L L N BB
57.0 14.60 14.80 15.00 15.20
m/z 55.00 20.78%
5000 85.0
. 290 i || | [M30141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106657.D

Aca On : 21 Jun 2018 13:12

Operator : JU/SJ

Sample : J3584-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.44 ng 105223 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 86
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
Abundance Scan 2153 (15.001 min): BF106657.D (-2150) (-) 69.10 100.00%
69.1
5000 l
136.1 14.60 14.80 15.00 15.20 15.40
39,0 192.1
ol 020 Iy P22 2331 2821 8412 | h/7 81.05 53.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 R UM BRI SURBLL
14.60 14.80 15.00 15.20 15.40
1370 m/z 41.00 22.81%
ol20. o’ _ | [ 10707777 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance
69.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 95.05 11.66%
0 1070879 1910 2310 2730 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... LA L e
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.05 10.88%
5000
111
oLl A \" [T HJ H } I 192.0 231.0 273.0 3150 384.0
m/z--> 50 100 150 2(')0 250 300 350 400 14.60 14.80 15.00 15.20 15.40

8270-BF061918_.M Fri Jun 22 10:55:40 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106657.D

Aca On : 21 Jun 2018 13:12

Operator : JU/SJ

Sample : J3584-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 8 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.28 2.81 ng 85909 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2201 (15.283 min): BF106657.D (-2197) (-) m/z 57.05 100.00%
57.0
5000
99.1 L UL SR I B
l J l| .| 14|1 1 1831 2951 o651 15.00 15.20 15.40 15.60
O i e e B I i o B I m/z 71.05 85.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 LRI UL B BB SUM
15.00 15.20 15. 40 15.60
99.0 m/z 85.05 62.45%
m/z--> 50 100 1%0 260 2%0 360 3éo 460 !
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 43.00 60.22%
99.0
o 141.0 183.0 225.0 2670 309.0 367.0
m/z--> 55 160 1%0 260 250 360 3éo 460 !
Abundance #223852: Hentriacontane R B ARAREE R S
57.0 15.00 15.20 15.40 15.60
m/z 99.10 18.13%
5000
99.0
o | | 1410 183.0 2250 267.0 3090 351.0 437.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3éo 4(')0 ! 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062118\
Data File : BF106657.D

Acq On : 21 Jun 2018 13:12

Operator : JU/SJ

Sample - J3584-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.20 5.9 ng 167932 1 6.96 566096 20.0
unknown6.74 6.74 65.0 ng 1841120 1 6.96 566096 20.0
Heptadecyl heptaf... 13.96 5.0 ng 175996 5 14.15 701189 20.0
Nonadecane, 2-met... 14.60 3.0 ng 106374 5 14.15 701189 20.0
Heptadecane, 9-oc... 14.92 2.5 ng 77046 6 15.69 612112 20.0
Supraene 15.00 3.4 ng 105223 6 15.69 612112 20.0
Heneicosane 15.28 2.8 ng 85909 6 15.69 612112 20.0
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