LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107753.D

Aca On 27 Jul 2018 18:34

Operator : JU/SJ

Sample : J4189-15

Misc :

ALS Vial : 12 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-BF072018 .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 5.196 482 486 502 rBV 347923 483399 14.25% 1.656%
2 5.596 550 554 581 rBY 1519272 2547362 75.11% 8.729%
3 6.596 721 724 744 rBVY 1604594 2742853 80.88% 9.399%
4 6.731 744 747 783 rVV 2218187 3391359 100.00% 11.621%
5 6.960 783 786 808 rvVv 504088 979087 28.87% 3.355%
6 7.113 809 812 837 rVB 2017114 2413051 71.15% 8.269%
7 7.525 879 882 906 rBY 1061067 1863395 54.95% 6.385%
8 8.242 1000 1004 1023 rBV 868402 1188082 35.03% 4_.071%
9 9.313 1182 1186 1213 rBvV 2958099 3383669 99.77% 11.595%
10 9.707 1249 1253 1264 rBV 193392 210553 6.21% 0.721%

11 10.001 1299 1303 1325 rBV 1068149 1251510 36.90% 4.288%
12 10.795 1434 1438 1451 rBV 1278781 1764527 52.03% 6.046%
13 11.495 1553 1557 1569 rBV 855468 1126110 33.21% 3.859%

14 11.995 1639 1642 1646 rBV2 36610 46453 1.37% 0.159%
15 12.713 1760 1764 1772 rBV 56611 70418 2.08% 0.241%
16 12.942 1798 1803 1808 rBV 60441 94885 2.80% 0.325%

17 13.077 1822 1826 1838 rBV 2403686 2547551 75.12% 8.730%
18 13.954 1972 1975 1982 rBV 133286 151359 4._46% 0.519%
19 14.142 2003 2007 2020 rBV 890813 1243006 36.65% 4._.259%

20 14.577 2078 2081 2090 rBV 60307 82838 2.44% 0.284%
21 14.895 2132 2135 2141 rBV 60681 70555 2.08% 0.242%
22 14.977 2145 2149 2153 rVB 116754 115861 3.42% 0.397%
23 15.248 2192 2195 2199 rVB2 76750 85083 2.51% 0.292%

24 15.677 2260 2268 2279 rBV 600641 1094851 32.28% 3.752%
25 16.107 2337 2341 2347 rVB 81887 117397 3.46% 0.402%
26 16.642 2428 2432 2440 rVB4 62218 117986 3.48% 0.404%

Sum of corrected areas: 29183200
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072718\
Data File : BF107753.D

Aca On - 27 Jul 2018 18:34

Operator : JU/SJ

Sample : J4189-15

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.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: BF107753.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107753.D

Aca On 27 Jul 2018 18:34

Operator : JU/SJ

Sample : J4189-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.20 9.87 ng 483399 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 487 (5.202 min): BF107753.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 [rrr T[T T
| 831 | 4.80 500 5.20 5.40 5.60
Obrrprrrereed e e e e m/z 59.00 63.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN U UL R I
59.0 480 500 520 540 5.60
m/z 101.10 20.91%
S 830 197
e L R A A RAR RN AR R RAN LS ALY RARAN AALRS ARSI AL SARE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 5.00 5.20 5.40 5.60
5000 41.0 m/z 57.95 15.69%
o A =X 1260 1420
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- R B Eaat e
59.0 480 5.00 520 5.40 5.60
m/z 40.95 8.22%
5000
43.0
0 ‘ |, 10 830 980 123.0 141.0 159.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107753.D

Aca On 27 Jul 2018 18:34

Operator : JU/SJ

Sample : J4189-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.73 Concentration Rank 1

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

6.73 69.28 ng 3391360 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.731 min): BF107753.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0 K\_
00 sao || L0 %0 T ok Gk 7h
o TS NS N PR - .- M £ I | N m/z 68.00 39.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
13%.0 K\_
5000 BRSNS R SRR
6.40 6.60 6.80 7.00
33.0 44.0 105.0 m/z 134.00 33.45%
. ° |, 86.0 .
G R A R R A A AN AR RSN LRSS LRSS RSN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal L
132.0
6.40 6.60 680 7.00
5000 67.0 m/z 66.00 27.47%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.73%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 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\BF072718\
Data File : BF107753.D

Aca On 27 Jul 2018 18:34

Operator : JU/SJ

Sample : J4189-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.44 ng 151359 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
Abundance Scan 1974 (13.948 min): BF107753.D (-1972) (-) m/z 57.00 100.00%
57.0
1360 13.80 14.00 14.20
0 m/z 55.00 71.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81246: Cyclohexadecane
58.0
7.0
5000 AR R SN UL B
13.60 13.80 14.00 14.20
m/z 43.00 64 .46%
oL L1990 19200
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #236054: Heneicosy! heptafluorobutyrate
57.0
97.0 1360 13.80 14.00 14.20
5000 m/z 83.10 50.98%
o1 J l 3?? 182. 02220 294.0 339.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #223732: Tricosyl trifluoroacetate o
57.0 13.60 13.80 14.00 14.20
m/z 69.00 49 _.85%
97.0
- w/\uj\w
ol 1 ‘ J?[3?0;81022202640 322.0 367.0 418.0
m/z--> 50 100 150 200 250 300 3&1,0 400 450 ' 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107753.D

Aca On 27 Jul 2018 18:34

Operator : JU/SJ

Sample : J4189-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.98 2.12 ng 115861 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 83
3 trans-Farnesol 222 C15H260 000106-28-5 81
4 Farnesol isomer a 222 C15H260 1000108-92-4 74
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64

Abundance Scan 2149 (14.977 min): BF107753.D (-2145) (-) m/z 69.05 100.00%

69.0

L

1371 R REE R R R
14. 60 14. 80 15. 00 15. 20
| 05.0 191 1 235.0 275.1 337. 1368.1
ol b kA A030 Ly 1LY 250 2751 grazesn R EgP et e gy
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 LA L L L L L L L L
14.60 14.80 15.00 15.20
m/z 41.00 27 .22%
137.0
0 ok dos.07 7 1750 231.0 2730 341.0
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0

14.60 14.80 15.00 15.20
5000 m/z 95.00 17.61%

29'4 L

o yoquI\ 191.0 231.0 273.0 341.0 410.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol R ma e AR
69.0 14.60 14.80 15.00 15.20
m/z 137.05 13.00%
5000
294 J 109.0

ob b b 00220 | e

m/z--> 50 100 150 200 250 300 350 400 14. 60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107753.D

Aca On 27 Jul 2018 18:34

Operator : JU/SJ

Sample : J4189-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Hexacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.11 2.14 ng 117397 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 96
2 Pentacosane 352 C25H52 000629-99-2 95
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 2342 (16.113 min): BF107753.D (-2337) (-) m/z 57.00 100.00%
57.0
5000
1 4 01742071 og s 15180 16,00 16,20 1640
ol b g e 02 e m/Z 71.00 52.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 LR N DL BN B
mmmmmmmm
m/z 43.05 52.84%
oLt L L i J ] }419 1830 2250 267.0 309.0  366.0
m/z--> éo 100 1éo 200 250 360 3%0 460 !
Abundance #185533: Pentacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 51.97%
99.0
o LAy 141.0 1830 2250 267.0 300.0 352.0
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane S T o o BN,
57.0 15.80 16.00 16.20 16.40
m/z 55.00 25.15%
5000
99.0
0 | | | ; 1410 1830 2250 267.0 309.0 351.0 437.0
m/z--> éo 160 1éo 260 250 360 3%0 460 ! 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107753.D

Aca On 27 Jul 2018 18:34

Operator : JU/SJ

Sample : J4189-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.64 2.16 ng 117986 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 Tetradecane 198 C14H30 000629-59-4 58
3 2-methvlhexacosane 380 C27H56 1000376-72-7 58
4 Octacosane 394 C28H58 000630-02-4 52
5 Heneicosane 296 C21H44 000629-94-7 52
Abundance Scan 2432 (16.642 min): BF107753.D (-2428) (-) m/z 57.05 100.00%
57.0
5000 /\M\ij\_,ww/v\,
%1 s "' 16.40 16.60 16.80 17.00
l UL s 1899 237.2 2740 363.1 410.3
O B R L P N R L m/z 71.10 55.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57.

16. 40 16 60 16. 80 17. OO
99.0 268.0 m/z 85.05 49.55%
141.0 183.0 295.0

5000

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #59882: Tetradecane
57.0
I EEEmEEE B
16.40 16.60 16.80 17.00
5000 m/z 43.00 48.98%
99.0
198.0
o240 11\0
m/z--> 50 100 150 200 250 300 350 400
Abundance #202663: 2-methylhexacosane EEEE BRI
57.0 16.40 16.60 16.80 17.00
m/z 55.00 26.20%
5000
99.0
o 26,0& l J “ 1419 183 0 225.0 267.0 337 0
e ....,... B B e EEEE BRI
m/z--> 50 100 150 200 250 300 350 400 16. 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072718\
Data File : BF107753.D

Acq On 27 Jul 2018 18:34

Operator : JU/SJ

Sample - J4189-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 9.9 ng 483399 1 6.97 979087 20.0
unknown6.73 6.73 69.3 ng 3391360 1 6.97 979087 20.0
Cyclohexadecane 13.95 2.4 ng 151359 5 14.14 1243010 20.0
Squalene 14.98 2.1 ng 115861 6 15.68 1094850 20.0
Hexacosane 16.11 2.1 ng 117397 6 15.68 1094850 20.0
Nonadecane 16.64 2.2 ng 117986 6 15.68 1094850 20.0

8270-BF072018.M Mon Jul 30 15:26:31 2018 Page: 9



