LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107588.D

Aca On : 23 Jul 2018 15:18

Operator : JU/SJ

Sample : J4062-25

Misc :

ALS Vial : 10 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 5.207 484 488 505 rvB 786091 987397 17 .50% 1.689%
2 5.601 551 555 590 rBY 4158889 5421010 96.08% 9.273%
3 6.607 721 726 745 rBVY 4382357 5642404 100.00% 9.651%
4 6.748 745 750 769 rVB 5066025 5641808 99.99% 9.650%
5 6.972 785 788 811 rBVY 1619018 1922420 34.07% 3.288%
6 7.131 811 815 844 rVB 4137869 4236911 75.09% 7.247%
7 7.537 880 884 905 rBVY 3213484 3691425 65.42% 6.314%
8 8.254 1003 1006 1026 rBvV 2173635 2496123 44.24% 4_.270%
9 9.331 1185 1189 1198 rBV 5902038 5575476 98.81% 9.537%
10 9.725 1252 1256 1261 rBV 222999 214049 3.79% 0.366%
11 10.019 1302 1306 1317 rBV 2471689 2556300 45.31% 4_.373%
12 10.425 1367 1375 1380 rBvV2 56669 72484 1.28% 0.124%
13 10.807 1436 1440 1453 rBV 3341700 3778071 66.96% 6.462%
14 10.901 1454 1456 1466 rvVB2 56024 97336 1.73% 0.166%

15 11.513 1556 1560 1562 rBV 2333167 2172541 38.50% 3.716%

16 11.536 1562 1564 1570 rVvV 440458 471235 8.35% 0.806%
17 11.589 1570 1573 1577 rVB 61042 73892 1.31% 0.126%
18 12.019 1642 1646 1649 rBV2 445461 448528 7.95% 0.767%
19 12.042 1649 1650 1656 rVvB2 110243 162816 2.89% 0.279%
20 12.124 1661 1664 1667 rBV2 74469 94233 1.67% 0.161%

21 12.730 1763 1767 1773 rBV 509957 538679 9.55% 0.921%
22 12.960 1800 1806 1812 rBV 520737 647128 11.47% 1.107%
23 13.095 1825 1829 1839 rBV 4740897 4277890 75.82% 7.317%
24 13.283 1855 1861 1863 rBv4 77009 113703 2.02% 0.194%
25 13.395 1876 1880 1882 rBV2 44503 59102 1.05% 0.101%

26 13.648 1920 1923 1926 rBV 84252 80534 1.43% 0.138%
27 13.977 1975 1979 1982 rBV2 645135 675163 11.97% 1.155%
28 14.160 2005 2010 2013 rBV 2016603 2236214 39.63% 3.825%
29 14.295 2030 2033 2039 rBvV 131132 155395 2.75% 0.266%
30 14.607 2083 2086 2091 rVB3 221195 253655 4 _50% 0.434%

31 14.924 2137 2140 2143 rBV 155890 143711 2.55% 0.246%
32 15.083 2164 2167 2173 rVB4 115346 144886 2.57% 0.248%
33 15.236 2190 2193 2197 rBV2 168573 294047 5.21% 0.503%
34 15.283 2198 2201 2204 rVB 189839 231304 4._.10% 0.396%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107588.D

Aca On : 23 Jul 2018 15:18

Operator : JU/SJ

Sample : J4062-25

Misc :

ALS Vial : 10 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.560 2246 2248 2254 rVB 119032 167710 2.97% 0.287%
36 15.630 2257 2260 2266 rVV 140921 201247 3.57% 0.344%

37 15.701 2266 2272 2286 rVV 1394072 2256481 39.99%% 3.860%
38 16.154 2346 2349 2353 rVB 169083 228444 4._05% 0.391%

Sum of corrected areas: 58461752
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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\BF072318\

BF107588.D

23 Jul 2018 15:18

JussJ

J4062-25

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018_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\BF072318\
Data File : BF107588.D

Aca On : 23 Jul 2018 15:18

Operator : JU/SJ

Sample : J4062-25

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 10.27 ng 987397 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 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 488 (5.207 min): BF107588.D (-484) (-) m/z 43.00 100.00%

43.0
59.0
5000

101.0 A REEEE RN
83.1 480 5.00 5.20 5.40 5.60

"'I'"'I'"'I""IIII'"I"!II'"'I'"'I""I"':I""I""I""I""I""I m/z  59.00

63.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- }\\
43.0
5000 59.0 480 500 520 540 5.60
m/z 57.95 18.16%

15.0 101.0
31.0
..q”t,”mﬂ.mm”.“uh.”q“.fﬁqlnu”.”“”.“”q.”q“.q
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0

4.80 5.00 5.20 5.40 5.60

5000 41.0 m/z 101.00 18.10%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344: 3-Hexanol, 4-methyl- e ERamr Raae S
59.0 4.80 5.00 5.20 5.40 5.60

m/z 41.00 8.67%

5000 41.0

29.
F 87.0
15.0 ‘\ L1 ‘H“ ﬁ‘l-o | 980
LA AR RN RRRRS SRR AARAN NARRS ARARA RRRRA RARSS SARANLALAS BRARS SARSI BARRY

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107588.D

Aca On : 23 Jul 2018 15:18

Operator : JU/SJ

Sample : J4062-25

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 2 unknown6.75 Concentration Rank 1

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

6.75 58.69 ng 5641810 1,4-Dichlorobenzene-d4 6.97
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.748 min): BF107588.D (-745) (-) m/z 132.00 100.00%
132.0 ﬂ
96.0
40.0 54.0 6.40 6.60 6.80 7.00
82.0 e — m/z 68.00 39.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 34.51%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.62%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.84%
74.0
5000 9go 1160 ”
: IIIIIII‘I\I\I\I ""“l ||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e R RAREAE
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107588.D

Aca On : 23 Jul 2018 15:18

Operator : JU/SJ

Sample : J4062-25

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 5
R.T. EstConc Area Relative to ISTD R.T.
12.02 4.13 ng 448528 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1646 (12.019 min): BF107588.D (-1642) (-) m/z 73.00 100.00%
430 | 73.0
5000 1291
192.1
97.1 213.2 T R
157.1 256.3 11.80 12.00 12.20 12.40
rrrpre e m/z 60.00 98.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 LN BN S UL B
nmnmnmnm
97.0 m/z 43.00 97 .05%
Ll
f A
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260

Abundance uw
430 | 730 ) A J

11.80 12.00 12.20 12.40

5000 129.0 m/z 57.05 87.73%
171.0
97.0 214.0
15.0 149.0
R o R e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid BB LR paE e
73.0 11.80 12.00 12.20 12.40
m/z 54.95 81.78%
129.0
5000
43.0
|| 1910 | 1720 M-~»«~*~vujk“WMWWW“A~*~
..w.”.,”.w..”,”....”,“.w..” e o atetaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40

8270-BF072018 .M Tue Jul 24 14:33:30 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107588.D

Aca On : 23 Jul 2018 15:18

Operator : JU/SJ

Sample : J4062-25

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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

Concentration Rank 4

Peak Number 5 5-Eicosene, (E)-

R.T. EstConc Area Relative to ISTD R.T.
13.08 6.04ng 675163  Chrysene-d12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95

2 Eicosvl pentafluoropropionate
3 Nonadecvl heptafluorobutvrate
4 Eicosyl trifluoroacetate

5 Nonadecyl pentafluoropropionate

444 C23H41F502
480 C23H39F702
394 C22H41F302
430 C22H39F502

1000351-80-8 91
1000351-83-9 91
1000351-75-2 91
1000351-88-8 91

Abundance Scan 1979 (13.977 min): BF107588.D (-1975) (-) m/z 57.00 100.00%
57.0
97.1
5000 ] t
e S ==
l 39.1 229.1 13.60 13.80 14.00 14.20
e Jf.,.1.8.1.1,...L. 280281528852 m/z 43.00 72.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 970 LA L L L L L L L L
13.60 13.80 14.00 14.20
m/z 55.00 71.26%
L B0 ae0 a0 00
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 e SR s A Ema
13.60 13.80 14.00 14.20
5000 m/z 83.05 58.81%
139.0
182.0 224.0 280.0 3250 426.0
e T e e MR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232520: Nonadecy! heptafluorobutyrate L R EE E TR
57.0 97.0 13.60 13.80 14.00 14.20
m/z 97.10 53.63%
B J~M
39.0
266.0
...=,....E..t.i,t.is?.o,?"?.q. O . e b
m/z--> 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\BF072318\
Data File : BF107588.D

Aca On : 23 Jul 2018 15:18

Operator : JU/SJ

Sample : J4062-25

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 6 Tricosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1461 2.27ng 253655  Chrysene-di2 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tricosane 324 C23H48 000638-67-5 55
2 2-Methvldocosane 324 C23H48 001560-81-2 37

3 Boric acid. ethvl-. didecvl ester 354 C22H47B02
4 2H-Isoindole-5-carboxamide. 2-(2... 394 C21H18N206
5 Pseudokryptogenin 412 C27H4003

294892-21-0 9
065682-56-6 9

Abundance Scan 2087 (14.613 min): BF107588.D (-2083) (-) m/z 55.00 100.00%
55,0 397.3

129.0
5000

14.20 14.40 14.60 14.80 15.00

235.2 285.0314

1000152-34-4 25

m/z 57.00 95.11%

m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57.0
5000 LA L L L L L L L L L

14 20 14. 40 14 60 14. 80 15. OO

m/z 397.30 86 .59%

9.0 324.0
\ h il \14110 183.0 2250 267.0 ‘
II‘I‘I‘I‘I I‘I II“I“I T : I II I‘I I ‘II L T T T II T T II T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
14.20 14.40 14.60 14.80 15.00
5000 85.0 281.0 m/z 43.00 72 .34%
324.0
127.0
169.0 211 02410
m/z--> 50 100 150 200 250 300 350 400
Abundance #186892: Boric acid, ethyl-, didecyl ester B Ea
57.0 14.20 14.40 14.60 14.80 15.00
m/z 129.00 64.63%
5000
141.0
99.0
} \ J 185.0 325.0
26,0/ ] Ay | 215.0 255.0 | 355.0
m/z--> 50 100 150 200 250 300 350 400 14 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107588.D

Aca On : 23 Jul 2018 15:18

Operator : JU/SJ

Sample : J4062-25

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 7 Eicosane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.15 2.02 ng 228444 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 89
2 Heneicosane 296 C21H44 000629-94-7 89
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 80
Abundance Scan 2348 (16.148 min): BF107588.D (-2346) (-) m/z 57.00 100.00%
57.0
5000
9.0 15580 16,00 1620 1640
141.1 1831 2222  282.0 326.2 364. : : : :
b B4 383 2022 | 2820 $262 36424003 | 0T 08T e a7,
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141430: Eicosane, 2-methyl-
57.0
5000 LN BRI B
15.80 16.00 16.20 16.40
‘ 090 - m/z 43.05  46.06%
20 |JA4 il fa0es0 | eee0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
15.80 16.00 16.20 1640
5000 m/z 85.10 38.65%
99.0
2510 141.0 1830 225.0 296.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #153227: Pentadecane, 8-heptyl- L B o
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.23%
210.0
5000
99.0
41.0
|""'|'J'A'¢ ﬁ'iJ P '?ﬁ%o"'ilg?"l R N LN BRI B
m/z--> 0 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072318\
Data File : BF107588.D

Acq On : 23 Jul 2018 15:18

Operator : JU/SJ

Sample - J4062-25

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
Quant Title : 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... 5.21 10.3 ng 987397 1 6.97 1922420 20.0
unknown6.75 6.75 58.7 ng 5641810 1 6.97 1922420 20.0
n-Hexadecanoic acid 12.02 4.1 ng 448528 4 11.51 2172540 20.0
5-Eicosene, (E)- 13.98 6.0 ng 675163 5 14.16 2236210 20.0
Tricosane 14.61 2.3 ng 253655 5 14.16 2236210 20.0
Eicosane, 2-methyl- 16.15 2.0 ng 228444 6 15.70 2256480 20.0
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