LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070618\
Data File : BF107189.D

Aca On : 6 Jul 2018 22:33

Operator : JU/SJ

Sample = J3887-03

Misc :

ALS Vial : 24 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 5.184 479 484 500 rBB 135305 158288 13.71% 1.424%
2 5.590 547 553 579 rVB 1085594 1055485 91.44% 9.498%
3 6.596 719 724 741 rBVY 1029386 1154317 100.00% 10.388%
4 6.725 741 746 753 rVB 1212903 1055121 91.41% 9.495%
5 6.943 779 783 789 rBB 372102 301715 26.14% 2.715%

7.101 805 810 821 rBB 994944 853573 73.95% 7.681%
7.378 852 857 874 rBV 34618 67630 5.86% 0.609%
7.513 874 880 902 rVB 666118 663894 57.51% 5.974%
8.225 996 1001 1025 rBB 346630 355354 30.78% 3.198%
9.301 1178 1184 1199 rBV 1244057 1095166 94.88% 9.855%

=
QO ~NO®

11 9.695 1246 1251 1262 rBB 129624 120859 10.47% 1.088%
12 9.984 1294 1300 1309 rBB 333877 316163 27.39% 2.845%
13 10.783 1430 1436 1455 rBvV 533681 542902 47.03% 4 _886%
14 11.483 1548 1555 1561 rBV 290832 295466 25.60% 2.659%
15 13.060 1817 1823 1834 rBV 1161126 1083684 93.88% 9.752%

16 13.936 1968 1972 2001 rBV 91064 139560 12.09% 1.256%
17 14.130 2001 2005 2015 rVvVv 418215 408077 35.35% 3.672%
18 14.254 2022 2026 2076 rBV2 18336 107411 9.31% 0.967%
19 14.560 2076 2078 2129 rVV9 25642 110946 9.61% 0.998%
20 15.224 2186 2191 2256 rBV2 26760 67439 5.84% 0.607%

21 15.666 2261 2266 2332 rVV 232106 374041 32.40% 3.366%
22 16.077 2332 2336 2828 rVB 23433 785178 68.02% 7.066%

Sum of corrected areas: 11112269
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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\BF070618\

BF107189.D
6 Jul 2018 22:33
JussJ
J3887-03
24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: RTEINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107189.D

Aca On : 6 Jul 2018 22:33

Operator : JU/SJ

Sample = J3887-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 2

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

5.18 10.49 ng 158288 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 32
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (5.178 min): BF107189.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AU R R I I
| 83.0 | 480 5.00 520 5.40 5.60
o) RV ¥ UCHISSSOY | PREESESs h SSES MRSS m/z 59.00 61.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.10 19.32%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 560
5000 59.0 m/z 58.00 16.80%
31.0 83.0 101.0
e S S UL SULIULS SUSII IS IULILS IULI LS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl- R B B o
43.0 480 5.00 520 5.40 5.60
m/z 41.00 9.06%
5000
59.0
o 20 | 9o @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107189.D

Aca On : 6 Jul 2018 22:33

Operator : JU/SJ

Sample = J3887-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.94 6.84 ng 139560 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1973 (13.942 min): BF107189.D (-1968) (-) m/z 57.10 100.00%
57.1
83.0

5000

.

13.60 13.80 14.00 14.20
m/z 55.00 81.61%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72491: Cyclohexadecane

55.0 830

5

5000

29.0 13!60 13.I80 14.IOO 14!20
m/z 43.00 80.88%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
R EE R e
13.60 13.80 14.00 14.20
5000 1110 m/z 83.05 78.88%
29.0

139.0 1680  210.0 238.0 2860 295.0

5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #159526: Pentafluoropropionic acid, octadecy! ester R e B EEREE e
43.0 13.60 13.80 14.00 14.20
m/z 97.05 72.48%
5000 69.0
97.0
N | 1250 1540 181.0  224.0 252.0
ERRAREEEEEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107189.D

Aca On : 6 Jul 2018 22:33

Operator : JU/SJ

Sample = J3887-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 Nonadecane, l1-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.25 5.26 ng 107411 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 87
2 Hexadecane 226 C16H34 000544-76-3 72
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 2025 (14.248 min): BF107189.D (-2022) (-) m/z 57.00 100.00%
57.0
5000
: 209.0 R S I I
| | 1 “ | 14?-1 N 302.1 14100 14,20 14.40 14.60
o— by m/z 71.10 68.45%
m/z--> 50 100 150 200 250 300 350
Abundance #118727: Nonadecane, 1-chloro-
57.0
5000 RS A U B B
mmmmmmmm
1.0 m/z 43.00 65.97%
L7 ‘ M 130 1750 2170 2500 3020
m/z--> 50 100 1%0 200 250 300 3éo '
Abundance
57.0
"' 14:00 1420 14.40 14.60
5000 m/z 85.05 40.77%
99.0
Ozm 141.0 183.0 226.0
m/z--> - "55' "'166 B léd B éoo"' ésd B éoo"' ééd !
Abundance #152929: Silane, trichlorooctadecyl-
57.0 14.00 14.20 14.40 14.60
m/z 55.00 26.88%
5000
99.0
Ozwmh A1¥WJB%%0MMWM35%%O%W
m/z--> 50 100 1&1;0 2(')0 25'30 3(')0 3&'30 ' 14'00 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107189.D

Aca On : 6 Jul 2018 22:33

Operator : JU/SJ

Sample = J3887-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.56 5.44 ng 110946 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 59
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 53
3 Hexadecane 226 C16H34 000544-76-3 50
4 Eicosane 282 C20H42 000112-95-8 50
5 Octadecane 254 C18H38 000593-45-3 50

Abundance Scan 2078 (14.560 min): BF107189.D (-2076) (-) m/z 57.00 100.00%

57.0

5000

14.20 14.40 14.60 14.80

(o} m/z 71.05 70.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82607: Heptadecane
57.0
5000 LA L L L L L L I
85.0 14.20 14.40 14.60 14.80
29.0 m/z 43.00 63.54%
. 0 180 1410 1690 1960 2400
R AR EaE B o B RA B A a e RS L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
L B o
14.20 14.40 14.60 14.80
5000 m/z 85.05 53.62%
85.0
29.0
0 113.0 141.0 183.0 211.0 239.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 M\
Abundance #73966: Hexadecane A
57.0 14.20 14.40 14.60 14.80
m/z 55.00 32.56%
5000 85.0
29.0 113.0
226 0
obrrepebeederabe e 1410 1090 a070 280 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107189.D

Aca On : 6 Jul 2018 22:33

Operator : JU/SJ

Sample = J3887-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 Pentacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.08 41.98 ng 785178 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 64
2 Octacosane 394 C28H58 000630-02-4 58
3 Triacontane 422 C30H62 000638-68-6 53
4 Hexacosane 366 C26H54 000630-01-3 53
5 Docosane 310 C22H46 000629-97-0 53
Abundance Scan 2336 (16.077 min): BF107189.D (-2332) (-) m/z 57.00 100.00%
5%.0
5000
99.1 e
| U | o 14? 0 189.1 3°|2-1 15.80 16.00 16.20 16.40
ol LAl el ey m/z 71.10 82.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142112: Pentacosane
57.0
5000 LR B B BRI B
mmmmmmmm
m/z 43.00 64 .33%
o \ L) ‘\ ‘\ 141.0 1830 2250 267.0 3090 3520
m/z--> 50 5 200 250 360 3éo 460
Abundance
57.0
' 15.80 16.00 16.20 1640
5000 m/z 85.00 56.67%
99.0
o 1410 1830 2250 281.0 337.0 394.0
m/z--> éo 160 150 200 250 360 3éo 460
Abundance #160627: Triacontane A EEmEEEEE
57.0 15.80 16.00 16.20 16.40
m/z 55.00 25.71%
5000
9e0 141.0
ool | || || 1710 1830 2250 2670 3090 asio 4220
m/z--> éo 160 150 260 250 360 3éo 460 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070618\
Data File : BF107189.D

Acq On : 6 Jul 2018 22:33

Operator : JU/SJ

Sample - J3887-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 10.5 ng 158288 1 6.94 301715 20.0
Cyclohexadecane 13.94 6.8 ng 139560 5 14.13 408077 20.0
Nonadecane, 1-chl... 14.25 5.3 ng 107411 5 14.13 408077 20.0
Heptadecane 14.56 5.4 ng 110946 5 14.13 408077 20.0
Pentacosane 16.08 42.0 ng 785178 6 15.67 374041 20.0
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