LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111392.D

Aca On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample : J6208-13

Misc :

ALS Vial : 22 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-BF121218 .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 3.269 198 201 218 rBvY 158545 327631 4_.10% 0.477%
2 5.016 495 498 508 rvB 324691 454375 5.68% 0.661%
3 5.434 563 569 572 rBVY 6329706 6910235 86.45% 10.057%
4 6.445 735 741 757 rBV2 6097407 7993177 100.00% 11.633%
5 6.575 757 763 766 rBY 7080887 7221826 90.35% 10.511%
6 6.792 797 800 808 rBY 1895368 1530452 19.15% 2.227%
7 6.951 823 827 830 rBVY 5519848 4906301 61.38% 7.141%
8 7.357 890 896 899 rBVY 4562919 4523810 56.60% 6.584%
9 8.075 1014 1018 1021 rBV 2469073 2026736 25.36% 2.950%
10 9.151 1197 1201 1205 rBY 6268614 6141777 76.84% 8.939%

11 9.545 1264 1268 1274 rBV 711968 654066 8.18% 0.952%
12 9.686 1287 1292 1297 rVB 87902 114284 1.43% 0.166%
13 9.827 1310 1316 1320 rBV 2413930 2282386 28.55% 3.322%
14 9.863 1320 1322 1324 rVB 119045 95083 1.19% 0.138%
15 10.033 1348 1351 1355 rBV 99412 90174 1.13% 0.131%

16 10.374 1406 1409 1415 rVB 134092 121312 1.52% 0.177%
17 10.616 1446 1450 1454 rBV 3678385 3673309 45.96% 5.346%
18 10.739 1468 1471 1479 rVB4 70599 82659 1.03% 0.120%
19 11.310 1564 1568 1570 rBV 1872806 1714556 21.45% 2.495%
20 11.333 1570 1572 1576 rVV 1391132 1167917 14.61% 1.700%

21 11.386 1576 1581 1585 rVB 366750 355930 4.45% 0.518%
22 11.539 1602 1607 1611 rBV2 125545 163128 2.04% 0.237%
23 11.810 1650 1653 1656 rBV 166653 169267 2.12% 0.246%
24 11.845 1656 1659 1664 rVVv2 889517 856020 10.71% 1.246%
25 11.921 1669 1672 1675 rBV 200204 230527 2.88% 0.336%

26 12.021 1686 1689 1692 rBV2 74519 80909 1.01% 0.118%
27 12.110 1700 1704 1706 rBV 100667 111718 1.40% 0.163%
28 12.298 1732 1736 1740 rBV3 87263 116181 1.45% 0.169%
29 12.363 1744 1747 1750 rBV2 99494 108223 1.35% 0.158%
30 12.410 1750 1755 1759 rBV5 116495 166914 2.09% 0.243%

31 12.521 1771 1774 1778 rBV 1568208 1408643 17.62% 2.050%
32 12.563 1779 1781 1788 rVB4 112870 158976 1.99% 0.231%
33 12.627 1788 1792 1798 rBV3 236419 360339 4_.51% 0.524%
34 12.751 1807 1813 1816 rBV 1425365 1411260 17.66% 2.054%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111392.D

Aca On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample : J6208-13

Misc :

ALS Vial : 22 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\HPCHEM1\BNA F\METHODS\8270-BF121218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.804 1820 1822 1826 rVB2 78827 80701 1.01% 0.117%

36 12.898 1834 1838 1845 rVB 4236457 3719001 46.53% 5.413%
37 13.080 1866 1869 1872 rVB 151606 152706 1.91% 0.222%
38 13.145 1876 1880 1883 rVB2 121123 134700 1.69% 0.196%
39 13.180 1883 1886 1889 rBV 124844 137210 1.72% 0.200%
40 13.304 1905 1907 1912 rBV2 74238 94987 1.19% 0.138%

41 13.374 1916 1919 1925 rVB 206988 239026 2.99% 0.348%
42 13.586 1952 1955 1961 rVB 95000 127960 1.60% 0.186%
43 13.698 1970 1974 1977 rBV2 100335 147783 1.85% 0.215%
44 13.751 1981 1983 1987 rVv2 95115 130464 1.63% 0.190%
45 13.804 1988 1992 1998 rVB2 257016 347803 4 _.35% 0.506%

46 13.945 2011 2016 2019 rBV2 1581402 2052833 25.68% 2.988%
47 13.974 2019 2021 2024 rVB 570763 448963 5.62% 0.653%
48 14.427 2096 2098 2101 rBV4 94680 95762 1.20% 0.139%
49 14.974 2187 2191 2194 rBV 500777 753752 9.43% 1.097%
50 15.262 2237 2240 2246 rVB 306453 387062 4._.84% 0.563%

51 15.321 2247 2250 2256 rBV 375032 413730 5.18% 0.602%
52 15.386 2257 2261 2264 rBV 831013 962597 12.04% 1.401%

53 16.792 2497 2500 2506 rVB2 159697 269893 3.38% 0.393%
54 17.221 2569 2573 2583 rVB 140288 282782 3.54% 0.412%

Sum of corrected areas: 68709816
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111392.D

Aca On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample : J6208-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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: BF111392.D
7000000 6|57

5.43 6.45

6000000
6.95

5000000 736

4000000
3000000
2000000 6.79

1000000
5.02 J

s ) G G G v S S | | G
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF111392.D
7000000

9.15
6000000

5000000
12.90

4000000 10.62

3000000
8.07 9.83

2000000

1000000 0.55
J J 9.69 .8@.0/;03 10.37 ||10.74

e e e I e N R o i A i

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF111392.D
7000000

6000000
5000000
4000000
3000000

2000000
15.39

\ 16.79 17.22

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

1000000

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111392.D

Aca On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample : J6208-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Propylene Glycol Concentration Rank 6

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

3.27 4.28 ng 327631 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 83
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 78
3 (S)Y-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 56
5 L-Lactic acid 90 C3H603 000079-33-4 9

Abundance Scan 201 (3.269 mm) BF111392.D (-198) (-) m/z 45.00 100.00%
4|:
5000 s
61.0 3.00 3.20 3.40 3.60
o..,....,....,....,....,....,....,.??',‘?:I: o2 838 | Tm/z 43.00 18.39%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
4|:
5000 A LA UL I A
3.00 3.20 3.40 3.60
290 m/z 61.00 5.63%
. 190 ] 390]| 55000 76.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol
48.0
3.00 3.20 3.40 3.60
5000 m/z 44.05 5.45%
o 130299 ||, 300|| 550610 76.0
WA R i e
Abundance #946: (S)-(+ —1,2—Propanediol LI L L L L L L LB
45.0 3.00 3.20 3.40 3.60
m/z 42.00 2.51%
5000
. 190 310 390|| 550610 75.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111392.D

Aca On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample : J6208-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.02 5.94 ng 454375 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 499 (5.022 min): BF111392.D (-495) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 A URAS SRR AR A
| 83.0 | 460 4.80 5.00 5.20 5.40
o) SEESEEESESSESEMMSSSSESROY N 1 FRMINESSOOY | PRSBSOS WIS m/z 59.05 55.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R AL UL A L
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.05 17.26%
0 wl , 83.0 ,
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy-
54.0
310 SR S UL SR
460 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 13.59%
73.0
o 120 | mso.o“ ‘ | 870 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 460 4.80 5.00 5.20 5.40
m/z 41.05 9.07%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 480 5.00 520 5.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111392.D

Aca On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample : J6208-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 unknown6.57 Concentration Rank 1

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

6.57 94 .38 ng 7221830 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 762 (6.569 min): BF111392.D (-757) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 5o || B S G 6bo 6B 7ho
0 : : A E e m/z 68.10 43.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 LR L R
620 640 6.60 6.80 7.00
310 510 m/z 134.00 33.04%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 9go 1160 m/z 66.05 27 .95%
0 T "‘l \I\ — "‘Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|8|0| T ];8:9:0:
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal B o EREaE
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.30%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL HS‘LO\HHF ....“luuH. N —  RAREE s E
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111392.D

Aca On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample : J6208-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.85 9.99 ng 856020 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Phenanthrene. 3-methvyl- 192 C15H12 000832-71-3 56
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 53

Abundance Scan 1660 (11.851 min): BF111392.D (-1656) (-) m/z 72.95 100.00%

430 |, 73.0

5000 129.1

-

97.1 213.2 S -~ S
1571 = 1921 256.2 1160 11.80 12.00 12.20

ol 36.2 m/z 43.05 96.65%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0 L L B L
11. 60 11. 80 12. OO 12 20

83.0 0
1570 1g50 2130 256.0 m/z 60.00 92.17%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
RN R E
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 80.76%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid S B L R ma e
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.05 68.09%
5000 129.0 W’Jtu
ol15.0 |
.”,”.w... T EAEEE ER SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111392.D

Aca On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample : J6208-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.92 2.69 ng 230527 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4C1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 38
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 25
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25

Abundance Scan 1672 (11.921 min): BF111392.D (-1669) (-) m/z 190.05 100.00%

1

5000

11.60 11.80 12.00 12.20

1
115.0 139.1

o L2101 2020 Tn/z 189.10  85.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53362: Benzaldehyde, 3,5-dichloro-2- hydroxy
5000
11.60 11.80 12.00 12.20
m/z 192.10 71.27%
o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
11.60 11.80 12.00 12.20
5000 m/z 191.10 58.86%
o 115.0 137.0 163.0
- IIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189. 11.60 11.80 12.00 12.20

m/z 94.50 30.45%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111392.D

Aca On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample : J6208-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.63 4.20 ng 360339 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
5 Oleic Acid 282 C18H3402 000112-80-1 25
Abundance Scan 1792 (12.627 min): BF111392.D (-1788) (-) m/z 43.05 100.00%
43.0 730
5000 129.1 MWWNV“mﬁvﬁvAWA“wuﬁkwuvwwmﬂ/
97.1 e
1571 1851 131 22 2843 1240 12.60 12.80 13.00
0 m/z 73.00 90.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43.0 , 73.0
5000 129.0 RN BRI SO SN B
12.40 12.60 12.80 13.00
241.0 284.0 m/z 60.00 85.54Y%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43.0
12140 12160 12.80 13.00
5000 m/z 57.10 82.04%
ol150)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid R mEEEE RS S
60.0 12.40 12.60 12.80 13.00
m/z 55.05 77.53%
5000
157.0 1850 213.0 256.0
0 e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.'40 12.I60 12.|80 13.'00

8270-BF121218_.M Fri Dec 14 13:55:34 2018

Page: 9



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF121318\

BF111392.D

14 Dec 2018 1:32
Ju/sJ

J6208-13

22 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, penta...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.80 3.39 ng 347803 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 91
5 1-Tricosene 322 C23H46 018835-32-0 91

Abundance Scan 1991 (13.798 min): BF111392.D (-1988) (-) m/z 57.05 100.00%
57.0
5000 Nw\J$LuA~mA«AMvAwwahw””
LRI AN DAL SN B
13.40 13.60 13.80 14.00 14.20
ol | 510.2 3072 3431 m/z 43.10 96.26%
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0
83.0
5000 AR SR SRR ISR B
11.0 1340 13.60 13.80 14.00 14.20
m/z 55.10 80.90%
o | luﬂ399 182.0210.0
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 77 .86%
o210, ‘ H ﬁFF 1680 20902380 2830 384.0 WLW
m/z--> 50 150 200 250 300 350
Abundance #194196. Octadecy! trifluoroacetate e o
57.0 13.40 13.60 13.80 14.00 14.20
70 m/z 69.05 62.12%
o NMNJMW
o210l H ﬁZF 1680 22402520 2970 3480
m/z--> 50 150 200 250 300 350 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111392.D

Aca On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample : J6208-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 9 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.26 8.04 ng 387062 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 93
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2240 (15.262 min): BF111392.D (-2237) (-) m/z 252.10 100.00%
25%.1
5000
125.1
15.00 15.20 15.40 15.60
o210 870 4 .h. 37012001 M 282 S5l A3 Thyz 250.10 27.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
25%.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 20.42%
125.0
ol 500 830 , | 174.0 222.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.10 19.81%
126.0
0. 570870 | 1740 2220 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene R ER RS
252.0 15.00 15.20 15.40 15.60
m/z 126.05 13.69%
5000
126.0
0390 870 1740 2220 |
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121318\
Data File : BF111392.D

Acq On : 14 Dec 2018 1:32

Operator : JU/SJ

Sample - J6208-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propylene Glycol 3.27 4.3 ng 327631 1 6.79 1530450 20.0
2-Pentanone, 4-hy... 5.02 5.9 ng 454375 1 6.79 1530450 20.0
unknown6 .57 6.57 94._.4 ng 7221830 1 6.79 1530450 20.0
n-Hexadecanoic acid 11.85 10.0 ng 856020 4 11.31 1714560 20.0
Benzaldehyde, 3,5... 11.92 2.7 ng 230527 4 11.31 1714560 20.0
Octadecanoic acid 12.63 4.2 ng 360339 4 11.31 1714560 20.0
Trichloroacetic a... 13.80 3.4 ng 347803 5 13.95 2052830 20.0
Benzo[e]pyrene 15.26 8.0 ng 387062 6 15.39 962597 20.0
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