LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108160.D
Aca On : 15 Aug 2018 12:43 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 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-BF080818 .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 5.278 490 500 509 rBY 1286330 1651799 22.91% 1.822%
2 5.660 560 565 568 rBY 4718748 4720211 65.46% 5.206%
3 6.642 727 732 735 rBVY 4147138 4523346 62.73% 4 .989%
4 6.795 753 758 761 rBVY 5340147 5217795 72.37% 5.754%
5 7.019 792 796 800 rVB 1547158 1216807 16.88% 1.342%
6 7.178 818 823 826 rBVY 4444232 3895422 54.03% 4.296%
7 7.583 886 892 895 rBVY 3512597 3558734 49.36% 3.925%
8 8.301 1010 1014 1016 rBV 1790250 1610196 22.33% 1.776%
9 8.325 1016 1018 1021 rVB 697534 558553 7.75% 0.616%
10 9.377 1191 1197 1200 rBV 5886909 5913022 82.01% 6.521%

11 10.066 1309 1314 1317 rBV 1891190 1763055 24.45% 1.944%
12 10.707 1415 1423 1428 rBV3 28439 78647 1.09% 0.087%
13 10.860 1443 1449 1452 rBV 4307212 4219574 58.52% 4.654%
14 11.560 1564 1568 1572 rBV 2087782 1878223 26.05% 2.071%
15 11.918 1612 1629 1645 rBV 783480 3669194 50.89% 4.047%

16 12.066 1648 1654 1659 rBV 393080 486667 6.75% 0.537%
17 12.583 1736 1742 1752 rVB2 162430 390205 5.41% 0.430%
18 12.854 1785 1788 1798 rVB 106811 138158 1.92% 0.152%
19 12.995 1807 1812 1820 rBV 186595 363503 5.04% 0.401%
20 13.101 1821 1830 1835 rVV 2565974 5791017 80.32% 6.387%

21 13.154 1835 1839 1842 rVB 6394410 6200811 86.00% 6.839%
22 13.271 1852 1859 1867 rBV 681134 1395179 19.35% 1.539%
23 13.877 1952 1962 1972 rBV 3900548 7163241 99.35% 7.900%
24 14.218 2016 2020 2023 rBV 1532093 1461938 20.28% 1.612%
25 14.248 2023 2025 2028 rBV2 72622 93202 1.29% 0.103%

26 14.465 2054 2062 2069 rBV 4273670 7210328 100.00% 7.952%
27 14.795 2114 2118 2124 rBV 113117 173943 2.41% 0.192%
28 15.018 2148 2156 2161 rBV 3260369 5832168 80.89% 6.432%
29 15.071 2161 2165 2169 rVB 1125699 1296043 17.97% 1.429%
30 15.354 2210 2213 2215 rBV 83915 92138 1.28% 0.102%

31 15.424 2217 2225 2239 rVB6 231329 796545 11.05% 0.878%
32 15.642 2253 2262 2270 rBV 1597500 3423172 47 .48% 3.775%
33 15.783 2279 2286 2301 rVB 1008788 1561652 21.66% 1.722%
34 16.248 2361 2365 2372 rVB2 107897 179518 2.49% 0.198%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

3?22'6 i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.342 2374 2381 2392 rVB 614556 1367398 18.96% 1.508%
36 16.812 2457 2461 2470 rBV5 95899 213916 2.97% 0.236%
37 17.177 2516 2523 2533 rVB2 204942 568817 7.89% 0.627%

Sum of corrected areas: 90674137
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108160.D
7000000

6000000
6.80

5000000 5.66
7.18
6.64

4000000 758

3000000

2000000

5.28
1000000 A A_J
0 - LJ I

L B o e e e L B e e e e e S e e s
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: BF108160.D

7000000 13.15

6000000 9.38

5000000
10.86

4000000

3000000 13.10

11.56
2000000 8.30 10.07

1000000 32 11.92 13.27

12.07
9
10.71 AA 1258 1289 L_/L

T
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: BF108160.D

7000000
6000000

5000000
14.47

4000000 13.88
15.02

3000000

2000000 14.92 15.64
07 15.78

1000000 16.34

14.25 14.79 1518542 16,33\ 1681 17.18

O———
Time--> 13.50

T T T I
14.50 15.00 15.50 16.00 16.50 17.00

I
17.50

T
18.00

T
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9

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

5.28 27.15 ng 1651800 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 1.3.5-Pentanetriol. 3-methvl- 134 C6H1403 007564-64-9 39
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 500 (5.278 min): BF108160.D (-490) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IR AN LSS AR LA
5.00 5.20 5.40 5.60
ol 711 830 m/z 59.10 53.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I LS I L
59.0 500 520 540 5.60
0
150 4, 1010 m/z 101.10 16.07%
I I' i , 83.0 ,
Orrrr e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
500 520 540 560
5000 m/z 58.10 14 .25%
41.0
29.0 101.0
0'“l““l“MWH““&“|“¢W“'J%Q'ﬁqp“'wk“w'“w'“'v”'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15101: 1,3,5-Pentanetriol, 3—methy|— L L L L L LB LN
43.0 5.00 5.20 5.40 5.60
m/z 41.05 9.48%
59.0
5000 71.0 89.0
350 101.0
18.0 .
0 '“l'”'lw"uw"“wl”"lmht|“'”Mlt"|ﬂ“'|"“4t"'l'i%%fz'}ﬁ%f%|' R R A AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.80 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.80 85.76 ng 5217800 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
Abundance Scan 759 (6.801 min): BF108160.D (-753) (-) m/z 131.95 100.00%
131.9
5000
68.0
200 o1 J oho 0B 60 760 750
.0 54.0 . ) . ) )
o SgLo | M0 o m/z 134.00 34.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I IR LU I I

640 660 6.80 7.00 7.20
m/z 68.05 33.28%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
ISMSBMRY HS H A
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 21.98%
33.0 105.0
o Mo | ||
ol e L e e e
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 96.10 12.57%
74.0
116.0
5000 98.0
SIS V| O I Y Y ST o O |
m/z--> 40 60 80 100 120 140 160 180 6. 40 6.60 6. 80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.92 39.07 ng 3669190 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 1629 (11.918 min): BF108160.D (-1612) (-) m/z 57.05 100.00%

57.0
5000

‘ 11. 60 11. 80 12. 00 12. 20
141.1
o....,...'llll. L 1832 2252 2814 m/z 43.05 65.01%

1
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0

5000 ST
1160 11.80 12.00 12.20

m/z 71.10 60.35%

99.0
0 270| ' ‘14‘1-0 183.0 225.0 267.0 323.0 380.0
e L e e e L B B e B e e o o e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0

11.60 11. 80 12. 00 12.20

5000 m/z 85.05 42 .75%
99.0
o 2700 | |l 1y 1410 1830 2250 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e e R R R
57.0 11. 60 11. 80 12. 00 12. 20

m/z 55.05 23.06%

5000
99.0
2no| | | | J | 1410 1830 2250 26602960

m/z--> 50 100 150 200 250 300 350 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 15
R.T. EstConc Area Relative to ISTD R.T.
12.07 5.18 ng 486667 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 1655 (12.071 min): BF108160.D (-1648) (-) m/z 43.10 100.00%
431 | 730
5000 129.1 s ~__A-d///\\\/\_-,~_~ﬂ-_~_,
97.1 ‘ e —————
s 1T 1980 256.3 11,80 12.00 12.20 12.40
0! ; m/z 60.00 92.30%
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 LR UL BRI UL UL
nmnmnmnm
97.0 m/z 73.05 88.84Y%
| 157.0 185.0
obrrrpelle Ml
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
11.|80 12.'00 12.'20 12.'40
5000 129.0 m/z 41.05 84 .39%
0.1.5.?.... ‘ h\ ?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R A B
73.0 11.80 12.00 12.20 12.40
43.0 m/z 57.05 73.13%
5000 129.0 /\\A
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

Sample : J4454-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1,4-Benzenedicarboxylic aci... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
1258 4.6 ng 300205  Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 91

2 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 52
3 Terephthalic acid. 3-methvlbut-2... 348 C21H3204 1000356-27-6 49
4 Terephthalic acid. 4-octvl octvl... 390 C24H3804 1000323-73-7 38
5 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 35
Abundance Scan 1741 (12.577 min): BF108160.D (-1736) (-) m/z 70.10 100.00%
70.1
149.0
261.1 \Awwwvwaﬁ\wwmwwvAJ
5000 112.1
41.1
| |\L | 1ess 1220 1240 1260 1280
ol bl bbb S, Ly m/z 149.00 66.07%
miz--> 50 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
26[.0
149.0
70.0
5000 112.0 AUV BN BN SO I
12.20 12.40 12.60 12.80
410 { L m/z 261.15 54 _.88%
0 Ll lj ||L , 80.0 215.0 91.0 333.0361.0
miz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0 N
149.0 261.0 1220 12.40 12.60 12.80
5000 m/z 57.10 52.87%
41.0
o “ ‘ 1 {J\ { ‘ | 790 2320 | \ 304.0333.0361.0
miz--> 50 100 150 200 250 300 350
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester =TT e T
261.0 12.20 12.40 12.60 12.80
m/z 112.10 44 .38%
5000 70.0
149.0
411.0‘ 104L1.0 219.0 ‘
-7 —— T
miz--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9-Octadecenamide, (Z)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.99 4.97 ng 363503 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 91
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 59
4 Octanamide 143 C8H17NO 000629-01-6 53
5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 43

Abundance Scan 1811 (12.989 min): BF108160.D (-1807) (-) m/z 59.00 100.00%

59.0

5000

-

12.60 12.80 13.00 13.20 13.40
m/z 72.05 65.67%

97.1
o 126.11541179.1 212.1 2543 294.2320.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59.0

-

5000
12.60 12.80 13.00 13.20 13.40
m/z 55.10 47 .31%
29.0 126.0
o "~ 154.0 184.0210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-
59.0
B REES B e
12.60 12.80 13.00 13.20 13.40
5000 m/z 43.10 34.08%
137.0
112 0
o A AU L assoasso  awozsrozmo 57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #7815: Pentanamide, 4-methyl- R e e AR BARRA R
59.0 12.60 12.80 13.00 13.20 13.40
m/z 41.10 33.51%
5000
29.0 ‘ ‘ 100.0
Ot bt e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 60 12. 80 13. 00 13. 20 13 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.10 79.22 ng 5791020 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
Abundance Scan 1830 (13.101 min): BF108160.D (-1821) (-) m/z 57.10 100.00%
57.1
5000 85.1
13.1 12.80 13.00 13.20 13.40
1412
ol l , ]1 [ 109.2197.222532533 295432343514 | sz 43.05  64.09%
m/z--> 50 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43.0
71.0
5000 AU AL
12:80 13.00 13.20 13.40
196.0 m/z 71.10 59.01%
99.0127.0
ol AL LA 20050 | pasopssoemro
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
12:80 13.00 13.20 13.40
5000 85.0 m/z 85.10 43.37%
0 ‘ I L 15? 183.0211.0239.0 281.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane P T
57.0 12:80 13.00 13.20 13.40
m/z 55.10 22.46%
5000
85.0
0 290{ 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40

8270-BF080818.M Thu Aug 16 11:00:01 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.27 19.09 ng 1395180 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 72
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 64
Abundance Scan 1859 (13.271 min): BF108160.D (-1852) (-) m/z 69.10 100.00%
69.1
5000 J\\j\\
IR AL AL A
137.1 13.00 13.20 13.40 13.60
I H Y T ! ..1??2.2?.1.22]7.3.3. L4 a102 | "m/z 81.10 51.95%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215932: Squalene
69.0
5000 LRI BN BULLN SO MR
13.00 13.20 13.40 13.60
0 m/z 41.10 28.97%
o 191.0 273.0 3410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
13.00 13.20 13.40 13.60
5000 m/z 95.05 13.16%
137.0
Ozﬂ\\“uhlmo 273.0 3410 410.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... L B L B L NS L B
69.0 13.00 13.20 13.40 13.60
m/z 68.10 11.99%
5000
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 550 13.00 13.20 13.40 13.60

8270-BF080818.M Thu Aug 16 11:00:01 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

Sample : J4454-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 10 Eicosane, 10-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.88 98.00 ng 7163240 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 1962 (13.877 min): BF108160.D (-1952) (-) m/z 57.10 100.00%
5000
13.60 13.80 14.00 14.20
141.2 183.2 .
ol 225.3 267.4 309.4 351.4 m/z 43.10 63.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 LN L L L L B L B
13 60 13. 80 14. OO 14. 20
m/z 71.10 59.89%
99.0
154.0
oAy i dr0 20 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
R EAREE R
13.60 13.80 14.00 14.20
5000 m/z 85.10 44 58%
99.0
01260 | | | J | 1410 1830 2250 267.0 3090 3510 422.0
il ....,.... LI B an e e e e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane R EE R A REREE E
57.0 13.60 13.80 14.00 14.20
m/z 55.10 23.19%
5000
99.0
0260) | I U | 1410 1830 2250 267.0 3000 3650
e T R e e B B B e o I T B LR RS R T e
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. OO 14. 20

8270-BF080818.M Thu Aug 16 11:00:02 2018

CB-0818-S-TCLP-61A
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 11 Docosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14 .47 98.64 ng 7210330 Chrysene-di12 14 .22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2063 (14.471 min): BF108160.D (-2054) (-) m/z 57.10 100.00%
57.1
5000
99.0 14.20 14.40 14.60 14.80
141.2 : : : :
o..J,....Jl | 154 1832 2253 2673 3094 3514 3934  nyz 43.10  62.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57.0
5000 R A B SR B

14.20 14.40 14.60 14.80
m/z 71.10 61.11%

99.0
2q|o| | J | , 1410 1830 225.0 2670 310.0

R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57.0
T TR
14.20 14.40 14.60 14.80
5000 m/z 85.10 46.73%
‘ 99.0 154.0
ol d b Ay iy 070 2300 2810
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane I AR EAE RS e
57.0 14.20 14.40 14.60 14.80
m/z 55.10 23.55%
5000
99.0
oLl |||y 1420 1830 225.0 267.0 309.0  367.0
e R A RRREEEEE T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF080818.M Thu Aug 16 11:00:03 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

Sample : J4454-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 12 Eicosane, 9-octyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.79 2.38 ng 173943 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 86
2 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 83
3 Octacosane 394 C28H58 000630-02-4 80
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 80

Abundance Scan 2117 (14.789 min): BF108160.D (-2114) (-) m/z 57.10 100.00%
57.1
5000
| | llgglll 14111701 2150  267.0 Lo 14.40 14.60 14.80 15.00 15.20
VYR O 0P i et Bt SR . 1. B m/z 43.10 68.95%
m/z--> 50 100 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43.0
5000 85.0 =grrrrpereh e T
14.40 14.60 14.80 15.00 15.20
281.0 m/z 71.10 53.37%
ol 11 1270 16901080 280 | 3100 3520 3920
m/z--> 50 100 150 200 250 300 350
Abundance #161090: Sulfurous acid, butyl tridecy! ester
57.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 42 .60%
. 0] | | P0w70 1m0 g
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.10 23.33%
5000
99.0
0 27,0 ] | |y, 141.0 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00 15.20

8270-BF080818.M Thu Aug 16 11:00:04 2018

CB-0818-S-TCLP-61A

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 13 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.02 74.69 ng 5832170 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2156 (15.018 min): BF108160.D (-2148) (-) m/z 57.10 100.00%
57.1
5000
99.1 " 14.80 15.00 15.20 15.40
141, 2 : : : :
ol d ALy 242 1832 2252 267.3 3004 3514 3985 T 4310 62.96%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
5000 LRI UL B B B

14.80 15.00 15.20 15.40
m/z 71.10 59.42%

99.0
141.0
oL 210 L lll, LA 530 2250 2660200
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
P
14.80 15.00 15.20 15.40
5000 m/z 85.10 44 _37%
9.0 154.0
ol by iy 1070 2390 2810
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane P T T T T
57.0 14. 80 15. 00 15. 20 15. 40
m/z 55.10 22.97%
5000
99.0
oL 2oLl | [ 410 1830 2250 2810 337.0 3940
e W T T T R B
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF080818.M Thu Aug 16 11:00:04 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 14 Supraene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.07 16.60 ng 1296040 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 Farnesol isomer a 222 C15H260 1000108-92-4 64
4 (.+/-.)-Lavandulol. pentafluorop... 300 C13H17F502 1000352-63-1 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2165 (15.071 min): BF108160.D (-2161) (-) m/z 69.10 100.00%
69.1
5000
137.1 14,80 15.00 15.20 15.40
o380 b 409Y i\ 1752 2312 2733 3413 363 | 75 g1 10 50.66%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 IR UL UL LS B

14.80 15.00 15.20 15.40
m/z 41.10 28.73%

137.0
o 29.4‘ ot l1050 7] 1910 231.0 2730 3410 410.0
b A e T e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #215933: Squalene
69.0
R B A BRRA
14.80 15.00 15.20 15.40
5000 m/z 95.10 12.96%
137.0
o200 | Jjoq I I 1910 231.0264.0 299.0 341.0 410.0
e . — T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a e L B o B o o S
69.0 14.80 15.00 15.20 15.40
m/z 68.10 12.21%
5000
09.0
of i bl g 2800 2080 e
m/z--> 0 50 100 150 200 250 300 350 400 14.80 15. 00 15. 20 15.40

8270-BF080818.M Thu Aug 16 11:00:05 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 15 unknownl5.42 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.42 10.20 ng 796545 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanethiol 286 C18H38S 002885-00-9 47
2 BH-Thiazolol3.2-alpvrimidine-6-c... 285 C14H11N302S 309734-94-9 35
3 2-Phenanthrvlamine. 9.10-dihvdro... 285 C14H11N304 018264-97-6 27
4 Benzoic acid. 2.4-dimethoxv-6-T(... 344 C19H2006 055429-38-4 27
5 Benz[a]acridine, 8,10-diethyl- 285 C21H19N 003518-07-8 25

Abundance Scan 2224 (15.418 min): BF108160.D (-2217) (-) m/z 43.10 100.00%

43.1

83.1

5000

.

301.3  353.4 386.4 15.20 15.40 15.60 15.80
m/z 55.10 83.91%

m/z--> 50 100 150 200 250 300 350
Abundance #133070: 1-Octadecanethiol

43.0| 83.0

3

5000

15.20 15.40 15.60 15.80
m/z 41.10 70.14%

04
m/z--> 50 100 150 200 250 300 350
Abundance #131671: 5H-Thiazolo[3,2-a]pyrimidine-6-carbonitrile, 2,3-...
285.0
L e A
15.20 15.40 15.60 15.80
5000 242.0 m/z 57.10 66 .45%
oo 1140 1590
. Ll 280 ||
o RTAR TISPAR WA ST A0 P AN T S
m/z--> 50 100 150 200 250 300 350
Abundance #131678: 2-Phenanthrylamine, 9,10-dihydro-3,7-dinitro-
285.0 15.20 15.40 15.60 15.80
m/z 83.10 57.30%
5000
165.0 255.0
l Fogo
o N I .J.t ...M SRR R B e
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80

8270-BF080818.M Thu Aug 16 11:00:06 2018 Page: 17



Library Search Compound R

eport

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 16 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.64 43.84 ng 3423170 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2262 (15.642 min): BF108160.D (-2253) (-) m/z 57.10 100.00%
51.1 q
5000
]I ﬁolﬂ2mn2%3%m 3234 365.4 1540 1560 1580 1600
ol A Ay s =5 2003 - 3234 o4 m/z 43.10 61.42%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LRI AL B SUAULN L
1540 15.60 15.80 16.00
m/z 71.10 59.84%
141.0 239.0
ol 183.0 268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.0
5m5mﬁmmm
5000 m/z 85.10 45_10%
85.0
m/z--> 50 160 1%0 200 250 300 350
Abundance #209566: Octacosane
57.0 5m5m5mmm
m/z 55.10 23.42%
- %&_/\¢\M
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00

8270-BF080818.M Thu Aug 16 11:00:07 2018

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 17 Hexatriacontane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.25 2.30 ng 179518 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 86
2 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 86
Abundance Scan 2365 (16.248 min): BF108160.D (-2361) (-) m/z 57.10 100.00%
57.1

-

5000
?hmn%w”wwz . " 16.00 16.20 16.40 16,60
O A e e T m/z 43.10 65.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
5000 TT T T[T T T T[T T T T[T T T T[T TT

16.IOO 16.I20 16.I40 16!60
m/z 71.10 57.53%

o 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #172308: Sulfurous acid, butyl tetradecyl ester

:

16.00 16.20 16.40 16.60
m/z 85.10  37.95%

5000
0 01390 197.0 549
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185533: Pentacosane T
16.00 16.20 16.40 16.60
m/z 55.10 27.47%
5000

:

141.0183.0 225.0 267.0 309.0 352.0
g I I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.20 16.40 16.60

8270-BF080818.M Thu Aug 16 11:00:07 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 18 Docosane, 11-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.34 17.51 ng 1367400 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1ll1-butvl- 366 C26H54 013475-76-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2381 (16.342 min): BF108160.D (-2374) (-) m/z 57.10 100.00%
571.1
5000 l
991 16.00 16.20 1640 16.60
141.1 : : : :
ol d AU Ay 145 1832 22520663 2052 3374 m/z 43.10 61.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57.0
5000 LA B B
16.00 16.20 16.40 16.60
m/z 71.10 59.51%
o4 )] 1[ | 1410 17902100 2530 300 360
m/z--> 50 100 150 260 250 300 350 400
Abundance #209566: Octacosane
57.0
16.00 16.20 1640 16.60
5000 m/z 85.10 47 .33%
99.0
o280} | )l | | 1410 1830 2250 2810 337.0  394.0
m/z--> 5 100 150 200 250 300 350 400
Abundance #219831: Triacontane T
57.0 16.00 16.20 16.40 16.60
m/z 55.10 22.01%
5000
99.0
0260, | | | ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
m/z--> 50 100 1éo 260 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 19 Heptacosane, l1l-chloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.81 2.74 ng 213916 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 86
2 Tetradecane 198 C14H30 000629-59-4 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Pentadecane 212 C15H32 000629-62-9 58
5 Hexadecane 226 C16H34 000544-76-3 52
Abundance Scan 2461 (16.812 min): BF108160.D (-2457) (-) m/z 57.10 100.00%
51.1 n
5000
15015 2131 2552 3293 812444 | 1640 16,60 16:80 1700 1720
Otk ; m/z 43.10 67 .76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
5000 NI BN I
16,40 16,60 16.80 17.00 17.20
70 m/z 71.10 67.16%
oL | 14 |1| L, 1410 183. 02170 273.0 309.0343.0 378.0 414.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #59880: Tetradecane
57.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 85.10 51.25%
99.0
015Q’\J g 2410 1989
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane BRI
57.0 16.40 16.60 16.80 17.00 17.20
m/z 55.10 34 _.31%
N /\—'MMJ\
oL25D0] | ‘99'04‘ 141.0 183 o 2250 268.0
m/z--> 50 100 1&1;0 200 250 300 350 400 16,40 16,60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108160.D

Aca On : 15 Aug 2018 12:43

Operator : JU/SJ

ﬁ?ggle i J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 20 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.18 7.28 ng 568817 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 86
4 Dodecane., 2-methvl- 184 C13H28 001560-97-0 81
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2524 (17.183 min): BF108160.D (-2516) (-) m/z 57.10 100.00%
57.1
113.1 16.80 17.00 17.20 17.40 17.60
141.1
ol .|', AL 160.0107.2227.0 2501 3410 m/z 71.10 60.43%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 R B SRR BRI B
16.80 17.00 17.20 17.40 17.60
m/z 43.10 54 .95%
02%9 I [30141.0160.0197.0225.0253.0  295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57.0
16.80 17.00 17.20 17.40 17.60
5000 85.0 m/z 85.10 44_47%
113.0141.0
0 Ll | 170.0
m/z--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl- A e o
43.0 16.80 17.00 17.20 17.40 17.60
m/z 41.10 19.19%
71.0
5000
99.0 210.0
ob il } | ) 1270155018207 23902670 296.0323.0
m/z--> 50 @ @ 200 250 300 350 16.80 17.00 17.20 17.40 17.60

8270-BF080818.M Thu Aug 16 11:00:10 2018 Page: 22



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081518\
Data File : BF108160.D
Acqg On : 15 Aug 2018 12:43 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?2?6 : J4454-01 CB-0818-S-TCLP-61A
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.28 27.1 ng 1651800 1 7.02 1216810 20.0
unknown6 .80 6.80 85.8 ng 5217800 1 7.02 1216810 20.0
Heptacosane 11.92 39.1 ng 3669190 4 11.56 1878220 20.0
n-Hexadecanoic acid 12.07 5.2 ng 486667 4 11.56 1878220 20.0
1,4-Benzenedicarb... 12.58 4.2 ng 390205 4 11.56 1878220 20.0
9-Octadecenamide, ... 12.99 5.0 ng 363503 5 14.22 1461940 20.0
Pentadecane, 8-he... 13.10 79.2 ng 5791020 5 14.22 1461940 20.0
Squalene 13.27 19.1 ng 1395180 5 14.22 1461940 20.0
Eicosane, 10-methyl- 13.88 98.0 ng 7163240 5 14.22 1461940 20.0
Docosane 14 .47 98.6 ng 7210330 5 14.22 1461940 20.0
Eicosane, 9-octyl- 14.79 2.4 ng 173943 5 14.22 1461940 20.0
Heneicosane 15.02 74.7 ng 5832170 6 15.78 1561650 20.0
Supraene 15.07 16.6 ng 1296040 6 15.78 1561650 20.0
unknownl15.42 15.42 10.2 ng 796545 6 15.78 1561650 20.0
Heptadecane, 9-oc... 15.64 43.8 ng 3423170 6 15.78 1561650 20.0
Hexatriacontane 16.25 2.3 ng 179518 6 15.78 1561650 20.0
Docosane, 11-butyl- 16.34 17.5 ng 1367400 6 15.78 1561650 20.0
Heptacosane, 1-ch... 16.81 2.7 ng 213916 6 15.78 1561650 20.0
Hexacosane 17.18 7.3 ng 568817 6 15.78 1561650 20.0
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