LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 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-BF120818.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 5.016 490 498 505 rvB 426824 613890 6.11% 0.709%
2 5.422 562 567 570 rBVY 9109321 9015546 89.70% 10.411%
3 6.434 733 739 751 rBVY 9146738 10050216 100.00% 11.606%
4 6.575 758 763 766 rBY 8995054 9251720 92.05% 10.684%
5 6.804 798 802 805 rBY 3216644 2831163 28.17% 3.269%
6 6.957 824 828 832 rBVY 7347498 7106603 70.71% 8.207%
7 7.363 891 897 900 rBVY 6114572 6042378 60.12% 6.978%
8 8.081 1015 1019 1023 rBvY 3828586 3557125 35.39% 4.108%
9 9.163 1198 1203 1206 rBY 10300745 8942104 88.97% 10.326%
10 9.551 1266 1269 1272 rBV 835184 642257 6.39% 0.742%

11 9.839 1312 1318 1322 rBV 3768040 3346509 33.30% 3.865%
12 10.622 1447 1451 1455 rBV 4779691 4247742 42.27% 4._.905%
13 11.063 1523 1526 1535 rVB 497853 571979 5.69% 0.661%
14 11.322 1566 1570 1573 rBV 2930124 2564454 25.52% 2.961%
15 11.857 1657 1661 1668 rBV 2155977 2090316 20.80% 2.414%

16 11.916 1668 1671 1680 rVB3 257667 436217 4_.34% 0.504%
17 12.527 1772 1775 1779 rBV 179137 206012 2.05% 0.238%
18 12.563 1779 1781 1788 rVV5 149471 227763 2.27% 0.263%
19 12.639 1791 1794 1799 rVV 1034334 995281 9.90% 1.149%
20 12.692 1800 1803 1808 rVvVv2 256977 369568 3.68% 0.427%

21 12.757 1812 1814 1818 rVB 166618 147655 1.47% 0.171%
22 12.910 1835 1840 1843 rBV 5916125 5579384 55.52% 6.443%
23 13.827 1992 1996 2006 rVB2 587991 999599 9.95% 1.154%
24 13.957 2014 2018 2021 rBV 2328831 2140901 21.30% 2.472%
25 14.445 2098 2101 2103 rBV 272705 299825 2.98% 0.346%

26 15.074 2205 2208 2213 rVB 1793751 1960897 19.51% 2.264%
27 15.392 2259 2262 2266 rVB 1255425 1468989 14.62% 1.696%
28 15.874 2340 2344 2349 rVB 642502 887718 8.83% 1.025%

Sum of corrected areas: 86593811
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120818.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: BF111260.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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.

5.02 4.34 ng 613890 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 499 (5.022 min): BF111260.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 NSRS RS SURRE AR
| 711 830 | 4.60 4.80 5.00 520 5.40
Ot e e e e S e e e e e m/z 59.10 54 _.41%
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 RN UL LR LAREE AR
59.0 460 480 500 520 5.40
0
150 4, 1010 m/z 101.10 18.66%
' 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
460 480 500 520 540
5000 m/z 58.00 14.21%
410 101.0
0 15.0 27\\0\ 1 H | [1Lly Zl'o 83\0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester BEASEEEEEEEa s e ]
59.0 4.60 4.80 5.00 520 5.40
m/z 41.05 7.43%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.57 Concentration Rank 1

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

6.57 65.36 ng 9251720 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF111260.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SARPEAAREE AR SRR
40.0 540 J 6.20 6.40 6.60 6.80 7.00
0 482 L e m/z 68.10 44.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AT

620 6.40 6.60 6.80 7.00
m/z 134.00 33.40%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
A BEERE R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.05 29.18%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.79%
74.0
5000 98.0 116.0
SIS PR MR W T YY1 SO | 6 A
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 n-Dodecyl methacrylate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.06 4_.46 ng 571979 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91
2 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 91
3 5-Undecene. 5-methvl-. (2)- 168 C12H24 057024-93-8 49
4 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 46
5 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 46
Abundance Scan 1526 (11.063 min): BF111260.D (-1523) (-) m/z 69.10 100.00%

410 69.1
87.1
5000
111.1 SRR IR SN R
1402 10.80 11.00 11.20 11.40
ol 1082 195221522332 | 07 41705 86.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #105674: n-Dodecyl methacrylate
410 640
87.0
5000 L UL B SULLE I

10.80 11.00 11.20 11.40
111.0 m/z 87.10 72.52%

140.0 168.0 1932110

150 | ||

ol S Pl e T 2 G M.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82816: 2-Propenoic acid, 2-methyl-, decyl ester
69.0 87.0
T T T
410 10.80 11.00 11.20 11.40
5000 m/z 43.10 49.91%
111.0 140.0
oltso s Il L | sesomsso z0m0z270
A B B B mam
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36823: 5-Undecene, 5-methyl-, (2)- e  RRRaE Bam s
69.0 10.80 11.00 11.20 11.40
m/z 55.05 45_.96%
o T WMLM
111.0
168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 80 11. 00 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 4

R.T. EstConc Area Relative to ISTD R.T.
11.86 16.30 ng 2090320 Phenanthrene-d10 11.32
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Nonanoic acid 158 C9H1802 000112-05-0 47

Abundance Scan 1662 (11.863 min): BF111260.D (-1657) (-) m/z 73.00 100.00%
431 73.0
5000 A\_
1160 11.80 12.00 12.20
0 m/z 43.10 93.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L B B SULRN U
83.0 11.60 11.80 12.00 12.20
J‘“ 1570 1550 2130 2560 m/z 59.95 88.85%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72647: Tridecanoic acid
73.0
43.0 1160 11.80 12.00 12.20
5000 129.0 m/z 57.10 84 .00%
171.0
97.0 214.0
ok |||||||‘i .‘..”.“’.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid B i B S L
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 41.05 73.14%
5000 129.0
olt5:0 0 Wl =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20

8270-BF120818.M Tue Dec 11 12:10:47 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Cetene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.40 ng 436217 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 91
2 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 91
3 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 90
4 1-Pentadecene 210 C15H30 013360-61-7 72
5 2-Propenoic acid, 2-methyl-, dec... 226 C14H2602 003179-47-3 72
Abundance Scan 1672 (11.921 min): BF111260.D (-1668) (-) m/z 69.10 100.00%
69.1
41.1
5000
U DA IR SRR B
1391 1651 2011 11.60 11.80 12.00 12.20
Ol 2231 293 m/z 41.10 63.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81243: Cetene
41.0
83.0
5000 U DR SRS SR BN
11.60 11.80 12.00 12.20
m/z 87.10 61.34%
ol 15.0 139.0 168.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92620: Thieno[2,3-d]-1,3-thiaselenol-2-thione
69.0 U
45.0 238.0 11.60 11.80 12.00 12.20
117.0 0
5000 m/z 55.10 46.90%
1580 1g40
on.w”.w.”w.”w?é?.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105677: n-Dodecyl methacrylate L e AR
69.0 11.60 11.80 12.00 12.20
m/z 83.10 42 _.73%
i 140.0 168.0 211.0 236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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.
12.64 7.76 ng 995281 Phenanthrene-d10 11.32
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 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Tetradecanoic acid 228 C14H2802 000544-63-8 45
Abundance Scan 1794 (12.639 min): BF111260.D (-1791) (-) m/z 43.10 100.00%
43.1 73.0
5000 1291
1852 2412 g4 " 12140 1260 12.80 13.00
0 dhoabod o b b L m/z 73.00 86.29%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid

12.40 12.60 12.80 13.00
m/z 57.10 84.41%

5000

0
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
R AAREERES L
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 75.10%
‘ L 199.0 242.0
0..‘.L,".‘.".‘ .“..hlsg'q”L....\ —
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt R e e R REEEa ey
73.0 12.40 12.60 12.80 13.00
m/z 55.10 70.70%
43.0 155.0
5000
I 115. 4
oL 11| | tJ M{JA | 2170 2790 3300 3870

m/z--> 50 150 200 250 300 350 12.40 12 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Methacrylic acid, hexadecyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.69 3.45 ng 369568 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methacrvlic acid. hexadecvl ester 310 C20H3802 1000340-29-2 91
2 Methacrvlic acid. pentadecvl ester 296 C19H3602 1000340-29-1 90
3 Methacrvlic acid. nonadecvl ester 352 C23H4402 1000340-29-5 58
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 52
5 1-Undecene, 7-methyl- 168 C12H24 074630-42-5 43
Abundance Scan 1803 (12.692 min): BF111260.D (-1800) (-) m/z 69.10 100.00%
5000 ‘WWA\A}L\J\W
1271 1771 2240  269.2 302.2 12.40 12.60 12.80 13.00
o m/z 87.00 97 .76%
m/z--> 50 100 150 200 250 300 350
Abundance #153148: Methacrylic acid, hexadecyl ester
817.0
41.0
5000 A BN BN LN UL
12.40 12.60 12.80 13.00
m/z 41.10 82 .44%
0 L 2“I’L'Om154.o 196.0224.0  267.0  310.0
m/z--> 50 100 150 200 250 300 350
Abundance #141289: Methacrylic acid, pentadecy! ester
87.0
12.40 12,60 12,80 13.00
soo0l 430 m/z 43.10 64.91%
o L) %50 154018202100 2530 2060
m/z--> 50 100 150 200 250 300 350
Abundance #185496: Methacrylic acid, nonadecy! ester R R e R
87.0 12.40 12.60 12.80 13.00
m/z 57.10 60.97%
5000 57.0
29.0 125.0
oLl ‘mmﬁ@EW@W@@@@”mwlﬁw B ——
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Fumaric acid, 2-chloropropy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 9.34 ng 999599 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2-chloropropvl tri... 374 C20H35CI04 1000348-57-1 98
2 1-Docosene 308 C22H44 001599-67-3 96
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 96
4 Cvclooctacosane 392 C28H56 000297-24-5 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1996 (13.827 min): BF111260.D (-1992) (-) m/z 57.10 100.00%

51.1

;

5000
11.1

13.60 13.80 14.00 14.20
183.2 234.2 . . . . .
284.0328.2369.3 457.4 5275 m/z 43.10 89.82%

QSRR S N N N e e S L S i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #199267: Fumaric acid, 2-chloropropy! tridecyl ester

55.

117.0

s

13!60 13.I80 14.I00 14!20
m/z 55.10 82.58%

5000

ol L.

| I
m/z--> 0 50 100 150 200 250 300 350 400 450 500

r

Abundance #151538: 1-Docosene
55.0
R N R A REEEmmas
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 78.90%
0 14. ' ‘ l %3?'9181-0 308.0 A/\¢l—fj\\/ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #163020: 9-Tricosene, (2)- R mEEEE RS S
57.0 70 13.60 13.80 14.00 14.20
' m/z 97.10 69.11%
- MJ/'WW
39.0 322.0
ol15. ]l |, 182.0224.0266.0
I e o O B LA I o o e o e R N R A REEEmmas
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 10 unknownl4.44 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .44 2.80 ng 299825 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 25
2 1-Eicosanol. 2-hexadecvl- 523 C36H740 017658-63-8 9
3 Morpholine. 2.6-dimethvl- 115 C6H13NO 000141-91-3 9
4 1-Heptadecanamine 255 C17H37N 004200-95-7 9
5 Dotriacontane, 1,32-dibromo- 606 C32H64Br2 121955-26-8 7
Abundance Scan 2100 (14.439 min): BF111260.D (-2098) (-) m/z 57.10 100.00%
57.1
5000

9.1 .
14.20 14.40 14.60 14.80

155.1 207.1 260.1303.1345.3 3973 4852 546.4
Ol r e 8031 m/z 43.10 64.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4114: 2-Furanmethanamine, tetrahydro-
30.0
5000 LIRS
14.20 14.40 14.60 14.80
m/z 85.10 52.42%
4.0
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #237359: 1-Eicosanol, 2-hexadecyl-
57.0
R N REEE R RS
14.20 14.40 14.60 14.80
5000 m/z 71.10 48.67%
o 252.0. 5040
o 15301950 “°%7294.0336 0379.0  462.0
e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7826: Morpholine, 2,6-dimethyl- b RREmE EE e
30.0 14.20 14.40 14.60 14.80
m/z 55.10 24 .55%
5000 115.0
.0
L e o o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.20 14.40 14.60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.07 26.70 ng 1960900 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2207 (15.068 min): BF111260.D (-2205) (-) m/z 57.10 100.00%

5000

0.1 L e L L o
14.80 15.00 15.20 15.40
155.1
211.1 291.2 353.0 407.2449.2 507.4548.5 m/z 43.10 63.21%

o . .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000 LA L L L L L LB

14.80 15.00 15.20 15.40
m/z 71.10 61.38%

141.0183.0225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #202662: Heptacosane

)]
!
o

14.80 15.00 15.20 15.40
5000 m/z 85.10 44 _51%

.0
141.0183.0225.0267.0 323.0 380.0

%

e e et LA LM S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane L B B B
14.80 15.00 15.20 15.40
m/z 55.10 23.10%
5000

%

141.0183.0225.0267.0  338.0
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111260.D

Aca On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample : J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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, 10-methyl-

Concentration Rank 5

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

15.87 12.09 ng 887718 Perylene-d12 15.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 74

2 Behenvl chloride 344 C22H45CI 042217-03-8 72

3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 72

4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72

5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 64
Abundance Scan 2343 (15.868 min): BF111260.D (-2340) (-) m/z 57.10 100.00%

5

15.60 15.80 16.00 16.20

155.2197.2239.2 287.9 344.3 393.4

0 m/z 71.10 57.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 LA L L L L L L
15 60 15. 80 16. 00 16 20
9.0 m/z 43.10 55.80%
7 154.0
|y .} }197.0239.0281.0
O o S

473.3 533.3

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #180096: Behenyl chloride

i

57.0

15.60 15.80 16.00 16.20
5000 m/z 85.10 45 _50%

9.0
15& hﬂ 1141.0183.0 245.0287.0 344.0

0“..\..”,.”.‘H.. . e o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #194499: Eicosane, 7-hexyl- T
57.0 15.60 15.80 16.00 16.20
m/z 55.10 19.13%
5000
9.0
o 1 141.0182.0595 ¢ 281.03220
A e e e T R B AL W e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15 60 15. 80 16. OO 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121018\
Data File : BF111260.D

Acq On : 10 Dec 2018 23:31

Operator : JU/SJ

Sample - J6302-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_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... 5.02 4.3 ng 613890 1 6.80 2831160 20.0
unknown6 .57 6.57 65.4 ng 9251720 1 6.80 2831160 20.0
n-Dodecyl methacr... 11.06 4.5 ng 571979 4 11.32 2564450 20.0
n-Hexadecanoic acid 11.86 16.3 ng 2090320 4 11.32 2564450 20.0
Cetene 11.92 3.4 ng 436217 4 11.32 2564450 20.0
Octadecanoic acid 12.64 7.8 ng 995281 4 11.32 2564450 20.0
Methacrylic acid,... 12.69 3.5 ng 369568 5 13.96 2140900 20.0
Fumaric acid, 2-c... 13.83 9.3 ng 999599 5 13.96 2140900 20.0
unknownl14 .44 14 .44 2.8 ng 299825 5 13.96 2140900 20.0
Octacosane 15.07 26.7 ng 1960900 6 15.40 1468990 20.0
Eicosane, 10-methyl- 15.87 12.1 ng 887718 6 15.40 1468990 20.0
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