LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 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-BF120518 .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

3.216 189 192 204 rBV 127993 276589 2.25% 0.273%
5.016 489 498 505 rBvV 519540 700158 5.69% 0.691%
rBvV 11256101 10953859 89.08% 10.808%
6.433 733 739 743 rBV2 11046678 12296550 100.00% 12.133%
6.575 758 763 766 rBV 11887990 11204090 91.12% 11.055%
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6 6.804 799 802 806 rvB 3867898 3044989 24.76% 3.004%
7 6.963 825 829 832 rBV 9990734 8416062 68.44% 8.304%
8 7.363 892 897 900 rBV 7667539 7309149 59.44% 7.212%
9 8.086 1016 1020 1023 rBV 5006578 3884441 31.59% 3.833%
10 9.163 1199 1203 1207 rBV 12202833 11229617 91.32% 11.080%

11 9.557 1266 1270 1272 rBV 1380579 1171550 9.53% 1.156%
12 9.839 1314 1318 1322 rBV2 4645126 3934307 32.00% 3.882%
13 10.621 1447 1451 1455 rBV 6301509 5766718 46.90% 5.690%
14 11.321 1566 1570 1573 rBV 4002669 3317733 26.98% 3.274%
15 11.345 1573 1574 1577 rVB 267888 127858 1.04% 0.126%

16 11.857 1657 1661 1666 rBV2 1051772 1029958 8.38% 1.016%
17 12.527 1772 1775 1779 rBV 409851 379825 3.09% 0.375%
18 12.639 1790 1794 1800 rBV2 479397 538325 4._.38% 0.531%
19 12.757 1808 1814 1818 rVB 385240 399190 3.25% 0.394%
20 12.910 1835 1840 1843 rBV 8434845 7596152 61.77% 7.495%

21 13.809 1990 1993 1999 rVB 722422 740768 6.02% 0.731%
22 13.951 2013 2017 2020 rBV 3355710 3302772 26.86% 3.259%
23 13.980 2020 2022 2024 rVB 180912 138874 1.13% 0.137%
24 14.139 2046 2049 2052 rBV 163618 147788 1.20% 0.146%
25 14.445 2098 2101 2107 rBV 446490 489055 3.98% 0.483%

26 14.745 2149 2152 2156 rBV 203950 203177 1.65% 0.200%
27 14.821 2162 2165 2169 rVB2 232279 255488 2.08% 0.252%
28 15.074 2206 2208 2211 rBV 227822 239593 1.95% 0.236%
29 15.392 2257 2262 2266 rVV 1468459 1795763 14.60% 1.772%
30 15.451 2269 2272 2275 rVB 191139 230379 1.87% 0.227%

31 15.874 2341 2344 2348 rVB 178565 229042 1.86% 0.226%

Sum of corrected areas: 101349819
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111123.D
1.2e+07 542 6.4:? 57

le+07 6,96

8000000 7.36

6000000

4000000 6.80

2000000

5.02

e T B .l L L, e L

I
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: BF111123.D
1.2e+07 9|16

1e+07

12.91
8000000

10.62
6000000
8.09

4000000 1132

2000000
9.56 11.86
11.34 ﬂ 1282 QQ.ZE}

T T B T L L M s e B L e e

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: BF111123.D
1.2e+07

1e+07

8000000

6000000

4000000 13.95

2000000

15.87

e

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.02 4.60 ng 700158 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 64
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 3.3-Dimethvlbutvlamine 101 C6H15N 015673-00-4 7
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 499 (5.022 min): BF111123.D (-489) (-) m/z 43.10 100.00%
431
5000 591
1011 450 4k 500 550 av0
ot ol 830 ,|. Aear 1689 2070 | Tnsz 59.10  50.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a5 2k Sho 5k S
0,
150 1010 m/z 101.10 16.92%
0 Wl 83.0
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3686: 1-Propen-2-ol, acetate
43.0
460 480 500 520 540
5000 m/z 58.05 14_.97%
15.0 ‘ 7%.0 100.0
0...‘. | U —
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester e RRERE RS m e
43.0 4.60 4.80 5.00 520 5.40
m/z 41.05 7.96%
5000 50.0
101.0
oL 20 [l I 830
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.57 Concentration Rank 1

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

6.57 73.59 ng 11204100 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 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 14
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 762 (6.569 min): BF111123.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 ‘ 96.0 AR AREE AR S
54.0 6.20 6.40 6.60 6.80 7.00
o.,....,...!!'!...,!!..,.:.'.|,..'=~.,??.?,..!.,.’f.p.7.,°.1.1.7.,°....,~'...1,4§?-9.,. m/z 68.10 45.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A L A
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.04%
0'|“'wt“ww!”|!“'w'“i“?t9“'w'“l”'w'“'w'“ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0
ot 550 om0 650 680 700
5000 ' m/z 66.10 30.64%
51.0 7.0
39.0 ‘ 65.0 ‘ 010 115.0
O'I”'W'”'P'“IL'W“L'PIH‘”'W““'P'“I”'W'“'I"W'”'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.69%
5000
92.0
65.0
om0 B0 si0 %0 7o | 1m0, |
m/z--> 20 3'0 4'0 50 6|0 70 8|0 90 100 11'0 12'0 130 140 150 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\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 6.21 ng 1029960 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 1662 (11.863 min): BF111123.D (-1657) (-) m/z 43.10 100.00%
431 |, 73.0
5000 129.1
97.1 213.2 A
U“ 157.1 185.2 2562 00 o 1160 1180 12.00 12.20
O et - m/z 72.95 96.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 1290 LI L L L LB LB
nmnmnmnm
m/z 59.95 93.62%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0
430 1150 1180 17,00 1220
5000 129.0 m/z 57.10 87.77%
171.0
97.0 214.0
ol A el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid T T e e
43.0 730 11.60 11.80 12.00 12.20
m/z 55.05 76.25%
5000 256.0
213.0
‘ 157.0 185.0
0 ---|----|----|-Mv R A BEE R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.64 3.26 ng 538325 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1794 (12.639 min): BF111123.D (-1790) (-) m/z 43.10 100.00%
431 139
5000
129.1
97.0 T
185.2 241.2 284.3 12.40 12.60 12.80 13.00
o 1502 213.2 m/z 73.05  83.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

3.0

5000
12.40 12.60 12.80 13.00

m/z 60.00 78 .04%

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 730
e A lAEEa A
12.40 12.60 12.80 13.00
5000 256.0 m/z 57.10 77.88%
. 213.0
‘ ‘ ‘ 157.0 185.0
Ol .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 W
Abundance #95851: Pentadecanoic acid R B R mmms e
43.0 730 12.40 12.60 12.80 13.00
m/z 55.05 74.18%
5000 129.0
0.1.5.'?.‘a..‘i‘:‘.. R AR Em s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Trifluoroacetic acid, penta... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.81 4.49 ng 740768 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 1993 (13.809 min): BF111123.D (-1990) (-) m/z 57.10 100.00%
57.1
97.1
5000
LR SRR DAL SUNRL B
39.1 13.40 13.60 13.80 14.00 14.20
ol | 0 18100152248.2280.3 3342 3802 LT 43T05 98 84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
97.0
5000 AR SRR SRR SURBLRA
13140 13.60 13.80 14.00 14.20
m/z 55.05 93.36%
o 15.0 40.0 182.0 255.0  306.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 LR SRR DAL SUNRL B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 77 .48%
ol15.0] | | ‘ J HPQO 177,02100 255.0 356.0
m/z--> 55 100 150 260 250 300 350 400 N,MJ«AMNk”-J
Abundance #151538: 1-Docosene R
58.0 13.40 13.60 13.80 14.00 14.20
m/z 69.10 66.17%
97.0
5000
o 14.0{ 111 \ 1390 1810 308.0 K*”V\”“"“JVN‘“”
m/z--> 5'0 100 1&'30 200 250 300 350 400 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\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Oxalic acid, hexyl pentadec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.44 2.96 ng 489055 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. hexvl pentadecvl ester 384 C23H4404 1000309-24-9 72
2 Eicosane 282 C20H42 000112-95-8 60
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 58
4 Tetracosane 338 C24H50 000646-31-1 55
5 Oxalic acid, heptadecyl hexyl ester 412 C25H4804 1000309-25-1 52
Abundance Scan 2100 (14.439 min): BF111123.D (-2098) (-) m/z 57.10 100.00%
571.1
5000
42 2071 14.20 14.40 14.60 14.80
obrdid 259.3 316.3355.1397.4 487.4528.3 n/z 43.10 79 60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #204513: Oxalic acid, hexyl pentadecyl ester
43.0
85.0
5000 L UL I B SRR
14:20 14.40 14.60 14.80
m/z 71.10 55.00%
255.0
ol L] f}1250 1760 7]
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129491: Eicosane
57.0
1420 14.40 14,60 14.80
5000 m/z 55.00 39.02%
o “ 3? 141.0183.0225.0 282.0
m/z--> 50 100 1%0 260 250 360 350 400 450 500
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester b RREmE EE e
57.0 14.20 14.40 14.60 14.80
m/z 85.10 37.26%
5000
97.0
0 | N 1] 11390 22402690
m/z--> 50 100 150 200 250 300 350 400 450 500 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.26 ng 203177 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Eicosane 282 C20H42 000112-95-8 81
4 Triacontane 422 C30H62 000638-68-6 81
5 Hexadecane 226 C16H34 000544-76-3 81
Abundance Scan 2151 (14.739 min): BF111123.D (-2149) (-) m/z 57.10 100.00%
57.1
5000
} 149.0
LN BRI SUNR
9.0 14.40 14.60 14.80 15.00
196.1
O bbb L i 200830813301 899.0442.4 504454851 /743,10  57.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane
57.0
5000 LR AR BRI B SURE
14.40 14.60 14. 80 15.00
9.0 m/z 71.10 55.72%
5144 | 1 }#10183.0225.0 296 0
m/z--> 6 55 160 150 200 250 300 3éo 460 4éo 560 séo
Abundance #185533: Pentacosane
14.40 14.60 14.80 15.00
5000 m/z 85.10 41.73%

141.0183.0225.0267.0309.0352.0

0!

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

Abundance #129492: Eicosane R e EEAER R
14.40 14.60 14.80 15.00

m/z 149.00 34.89%

5000

" 141.0183.0225.0 282.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.85 ng 255488 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 89
2 Bis(3-methvlbut-3-envl) phthalate 302 C18H2204 022711-53-1 64
3 Saualene 410 C30H50 000111-02-4 64
4 Farnesol isomer a 222 C15H260 1000108-92-4 64
5 Supraene 410 C30H50 007683-64-9 64
Abundance Scan 2165 (14.821 min): BF111123.D (-2162) (-) m/z 69.10 100.00%
69.1
5000 149.1 w¢mAvwaA¢“ﬁ“ﬁ~vvvﬂw”V-~aﬂ
189.1 2532 296.2 14.60 14.80 15.00 15.20
O .L".J L, ,..ill.‘.J,l.-. e i e 5201 4041 4583 m/z 81.10 51.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
64.0
5000 LRI S B SULILLN
1460 14.80 15.00 15.20
m/z 149.10 36.84%
29. d 1230
0""'|'J 'JH'LHE}??QI""P"'I""I""I'”'I""
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146405: Bis(3-methylbut-3-enyl) phthalate
69.
149.0 S
14.60 14.80 15.00 15.20
5000 m/z 41.00 30.35%
108.0
0 ng 1 \‘ Ll 1 21?'0 302.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215930: Squalene N B B !
69.0 14.60 14.80 15.00 15.20
m/z 95.10 13.79%
5000
o gy 13}9 191.0231.0273.0  341.0  410.0
TTTTTT III""I""IIIII rrrTrrrrrTTrTT T T T T T T T rrrryrrTTTTTT T T T TTT T
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Tridecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.67 ng 239593 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 76
3 Tricosane 324 C23H48 000638-67-5 68
4 Eicosane 282 C20H42 000112-95-8 64
5 Octadecane 254 C18H38 000593-45-3 64

Abundance Scan 2207 (15.068 min): BF111123.D (-2206) (-) m/z 57.10 100.00%

5000

14.80 15.00 15.20 15.40

147.0194.2 252.1 3141  390.2 475.3 526.3

0 m/z 43.10 57.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 LN L L LB TTTT TTTT
14.80 15.00 15. 20 15. 40
m/z 85.10 47 .25%
9.0 183.0
o ) 11410 3100
,,,, R BN s e s e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100330: 2-Bromo dodecane
57.0
R EERERE SRR R
14.80 15.00 15.20 15.40
5000 m/z 71.10 35.03%
9.0  169.0
o5y hyi ], 248.0
R o LA o o o RN i e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164577: Tricosane AR EEEEE RS

14.80 15.00 15.20 15.40
m/z 41.05  24.84%

5000

324.0
141.0183.0225.0267.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Eicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.45 2.57ng 230379  Perylene-di2 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gicosane 282 C20H42 000112-95-8 81

2 15-Methviltritriacontane 479 C34H70 1000131-20-3 81
3 Octadecane 254 C18H38 000593-45-3 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 2272 (15.451 min): BF111123.D (-2269) (-) m/z 57.10 100.00%
57.1
5000
0.1 " 1520 15.40 15.60 15.80
141.1 2211 282.1
obrd b LS, 2201 2821 3450 4062 49345420\ o431 64.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
5000 LI BRI BN BULLILE B

15.20 15.40 15.60 15.80
m/z 71.05 60.93%

" 141.0183.0225.0 282.0

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232380: 15-Methyltritriacontane
57.0
R R EEEE RS
15.20 15.40 15.60 15.80
m/z 85.10 43 .57%
5000 224.0
9.0 280.0
o | 14201830 | | | 3370 42104630
o L e o L LI I I o e o B e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105885: Octadecane I a BREmEEES
15.20 15.40 15.60 15.80
m/z 55.10 22.81%
5000

141.0183.0 254.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550

15.20 15. 40 15. 60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111123.D

Aca On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample : J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Dodecane, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.55 ng 229042 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 4-methvl- 184 C13H28 006117-97-1 70
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 68
3 Eicosane 282 C20H42 000112-95-8 68
4 Octacosane 394 C28H58 000630-02-4 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 2343 (15.868 min): BF111123.D (-2341) (-) m/z 57.10 100.00%
57.1
5000
o 15,60 15.80 16.00 16.20
148.0 207.1 2820 : : :
o b b g80 20T 282032313632 4302 4903 | StU G 40 ey
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48846: Dodecane, 4-methyl-
43.0
5000 5.0 LI B SUMRLN LR B
15.60 15.80 16.00 16.20
m/z 43.10 45_77%
141.0
O |"“|"'!'%§{O"“ LRI DAL SRR WAL L B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38349: Decane, 3,8-dimethyl-
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.10 41.17%
9.0 141.0
e S U L U L UL WL B WL L B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129491: Eicosane AR EEEEE RS
57.0 15.60 15.80 16.00 16.20
m/z 41.10 22 .86%
5000
A 90‘141018302250 282.0
mz-> 0 5'0 100 150 200 250 3(')0 350 400 450 500 15,60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120518\
Data File : BF111123.D

Acq On : 5 Dec 2018 22:39

Operator : JU/SJ

Sample - J6184-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 4.6 ng 700158 1 6.80 3044990 20.0
unknown6 .57 6.57 73.6 ng 11204100 1 6.80 3044990 20.0
Tetradecanoic acid 11.86 6.2 ng 1029960 4 11.32 3317730 20.0
Octadecanoic acid 12.64 3.3 ng 538325 5 13.96 3302770 20.0
Trifluoroacetic a... 13.81 4.5 ng 740768 5 13.96 3302770 20.0
Oxalic acid, hexy... 14.44 3.0 ng 489055 5 13.96 3302770 20.0
Heneicosane 14.74 2.3 ng 203177 6 15.39 1795760 20.0
1,5,9-Undecatrien... 14.82 2.9 ng 255488 6 15.39 1795760 20.0
Tridecane, l1l-iodo- 15.07 2.7 ng 239593 6 15.39 1795760 20.0
Eicosane 15.45 2.6 ng 230379 6 15.39 1795760 20.0
Dodecane, 4-methyl- 15.87 2.5 ng 229042 6 15.39 1795760 20.0
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