LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 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-BF102318.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 2.304 31 37 45 rVB 429164 603242 21.18% 2.462%
2 5.204 527 530 543 rVB 87024 129720 4 .55% 0.529%
3 5.587 590 595 598 rBVY 2484139 2410648 84.64% 9.838%
4 6.581 759 764 775 rBVY 2183618 2686529 94.32% 10.963%
5 6.728 784 789 792 rBV 2699042 2598294 91.23% 10.603%
6 6.951 824 827 831 rBV 546372 498522 17.50% 2.034%
7 7.110 850 854 857 rBVY 2147671 1926426 67.64% 7.862%
8 7.516 918 923 937 rBVY 1422846 1651148 57.97% 6.738%
9 8.239 1041 1046 1057 rBV 606715 656252 23.04% 2.678%
10 9.310 1223 1228 1231 rBvV 3005667 2848207 100.00% 11.623%

11 9.704 1290 1295 1304 rBV 287500 276266 9.70% 1.127%
12 9.998 1340 1345 1355 rBvV 760075 742392 26.07% 3.030%
13 10.786 1475 1479 1491 rBV 1660699 1665142 58.46% 6.795%
14 11.486 1594 1598 1606 rBV 778664 733444 25.75% 2.993%

15 11.827 1652 1656 1660 rBV 50889 68663 2.41% 0.280%
16 12.033 1687 1691 1695 rVB 38945 48379 1.70% 0.197%
17 12.510 1768 1772 1775 rBV3 32310 38246 1.34% 0.156%
18 12.927 1839 1843 1850 rVB3 23579 38404 1.35% 0.157%
19 13.068 1863 1867 1871 rBV 2455432 2381201 83.60% 9.717%
20 13.621 1956 1961 1963 rBV2 27010 29162 1.02% 0.119%
21 13.945 2012 2016 2020 rBV 165861 176454 6.20% 0.720%
22 13.986 2021 2023 2030 rVB 26885 35807 1.26% 0.146%
23 14.133 2044 2048 2054 rVB 545331 497897 17.48% 2.032%
24 14.262 2064 2070 2077 rVB2 73389 88162 3.10% 0.360%
25 14.568 2118 2122 2129 rBV 96007 99802 3.50% 0.407%

26 14.886 2171 2176 2182 rBV 149314 163307 5.73% 0.666%
27 15.233 2231 2235 2246 rVB 178723 228153 8.01% 0.931%
28 15.633 2298 2303 2304 rBvV 214192 248302 8.72% 1.013%
29 15.656 2304 2307 2318 rVB 331049 469885 16.50% 1.918%
30 16.086 2375 2380 2386 rBV 135292 216561 7.60% 0.884%

31 16.162 2388 2393 2398 rBV7 30389 56608 1.99% 0.231%
32 16.621 2465 2471 2478 rVB 75357 137358 4.82% 0.561%
33 17.245 2572 2577 2583 rVB2 28934 55878 1.96% 0.228%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 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-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 24504461
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance -
3000000 TIC: BF110403.D

6.73

2500000 5.59

6.58 711

2000000
1500000 7.52
1000000

6.95
500000{ 2.30

%0 L U

U T e . L i e ,H /B ..

I 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 -
3000000 ol31 TIC: BF110403.D

2500000 13.07

2000000
10.79

1500000

1000000
10.00 11.49

500000
9.70

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance -
3000000 TIC: BF110403.D

2500000
2000000
1500000

1000000

14.13
500000 15.66

1489 1523 1563 4609
7 i - 6.62

16.16 16.

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

13.94
13.62 99/|14.26 145 17.24

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.30 24 .20 ng 603242 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (2.298 min): BF110403.D (-31) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.0 87.1

| 220 240 2.60
O bl s e e e e | M/Zz 43.05 43.82%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 T T T T LI B
43.0 220 240 2.60
550 87.0 m/z 55.00 29.58%
o LT LT
0 Ll MAN L],
B o e ELALALIN I L o o R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L ——
220 240 2.60
5000 410 550 m/z 87.10 25.19%
29.0
o ] sro 1120 a0
0.,....,....,....,....,...,....,....,....,....,....,....,....
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- 4T T

73.0 2 20 2. 40 2.60
m/z 41.00 13.65%

5000 43.0
58.0
29.0 87‘-0
A1

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9

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

5.20 5.20 ng 129720 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Guanidine 59 CH5N3 000113-00-8 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 529 (5.198 min): BF110403.D (-527) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 6.0 1°|1-° 480 500 520 540 5.60
R e o o e s e R e m/z 59.00 57 .56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN UL R L I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 16.26%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 450 500 550 540 560
5000 m/z 58.00 13.75%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime P e
43.0 480 5.00 520 5.40 5.60
m/z 41.05 8.05%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.73 104.24 ng 2598290 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12

2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9

5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 789 (6.728 min): BF110403.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
T
40.0 540 96| 0 s J 6.40 6.60 6.80 7.00
0 L L L T S B B B I o m/z 68.10 40.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 670 |||||||A||||||||||||||||
6.40 6.60 6.80 7.00
m/z 134.00 33.08%
0f e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
T e
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 26.12%
oy b o L | wseo 10
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R Ema R EEEE L
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.24%
117.0
5000
39.0 910
e L)
0 | ‘\ \‘\\ ‘M L oy wl ‘\ m ‘
L e o I LA B o e B o AL A o e e T T T
m/z--> 20 40 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Docosyl pentafluoropropionate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.94 7.09 ng 176454 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 91
Abundance Scan 2015 (13.939 min): BF110403.D (-2012) (-) m/z 57.05 100.00%
57.0
97.1
5000
90 2070 1360 1380 1400 140
ob—tY : m/z 43.05 95.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57.0
97.0
5000 AR RGN IR
13.60 13.80 14.00 14.20
m/z 55.00 78 .64%
ol J |,,|3f?1810 22402640 3080 353.0 454.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
510 g70
13.60 13.80 14.00 14.20
5000 m/z 83.05 68.98%
0 ,J ‘ ‘ LJ\}Jl. 182.0 222.0 266.0 311.0 412.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosy pentafluoropropionate R BRI
57.0 13.60 13.80 14.00 14.20
m/z 69.05 61.74%
97.0
ol L, ‘ [ 3?(3 181.0 224.0 264.0  322.0 367.0 468.0
m/z--> 5'0 1(')0 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .26 3.54 ng 88162 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Pentacosane 352 C25H52 000629-99-2 83
Abundance Scan 2070 (14.262 min): BF110403.D (-2064) (-) m/z 57.10 100.00%
57.1
5000
99.1 249.1 LA SRR DU BURRUR SR
‘ “ L, 141.1 193.1 l 2811 14.00 14.20 14.40 14.60
Oyl i e L o B s e B m/z 43.05 62.71%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LI S B B I
14.00 14.20 14.40 14.60
99.0 m/z 71.05 61.56%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0
| 14.00 14.20 14.40 14.60
5000 m/z 85.10 44 .56%
99.0
0 27,00 | | | | 14 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #194493: Hexacosane e
57.0 14.00 14.20 14.40 14.60
m/z 41.05 28.29%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 14.00 14 20 14.40 14|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .57 4.01 ng 99802 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 2122 (14.568 min): BF110403.D (-2118) (-) m/z 57.10 100.00%

57.1
5000

14.20 14.40 14.60 14.80

113.1
141.1 169.0 207.0

0! m/z 71.10 67 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L L L
14.20 14.40 14.60 14.80
m/z 43.10 64 .80%
29.0 130 4410
o U 1410 1690 197.0 2250 253.0 2960
B L B o e e AR ERES e a sy o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57.0
R S R
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 54.34%
113.0
.”,””“.”P”.P”q.”wnuluup.npn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane R R T T e
57.0 14.20 14.40 14.60 14.80
m/z 55.00 22 .64%
29.0
oL Il | oy jM30,1410 1690 1970 2400
B O L L o e e AN RS SRR R S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
BF110403.D
2 Nov 2018 11:14
Ju/sJ
J5741-11

4 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M

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 Eicosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.89 6.56 ng 163307 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 2177 (14.892 min): BF110403.D (-2171) (-) m/z 57.10 100.00%
57.1
5000
"~141.1169.1 14.60 14.80 15.00 15.20
o 197.1 2430 2811 m/z 71.05 69.58%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 R U B SUMLE B
85.0 14.60 14.80 15.00 15.20
29.0 m/z 43.05 58.51%
o \ ﬁ13°141016901970225025302820
m/z--> 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 1460 14.80 15.00 15.20
5000 ' m/z 85.05 51.45%
29.0 113.0
oL | ‘ || | ] 14101600197.022502530 2960
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T T R T
57.0 14.60 14.80 15.00 15.20
m/z 41.00 24 _.63%
5000 85.0
0 J}Jlﬁﬂywm%mm B%%mmmmw%m
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF102318.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptacosane Concentration Rank 4

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

15.23 9.71 ng 228153 Perylene-d12 15.66

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 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2235 (15.233 min): BF110403.D (-2231) (-) m/z 57.05 100.00%
57.0
5000
|I“ﬁ03%1 1971 0811 15.00 15.20 15.40 15.60
ol b b L e e m/z 43.10 64.19%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA B L L L L L L
15.00 15.20 15.40 15.60
m/z 71.05 62 .58%
99.0
0 2§0| Ll J , 1410 1830 225.0 267.0  323.0 380.0
e e T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
e
15.00 15.20 15.40 15.60
5000 m/z 85.10 45 _.34%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
e e e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T R TR T T
57.0 15.00 15.20 15.40 15.60
m/z 55.05 21.56%
5000
99.0
ol L. | |l |, 1410 1830 2250 267.0 309.0  367.0
e e e o L e e R o
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF102318.M Mon Nov 05 12:12:38 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.09 9.22 ng 216561 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2381 (16.092 min): BF110403.D (-2375) (-) m/z 57.05 100.00%
57.0
5000
sad 15.80 16.00 16,20 16.40
1411 1832 . . . .
ol J,l .J.ll L gede 82 | m/z 43.05 59.80%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LI UL BRI UL UL
15. 80 16. 00 16. 20 16. 40
99.0 m/z 71.05 58.82%
o 27‘r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #141426: Heneicosane
57.0
' 15.80 16.00 16,20 16.40
5000 m/z 85.05 44 .32%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 '
Abundance #194493: Hexacosane T TR RS
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22.67%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 1580 1600 1620 1640

8270-BF102318.M Mon Nov 05 12:12:39 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl6.16 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.16 2.41 ng 56608 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Diamino-7-t-butvl-5.6.7.8-te... 276 C14H20N4S 049620-43-1 43
2 1-T1-(Hvdroxv-phenvl-methvl)-6.7... 383 C23H29N04 114609-12-0 37
3 2-Fluoro-5-(trifluoromethvl)benz... 193 C8H7F4N 199296-61-2 22
4 (E)-2-T1-(3-Hvdroxv-2-furanvlet... 192 C10H804 105399-03-9 22
5 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 14
Abundance Scan 2393 (16.162 min): BF110403.D (-2388) (-) m/z 41.00 100.00%
41.0 192.0 276.1
5000
146.9
97.0 221.0 3321 e
15.80 16.00 16.20 16.40
0! m/z 192.00 93.30%
m/z--> 50 100 150 200 250 300 350
Abundance #124130: 2,4-Diamino-7-t-butyl-5,6,7,8-tetrahydrobenzo[0][...
276.
192.0 i
5000 '|""|""|""|""|L
15.80 16.00 16.20 16.40
43.0 m/z 276.10 83.26%
0 Ly ?70 12101.5?0 1 L 122110 !
m/z--> 50 100 150 200 250 300 350
Abundance #204014: 1-[1-(Hydroxy-phenyl-methyl)-6, 7-dimethoxy-3,4-di...
57.0 276.0
15.80 16.00 16.20 16.40
5000 192.0 m/z 57.10 76.29%
oL 270 | 1050 1480 | | 2210 326.0 3820
m/z--> 50 100 150 200 250 300 350
Abundance #55591: 2-Fluoro-5-(trifluoromethyl)benzylamine I B
30.0 15.80 16.00 16.20 16.40
m/z 175.00 48.44%
5000 192.0
124.0
75.0
oL—4 .‘k“.“ H‘.‘ L'J“I " .'u. I\\%GIS'ﬁ)\I ' e —
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF102318.M Mon Nov 05 12:12:39 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.62 5.85 ng 137358 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Pentacosane 352 C25H52 000629-99-2 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2471 (16.621 min): BF110403.D (-2465) (-) m/z 57.05 100.00%
57.0
%90 "' 1640 16.60 16.80 17.00
41.0 283.1 : : : :
o...,.J.-'*“'ﬁ'“'?331,....,...~.,....,....,... m/z 71.05 63.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
5000 L BRI BN BUULILN B

16.40 16.60 16.80 17.00
m/z 43.05 57.59%

141.0 183.0 225.0

282.0

0
m/z--> 50 100 150 200 250 300 350 400 )\\/\/\/\J\‘W
Abundance #185533: Pentacosane
57.0
e ERAaS EE e S
16.40 16.60 16.80 17.00
5000 m/z 85.10 48.63%
99.0
o280 | | | | 1410 1830 2250 267.0 300.0 352.0
L e A L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B A E e W o e
57.0 16.40 16.60 16.80 17.00
m/z 55.00 21.95%
- /MbbTMM*NN\myJWV““vbwwmwvnwhv
99.0
0260, | | | ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
e P O A e e ERAaS EE e S
m/z--> 50 100 150 200 250 300 350 400 16. 40 16 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110403.D

Aca On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample : J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.24 2.38 ng 55878 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Pentacosane 352 C25H52 000629-99-2 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Octacosane 394 C28H58 000630-02-4 80
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
Abundance Scan 2576 (17.239 min): BF110403.D (-2572) (-) m/z 57.10 100.00%
57.1
5000
]l \ [ s 2620 1700 1720 1740 1760
ol — i, ot m/z 71.10 53.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LIS BRI B SURELE B

17.00 17.20 17.40 17.60
m/z 43.05  45.02%

99.0
]l 1‘ | ; 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0

Ot e e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
R AR EEEES R
17.00 17.20 17.40 17.60
5000 m/z 85.05 42.04%
99.0
o LAy 141.0 183.0 225.0 267.0 309.0 352.0
B B B an s oo S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane e R AR ERmEE e
57.0 17.00 17.20 17.40 17.60
m/z 69.05 19.64%
5000
9.0
ol il i ] 1410 1830 2250 267.0 3090 3660
L o B B T A B AL A m LA AR REEES R
m/z--> 50 100 150 200 250 300 350 400 17.00 17. 20 17. 40 17. 60

8270-BF102318.M Mon Nov 05 12:12:40 2018 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110218\
Data File : BF110403.D

Acq On : 2 Nov 2018 11:14

Operator : JU/SJ

Sample - J5741-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.30 24_.2 ng 603242 1 6.96 498522 20.0
2-Pentanone, 4-hy... 5.20 5.2 ng 129720 1 6.96 498522 20.0
unknown6.73 6.73 104.2 ng 2598290 1 6.96 498522 20.0
Docosyl pentafluo... 13.94 7.1 ng 176454 5 14.13 497897 20.0
Hexacosane 14.26 3.5 ng 88162 5 14.13 497897 20.0
Heneicosane 14 .57 4.0 ng 99802 5 14.13 497897 20.0
Eicosane 14.89 6.6 ng 163307 5 14.13 497897 20.0
Heptacosane 15.23 9.7 ng 228153 6 15.66 469885 20.0
Octacosane 16.09 9.2 ng 216561 6 15.66 469885 20.0
unknownl16.16 16.16 2.4 ng 56608 6 15.66 469885 20.0
Pentacosane 16.62 5.8 ng 137358 6 15.66 469885 20.0
Hentriacontane 17.24 2.4 ng 55878 6 15.66 469885 20.0
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