LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On - 25 Oct 2018 14:33 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

agmple : J5575-06 ssgqouagoHes
isc :

ALS Vial : 9 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 2.346 38 44 52 rvB 494109 676605 14.30% 1.679%
2 3.616 258 260 271 rBV 26924 53217 1.12% 0.132%
3 5.222 529 533 545 rVB 151786 212865 4 _.50% 0.528%
4 5.598 591 597 600 rBY 3983339 4032192 85.22% 10.008%
5 6.593 760 766 771 rBV2 3608283 4623313 97.72% 11.476%
6 6.740 785 791 794 rBV 4296891 4290835 90.69% 10.650%
7 6.963 826 829 833 rBY 1083839 938550 19.84% 2.330%
8 7.122 852 856 860 rBY 3499486 3295971 69.66% 8.181%
9 7.534 919 926 929 rBV 2477527 2779221 58.74% 6.898%
10 8.251 1043 1048 1051 rBvV 1290013 1198547 25.33% 2.975%

11 9.328 1225 1231 1234 rBV 4867204 4731266 100.00% 11.744%
12 9.716 1293 1297 1301 rBV 481984 437204 9.24% 1.085%
13 10.010 1342 1347 1355 rVB 1547484 1369151 28.94% 3.398%
14 10.804 1477 1482 1485 rBV 2966566 2830934 59.83% 7.027%
15 11.498 1597 1600 1604 rBV 1411213 1288820 27.24% 3.199%

16 12.010 1683 1687 1699 rBvV2 129729 154456 3.26% 0.383%
17 13.086 1865 1870 1873 rBV 3742156 3637043 76.87% 9.028%
18 13.969 2016 2020 2032 rVB 205441 266920 5.64% 0.663%
19 14.145 2046 2050 2054 rBV 893724 786679 16.63% 1.953%
20 14.286 2070 2074 2079 rBV 82915 74702 1.58% 0.185%

21 14.592 2122 2126 2131 rBV 163221 157183 3.32% 0.390%
22 14.916 2175 2181 2187 rBV 227340 271586 5.74% 0.674%
23 15.268 2236 2241 2250 rVB 297185 367804 7.77% 0.913%
24 15.674 2303 2310 2315 rBV2 816895 1150050 24.31% 2.855%
25 16.133 2381 2388 2395 rBV 236523 381906 8.07% 0.948%

26 16.668 2473 2479 2488 rVB 110050 210213 4._.44% 0.522%
27 17.298 2581 2586 2594 rVB3 33992 70561 1.49% 0.175%

Sum of corrected areas: 40287794
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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 TIC: BF110160.D

6.74
4000000 5.60
6.59 712

3000000
7.53

2000000

6.96
1000000

5.22
‘L\_A__ 3.62 i

e L

T
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: BF110160.D

4000000 13.09

3000000 10.80

2000000

10.01 11.50

8.25

1000000
9.72

. 12.01

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: BF110160.D

4000000

3000000

2000000

1000000 14.14 15.67

15.27 16.13
1397 |l 1429 14,59 ﬂ% A A A 16,67 17.30

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

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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.

2.35 14.42 ng 676605 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 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 45 (2.352 min): BF110160.D (-38) (-) m/z 73.05 100.00%
7B
5000 43
55 87

37| 2.20 2.40 2.60 2.80
0'|""|""III'l"l"""l""ll'l"l'"'I""I""I""I""I"" m/z 43.05 38.89%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

5000 LA L L L L B B L L IO
43 2.20 2.40 2.60 2.80
55 87 m/z 55.10 27.85%
29
ol il 35 || | o71| 80 |
et e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78 ﬂ\
87 S e
2.20 2.40 2.60 2.80
5000 55 m/z 87.05 26.44%
J 79 |, 97 112 129
0.,”.w.”.“.”,”.w.” e -
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- N B e e B ama e
73 2. 20 2. 40 2. 60 2.80

m/z 41.05 13.02%

5000 43
58
29 ﬁ7
L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 260 2.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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 8

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

5.22 4_.54 ng 212865 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 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 533 (5.222 min): BF110160.D (-529) (-) m/z 43.00 100.00%
43
59
5000
1o 480 5.00 5.20 5.40 5.60
o...,....,....,....','::..??.4!,....,....,??..,...:,|....,. m/z 59.00 55.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS AN AR SRR A
59 480 5.00 520 5.40 5.60
m/z 101.00 18.85%
15 31 101
o 25,70 37, 53, | 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540 5.60
5000 m/z 58.10 15.33%
101
o 15 253137 || 5 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— | NLELELELE UL BN LR p
43 480 5.00 5.20 5.40 5.60
m/z 41.00 8.45%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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 unknown6.74 Concentration Rank 1

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

6.74 91.44 ng 4290840 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
2 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 791 (6.740 min): BF110160.D (-785) (-) m/z 132.00 100.00%
32
5000 68
6 rTTrTTTTTTT T T T T T T
40 54 | 75 104 6.40 6.60 6.80 7.00
0 .,....,...:ll!.‘.‘?,:!..?:1:.'.|,..':~.,..5.‘?,....,.':..,.1.1?.,....,"...,.. m/z 68.10 40.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117
5000 SEAARSS LRSS RARRS RAREY
6.40 6.60 6.80 7.00
9 gy 9a m/z 134.00 33.19%
o hm® T ] e |l el
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine

132

6.40 6.60 6.80 7.00

5000 m/z 66.00 26.51%
104
39 66 8
o.,....,...l‘,....N....,.‘wl.,...‘.‘,....,9.2...,.... ISR N—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e
132 6.40 6.60 6.80 7.00

m/z 69.10 16.20%

5000

33 44 g7 105

70 78
st 80 e | | s

A e S Aaaa— L S €

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.01 2.40 ng 154456 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1687 (12.010 min): BF110160.D (-1683) (-) m/z 73.00 100.00%

143 199 | 297 256 11.60 11.80 12.00 12.20 12.40
(o} m/z 43.05 90.86%

4 73
57
5000 129
97 213
115 157171185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 TT T T [T T I T [T T T T[T T TT[TT

11,60 11.80 12,00 12,20 12.40
m/z 57.10 78.08%

213
143 157171185 199

o} Tﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid

3

SN

w
o2}
=}
~

11.60 11.80 12.00 12.20 12.40
5000 m/z 60.00 75.99%
29
129
“ T? o1 115 ‘ 71 214
\»»\HM\
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 70.34%
5000 129
29
199
‘ 143 157171185 242
o35 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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 Eicosyl heptafluorobutyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.97 6.79 ng 266920 Chrysene-di12 14.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
3 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 91
Abundance Scan 2020 (13.969 min): BF110160.D (-2016) (-) m/z 57.05 100.00%

57
83
5000
l i RN BRI U
139 13.60 13.80 14.00 14.20
o..z,..JJ,lJurR??.%QQ..,.??%,...w....,....,”.. m/z 43.05 83.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate
57
I

2 13.I60 13.I80 14.IOO 14.|20
125 m/z 55.00 71.02%

l 1 69106 294 252280 3p5 476
Apd 22T

97
5000
29
ol A ALl

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.10 64 .30%
125
29
ol dd ‘ \l 1153 182 224252 297 398
L A e e L o BILJILEL A B o o i o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225763: Eicosy pentafluoropropionate AT T T T
57 13.60 13.80 14.00 14.20
97 m/z 71.10 56.17%
5000
125
29 l 153 280
0 d i I ‘ JL i .182 210 252 ! 325 426
L A e e B o o LA A i o e R e e AR RRREEE
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14 .59 4.00 ng 157183 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tricosane 324 C23H48 000638-67-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2126 (14.592 min): BF110160.D (-2122) (-) m/z 57.05 100.00%

57
5000 85
4

14.20 14.40 14.60 14.80 15.00
} 137 155 197215 324
S ,.:|:.;.-..!|..=l. el e e e a2, 302 S Tm/z 71.10  62.98%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129492: Eicosane
5|7
4 85 14.20 14.40 14.60 14.80 15.00
m/z 43.05 61.72%
o J | 118 141 169 197 225 253 282
et 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
Abundance #164578: Tricosane
57
R R B N RS e
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.10 48.23%
4
113 324
141 169
A P A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane N B o B B

57 14.20 14.40 14.60 14.80 15.00
m/z 41.05 24 .44%

85
5000

&

113
o J\ T s L) 107 225 253 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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 8 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .92 4.72 ng 271586 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Docosane 310 C22H46 000629-97-0 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90

Abundance Scan 2182 (14.921 min): BF110160.D (-2175) (-) m/z 57.10 100.00%

57
5000 85

141 168193 295 267 14.60 14.80 15.00 15.20
- .1|.1."..',-....,....,.... S m/z 71.05  64.30%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
14.60 14.80 15.00 15.20
m/z 43.05 57.77%

o 113 141 169 107 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57

e R e e
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 50.62%
113 141
oL2) 4 x\Jl 771,169 197 225 253 281 309 337 365 393 422
T T T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
7 14.60 14.80 15.00 15.20

m/z 55.10 24 .51%

- I AJLM
29 113 141 169 197 225 253 281 310

L 1"y

ol S S S A

m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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 6
R.T. EstConc Area Relative to ISTD R.T.
15.27 6.40 ng 367804 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2241 (15.268 min): BF110160.D (-2236) (-) m/z 57.10 100.00%
57
5000 85
141 15,00 15.20 15.40 15.60
oL, ...l,.l “ L Lal09101211 239 267 295 | “n/z 43.05 59.86%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 R SR UL B UL

15.00 15.20 15.40 15.60
m/z 71.10 59.52%

29
REREE Y “113 141 169 197 225 253 281 309 337 380
el e A e e e e e o B A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 15.00 15.20 15.40 15.60
5000 m/z 85.10 45 .08%
29 113
oL L. TS 169 197 225 253 2%
et R o e e BN I B o
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane S B L L N
57 15.00 15.20 15.40 15.60
m/z 55.05 21.03%
5000 85
113
oL 2Ll \ | 1 169189211 239 267 205 303 352
e T o o e B I R N RAREEEE R R R
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.13 6.64 ng 381906 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 2387 (16.127 min): BF110160.D (-2381) (-) m/z 57.05 100.00%
57
5000 85 \
NN U SRR B
113 15.80 16.00 16.20 16.40
141 169
ol b b W 70 197 225 267 m/z 43.10 63.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 R U R SRR AR
mmmmmmmm
m/z 71.10 61.57%
29
oL L. I J / J1§1I169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
15.80 16.00 16.20 16.40
5000 85 m/z 85.10 45 .11%
118 141
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane R R e E e e
57 15.80 16.00 16.20 16.40
m/z 55.05 24 .03%
113
o 2, ‘ 177,241 169 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(|)O 15. 80 16. 00 16 20 16. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110160.D

Aca On : 25 Oct 2018 14:33

Operator : JU/SJ

ﬁ?ggle i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.67 3.66 ng 210213 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2479 (16.668 min): BF110160.D (-2473) (-) m/z 57.05 100.00%
57
200 \—/\j\\——f\/\
J 113 16.40 16.60 16.80 17.00
141 183 . . . .
0....,]....ll....,...‘.,2(.)9...,..2??,....,....,...., m/z 71.10 68.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000 LRI BRI BUGRILN BRI B
85 mmmmmmﬂm
J s m/z 43.05 54 _77%
0 201411y 11$1‘169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #141426: Heneicosane
57
o 16.40 16.60 16.80 17.00
5000 m/z 85.05 45 _.21%
29 113
oL I | /777,241 160 197 205 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #194493: Hexacosane L B
57 16.40 16.60 16.80 17.00
m/z 55.00 21.35%
h I JWAMVNMNMMWV/\TNMNAMPMNNMM
. 29 } | 4 2141 160 197 225 253 295 323 367
m/z--> % 1& ﬁo ﬂ)z% ﬁo ﬁ)4& ! mmmmmmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF102518\

Data File : BF110160.D

Acq On : 25 Oct 2018 14:33

Operator : JU/SJ

3?22'6 i J5575-06 SSSI-1015-S-DH-26
ALS Vial : 9 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... 2.35 14.4 ng 676605 1 6.96 938550 20.0
2-Pentanone, 4-hy... 5.22 4.5 ng 212865 1 6.96 938550 20.0
unknown6.74 6.74 91.4 ng 4290840 1 6.96 938550 20.0
n-Hexadecanoic acid 12.01 2.4 ng 154456 4 11.50 1288820 20.0
Eicosyl heptafluo... 13.97 6.8 ng 266920 5 14.15 786679 20.0
Eicosane 14.59 4.0 ng 157183 5 14.15 786679 20.0
Octacosane 14.92 4.7 ng 271586 6 15.67 1150050 20.0
Heptacosane 15.27 6.4 ng 367804 6 15.67 1150050 20.0
Heneicosane 16.13 6.6 ng 381906 6 15.67 1150050 20.0
Hentriacontane 16 .67 3.7 ng 210213 6 15.67 1150050 20.0
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