LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 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-BF040820 .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 5.298 541 546 549 rBVY 4080115 3829198 84.44% 11.685%
2 6.339 717 723 726 rBVY 3655989 3961556 87.36% 12.089%
3 6.522 751 754 765 rVB 61035 59189 1.31% 0.181%
4 6.692 779 783 786 rBVY 1090435 842975 18.59% 2.572%
5 6.851 805 810 813 rBVY 3838582 3191280 70.37% 9.739%
6 7.263 874 880 883 rBVY 2774147 2637652 58.17% 8.049%
7 7.980 998 1002 1005 rBY 1248926 1080693 23.83% 3.298%
8 9.063 1180 1186 1189 rBV 5299941 4534719 100.00% 13.838%
9 9.451 1249 1252 1256 rBVY 741370 625197 13.79% 1.908%
10 9.733 1296 1300 1304 rVB 1394756 1076730 23.74% 3.286%

11 10.521 1430 1434 1438 rBV 2350243 2283636 50.36% 6.969%
12 11.216 1549 1552 1556 rBV 1010083 891957 19.67% 2.722%
13 11.757 1640 1644 1656 rBV 459709 455344 10.04% 1.390%
14 12.545 1774 1778 1791 rBV 233885 269644 5.95% 0.823%
15 12.692 1796 1803 1810 rVB 91321 117952 2.60% 0.360%

16 12.810 1818 1823 1826 rBV 3544655 3118718 68.77% 9.517%
17 13.292 1902 1905 1909 rVB 119718 101766 2.24% 0.311%
18 13.715 1974 1977 1986 rBV 190810 271531 5.99% 0.829%
19 13.857 1997 2001 2005 rBV 876261 767418 16.92% 2.342%
20 14.033 2028 2031 2037 rBV 121568 114694 2.53% 0.350%

21 14.339 2080 2083 2087 rBV 228206 206606 4._.56% 0.630%
22 14.639 2130 2134 2140 rVB 304336 299802 6.61% 0.915%
23 14.956 2184 2188 2192 rBV 315326 316743 6.98% 0.967%
24 15.274 2237 2242 2245 rBV 654625 760418 16.77% 2.321%
25 15.309 2245 2248 2253 rVB 261174 333098 7.35% 1.017%

26 15.721 2312 2318 2324 rBV 187441 283669 6.26% 0.866%
27 16.186 2392 2397 2406 rVB 95203 181215 4._00% 0.553%

28 16.739 2487 2491 2497 rVB3 33188 59362 1.31% 0.181%
29 17.345 2589 2594 2599 rBV6 45500 96202 2.12% 0.294%
Sum of corrected areas: 32768964
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\

BF120117.D

21 Apr 2020 22:02

MA/SJ

L2327-27

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF120117.D

330 6.85
6.34 '

6.69

6.52

7.26

0
Time-->

T
5.50

I
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6!
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0
Time-->
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11.00 11.50

T
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5000000

4000000

3000000

2000000
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TIC: BF120117.D

13.86 15.27

14.64 14.96 31
13.72 14.34 .
A¥A1%03 A | A ]@

0
Time-->
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8270-BF040820.

M Wed Apr 22 16:49:00 2020




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.76 10.21 ng 455344 Phenanthrene-d10 11.22
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1645 (11.763 min): BF120117.D (-1640) (-) m/z 60.00 100.00%
43 60 73
5000 129
97 213
J US| 14g 2871 105 | o7 256 11.40 11.60 11.80 12.00
O i m/z 73.00 92.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 A SRS UL BN
nmnmnmnm
21 m/z 43.00 92.01%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
nmumnmﬁm'
5000 129 m/z 57.00 88.92%
29 87 115 171
185 214
olas LM gl B LT ] e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T
3 60 73 nmnmnmnm

m/z 55.00 79 .05%

5000 129
29
143 199 242
‘ ‘ ‘ 157171185
15 ‘ ‘ H Il ;

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.54 7.03 ng 269644 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1777 (12.539 min): BF120117.D (-1774) (-) m/z 43.00 100.00%
43 60
5000
83 o 129
115 185 241
143157171 | 199213227 284 12.20 12.40 12.60 12.80
o =l 255 m/z 60.00 86.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 AR ARRARABSUARES
12.20 12.40 12.60 12.80
m/z 57.00 85.83%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12.20 12.40 12.60 12.80
5000 129 m/z 72.95 80.20%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
3 78 12.20 12.40 12.60 12.80
57 m/z 55.00 71.83%
5000 129
29
199
143157171185 242
oL15 SRS QeSS S,

’ T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.69 3.07 ng 117952 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2-TrimethvilsilvIl-3-trimethvilsilv.._.. 228 C8H20N4Si2 1000373-05-5 58
3 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 58
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
5 6-Bromo-2-(methylamino)tropone 213 C8H8BrNO 1000241-43-1 53
Abundance Scan 1803 (12.692 min): BF120117.D (-1796) (-) m/z 213.10 100.00%
213
5000
577 % s | 2 T e 1250 10
43 77 107 135 152165 181 : : : '
Ottt o T2 O A8 | L Tm/z 119.00 22.03%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000

12.40 12.60 12.80 13.00
119 228 m/z 228.10 18.37%

. 51 65 77 9a 107 | 135 152165 |
T T e T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213
N IE R s
12.40 12.60 12.80 13.00
5000 m/z 214.10 16.35%
73 228

171
28 45 59 85 99 114 130141 157 ~ 183 197

o) MECLC AN NS MR MO M S LISt N S R AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- e
213 12.40 12.60 12.80 13.00

m/z 91.00 11.96%

5000

185 228

2839 51 69 92103114 128141 157 171 | 199 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl3.29 Concentration Rank 12

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

13.29 2.65 ng 101766 Chrysene-di12 13.86

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 43
2 2- Chloropropionic acid. decvl e... 248 C13H25CI02 086711-78-6 43
3 1-Hexene-3.5-dione 112 C6H802 052204-69-0 30
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 30
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 27

Abundance Scan 1905 (13.292 min): BF120117.D (-1902) (-) m/z 57.00 100.00%
12 140
_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l_
157 13.00 13.20 13.40 13.60
o] m/z 43.10 97 .03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17936: 1-Decene
41 55
5000 LA L L L L L L LB
2 83 97 13. OO 13 20 13. 40 13 60
m/z 55.00 81.65%
‘ ‘ i 140
ots L W s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
T T T
70 83 13.00 13.20 13.40 13.60
5000 m/z 201.20 67.82%
29 9 112
140
0 125 157 185
L e o o o o e N ILELE I i e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6366: 1-Hexene-3,5-dione | NS L
43 13.00 13.20 13.40 13.60
55 m/z 41.00 66.37%
5000 27 97
85 112
0...,.”.,.”,...w....,”..,.”.,..”,...w....“... A S Nl
m/z--> 80 100 120 140 160 180 200 13. OO 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecyl trifluoroacetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.72 7.08 ng 271531 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecvl trifluoroacetate
2 Ethanol. 2-(tetradecvloxv)-
3 Hexacosvl trifluoroacetate
4 Octacosyl trifluoroacetate
5 Pentafluoropropionic acid,

366 C20H37F302
258 C16H3402
478 C28H53F302
506 C30H57F302
octad... 416 C21H37F502

079392-43-1 91
002136-70-1 91
1000351-75-0 91
1000351-74-9 91
959261-25-7 91

Abundance Scan 1978 (13.721 min): BF120117.D (-1974) (-) m/z 57.00 100.00%
57
5000 83
Nl 111 T T
13.40 13.60 13.80 14.00
1 139 169 209 281
ol g e A e e m/z 43.05 72.88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
57
5000 LA L L L L L L L BB
13 40 13 60 13. 80 14. 00
29 125 m/z 55.00 61.12%
0 \‘ \“ i H‘ H‘ ‘\ \ ‘\ \\154 182 224 252 297 348
e ; T
m/z--> 50 250 300 350 400 450
Abundance
57
A AR
83 13.40 13.60 13.80 14.00
5000 m/z 83.00 43.45%
29 111
139 168 196 257 258
(oML [NUL NP S N S -
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232315: Hexacosy! trifluoroacetate T e T
57 13.40 13.60 13.80 14.00
m/z 41.05 41.43%
97
5000
125
o 291101 J 193181 222 250 278 306 336 364 409 460
T T e e e T T D s
m/z--> 50 100 150 200 250 300 350 400 450 13 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.03 2.99 ng 114694 Chrysene-di12 13.86
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 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2030 (14.027 min): BF120117.D (-2028) (-) m/z 57.05 100.00%

57
‘ |113 151 175197 281 13 80 14.00 14.20 14.40

0...'.,.J..'."'I"""'l'."..'....,...'. T m/z 43.05 59.32Y%

m/iz--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57

5000 85 TT T T[T T I T [T T T T[T T T [TIT
1380 14.00 14.20 14.40
- m/z 71.00 45 _.41%
Ny ‘ || (M8 141 169 197 225 253 281 309 337 365 394
S A i G b S LS S L S s
mz-> 0 50 100 150 200 250 300 350
Abundance
57
13.80 14.00 14.20 14.40
5000 o m/z 85.00 38.17%
29
. 113 141 169 107 225 253 296
SN P T S R e A L N
mz-> 0 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57 13.80 14.00 14.20 14.40
m/z 55.00 29.36%
5000 85
29
e G RN
mz-> 0 50 100 150 200 250 300 350 1380 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .34 5.38 ng 206606 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2083 (14.339 min): BF120117.D (-2080) (-) m/z 57.00 100.00%

1400 1420 1440 1460
m/z 43.05 59.72%

113141169197 225

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223852: Hentriacontane
57

0!

5000 85 L e o R mmma
14.00 14.20 14.40 14.60

m/z 71.10 49_.09%

113
o h“‘\ 141169197 225253 281309337365 437
T e e e T T T T
m/z--> 0 50 150 200 250 300 350 400 450 500
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.05 37.91%
113
o 2 141169 211239267295 323 352
I o o B A i e L m i s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
14.00 14.20 14.40 14.60
m/z 55.00 21.68%
5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 1400 14:20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.64 7.89 ng 299802 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2134 (14.639 min): BF120117.D (-2130) (-) m/z 57.00 100.00%
57
5000 85
113 141 14.40 14.60 14.80 15.00
ol Al T 63183207226 253 281 “hzz 43.00 | 55.85%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 L B B UL B
a5 mmmmmmmm
29 m/z 71.05 51.73%
ol k | | J 113 141 169 197 226
m/z--> 55 160 1%0 260 2éo 360 3%0 '
Abundance
57
14.40 14.60 14.80 15.00
5000 g5 m/z 85.05 38.04%
29
o 113 141 169 197 225 253 281 309 337 365 394
LRI IR WU S UL SRR UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 14.40 14.60 14.80 15.00
m/z 55.00 22.40%
5000 85
29
ol ] e 141‘169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3%0 ' 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Nonadecane, 9-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.96 8.33 ng 316743 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 86
Abundance Scan 2189 (14.962 min): BF120117.D (-2184) (-) m/z 57.10 100.00%
57
5000 85
113 141 14.60 14.80 15.00 15.20
ol b AL T 109 197 225 293 280 327 | y/7 43.05  49.68%
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57
85
5000 L DU UL AU B B
mmmmmmmm
140 m/z 71.05 46.68%
‘ 113 168
S 0 O O X N
m/z--> 50 100 5 200 250 300 350
Abundance
57
14.60 14.80 15.00 1520
5000 m/z 85.00 39.88%
85
0 29 113 141 169 197 205 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #141426: Heneicosane L LR B LI L N LR B
57 14.60 14.80 15.00 15.20
m/z 55.00 20.77%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206 WV”J
m/z--> 5'0 1c')o 1&'30 2(')0 25'30 3(')0 3éo 14 60 14. 80 15. oo 15 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 7.46 ng 283669 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2318 (15.721 min): BF120117.D (-2312) (-) m/z 57.00 100.00%

5000 f\

15.40 15.60 15.80 16.00

141 183 225 267

0 m/z 43.05 55.59%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 LA L L L L L B LB L |

15.40 15.60 15.80 16.00
m/z 71.10 50.78%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> O 5|0 1CI)O 1é0 200 250 300 350 400 4é0 5CI)O 55|O 6CI)O
Abundance
57
U DR R N AR
15.40 15.60 15.80 16.00
5000 m/z 85.05 37.67%

99
26 141 183 225 281 323 379 421 463 506

it

R -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane S e e R
517 15.40 15.60 15.80 16.00
m/z 55.00 19.16%
5000

i

99
26| | | ||| 141 183 225 267 309 351 393 436

. N — .

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15. 60 15. 80 16. 00

8270-BF040820.M Wed Apr 22 16:49:21 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.19 4.77 ng 181215 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Docosane 310 C22H46 000629-97-0 83
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 80

Abundance Scan 2398 (16.192 min): BF120117.D (-2392) (-) m/z 57.00 100.00%

57
5000 85

4 e e e e R

113 15.80 16.00 16.20 16.40 16.60
141 169 191 211229245
,....,]-=..|,..":.,-.-...',..e'.,.'...,‘.... e 282 m/z 71.05 55.29%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57
5000 LA B L L L L L L L
4 85 15. 80 16. OO 16. 20 16 40 16. 60
m/z 43.00 53.01%
0 26 ‘ | M8 141 169 197 225 253 282
T T T T T T e [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R B AL N B
85 15.80 16.00 16.20 16.40 16.60
5000 41 m/z 85.05 40.51%
o 13 141 169 197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane L B A
57 15.80 16.00 16.20 16.40 16.60
m/z 55.00 17.21%
5000 85
4
o2 L)) M8 141 169 197 225 253 281 310
AR EE L B ARl ARaRd AR LAbaaon s R B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16. 20 16 40 16. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120117.D

Aca On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample : L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl7.34 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.34 2.53 ng 96202 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluoro-3-(trifluoromethvlbenz... 207 C8H5F4NO 067515-57-5 22
2 Ethanone. 1-T4-(trifluoromethoxv... 204 C9H7F302 085013-98-5 22
3 Isoquinoline. 1.2.3.4-tetrahvdro... 283 C18H21N0O2 036646-87-4 22
4 2-Fluoro-3-(trifluoromethvlbenz... 207 C8H5F4NO 207853-60-9 22
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 22
Abundance Scan 2593 (17.339 min): BF120117.D (-2589) (-) m/z 189.10 100.00%
149
55
5000
281 3‘|‘1 17.00 17.20 17.40 17.60
o el Tmzz 191.05 92.45%
m/z--> 50 100 150 200 250 300
Abundance #67088: 4-Fluoro-3-(trifluoromethyl)benzamide
163 191
5000 R DA SN B B
17.00 17.20 17.40 17.60
0
a4 o3 113 143 e m/z 55.00 77 .31%
0 Il‘el‘lu 'M IH\HI I\\i .“.‘. "‘I .‘. .“ I M R
m/z--> 50 100 150 200 250 300
Abundance
189
17.00 17.20 17.40 17.60
5000 9% m/z 95.00 56.99%
43
69 161
15 119
O T T e e e L ML e e et
m/z--> 50 100 150 200 250 300 '
Abundance #130188: Isoquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-meth... R e
191 17.00 17.20 17.40 17.60
m/z 123.05 53.71%
5000
120
162 282
o7 h el .2‘.‘10, — R
m/z--> 50 100 150 200 250 300 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042120\
Data File : BF120117.D

Acq On : 21 Apr 2020 22:02

Operator : MA/SJ

Sample - L2327-27

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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]
n-Hexadecanoic acid 11.76 10.2 ng 455344 4 11.22 891957 20.0
Octadecanoic acid 12.54 7.0 ng 269644 5 13.86 767418 20.0
Phenol, 4,4"-(1-m... 12.69 3.1 ng 117952 5 13.86 767418 20.0
unknownl13.29 13.29 2.6 ng 101766 5 13.86 767418 20.0
Octadecyl trifluo... 13.72 7.1 ng 271531 5 13.86 767418 20.0
Octacosane 14.03 3.0 ng 114694 5 13.86 767418 20.0
Hentriacontane 14_34 5.4 ng 206606 5 13.86 767418 20.0
Hexadecane 14 .64 7.9 ng 299802 6 15.27 760418 20.0
Nonadecane, 9-met... 14.96 8.3 ng 316743 6 15.27 760418 20.0
Tetratetracontane 15.72 7.5 ng 283669 6 15.27 760418 20.0
Eicosane 16.19 4.8 ng 181215 6 15.27 760418 20.0
unknownl17 .34 17.34 2.5 ng 96202 6 15.27 760418 20.0
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