LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 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-BF031820.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 2.210 17 21 27 rVB 119170 158579 2.66% 0.324%
2 5.034 497 501 508 rBV 199224 261335 4 .39% 0.533%
3 5.434 563 569 572 rBVY 5917743 5957004 100.00% 12.158%
4 6.445 735 741 744 rBVY 5398699 5841874 98.07% 11.923%
5 6.639 771 774 779 rBV 85264 80812 1.36% 0.165%
6 6.816 800 804 807 rBY 1826304 1572838 26.40% 3.210%
7 6.969 826 830 834 rBVY 4768603 4662852 78.28% 9.517%
8 7.381 894 900 903 rBVY 3745796 3841188 64.48% 7.840%
9 8.098 1016 1022 1025 rBvV 2503095 2005297 33.66% 4.093%
10 9.180 1200 1206 1209 rBV 6324449 5936519 99.66% 12.116%
11 9.257 1216 1219 1223 rBvV2 69135 80432 1.35% 0.164%
12 9.569 1268 1272 1275 rBvV 1055582 793429 13.32% 1.619%
13 9.786 1307 1309 1314 rVB 73181 65617 1.10% 0.134%

14 9.857 1317 1321 1324 rVB 2438206 2023956 33.98% 4.131%
15 10.645 1450 1455 1458 rBV 3789433 3311650 55.59% 6.759%

16 10.763 1472 1475 1480 rBV 79180 84066 1.41% 0.172%
17 11.210 1548 1551 1554 rBV2 69303 63358 1.06% 0.129%
18 11.339 1569 1573 1576 rBV 1905953 1762804 29.59% 3.598%
19 11.363 1576 1577 1580 rVB 117072 70637 1.19% 0.144%

20 11.739 1638 1641 1644 rBV 183918 143851 2.41% 0.294%

21 11.869 1660 1663 1670 rBV 480987 452127 7.59% 0.923%
22 12.421 1754 1757 1759 rBV2 424625 416118 6.99% 0.849%
23 12.445 1759 1761 1764 rVB 775503 579123 9.72% 1.182%
24 12.533 1773 1776 1777 rBV 90942 73329 1.23% 0.150%
25 12.551 1777 1779 1782 rVB 105501 99753 1.67% 0.204%

26 12.657 1793 1797 1804 rBV 207370 225559 3.79% 0.460%
27 12.780 1811 1818 1821 rBV 111241 140947 2.37% 0.288%
28 12.927 1839 1843 1847 rBV 4129054 3847563 64.59% 7.853%
29 13.163 1879 1883 1890 rBV2 64021 111232 1.87% 0.227%
30 13.410 1922 1925 1930 rBV3 67396 66266 1.11% 0.135%

31 13.833 1993 1997 2007 rBV 391797 531773 8.93% 1.085%
32 13.980 2018 2022 2025 rBV 1398497 1251929 21.02% 2 .555%
33 14.151 2049 2051 2055 rVB 115856 98345 1.65% 0.201%
34 14.457 2100 2103 2113 rBV3 220356 402244 6.75% 0.821%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.762 2152 2155 2159 rBV 195664 207854 3.49% 0.424%
36 15.098 2209 2212 2215 rBV 232497 258285 4_.34% 0.527%
37 15.439 2266 2270 2274 rBV 919065 1091099 18.32% 2.227%

38 15.480 2274 2277 2282 rVB 173272 217173 3.65% 0.443%
39 15.909 2347 2350 2356 rVB 143786 208727 3.50% 0.426%

Sum of corrected areas: 48997544
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
BF119703.D

2

Apr 2020

L1752-05

- MA/SJ

53

Quant Method
Quant Title

TIC Library

8:

01

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF119703.D
5.43

6.45

5.03

6.97

6.82

7.38

0
Time-->

I
3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

8.

10

TIC: BF119703.D

10.65

9.86
11.34

9.57

11.87
lo.26 0. Jlore 1120436 174

A
T

12.44
12/42

12.93

86.78/| 13.16

Time-->

A
LI B =TT T T T T LI B LI B T T

I
9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

14.15

14.46 1476 1510

TIC: BF119703.D

.48 15.91

Time-->

™1
13.50

14.00

14.50

I
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\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Propane, 1,1-dimethoxy- Concentration Rank 13

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

2.21 2.02 ng 158579 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 16
3 Glvcine 75 C2H5NO2 000056-40-6 9
4 Ethanol. 2-methoxv- 76 C3H802 000109-86-4 9
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance Scan 21 (2.210 min): BF119703.D (-17) (-) m/z 75.00 100.00%
75
5000 4 {@
36 57 103 2.20 2.30 2.40 2.50 2.60
0’ T T T I I e e m/z 73.05 74.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45
2.20 2.30 2.40 2.50 2.60
m/z 45.00 51.63%
o! -‘ LIl | 5I7 Al 87 103
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 i m/z 41.00 36.41%
27
0 57 89 107 119 135 179
mz-> 20 40 60 80 100 120 140 160 180
Abundance #870: Glycine A RARENEEE S s L
30 2.20 2.30 2.40 2.50 2.60
m/z 46.95 28.69%
5000
75
-4
L L L S W W L DL W HUAR VRS U U I AR
m/z--> 20 40 60 80 100 120 140 160 180 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10

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

5.03 3.32 ng 261335 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 500 (5.028 min): BF119703.D (-497) (-) m/z 43.00 100.00%
43
59
5000
I . 45 ko 500 550 Sho.
o} UMY 1 PR [ | NS oM NS m/z 59.00 56.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR S R
460 4.80 5.00 5.20 5.40
m/z 58.00 18.18%
15 31 101
o 25,70 37, 53, | 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 101.00 15.29%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e
59 460 4.80 5.00 5.20 5.40
m/z 41.10 10.19%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.87 5.13 ng 452127 Phenanthrene-d10 11.34
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 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 1663 (11.869 min): BF119703.D (-1660) (-) m/z 60.00 100.00%
43 6p 73
5000
129
7 S e
| o 1| 143187171 102 213227239 256 11.60 11.80 12.00 12.20
b i m/z 43.10 95.82%
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 L DR BN BRI B
11. 60 11. 80 12. oo 12 20
213 m/z 72.95 92.24Y%
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,60 11.80 12.00 12.20
5000 29 129 m/z 57.00 82.97%
87 15 =h 214
99 143157 185
O o e o R L B oL
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #95854: Pentadecanoic acid i i
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 75.84Y%
29
5000
199
o e s | s |0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 9,12-Octadecadienoic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.42 4.72 ng 416118 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 98
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 97
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 91

Abundance Scan 1757 (12.421 min): BF119703.D (-1754) (-) m/z 67.00 100.00%

67

81

41
5000

-

109
12.20 12.40 12.60 12.80
m/z 55.00 78.44%

15016417 263 281294

220
0 205

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 6/7
81

12.I20 12.I40 12.I60 12.I80
m/z 81.05 76.99%

5000

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 67
81 B Bl Rmat e
12.20 12.40 12.60 12.80
5000 95 m/z 41.10 54_76%
109 294
123
o 150164178192006220234 263
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139727: 9,12-Octadecadienoic acid (Z,2)-, methyl ester O RREEEE R o e e e
12.20 12.40 12.60 12.80
m/z 95.00 53.64%
5000
109
150164 263
0 178192206220234
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 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\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 16-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.45 6.57 ng 579123 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 98
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 98
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 96
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 96
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94
Abundance Scan 1762 (12.451 min): BF119703.D (-1759) (-) m/z 55.00 100.00%
55
a1 74
5000
264 e E e i d s <
I 137152 180 222 206 1220 12.40 12,60 12.80
Obprrrr el m/z 69.05 62.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55
41 74

5000 LA L L L L L LB
12.20 12.40 12.60 12.80
264 m/z 74.00 58.79%
o 2 138152 180 50722234 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 55
24 e N EEa A
12.20 12.40 12.60 12.80
5000 m/z 41.10 54_.71%
97
11 264
27 222
o 138152 180 207 236 278 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester B RE mmEa et e
12.20 12.40 12.60 12.80
m/z 83.05 52.15%
5000
264
2
o 138152 180 57222534 278 296
A IIIIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.56 ng 225559 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Undecanoic acid 186 C11H2202 000112-37-8 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1798 (12.663 min): BF119703.D (-1793) (-) m/z 57.05 100.00%

57 73

5000

12.40 12.60 12.80 13.00
m/z 43.00 99.49%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

5000 LIS L L L LB L B
12. 40 12 60 12. 80 13. 00
m/z 59.95 90.00%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57
12.40 12.60 12.80 13.00
5000 129 m/z 73.00 84 .55%
29 185
87 115 143 228
157 199
0 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50051: Undecanoic acid
60 12.40 12.60 12.80 13.00
m/z 55.00 79.78%
5000 43
29 85 12914
101115 ‘ 186
014\\\ L n\\ TR \.?.57.1.7.1. —
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\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tricosyl heptafluorobutyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.83 8.50 ng 531773 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 91
2 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 91
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
Abundance Scan 1996 (13.827 min): BF119703.D (-1993) (-) m/z 57.00 100.00%
57
- T JJL‘M
" 13160 1380 1400 1420
175202230 . . .
0 ...,....,1.1?3.9,-..1. 202 282 sesel | W/Z 43.00 71.56%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate
57
97
5000 R BRI SO S B
13.60 13.80 14.00 14.20
125 m/z 55.00 67 .16%
0 29 l 1 169196222050 294322 367 518
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
i o R BRI SO SN B
13.60 13.80 14.00 14.20
5000 m/z 83.10 49.03%
125
. 29 153180510 252280 325 376
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate R A A ma B S
57 13.60 13.80 14.00 14.20
m/z 41.05 40.64%
97
5000
125
0 ?9‘ l | 169196222 250278 308336 381 532
m/z--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.46 6.43 ng 402244 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 98
2 Heneicosane 296 C21H44 000629-94-7 93
3 Pentacosane 352 C25H52 000629-99-2 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
5 Hexadecane 226 Cl16H34 000544-76-3 91
Abundance Scan 2104 (14.462 min): BF119703.D (-2100) (-) m/z 57.00 100.00%
g7
5000 85
113 169 240 397 14.20 14.40 14.60 14.80
ob L RL AT 141 109, 210 200268 304 330362 37 426 1 "4300 55 96%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LI S B SUULRN SR
14.20 14.40 14.60 14.80
m/z 71.10 52 .25%
0 w J113 141 183 211 239 267 296
m/z--> 0 §o 100 1%0 200 250 300 350 400
Abundance
57
114.20 14.40 14.60 14.80
5000 85 m/z 85.05 37.84%
29
. 113 141 160 197 225 253 296
mz-> 0 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane L B e e
57 14.20 14.40 14.60 14.80
m/z 55.00 27.53%
5000 85
113
ol 221y M ae0 211 230 267 295 323 352
m/z-> 0 50 1c')o 1&1;0 2(')0 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.81 ng 207854 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 81
Abundance Scan 2155 (14.762 min): BF119703.D (-2152) (-) m/z 57.05 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
141
oL LA 11160 207 239 277 311 35360 a0aazs | oot 6n e 7o
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57
5000 85 LR BRI DU SR B
14,40 14.60 14.80 15.00
m/z 71.10 53.02%
29 113
oL Ty, 141 169 197 225 254
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 39.85%
113 141
0 170
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane B B B
57 14.40 14.60 14.80 15.00
m/z 55.00 19.31%
5000 85
29 268
0 | | 1\113Jl1?141§9 197 225
s % e 1l W Ho  Ho  Bo o 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Nonadecane Concentration Rank 6

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

15.10 4.73 ng 258285 Perylene-d12 15.44

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonadecane 268 C19H40 000629-92-5 90

2 Heneicosane 296 C21H44 000629-94-7 81

3 Hexacosane 366 C26H54 000630-01-3 80

4 2-methvloctacosane 408 C29H60 1000376-72-8 74

5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 2212 (15.098 min): BF119703.D (-2209) (-) m/z 57.00 100.00%

5000

14.80 15.00 15.20 15.40
m/z 43.10 53.30%

113 141 169 202 241 268 299 326 351375 410
miz--> 50 100 150 200 250 300 350 400

0!

Abundance #117637: Nonadecane
57
85
5000 LIS L L L L L L L L B
14.80 15.00 15.20 15.40
29 m/z 71.10 47 .31%
| (113 141 169 197 268
o—t b A
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R EREEREREE R
85 14.80 15.00 15.20 15.40
5000 m/z 85.10 37.56%
29 113
o 141 169 197 225 253 296
I e e e e e E L A o o o o o o o o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane T
57 14.80 15.00 15.20 15.40
m/z 55.00 19.31%
5000 85
113
I e e e e e T B AL o o B o S R ARREEREEEE
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF031820.M

Thu Apr 02 11:44:31 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119703.D

Aca On > 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.91 3.83 ng 208727 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 74
2 Octadecane 254 C18H38 000593-45-3 72
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 72
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 2350 (15.909 min): BF119703.D (-2347) (-) m/z 57.10 100.00%
57
5000 a5
113 141 169 231 15.60 15.80 16.00 16.20
ol LI LA 141160 200231 272 302 332 373396422 | 7771 10 51.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164579: Tricosane
57
5000 85 U RN SRR BN BN
15.60 15.80 16.00 16.20
29 113 m/z 43.05 49 .62%
324
N T W R o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 39.65%
29
. 113 141 169 197 295 254
m/z--> 55 160 1éo 260 2éo 360 3éo 460
Abundance #94356: Tetradecane, 2,6,10-trimethyl- e A RERREEEES
57 15.60 15.80 16.00 16.20
m/z 55.05 23.11%
5000 85
113 155
0= T ']' 'J'ﬂl I‘l'“'li' I]-"c-f:?l '2'2'5' R AR AR AL
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040120\
Data File : BF119703.D

Acq On : 2 Apr 2020 8:01

Operator : MA/SJ

Sample : L1752-05

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
Propane, 1,l1-dime... 2.21 2.0 ng 158579 1 6.82 1572840 20.0
2-Pentanone, 4-hy... 5.03 3.3 ng 261335 1 6.82 1572840 20.0
n-Hexadecanoic acid 11.87 5.1 ng 452127 4 11.34 1762800 20.0
9,12-Octadecadien... 12.42 4.7 ng 416118 4 11.34 1762800 20.0
16-Octadecenoic a... 12.45 6.6 ng 579123 4 11.34 1762800 20.0
Octadecanoic acid 12.66 2.6 ng 225559 4 11.34 1762800 20.0
Tricosyl heptaflu... 13.83 8.5 ng 531773 5 13.98 1251930 20.0
Heptadecane, 2,6,... 14.46 6.4 ng 402244 5 13.98 1251930 20.0
Octadecane 14.76 3.8 ng 207854 6 15.44 1091100 20.0
Nonadecane 15.10 4.7 ng 258285 6 15.44 1091100 20.0
Tricosane 15.91 3.8 ng 208727 6 15.44 1091100 20.0
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