LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011320\

Data File : BF118534.D

Aca On : 13 Jan 2020 16:51 Instrument :

Operator : JU E?Afs el
- _ lentosampleld :

3?22'6 : L1106-06 ClY1-SB-01-0-52

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-BF010820.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 5.010 494 497 510 rvB 184865 250755 10.33% 1.104%
2 5.434 565 569 589 rBY 1412686 1442950 59.45% 6.350%
3 6.457 739 743 761 rBVY 1761981 1587282 65.40% 6.985%
4 6.587 761 765 773 rVB 2093132 1711582 70.52% 7.532%
5 6.816 800 804 813 rBV 360506 326198 13.44% 1.436%
6 6.969 826 830 847 rBB 1556025 1257605 51.81% 5.535%
7 7.381 896 900 903 rBVY 1124203 946017 38.98% 4.163%
8 8.098 1019 1022 1036 rBV 504566 428814 17.67% 1.887%
9 9.175 1202 1205 1209 rBvV 2092049 1834056 75.56% 8.071%
10 9.575 1270 1273 1277 rVB 153668 116172 4_.79% 0.511%

11 9.857 1318 1321 1325 rBV 626754 528703 21.78% 2.327%
12 10.657 1453 1457 1460 rBV 1705635 1528425 62.97% 6.726%
13 11.351 1572 1575 1578 rBV 762780 619591 25.53% 2.727%
14 11.374 1578 1579 1584 rVB 98938 63117 2.60% 0.278%
15 11.874 1657 1664 1672 rBV3 245047 314638 12.96% 1.385%

16 11.969 1677 1680 1682 rBV2 33282 35068 1.44% 0.154%
17 12.410 1749 1755 1757 rBV2 27707 34609 1.43% 0.152%
18 12.569 1779 1782 1786 rBV 169549 169426 6.98% 0.746%
19 12.657 1795 1797 1805 rVB3 49412 58952 2.43% 0.259%

20 12.798 1816 1821 1828 rBV 148824 183546 7.56% 0.808%

21 12.939 1841 1845 1848 rBV 2956005 2427160 100.00% 10.682%
22 13.133 1873 1878 1881 rBV 26307 32023 1.32% 0.141%
23 13.410 1922 1925 1929 rBV 1388606 1250976 51.54% 5.505%
24 13.468 1932 1935 1938 rBV 485051 400293 16.49% 1.762%
25 13.827 1993 1996 2000 rBV 194980 234715 9.67% 1.033%

26 13.968 2016 2020 2022 rBV 349610 297646 12.26% 1.310%
27 14.004 2022 2026 2029 rVvVv 758295 722156 29.75% 3.178%

28 14.027 2029 2030 2035 rVB 74559 61630 2.54% 0.271%
29 14.145 2047 2050 2056 rBV6 42611 78488 3.23% 0.345%
30 14.351 2083 2085 2088 rVB4 39264 45298 1.87% 0.199%
31 14.451 2100 2102 2107 rBVZ2 64364 70988 2.92% 0.312%

32 14.757 2146 2154 2157 rBV3 143209 288702 11.89% 1.271%
33 14.833 2164 2167 2173 rVB 483438 553593 22.81% 2.436%
34 15.051 2201 2204 2207 rBV 44369 52348 2.16% 0.230%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.092 2207 2211 2216 rVB2 96985 122070 5.03% 0.537%

36 15.357 2252 2256 2260 rVB2 45880 70484 2.90% 0.310%
37 15.421 2262 2267 2271 rVB2 53421 75249 3.10% 0.331%
38 15.480 2271 2277 2285 rBV 486570 704294 29.02% 3.099%
39 15.798 2325 2331 2337 rVB 20453 46808 1.93% 0.206%
40 15.904 2344 2349 2354 rBV2 62810 90980 3.75% 0.400%
41 16.151 2388 2391 2397 rVBS8 20761 37557 1.55% 0.165%
42 16.404 2429 2434 2437 rBV3 42517 81105 3.34% 0.357%
43 16.498 2439 2450 2462 rVV6 104900 495295 20.41% 2.180%
44 16.980 2527 2532 2541 rVB7 25985 60310 2.48% 0.265%

45 18.603 2783 2808 2830 rBVS5 117739 985254 40.59% 4 _.336%

Sum of corrected areas: 22722928
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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\BF011320\

BF118534.D

13 Jan 2020 16:51

Ju

L1106-06

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF118534.D

6.59

6.46

6.97
5.43

6.82
5.01

7.38

0
Time-->

7.00

5.50

T
6.00

|
4.50 5.00 6.50

7.50

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF118534.D

9.17

10.66

11.35

11.87

9.57 11.37

12194

Time-->

11.00 11.50

T
10.00 10.50

9.50 12.00 12.50

}n&.@? 12.4112'527.6162ﬂ'80 13.13
I

13.00

Abundance

2500000

2000000

3.41

1500000

1000000

500000

TIC: BF118534.D

15.48

16.50
158890 16,15 16; 16.98

18.60

T T
17.50 18.00

15.50 16.00

16.50

17.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.01 15.37 ng 250755 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 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 497 (5.010 min): BF118534.D (-494) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.60 4.80 5.00 5.20 5.40
o S Bl Tm/z 59.10  58.36%
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 A SRR
4.60 4.80 5.00 5.20 5.40
m/z 101.00 25.88%
15 31 101
0 25,7 37, 53, 83 ,
LR UL SR SR UL UL FULRLIL IR SO SR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2-methyl-
50
460 480 500 520 5.40
5000 m/z 58.10 13.61%
43 101
31
b 2l lll syl e |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime T R B
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.68%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 unknown6.59 Concentration Rank 1

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

6.59 104.94 ng 1711580 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 766 (6.592 min): BF118534.D (-761) (-) m/z 132.00 100.00%
132
5000
68
96 e ek AR 700
40 _ 54 ‘ 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,....:':..?,....??.I.'....,.f?“?.,..!.,.':..,.l.lﬁ,....,"...,.. m/z 134.00 33.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS L R R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 68.10 31.18%
38
0'w'“'w'“J“Jh'L'M'“l“'h“'w'“'w'“l”'w'“'v'“l“”l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
SRR AARSERRRAE SRRRE RN
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 22 .50%
104
51 66
oL, 14 27 37 44 2+ 58 L. 89 97 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14144: 5-Fluoro-2-chloropyrimidine AT
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .00%
5000
33 44 g7 105
0 |50 e | | us
m/z--> 10 20 30 40 éo 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.87 10.16 ng 314638 Phenanthrene-d10 11.35
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1663 (11.869 min): BF118534.D (-1657) (-) m/z 73.00 100.00%
7
43 60
5000
129
97 115 213 AR SRR AR IR IR
14315717118519g 1% 507 256 11.60 11.80 12.00 12.20
0 m/z 43.05 77.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.60 11.80 12.00 12.20
m/ 60.00 76 .26Y%
TJJ 143157171185 | 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11.60 11.80 12.00 12.20
5000 29 m/z 41.10 71.55%
129
“ T? o1 115 ‘ 71 214
0,,,I,\,,,\I\,‘,,l‘\,ﬂ,"u,j,,,,\,I,,,,ﬁf%,l?i,\,,l,‘,,l,eq,,,
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
m/z 55.05 59.97%
5000 129
29
199
‘ 143157171185 242
O.Fﬁ.k.ﬁt. S

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\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Hexanedioic acid, bis(2-eth... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.47 11.09 ng 400293 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 87
2 Hexanedioic acid. mono(2-ethvlhe... 258 C14H2604 004337-65-9 68
3 Adipic acid. 2-ethvlhexvl isobut... 314 C18H3404 1000324-48-0 59
4 Adipic acid. di(oct-4-vl ester) 370 C22H4204 1000160-80-1 50
5 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 50

Abundance Scan 1935 (13.468 min): BF118534.D (-1932) (-) m/z 129.00 100.00%
129
5000 57
83 112 147 AR AR LA
3 ‘ ﬂ 041 13.20 13.40 13.60 13.80
| S— -.41, sl ,1.||. Ao jen2we FRee 0 “m/z 57.05  40.81%
m/z--> 50 100 150 200 250 300
Abundance #196972: Hexanedioic acid, bis(2-ethylhexyl) ester
129
5000 57
112 13.20 13.40 13.60 13.80
20 83 147 m/z 55.00 29.97%
L2 Ll l‘l | 172 212 211250 284 313 341
m/z--> 50 100 150 200 250 300
Abundance #108911: Hexanedioic acid, mono(2-ethylhexyl)ester
129
13.20 13.40 13.60 13.80
5000 55 112 m/z 70.05 28.79%
83 147
oL LA L )] e s amae
m/z--> 50 100 150 200 250 300
Abundance #156389: Adipic acid, 2-ethylhexy! isobuty! ester
129 13.20 13.40 13.60 13.80
m/z 71.10 27 .57%
5000
57 11 185
o2 \‘ T A R 299 -
LI I SR RN NN B N B AN B B N B R RN S B B AN B B N SR RN R BN B B N B B R —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 50 100 150 200 250 300 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Trifluoroacetoxy hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.83 6.50 ng 234715 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 93
Abundance Scan 1996 (13.827 min): BF118534.D (-1993) (-) m/z 57.10 100.00%
a7
RN I BN B
139 163, g,90p 229251 13.60 13.80 14.00 14.20
ol il 281 m/z 55.00  94.30%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 R BRI SO S B
13.60 13.80 14.00 14.20
29 125 m/z 83.05 93.69%
o | | | ,154 196 224 269 320
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
a7
83 RN SR SN B
13.60 13.80 14.00 14.20
5000 111 m/z 97.05 90.68%
29
o Ii ‘ | Mo 1m 210 255 a6
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester BB e o
57 13.60 13.80 14.00 14.20
97 m/z 43.10 87.41%
5000
29 125
0 \J 1 \ \ ‘\}‘ A 15‘4 182 2:!'0 238 283 384
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF010820.M Wed Jan 15 17:37:16 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.17 ng 78488 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 64
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 64
3 Pentacosane 352 C25H52 000629-99-2 64
4 Hexacosane 366 C26H54 000630-01-3 64
5 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 64
Abundance Scan 2049 (14.139 min): BF118534.D (-2047) (-) m/z 57.00 100.00%
g7
5000
3 T T T T I [T T rr[rrrr[rrrr
13.80 14.00 14.20 14.40
(o} m/z 71.10 84 .83%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57
5000 85 U A B AR
13. 80 14. oo 14.20 14.40
29 13 m/z 43.05 57 .26%
o d LT 200 n07 a5 284
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane
57
13.80 14.00 14.20 14.40
5000 85 m/z 113.00 49.17%
29
| \ ‘113 141 197
0..‘.L.|”.‘..J‘.H.l...\l....‘l....|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57 13.80 14.00 14.20 14.40
m/z 55.00 45 _.37%
5000 85
113
JL 2] [‘ | l“J | |11 169189 211 239 267 205 323 352
m/z--> 50 100 150 2(')0 25'30 3(')0 3&'30 13. 80 14. oo 14 20 14'40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 unknownl14.76 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.76 8.20 ng 288702 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 43
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 38
3 Hexadecane. 8-hexvl-8-pentvl- 380 C27H56 055282-29-6 38
4 Tritriacontane. 15.19-dimethvl- 493 C35H72 056987-80-5 35
5 Eicosane, 10-hexyl-10-methyl- 380 C27H56 055282-32-1 35
Abundance Scan 2155 (14.762 min): BF118534.D (-2146) (-) m/z 221.10 100.00%
5000
14.40 14.60 14.80 1500
o4 m/z 57.05 99.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #153228: 6,6-Diethylhoctadecane
57
5000 U N DAL L DU B
141 mmmmmmmm
99 281 m/z 73.05 92.75%
o 183 29
m/z--> 55 160 150 200 250 300 350 400 4%0 560 séo 660 6%0
Abundance #242431: Cyclononasiloxane, octadecamethy!-
78 147 221 429
255 14.40 14.60 14.80 1500
5000 281 m/z 71.10 80.88%
0"'l""l'"'l""\'"' e ""'“"I?jﬁﬁ"" "'w"'§?}'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #202667: Hexadecane, 8-hexyl-8-pentyl- AN BEAas RS
57 14.40 14.60 14.80 15.00
m/z 147 .05 80.42%
5000
99 281
141
bl di s (b e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.83 15.72 ng 553593 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 2166 (14.827 min): BF118534.D (-2164) (-) m/z 69.10 100.00%
69
5000 ‘“ﬂA
41
% 121 " 14.60 14.80 15.00 15,20
{149 : - : :
ol | g b j 177 175 203225247 273 329 399 | o871 05 47.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000{ 4! LRI B SULRUR UL B
14.60 14.80 15.00 15.20
9 m/z 41.05 27 .18%
5 137
oLl o L A7 1 161 191217 273209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
" 14.60 14.80 15.00 15,20
5000 m/z 68.05 12.99%
41
’ 95 137
oLl L L7 | 163 191 247 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 14.60 14.80 15.00 15.20
m/z 95.05 12.99%
5000 41
93
ol "‘,\ Mm A JOT 192 a3t 273 315341 384 I e
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\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.09 3.47 ng 122070 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2211 (15.092 min): BF118534.D (-2207) (-) m/z 57.10 100.00%
57
85
5000
127 165 211299265 s 1430 1500 150 1540
0 ”..,.”.,.”.1..m,..” R I e e o o e m/z 71.05 76 .10%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223852: Hentriacontane
57
5000 85 LN IS B SUMULE B
14.80 15.00 15.20 15.40
13 m/z 43.05 61.43%
0 [} #1169 197 225253 281 309 337 365 437
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
57
1480 15.00 15.20 15.40
5000 85 m/z 85.05 57.22%
o | J11}3141169197 239267294323352
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane I S e e
14.80 15.00 15.20 15.40
m/z 55.05 31.84%
5000
| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Tetracosane, 1l1-decyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.90 2.58 ng 90980 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 86
2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 Tetracosane 338 C24H50 000646-31-1 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2348 (15.898 min): BF118534.D (-2344) (-) m/z 57.05 100.00%
g7
2000 L/\/W/
R AR SRR BN B
155 183 211 15.60 15.80 16.00 16.20
ol 20 355 m/z 71.00 94.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57
5000 85 L BUULI UL UL UL
15,60 15.80 16.00 16.20
m/z 43.05 83.79%
L3 I | ﬂ113 141,169 197 225 253 295 337 364 393 420
m/z--> 50 100 1éo 260 250 360 3éo 400
Abundance #215181: 2-methyloctacosane
7
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 59.40%
113
o2, L LT 14 160 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane A B B e
57 15.60 15.80 16.00 16.20
m/z 41.00 27 .56%
85
5000
113
oL33 1| A | 141 169 197 225 253 281 309 338
m/z--> 50 100 150 260 250 300 3éo 400 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 14 Tetratriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.30 ng 81105 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 80
2 Triacontane 422 C30H62 000638-68-6 80
3 Heneicosane 296 C21H44 000629-94-7 78
4 Hexacosane 366 C26H54 000630-01-3 72
5 Octacosane 394 C28H58 000630-02-4 64

Abundance Scan 2433 (16.398 min): BF118534.D (-2429) (-) m/z 57.10 100.00%

-

5000
113141 169 197221 55 283 355 16.00 16.20 16.40 16.60 16.80
0 o e e m/z 71.05 80.01%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232376: Tetratriacontane
57
5000 85 TT T T[T T I T [T T T T[T T TT[TT
16.00 16.20 16.40 16.60 16.80
113 m/z 43.10 77.37%
141
0 29 ] .J JJ | 169197225253281309337365393421449478
B i e O O by e T T

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #219830: Triacontane

¥

16.00 16.20 16.40 16.60 16.80

5000 85 m/z 85.00 59.88%
113
141
o 29 [ 169 197 225 253 281 309 337 365 303 422
N S I NN v b G A A -
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane T B L At
57 16.00 16.20 16.40 16.60 16.80
m/z 41.10 28.56%
85
5000
29 113
0 141169197 225 253 296
- R ST
mz—-> 0 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 15 Heptasiloxane, hexadecamethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.50 14.07 ng 495295 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 87
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 53
3 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 45
4 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 35
5 Tris(trimethylsilyl)borate 278 C9H27B03Si3 004325-85-3 22

Abundance Scan 2450 (16.498 min): BF118534.D (-2439) (-) m/z 221.10 100.00%
a7
73
355
5000 281
429
16.20 16.40 16.60 16.80
503
Ol o ke ..,.-l...\,..'.l',..l..,*.'. e || M7z 147.05  80.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
7B 147 221 429
355
5000 281 RN EAREEEEE
mmmmmmmm
m/z 73.05 66.04%
) . L
m/z--> 56 160 150 200 250 360 350 400 450 560 550 660 6%0
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73 16.20 16.40 16.60 16.80
5000 147 m/z 355.10 52 .86%
281 341
o 109 | 189 | | l LtL 397429 517
m/z--> 56 160 150 200 250 300 350 400 4éo 560 séo 660 6%0
Abundance #228692: Hexasiloxane, tetradecamethyl-
78 221 16.20 16.40 16.60 16.80
147
m/z 281.00 47 . 75%
5000 281 o
443
o 36 189, ‘ .
m/z--> 56 160 1éo 200 250 300 350 400 4éo 560 séo 660 6%0 16 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118534.D

Aca On : 13 Jan 2020 16:51

Operator :© JU

Sample : L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 16 Cyclononasiloxane, octadeca... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.60 27.98ng 985254  Perylene-diz 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 90
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 64
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
4 3-lIsopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 32

5 Acetamide, 2-(5,7-dimethyl-[1,2,... 389 C21H19N50S 1000304-63-9 25
Abundance Scan 2807 (18.598 min): BF118534.D (-2783) (-) m/z 221.05 100.00%
221
73 147
281
5000 355
\ e 1820 18.40 18:60 18.80
111 179 503 ; . - ;
Ottt er ”,ﬁ.w.mlplnihkq.”.f”.q.”.P.”,.. m/z 147.10 72.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
5000 281 I B B i e e
18. 20 18 40 18. 60 18. 80
m/z 73.00 66.76%
| | ?75 651
MBS HNBNSNS ENMBSSS 15 MR L SN VTS SN MMM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B
LI A s
18.20 18.40 18.60 18.80
5000 281 o m/z 281.00 54 .54%
443
o 36 189, .
B L A L o B L B LA RRR R L E s B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,... s B B
147 221 18.20 18.40 18.60 18.80
m/z 355.10 45 _39%
73
5000
279
028 115 | 189
e e e e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011320\
Data File : BF118534.D

Acq On : 13 Jan 2020 16:51

Operator : JU

Sample - L1106-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010820.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]
2-Pentanone, 4-hy... 5.01 15.4 ng 250755 1 6.82 326198 20.0
unknown6 .59 6.59 104.9 ng 1711580 1 6.82 326198 20.0
n-Hexadecanoic acid 11.87 10.2 ng 314638 4 11.35 619591 20.0
Hexanedioic acid,... 13.47 11.1 ng 400293 5 14.00 722156 20.0
Trifluoroacetoxy ... 13.83 6.5 ng 234715 5 14.00 722156 20.0
Octadecane 14.14 2.2 ng 78488 5 14.00 722156 20.0
unknownl14 .76 14.76 8.2 ng 288702 6 15.48 704294 20.0
Squalene 14.83 15.7 ng 553593 6 15.48 704294 20.0
Hentriacontane 15.09 3.5 ng 122070 6 15.48 704294 20.0
Tetracosane, 11-d... 15.90 2.6 ng 90980 6 15.48 704294 20.0
Tetratriacontane 16.40 2.3 ng 81105 6 15.48 704294 20.0
Heptasiloxane, he... 16.50 14.1 ng 495295 6 15.48 704294 20.0
Cyclononasiloxane... 18.60 28.0 ng 985254 6 15.48 704294 20.0
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