LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF120518 .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 3.251 195 198 212 rBvV 248210 476955 2.88% 0.334%
2 5.028 497 500 510 rvB 648087 905350 5.47% 0.633%
3 5.428 562 568 571 rBVY 13620402 14944260 90.26% 10.453%
4 6.439 733 740 744 rBY 13505960 16556002 100.00% 11.580%
5 6.581 758 764 767 rBVY 13751467 15172759 91.65% 10.613%
6 6.804 799 802 806 rVB 3981218 3144986 19.00% 2.200%
7 6.963 825 829 832 rBVY 12602012 11280677 68.14% 7 .890%
8 7.363 892 897 900 rBVY 9177645 10331989 62.41% 7.227%
9 8.086 1015 1020 1023 rBV 4901531 4089222 24.70% 2.860%
0 9.169 1198 1204 1207 rBV 14576649 15027678 90.77% 10.511%
11 9.557 1266 1270 1273 rBvV 2588245 2102810 12.70% 1.471%
12 9.839 1310 1318 1322 rBVvV2 5256822 4465163 26.97% 3.123%
13 10.627 1447 1452 1455 rBVY 10105373 9516454 57 .48% 6.656%
14 11.321 1566 1570 1573 rBV 5139459 4235417 25.58% 2.962%
15 11.857 1657 1661 1671 rBV 2796001 3055229 18.45% 2.137%
16 12.639 1791 1794 1805 rBVY 1366805 1454166 8.78% 1.017%
17 12.910 1835 1840 1843 rBVY 11825576 11874152 71.72% 8.305%
18 13.127 1873 1877 1879 rBvV 158128 172657 1.04% 0.121%
19 13.392 1914 1922 1926 rBvV5 82793 211809 1.28% 0.148%
20 13.810 1990 1993 2001 rBVY 2764452 2799849 16.91% 1.958%
21 13.951 2013 2017 2021 rBVY 2876823 2838105 17.14% 1.985%
22 14.139 2045 2049 2056 rBV 167676 179498 1.08% 0.126%
23 14.451 2098 2102 2108 rBVY 1061116 1171455 7.08% 0.819%
24 14.751 2150 2153 2162 rBvV2 130553 219855 1.33% 0.154%
25 14.821 2162 2165 2169 rVvV 197019 193492 1.17% 0.135%
26 14.886 2173 2176 2181 rVB 254908 246827 1.49% 0.173%
27 15.080 2205 2209 2211 rBV 361583 433526 2.62% 0.303%
28 15.098 2211 2212 2219 rVB2 304518 323403 1.95% 0.226%
29 15.392 2257 2262 2268 rBVY 2141580 2677304 16.17% 1.873%
30 15.645 2301 2305 2313 rVB2 207675 281360 1.70% 0.197%
31 15.874 2340 2344 2348 rBV 276243 397145 2.40% 0.278%
32 15.921 2348 2352 2361 rVvVv 496438 842482 5.09% 0.589%
33 16.651 2472 2476 2482 rVB4 133738 225181 1.36% 0.158%
34 17.033 2533 2541 2552 rBV5 202998 557250 3.37% 0.390%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.409 2597 2605 2614 rBV4 235407 563382 3.40% 0.394%

Sum of corrected areas: 142967849
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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\BF120618\

BF111150.D
6 Dec 2018 20:49
JussJ
J6204-06
11 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF111150.D

5.43 6.46.58

5.03

J

6.80

6.96

7.36

0
Time-->

5.50

T
6.00

[
5.00 6.50

7.00

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF111150.D

10.63

8.09 9.84 11.32

9.56 11.86

|

12.64

12.91

13.13

Time-->

10.50 11.00 11.50

L N L
9.50 10.00 12.00

12.50

13.00

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF111150.D

15.39

15.64 18592 16.65 17.03 17.41
5 —

15.50 17.00

T T
17.50 18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Propylene Glycol Concentration Rank 12

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

3.25 3.03 ng 476955 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 78
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 39
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 198 (3.251 min): BF111150.D (-195) (-) m/z 45.05 100.00%
45.0
5000 k
rerrTrrrTTTrTTT TR R
61.0 3.00 3.20 3.40 3.60
o‘wﬁﬁ-rja-..s,'...?}-.0...,....,....,....,....,....,297.-.1. m/z 43.00 18.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #938: Propylene Glycol
45.0
5000 U U U R L
3.00 3.20 3.40 3.60
m/z 61.00 5.76%
29.0 | 61.0
O e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
3.00 3.20 3.40 3.60
5000 m/z 44.00 4 _30%
29.0 61.0
Ot e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 VS Y ARSI
Abundance #295: Isopropyl Alcohol e ERAREE R
45.0 3.00 3.20 3.40 3.60
m/z 46.00 3.00%
5000
27.0
0“'“\ﬂm'w“"\“"|”"|”"|”"|“"|“"|“"|“" ERARSARARSEN
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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.

5.03 5.76 ng 905350 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 t-Butvl nitrite 103 C4H9NO2 000540-80-7 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 500 (5.028 min): BF111150.D (-497) (-) m/z 43.00 100.00%
43.0
5000 91
oLt 250 450 560 550 540
0....,....','...':|,....513.'9..,|....,....,....,....,....,297.'.0. m/z 59.10 50.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R UL UL I
59.0 460 480 500 520 5.40
0
150 1010 m/z 101.05 17.41%
Wl ) ) 83.0 !
e L L I S L S S BN B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344 3-Hexanol, 4-methyl-
59.0
460 480 500 520 540
5000 41.0 m/z 58.05 14 .52%
L
O'E%?w'ﬂm'ﬁh'w”lﬂ"P"W"”I'”'I”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime REEEE RS ey L
43.0 460 4.80 5.00 5.20 5.40
m/z 41.05 7.92%
5000
101.0
o180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknown6.58 Concentration Rank 1

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

6.58 96.49 ng 15172800 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 1-Isoquinolinemethanol, .alpha.-... 191 C12H17NO 114608-92-3 12

Abundance Scan 764 (6.581 min): BF111150.D (-758) (-) m/z 132.05 100.00%
13%.1
5000 68.1
00 sio || BT S5 6k 5o o 700
bbb et e 820 B0l m/z 68.10 44.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13p.0
69.0
104.0 N
5000 SRR AR AR SR
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 36.92%
0'W'“W'“'l”wPL'M”'P”!W“'P“'P“'P“'P”'P”'“”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
13p.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.85%
104.0
ol 140 270 380 51O 00770 g0 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal  EAmaE e e AR
13p.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 18.07%
5000 6r.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0'W“'W“'W”'M¢'WM“WAMm“UN“'W”MW”'W“jﬁ“'ww'W”' SRR AR AR SR
m/z--> 10 20 30 40 50 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\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 14.43 ng 3055230 Phenanthrene-d10 11.32
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 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 80

Abundance Scan 1662 (11.863 min): BF111150.D (-1657) (-) m/z 43.05 100.00%

43.0 73.0

5000

%

2132 LI L L L L LN L LN B
256.3 11.60 11.80 12.00 12.20

o! 8298 "m/z 73.00 94.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid

157.1 185.2

%

5000 LIS L L L L L LB L B}
11.60 11.80 12.00 12.20
213.0 m/z 60.00 89.82%
157.0 185.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
43.0 | 730
L AR s
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 80.27%
171.0
98.0 214.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84452: Tetradecanoic acid AT T
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.05 73.24%
5000 129.0
0 15.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.64 10.25 ng 1454170 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87

Abundance Scan 1794 (12.639 min): BF111150.D (-1791) (-) m/z 43.05 100.00%

73.0
5000
129.1
97.1 R ARERENS e e
1671 185.2 213 2413 284.3 12.40 12.60 12.80 13.00
o‘ : ' m/z 57.10 75.85%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
129.0
] . 12.40 12.60 12.80 13.00
' m/z 73.05 74.63%
0 : :
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0
PP T T R T
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 67.33%
171.0
97.0 214.0
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 \
Abundance #95855: Pentadecanoic acid AR e AR
73.0 12.40 12.60 12.80 13.00
m/z 55.05 66.60%
5000 129.0
0 e e

m/z--> 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\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 19.73 ng 2799850 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1993 (13.810 min): BF111150.D (-1990) (-) m/z 57.10 100.00%
1
83.1
5000 \
139.2 13.40 13.60 13.80 14.00 14.20
I 167.2 195.2 222.2 252.3 280.3 n/z 43.10 97 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
580
97.0 K
29.0 13.40 13.60 13.80 14.00 14.200
125.0 m/z 55.05 95.86%
0 N 153.0 181.0
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
580 83.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 77 .32%
29.0
o 1390 167.0 1960 238.0 266.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol T
550 83.0 13.40 13.60 13.80 14.00 14.20
m/z 69.10 68.95%
5000
29.0
0 Lo 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 13.'40 13.|60 13.80 14.00 14.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Heneicosyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .45 8.26 ng 1171460 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
2 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
3 Docosvl trifluoroacetate 422 C24H45F302 1000351-75-5 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
Abundance Scan 2102 (14.451 min): BF111150.D (-2098) (-) m/z 57.10 100.00%
57.1
7.1
5000
HR SN B SO B
39.1 14.20 14.40 14.60 14.80
ol A4 .I,J.]i. bl 26513094 3973 | "m/z 43.05 89.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate
57.0
97.0
5000 L S B SUBURA U
1420 14.40 14.60 14.80
m/z 55.05 72.71%
oL Jl %%&mno 294.0 339.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #164026: 1-Hexadecanesulfonyl chloride
57.0
70 " 14.20 14.40 14.60 14.80
5000 m/z 83.05 63.53%
39.0
oL ‘ 1L l 1} 1810 2280 27110409
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #219709: Docosy! trifluoroacetate B L
57.0 14.20 14.40 14.60 14.80
97.0 m/z 97.10 56.05%
5000
0
0 1“*1‘810 224.0264.0 308.0 353.0 404.0 LWML
m/z--> éo 160 150 200 250 360 3%0 460 450 ' 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 11
R.T. EstConc Area Relative to ISTD R.T.
15.08 3.24 ng 433526 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2209 (15.080 min): BF111150.D (-2205) (-) m/z 57.05 100.00%
57.0
5000
990 14,80 15.00 15,20 15.40
41 1 207.1 : . .
oL ,I. LAy f4pLaro207t 282128113130 L4300 63,920
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LR SR S IS UL
14.80 15.00 15.20 15.40
m/z 71.10 56.95%
0 2§0| | ,9?0, 141.0 1830 225.0 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
14,80 15.00 15,20 15.40
5000 m/z 85.10 41 .35%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #117646: Octadecane, 2-methyl- R T e
57.0 14.80 15.00 15.20 15.40
m/z 41.10 19.79%
5000
99.0
225.0
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF120518_.M Fri Dec 07 15:12:28 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Cyclopentadecane Concentration Rank 14

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

15.10 2.42 ng 323403 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 86
2 1-Octadecanol 270 C18H380 000112-92-5 72
3 Hexadecen-1-ol. trans-9- 240 C16H320 064437-47-4 64
4 Cvclotetradecane 196 C14H28 000295-17-0 50

5 5-Hydroxy-5-isopropyl-6-methyl-h... 182 C11H1802 1000187-15-9 35

Abundance Scan 2212 (15.098 min): BF111150.D (-2211) (-) m/z 55.10 100.00%
3.1
97.1
5000
39.1 R
176.9 2221 2691 3120 404.2 14.80 15.00 15.20 15.40
ol L m/z 43.10 93.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69583: Cyclopentadecane
83.0
41.0 210.0
5000 L TTTT LR B TT T
14. 80 15. 00 15 20 15. 40
25.0 m/z 83.10 80.81%
L L)y esg
Ot J e
m/z--> 50 100 150 200 250 300 350 400
Abundance #119523: 1-Octadecanol
55.0
97.0 R A
14.80 15.00 15.20 15.40
5000 m/z 97.10 73.85%
Omd‘ ‘jﬁpllwonm
e T T T
m/z--> 50 150 200 250 300 350 400
Abundance #94332. Hexadecen-1-ol, trans-9- RSN BaEaE T
410 14.80 15.00 15.20 15.40
m/z 41.10 60.99%
5000 \
AN E Ut S
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. OO 15 20 15. 40

8270-BF120518_.M Fri Dec 07 15:12:28 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Oxirane, heptadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.10 ng 281360 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
2 1.19-Eicosadiene 278 C20H38 014811-95-1 58
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 58
4 Octadecanal 268 C18H360 000638-66-4 52
5 Cyclotriacontane 420 C30H60 000297-35-8 49

Abundance Scan 2304 (15.639 min): BF111150.D (-2301) (-) m/z 43.00 100.00%

43.0

82.1

5000

15.40 15.60 15.80 16.00
m/z 57.05 96.80%

176.9 211.1240.2 284.0

0!
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-

mmmmmmmm
11.0 m/z 82.10 79.82%

52.0182.0 222.0 264.0

5000

0
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
53.0
AR S
96.0 15.40 15.60 15.80 16.00
5000 m/z 55.05 63.86%
Ozmlhluﬁmmmzmo%mn%
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- b RRREE R
43.0 82.0 15.40 15.60 15.80 16.00
m/z 96.10 63.59%
5000

.0
L Ll [ T “ \}520 208.0 250.0

oAbl NS S

m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 13
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.97 ng 397145 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 90
Abundance Scan 2343 (15.868 min): BF111150.D (-2340) (-) m/z 57.05 100.00%
57.0
5000

990.1

15.60 15.80 16.00 16.20
\ 1551 2080 253.0 .
- -.l A, | Ao g 005 2080 25302831 3419 | 243705 68.50%

T
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LA L L L L L L
15 60 15. 80 16. 00 16 20
m/z 71.10 54 _.85%
99.0
REZS BT [, 1410 1830 2250 2820
b A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
L
15.60 15.80 16.00 16.20
5000 m/z 85.10 46.98%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
....,... — T T
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane e
57.0 15.60 15.80 16.00 16.20
m/z 55.00 28.41%
5000
99.0
o 270) | | | tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
il A e AN EEE RS
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111150.D

Aca On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample : J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octacosanol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.92 6.29 ng 842482 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosanol 410 C28H580 000557-61-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87
Abundance Scan 2352 (15.921 min): BF111150.D (-2348) (-) m/z 57.10 100.00%

57.1
97.1
5000 y J
39.2 15,60 15.80 16.00 16.20
190.9
. .,..1..,....,....?‘?4.1..,.3?7..1,....,....,f”.e.? m/z 43.10 98.82%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57.0
97.0
5000 LR DL BN BN B

15,60 15.80 16.00 16.20
m/z 55.10 86.07%

39.0
oA 1] li 1 18102220  202.0 334.0 392.0
B e L e B e e A R
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57.0 97.0
s R
15.60 15.80 16.00 16.20
5000 m/z 83.10 76.89%
39.0
RECLIRY || 11, 181.0 222.0 264.0 308.0
i I o e e L o L B T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol R B
3.4 83.0 15.60 15.80 16.00 16.20
' m/z 97.10 76.82%
5000
25.0
ol 1] \ LJ | 167.0 2100 280.0
L B B S e e
m/iz--> 0 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\

BF111150.D
6 Dec 2018 20:49
JussJ
J6204-06
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 _.beta.-Sitosterol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.41 4.21 ng 563382 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 _oaamma.-Sitosterol 414 C29H500 000083-47-6 64
3 Campesterol 400 C28H480 000474-62-4 52
4 Chola-5.22-dien-3-0l. (3.beta..2... 342 C24H380 057597-08-7 49
5

Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 43
Abundance Scan 2605 (17.409 min): BF111150.D (-2597) (-) m/z 43.05 100.00%
430 810
5000
414.5 Trrr[rrrryprrrr|rrrry[rr
4 3814 17.00 17.20 17.40 17.60 17.80
[ m/z 55.05 95.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 LIS B L B L L L L L LB
107.0 214.0 17. OO 17. 20 17. 40 17. 60 17. 80
145.0 213.0 m/z 81.05 83.42%
7 780 <77 2850 3030 3810
Oy
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
R o EEE RS R
17.00 17.20 17.40 17.60 17.80
5000 m/z 57.10 79.59%
0.&?,.
m/z--> 50 100 150 200 250 300 350 400
Abundance #212387: Campesterol T
43.0 17.00 17.20 17.40 17.60 17.80
m/z 41.10 70.35%
5000
400.0
17802130 550 3150 3479
ob——k ‘HH‘“H‘ MP\H\‘\MH\MM\ '.‘.‘.l‘.‘.\'.lululuu.|.L..H.|.. s N ma e e
m/z--> 50 100 150 200 250 300 350 400 17. OO 17. 20 17. 40 17. 60 17. 80

8270-BF120518.

M Fri Dec 07 15:12:30 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120618\
Data File : BF111150.D

Acq On : 6 Dec 2018 20:49

Operator : JU/SJ

Sample - J6204-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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]
Propylene Glycol 3.25 3.0 ng 476955 1 6.80 3144990 20.0
2-Pentanone, 4-hy... 5.03 5.8 ng 905350 1 6.80 3144990 20.0
unknown6 .58 6.58 96.5 ng 15172800 1 6.80 3144990 20.0
n-Hexadecanoic acid 11.86 14_.4 ng 3055230 4 11.32 4235420 20.0
Octadecanoic acid 12.64 10.3 ng 1454170 5 13.96 2838110 20.0
1-Docosene 13.81 19.7 ng 2799850 5 13.96 2838110 20.0
Heneicosyl heptaf... 14.45 8.3 ng 1171460 5 13.96 2838110 20.0
Heptacosane 15.08 3.2 ng 433526 6 15.39 2677300 20.0
Cyclopentadecane 15.10 2.4 ng 323403 6 15.39 2677300 20.0
Oxirane, heptadecyl- 15.64 2.1 ng 281360 6 15.39 2677300 20.0
Eicosane 15.87 3.0 ng 397145 6 15.39 2677300 20.0
Octacosanol 15.92 6.3 ng 842482 6 15.39 2677300 20.0
-beta.-Sitosterol 17.41 4.2 ng 563382 6 15.39 2677300 20.0
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