LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\
Data File : BF113119.D
Aca On - 19 Mar 2019 5:02 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1947-08 PST-025-B128-031319
ALS Vial : 39 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-BF022719.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 5.351 550 555 558 rBY 3012764 2970228 71.14% 8.761%
2 6.381 724 730 746 rBVY 2867573 3388505 81.16% 9.995%
3 6.504 746 751 754 rBVY 3412366 3213999 76.98% 9.480%
4 6.563 759 761 770 rVB 33485 50530 1.21% 0.149%
5 6.728 785 789 793 rBV 926846 742418 17.78% 2.190%
6 6.887 812 816 819 rBVY 2952281 2539962 60.84% 7.492%
7 7.293 879 885 897 rBVY 1973512 2070852 49.60% 6.108%
8 8.010 1003 1007 1027 rBV 902234 895427 21.45% 2.641%
9 9.086 1185 1190 1205 rBV 4254251 4174946 100.00% 12.315%
10 9.475 1253 1256 1271 rVB 309733 344026 8.24% 1.015%

11 9.763 1301 1305 1316 rVB 807581 880882 21.10% 2.598%
12 10.545 1434 1438 1452 rBV 1793905 1899175 45.49% 5.602%
13 11.239 1552 1556 1565 rBV 803298 814148 19.50% 2.401%
14 11.775 1644 1647 1650 rBV 106557 115145 2.76% 0.340%
15 12.822 1820 1825 1828 rBV 2954515 2755430 66.00% 8.128%

16 13.304 1903 1907 1914 rBV3 49969 66479 1.59% 0.196%
17 13.727 1973 1979 1983 rBV 115066 112846 2.70% 0.333%
18 13.786 1983 1989 1999 rVV5 89000 320227 7.67% 0.945%
19 13.869 1999 2003 2014 rVvV 1073440 1156977 27.71% 3.413%
20 13.974 2017 2021 2028 rVB4 31478 45117 1.08% 0.133%

21 14.045 2029 2033 2038 rVB 277116 274919 6.58% 0.811%
22 14.345 2078 2084 2088 rBV 535565 467799 11.20% 1.380%
23 14.639 2130 2134 2139 rBV 751719 718600 17.21% 2.120%
24 14.710 2142 2146 2150 rBV 51109 49858 1.19% 0.147%
25 14.957 2183 2188 2194 rBV 820041 860202 20.60% 2.537%

26 15.280 2238 2243 2245 rBV 422423 537607 12.88% 1.586%
27 15.316 2245 2249 2256 rVB 710371 927817 22.22% 2.737%
28 15.715 2311 2317 2327 rVB 499834 733755 17.58% 2.164%
29 16.186 2391 2397 2408 rBV2 260117 454962 10.90% 1.342%
30 16.727 2483 2489 2496 rVB 97618 191077 4._.58% 0.564%

31 17.374 2594 2599 2606 rVB3 37739 83324 2.00% 0.246%
32 18.145 2727 2730 2737 rVB7 26607 44919 1.08% 0.132%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On - 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 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-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 33902158
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

BF113119.D

19 Mar 2019 5:02

Ju/SJ

K1947-08 PST-025-B128-031319
39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 86.58 ng 3214000 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF113119.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 T T T T T T
40.0 540 J 6.20 6.40 6.60 6.80
0 agro_ | s o m/z 68.00 43.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 AR LR L S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.33%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 28.09%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 68.95 16.95%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.83 ng 115145 Phenanthrene-d10 11.24
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 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 53
Abundance Scan 1646 (11.769 min): BF113119.D (-1644) (-) m/z 73.00 100.00%
430 | 73.0
5000
970 1290
170.9 4, 92131 2561 11.40 11.60 11.80 12.00
0 m/z 43.00 95.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0 N RN
11,40 11.60 11.80 12.00

83.0 0
1570 1g50 2130 256.0 m/z 59.90 90.91%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
IIIIIIIIIIIIIIII‘IIIIIII
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 55.00 78.10%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L R
43.0 73.0 11.40 11.60 11.80 12.00
m/z 56.95 76.04%
5000 129.0 J\/\W
diso |
S AERRRRE: R RN RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF022719.M Wed Mar 20 08:01:01 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.79 5.54 ng 320227 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1990 (13.792 min): BF113119.D (-1983) (-) m/z 56.95 100.00%
5000
190.9 0811 13.40 13.60 13.80 14.00 14.20
(o} 7 m/z 83.00 95.91%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
550 83.0
5000 111.0 A SRR BRSNS B
13. 40 13. 60 13 80 14. oo 14. 20
m/z 43.00 94 .52%
oL 270 | 320167.0196.0  238.0266.0204.0
m/z--> 50 160 1%0 260 2%0 360 3%0
Abundance #166292: Behenic alcohol
550 83.0
13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 55.00 92.68%
oL 2700 | ‘ n“ l | ”133 0}67 0196.0224.0252.0280.0308.0
m/z--> 55 100 150 260 2%0 360 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester I e e
57.0 13.40 13.60 13.80 14.00 14.20
97.0 m/z 97.00 85.02%
5000
ol | | | \\ [154.0182.0210.0  255.0 356.0
m/z--> 50 mo 150 M) ﬁo 3& 350 mmnmmmmmmm

8270-BF022719.M Wed Mar 20 08:01:02 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.05 4.75 ng 274919 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2034 (14.051 min): BF113119.D (-2029) (-) m/z 57.00 100.00%
5%.0
5000
99.0
141.1 1830 13.80 14.00 14.20 14.40
o...-.,--...i.ll,‘l i S m/z 71.00 69.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000
13.80 14.00 14.20 14.40
99.0 m/z 43.00 60.46%
0 ‘ ﬂ L 1410 1830 225.0 267.0 309.0  367.0
m/z--> éo 100 150 200 250 360 3%0 460
Abundance #219831: Triacontane
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.00 52.28%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #141426: Heneicosane
57.0 13.80 14.00 14.20 14.40
m/z 41.00 21.45%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(|)O 13|80 14. oo 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .35 8.09 ng 467799 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2085 (14.351 min): BF113119.D (-2078) (-) m/z 57.00 100.00%
57.0
5000 L
9.0 14.00 14.20 14.40 14.60
141.1 . . . )
oLl 1] .J.|| LiTrn 831 2251 2820 3233 /7 70.95  64.16%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 AP SUNL U B
14.00 14.20 14.40 14.60
99.0 m/z 43.00 58.18%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0
14.00 14.20 1440 14.60
5000 m/z 85.00 50.12%
99.0
0 27,00 | | | | 14 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #202661: Heptacosane R e
57.0 14.00 14.20 14.40 14.60
m/z 55.00 21.06%
5000
99.0
027]Ju“m1%02m2m0m% 380.0 L.
m/z--> 50 160 1%0 200 250 360 3%0 ' 1400 1420 1440 1J60 '

8270-BF022719.M Wed Mar 20 08:01:03 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 5
R.T. EstConc Area Relative to ISTD R.T.
14.64 26.73 ng 718600 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2134 (14.639 min): BF113119.D (-2130) (-) m/z 57.00 100.00%
57.0
5000 85.0
113 " 14.40 14.60 14.80 15.00
141.1
oo A 4L L1801 2970 2251 25022811 30933973 7 100 G 4> e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57.0
85.0
5000 URIUR U SUNL SRS SR
14.40 14.60 14.80 15.00
m/z 43.00 62.45%
290 113.0 1410
ol |, ] Lo 169.0197.0 225.0253.0  296.0
m/z--> 2'0 4'0 60 8|0 1c')o 120 140 160 180 200 220 240 260 280 300 32'0 340
Abundance #105885: Octadecane
57.0
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.00 50.68%
29.0
o [ 113.0141.0 169.0 19702250 254.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 240 260 280 3(')0 320 340
Abundance #83023: Hexadecane R REne s e R
57.0 14.40 14.60 14.80 15.00
m/z 54.95 20.85%
5000 85.0
29.0
oL bl \11301410169019702260
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 32'0 340 14'40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.96 32.00 ng 860202 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2189 (14.963 min): BF113119.D (-2183) (-) m/z 57.00 100.00%
57.0
5000
9.0 14.60 14.80 15.00 15.20
141.1 - - - -
ol d b b hd g JOL 1071 2532 2953 3374 m/z 70.95 67.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 43.00 58.83%
L2500 I J / 14}0 183.0 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.00 50.59%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.69%
5000
99.0
ol d iy 1410 1830 29 210 3230
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.72 27.30 ng 733755 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2318 (15.721 min): BF113119.D (-2311) (-) m/z 57.00 100.00%
57.0
5000
99.0 15.40 15.60 15.80 16.00
141.1 : . : :
oL A A by 14 18s1 281 2672 3002 e e,
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000
15.40 15.60 15.80 16.00
99.0 m/z 43.00 58.49Y%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.00 49.63%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl-
57.0 15.40 15.60 15.80 16.00
m/z 55.00 19.99%
5000
99.0
ol d iy 1410 1830 29 210 3230
m/z--> 5'0 1(')0 1&'30 200 250 300 350 4(')0 15. 40 15 60 15. 80 16. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.19 16.93 ng 454962 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2398 (16.192 min): BF113119.D (-2391) (-) m/z 57.00 100.00%
51.0 q
5000
%90 15.80 16.00 16.20 16.40 16.60
411 : : : : :
ol A LR Ly o4 ass2 221 2e71 e A,
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
51.0
15.80 16.00 16.20 16.40 16.60
99.0 m/z 43.00 54_.77%
o |J §od oy L0 1830 2250 2670 3090 _ 367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.00 50.13%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.00 21.19%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.73 7.11 ng 191077 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Tetracosane 338 C24H50 000646-31-1 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2489 (16.727 min): BF113119.D (-2483) (-) m/z 57.00 100.00%
57.0
Ll S moisoisro om0 1 o 1640 16,60 16,80 1700
0Lb—— p.n..“ f R m/z 71.00 66.20%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 LR DU B BRI SR
mmmmmmﬂm
m/z 43.00 58.40%
0 2%9 I J J ﬁ41016901970225025302820
m/z--> 55 100 1éo 200 2éo 360 3%0
Abundance #175559: Tetracosane
57.0
. 16,40 16.60 16.80 17.00
5000 : m/z 84.95 49.02%
29.0 113.0
ol ‘ J LT 01690197.0005 00530 3380
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane L L L B L BN |
57.0 16.40 16.60 16.80 17.00
m/z 55.00 20.55%
- = Nwrw»vMAvam/\rmﬂthNwwﬂﬂr
0 2000 | | ) ﬁ{f?14}01690197022502530 295.0 366.0
m/z--> 50 ﬁo 150 200 250 300 ﬁo mmmmmmﬂm
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Library Search Compound R

eport

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113119.D

Aca On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2-methyltetracosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.37  3.10ng 83324  Perylene-di2 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-methvitetracosane 352 C25H52 1000376-72-6 86

2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2598 (17.368 min): BF113119.D (-2594) (-) m/z 57.00 100.00%
57.0
5000 Vﬂ~wkﬂwwvAvwf/\Muwmwﬂhrﬁrpfv
97.0 R EAREEEEmema
12021830 2390 g, 17.00 17.20 17.40 17.60
0 : m/z 71.00 69.04%
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57.0
5000 LA L L L L L LB L
17.00 17.20 17.40 17.60
99.0 m/z 43.00 62.89%
210 ]] L 1410 1830 2250 267.0 309.0
- I T I I T 1 7T T T T I L T I T T 1 7T I
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
AR e
17.00 17.20 17.40 17.60
5000 m/z 85.00 59.76%
99.0
o 2&9\ | JJJ‘}4}O 183.0 2250 267.0 309.0  365.03094.0
—— e e
m/z--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo- A BT o e
57.0 17.00 17.20 17.40 17.60
m/z 55.00 29.98%
5000
zﬁo ‘ 99.0 1850
o g i bl —————— R o e e
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60

8270-BF022719.M Wed Mar 20 08:01:08 2019

Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF031819\

Data File : BF113119.D

Acq On : 19 Mar 2019 5:02

Operator : JU/SJ

3?22 le K1947-08 PST-025-B128-031319
ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .50 6.50 86.6 ng 3214000 1 6.73 742418 20.0
n-Hexadecanoic acid 11.77 2.8 ng 115145 4 11.24 814148 20.0
1-Heneicosanol 13.79 5.5 ng 320227 5 13.87 1156980 20.0
Hexacosane 14.05 4.8 ng 274919 5 13.87 1156980 20.0
Heneicosane 14.35 8.1 ng 467799 5 13.87 1156980 20.0
Octadecane 14 .64 26.7 ng 718600 6 15.28 537607 20.0
Heptadecane, 9-oc... 14.96 32.0 ng 860202 6 15.28 537607 20.0
Triacontane 15.72 27.3 ng 733755 6 15.28 537607 20.0
2-methyloctacosane 16.19 16.9 ng 454962 6 15.28 537607 20.0
Eicosane 16.73 7.1 ng 191077 6 15.28 537607 20.0
2-methyltetracosane 17 .37 3.1 ng 83324 6 15.28 537607 20.0
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