LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 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-BF091418 .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 4.907 433 437 446 rVB 76313 89342 3.50% 0.341%
2 5.325 503 508 511 rBVY 2286362 2071677 81.20% 7 .896%
3 6.348 677 682 690 rBY 2219085 2284834 89.56% 8.708%
4 6.484 701 705 709 rBVY 2391687 2228201 87.34% 8.492%
5 6.719 741 745 748 rBVY 1144087 889887 34.88% 3.392%
6 6.878 768 772 775 rVB 1961342 1707946 66.95% 6.509%
7 7.278 835 840 843 rBVY 1644603 1411758 55.34% 5.381%
8 8.001 959 963 966 rBY 1457048 1176359 46.11% 4.483%
9 9.078 1141 1146 1149 rBV 3150436 2551186 100.00% 9.723%
10 9.466 1209 1212 1216 rBV 297483 237303 9.30% 0.904%

11 9.748 1256 1260 1264 rBV2 1614660 1401142 54.92% 5.340%
12 10.530 1389 1393 1404 rBV 1928949 1762077 69.07% 6.716%
13 11.224 1507 1511 1515 rBV 1723744 1480924 58.05% 5.644%
14 11.766 1600 1603 1613 rBV2 139696 140867 5.52% 0.537%

15 12.330 1695 1699 1702 rBV2 43289 39615 1.55% 0.151%
16 12.807 1776 1780 1784 rBV 2757386 2525317 98.99%% 9.625%
17 13.054 1820 1822 1827 rVB 69771 65500 2.57% 0.250%
18 13.295 1857 1863 1869 rBV2 65931 111132 4._36% 0.424%
19 13.395 1878 1880 1883 rBV 79318 63405 2.49% 0.242%

20 13.718 1931 1935 1940 rBV2 224957 335870 13.17% 1.280%

21 13.848 1953 1957 1961 rVB 1342202 1222106 47.90% 4.658%
22 14.036 1986 1989 1993 rBV 152564 135842 5.32% 0.518%
23 14.342 2038 2041 2044 rVB 164478 142380 5.58% 0.543%
24 14.636 2088 2091 2096 rVB 206845 198908 7.80% 0.758%
25 14.707 2101 2103 2106 rVB 70324 59398 2.33% 0.226%

26 14.954 2142 2145 2149 rVB 187663 182733 7.16% 0.696%
27 15.254 2191 2196 2201 rBV 862579 1037342 40.66% 3.954%
28 15.307 2201 2205 2214 rVB 183805 280281 10.99% 1.068%
29 15.712 2270 2274 2280 rBV 130872 189116 7.41% 0.721%
30 16.183 2349 2354 2360 rVB 80155 129242 5.07% 0.493%

31 16.724 2443 2446 2454 rVB3 46847 86297 3.38% 0.329%

Sum of corrected areas: 26237987
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\

BF109005.D

14 Sep 2018 19:58

JussJ

J4906-29

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091418 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
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13.05 131®)<
AN

L

12.33

I
Time--> 8.00
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T
12.50

T
13.00
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3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF109005.D

13.85
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T
Time--> 13.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.91 2.01 ng 89342 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 437 (4.907 min): BF109005.D (-433) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 | 460 4.80 5.00 5.20
o S| St S — m/z 59.10 55.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R AR UL RN SRR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 21.80%
27.0 0.0 83.0 101.0
Ot e e P e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.00 15.49%
101.0
150 310 [ 580490 g0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e AR Rma Ry
59.0 4.60 4.80 5.00 5.20

m/z 41.00 10.12%

5000 41.0

73.0 126.0 1420

0"'I""I'"'I"'*Hl""I""li""I'"'I""I""I""I""I""I""I""I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2 unknown6.48 Concentration Rank 1

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

6.48 50.08 ng 2228200 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 704 (6.478 min): BF109005.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 so |1 o L o5 ok ko ko
Obrrrrrrrr ek s e b e m/z 68.10 46.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IS R R A

6.20 6.40 6.60 6.80
m/z 134.00 31.47%

31.0 51.0
o | | “ 1L I
R RN B e e Rt L s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
e
6.20 6.40 6.60 6.80
5000 m/z 66.00 28.98%
0 ...,....|....|....|....|....,....|....|....|....,....,....,....| ERE L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R I
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.89%
5000
63.0 104.0
300 510 | 770 900 117.0
Y B A O S | . SRR S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 4 Oxalic acid, cyclobutyl hep... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.50 ng 335870 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclobutvl heptadec... 382 C23H4204 1000309-70-7 91
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
Abundance Scan 1935 (13.718 min): BF109005.D (-1931) (-) m/z 57.05 100.00%
57.0
5000
11.1 e
13.40 13.60 13.80 14.00
oA, 10822201 811 | m/z 43.10 78.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #203491: Oxalic acid, cyclobutyl heptadecyl ester
58.0
5000 A AR AR SRR UL
1340 13.60 13.80 14.00
m/z 71.10 66 .15%
0 11.0 283.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriaconty| pentafluoropropionate
57.0
13.40 13.60 13.80 14.00
5000 m/z 55.05 54 .51%
11.0
o J ll;%??o 222.0 278.0 334.0 390.0 448.0493.0 594.0 wﬂLVALW,wNMJ\MPMwwwANVWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #231356: Docosy! pentafluoropropionate T
57.0 13,40 13.60 13.80 14.00
m/z 83.10 51.85%
h Nv\_}k\\,//\\p
11.0
o ‘ l ‘ l 167.0 224.0 308.0353.0 454.0
m/z--> §0 100 1%0 200 250 300 350 400 450 500 550 600 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 5 Decane, 3,8-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.04 2.22 ng 135842 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 1990 (14.042 min): BF109005.D (-1986) (-) m/z 57.10 100.00%

57.1
85.1
5000
113.1 " 13:80 14.00 14,20 14.40
141.1169.1 2111
0 ...,....,...I,..|:.,‘.'..J'l,..'!.,."...,-...-.,....,.... a2 m/z 71.10  80.36Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38349: Decane, 3,8-dimethyl-
57.0
85.0
5000 LI I B SULIUL L

13.80 14.00 14.20 14.40
m/z 43.05 59.67%

113.0141.0
0 170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
R B a e
13.80 14.00 14.20 14.40
5000 85.0 m/z 85.10 54_.95%
29.0 113.0
0 ‘ J\ Lo 14101690197022502530281030903380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane R B o
57.0 13.80 14.00 14.20 14.40
m/z 41.05 23.43%
85.0
5000
29.0 113.0
. Ty 14101690 197022502530 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 6 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.34 2.33 ng 142380 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2041 (14.342 min): BF109005.D (-2038) (-) m/z 57.10 100.00%
51.1
85.1
5000
13, 14.00 14.20 1440 1460
11411
ol =| ,}. s '-F Lo Ae1107 1205225812811 m/z 71.10 75.55%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 U D UL B SRR
Mmmmmmmm
m/z 43.10 64 .86%
. Z%O | jl]F1?0}4}01690197022502530 295.0323.0  367.0
m/z--> 50 160 1éo 260 250 360 3éo
Abundance #105885: Octadecane
57.0
14.00 14.20 1440 1460
5000 85.0 m/z 85.10 56.86%
29.0
oLl b - [113:0141.0169.0197.0225,0254.0
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #117638: Nonadecane S ma s m s
57.0 14.00 14.20 14.40 14.60
m/z 55.05 22.90%
5000 85.0
29.0
o ‘ || [130141.0160.0197.02250  268.0
m/z--> 50 160 150 260 250 300 3éo 1400 1420 1440 1J60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 7 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.83 ng 198908 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2092 (14.642 min): BF109005.D (-2088) (-) m/z 57.10 100.00%
57.1
5000
pe.1 "' 14.40 14.60 14.80 15.00
141.1 : : : .
 — ,I. LU dy il tesa2031 2821 4603 SO 6T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57.0
5000 LRI LIS B BULILL R
Mmmmmmmm
99.0 m/z 85.10 56.32%
0l15.9 ] I ,| | 141.0 1830 2250  296.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #129490: Eicosane
57.0
"' 1440 14.60 14.80 15.00
5000 m/z 43.10 51.86%
99.0
oL, | | 1410 1830 2050 2820
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #219831: Triacontane EEEE BRI
57.0 14.40 14.60 14.80 15.00
m/z 55.00 20.20%
5000
99.0
o 11| 1410 183.0 2250 267.0 309.0 351.0  422.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0 1420 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 8 Eicosane Concentration Rank 7

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

14 .95 3.52 ng 182733 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2144 (14.948 min): BF109005.D (-2142) (-) m/z 57.10 100.00%

57.1
85.1
5000
131 14,60 14.80 15.00 15.20
41.1 225.2
0|,|I,1 i el 202 220 m/z 71.05 68.83%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L B S B BULRLL B

14. 60 14. 80 15. 00 15.20

| m/z 43.10 61.80%
29.0 ]1 141 0
ol b by | 1 20107.0225005302920
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
B e RN B
85.0 14.60 14.80 15.00 15.20
5000 ' m/z 85.10 55.73%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
S——— — I B e e Baanan s
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R R AR EEEEE
57.0 14.60 14.80 15.00 15.20
m/z 55.10 22.06%
5000 85.0
29.0
oL j | J‘Jﬂ{‘ 14}01690197022502530 205.0323.0  367.0
e . T T T B e REE maEE
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.31 5.40 ng 280281 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2206 (15.312 min): BF109005.D (-2201) (-) m/z 57.05 100.00%
57.0
5000
e 1550 15120 1540 1560 !
141.1 . . .
0...],'. “11..-.t.-..1.97,'1..2.3?'?....,....,...., m/z 71.10 74.26%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 U SRR DR DU B

15.00 15.20 15.40 15.60
m/z 43.10 62.21%

99.0
o |Jjjﬂdmw1%onm2mom% 367.0
e ; e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
51.0
e
15.00 15.20 15.40 15.60
5000 m/z 85.10 59.82%
99.0
2nof | | | J L 1410 1830 2250 26602960
e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane EARE L
57.0 15.00 15.20 15.40 15.60
m/z 55.00 20.95%
5000
99.0
oL 2000 L)l 4 141. 0 183. 0 2250  281.0  337.0 3940
e K S s e
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 10 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.71 3.65 ng 189116 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
Abundance Scan 2274 (15.712 min): BF109005.D (-2270) (-) m/z 57.05 100.00%
57.0
5000
o 15.40 15.60 15.80 16.00
141.2 183 1 : : :
ol A, l| bl ra a2l 25322831 "m/z 71.05  78.35%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 R R SRR SRR
1540 15.60 15.80 16.00
99.0 m/z 43.05 63.15%
Ozmlljijmlmonmzmw%o
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 56.76%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #129490: Eicosane e Al EERE e EEE
57.0 15.40 15.60 15.80 16.00
m/z 55.05 22 .47%
5000
99.0
oL 270 ‘_] J 1410 1830 2250 2820
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109005.D

Aca On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 11 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.49 ng 129242 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Triacontane 422 C30H62 000638-68-6 87
3 Docosane 310 C22H46 000629-97-0 86
4 2-methvltetracosane 352 C25H52 1000376-72-6 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2353 (16.177 min): BF109005.D (-2349) (-) m/z 57.10 100.00%

1

5000

-

15.80 16.00 16.20 16.40 16.60
m/z 71.10 69.78%

141.1 197.2  249.1282.1
o!

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

F .

15. 80 16 00 16 20 16. 40 16. 60
99.0 m/z 43.10 58.99Y%

141.0 1830 2250 267.0 309.0 3650

5000

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
R o EREE S
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 50.95%
99.0
01260 | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane A REmEE
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 22 .51%
- ]kAVNWMAAWJ”j\WWWMMNWM”NWN\
0
0268104 |y 4 | 141.0 1830 225.0 2670 310.0
m/z--> 50 100 150 200 250 300 350 400 15. 80 16 00 16 20 16. 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091418\
Data File : BF109005.D

Acq On : 14 Sep 2018 19:58

Operator : JU/SJ

Sample : J4906-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_M
Quant Title : 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... 4 .91 2.0 ng 89342 1 6.72 889887 20.0
unknown6 .48 6.48 50.1 ng 2228200 1 6.72 889887 20.0
Oxalic acid, cycl... 13.72 5.5 ng 335870 5 13.85 1222110 20.0
Decane, 3,8-dimet... 14.04 2.2 ng 135842 5 13.85 1222110 20.0
Hexacosane 14 .34 2.3 ng 142380 5 13.85 1222110 20.0
Heneicosane 14 .64 3.8 ng 198908 6 15.25 1037340 20.0
Eicosane 14.95 3.5 ng 182733 6 15.25 1037340 20.0
Octacosane 15.31 5.4 ng 280281 6 15.25 1037340 20.0
2-methyloctacosane 15.71 3.6 ng 189116 6 15.25 1037340 20.0
Heptadecane, 9-oc... 16.18 2.5 ng 129242 6 15.25 1037340 20.0
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