LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083018\

Data File : BF108669.D

Aca On : 31 Aug 2018 4:-57 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4700-07 osxnaoséipos
isc :

ALS Vial : 28 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-BF083018 .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 5.666 560 566 567 rBV 47959 70775 2.07% 0.402%
2 6.660 730 735 751 rBV 81106 316163 9.23% 1.796%
3 6.772 751 754 785 rVB 579659 1386611 40.48% 7.878%
4 7.007 790 794 815 rvVv 211865 575743 16.81% 3.271%
5 7.154 815 819 853 rVB 1586907 2203852 64.34% 12.522%

7.566 885 889 911 rBV 874567 1695278 49.49% 9.632%
8.283 1007 1011 1039 rBV 300794 654095 19.10% 3.716%
9.354 1189 1193 1226 rBV 2769580 3425190 100.00% 19.461%
69214 110474 3.23% 0.628%
10.042 1306 1310 1334 rBV 514575 688556 20.10% 3.912%
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11 10.695 1418 1421 1430 rBV 47413 46403 1.35% 0.264%
12 10.836 1441 1445 1463 rBV 691627 1129623 32.98% 6.418%
13 11.542 1561 1565 1580 rBV 424407 642272 18.75% 3.649%
14 13.118 1829 1833 1851 rBV 2627161 2763886 80.69% 15.704%

15 14.036 1984 1989 2000 rBvV6 28582 86318 2.52% 0.490%
16 14.189 2011 2015 2026 rBvV 636611 767467 22.41% 4.361%
17 14.936 2138 2142 2148 rVB 38309 41791 1.22% 0.237%
18 15.295 2199 2203 2210 rVB 56108 62952 1.84% 0.358%
19 15.701 2267 2272 2275 rBV 65266 87204 2.55% 0.495%
20 15.748 2275 2280 2292 rVB 373340 604409 17.65% 3.434%
21 16.171 2347 2352 2359 rVB2 59151 94823 2.77% 0.539%
22 16.718 2439 2445 2451 rBV 47605 85121 2.49% 0.484%
23 17.365 2549 2555 2561 rVB3 27888 60943 1.78% 0.346%
Sum of corrected areas: 17599949
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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\HPCHEM1I\BNA F\DATA\BF083018\

BF108669.D

31 Aug 2018 4:57

JussJ

J4700-07

28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

082818-DBRI-F-D-S
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108669.D

Aca On : 31 Aug 2018 4:57

Operator : JU/SJ

ﬁ?ggle i J4700-07 082818-DBRI-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.77 Concentration Rank 2

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

6.77 48_.17 ng 1386610 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 754 (6.772 min): BF108669.D (-751) (-) m/z 132.00 100.00%
13%.0
5000 68.0 /L
200 540 L o J ti0 6b0 680 700 720
01 R e e e e m/z 68.05 44 _67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 RIS RS S
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 31.38%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 30.05%
65.0 92.0
O "%iq ““'I‘j"'ul"h '%qqq T "I" L SRR SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.94%
74.0
5000 98.0 116.0 L
| I .M,u‘..JM. nh.,Hh..Mw. My 1580 ...,%?99. SN - eSS,
m/z--> 20 40 60 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108669.D

Aca On : 31 Aug 2018 4:57

Operator : JU/SJ

Sample = J4700-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Bromoacetic acid, hexadecyl... Concentration Rank 5

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

14 .04 2.25 ng 86318 Chrysene-di12 14.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Eicosanol 298 C20H420 000629-96-9 90
5 Behenic alcohol 326 C22H460 000661-19-8 90

m/z 57.05 100.00%

13.80 14.00 14.20 14.40

m/z 43.00 91.21%

T T T T
13.80 14.00 14.20 14.40

m/z 83.10 87 .84%

13.80 14.00 14.20 14.40

Abundance Scan 1990 (14.042 min): BF108669.D (-1984) (-)
57.0 83.1
5000
111.1
209.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #191698: Bromoacetic acid, hexadecy! ester
43.0
69.0
5000
23.0
| 53.0 196.0222.0 269.0
Obrrprtrt :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000
29.0 139.0
ol 167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55,0 83.0
5000
29.0
o I 1390167.0 106.0  238.0 266.0294.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

m/z 97.10 83.82%

13.80 14.00 14.20 14.40

m/z 55.00 81.30%

T T T T
13.80 14.00 14.20 14.40

8270-BF083018.M Fri Aug 31 12:54:43 2018

082818-DBRI-F-D-S

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108669.D

Aca On : 31 Aug 2018 4:57

Operator : JU/SJ

ﬁ?ggle i J4700-07 082818-DBRI-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.08 ng 62952 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2202 (15.289 min): BF108669.D (-2199) (-) m/z 57.05 100.00%
57.0
5000 85.1
113.2 2811 15.00 15.20 15.40 15.60
oL, ..-.|,.'!-.'-.-|, 2 m/z 43.10 63.01%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LRI BB BUEL UL B
85.0 mmmmmmmm
29.0 m/z 71.10 54 _.91%
. | j ﬂ13°141016901970225025302820
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 42 .89%
. 290 i I e 1410160.0197.0225,02530 29603280 367.0
m/z--> éo 160 150 260 2%0 360 3%0
Abundance #94346: Heptadecane
57.0 15.00 15.20 15.40 15.60
m/z 55.10 24 .32%
85.0
5000
29.0
J L | | F13°1410;6901970 240.0
m/z--> 5'0 100 150 2(')0 251;0 3(')0 3&1;0 15'00 15. 20 15. 40 15 60
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Library Search Compound

Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108669.D

Aca On : 31 Aug 2018 4:57

Operator : JU/SJ

ﬁ?ggle i J4700-07 082818-DBRI-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Heneicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.17 3.14 ng 94823 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 2352 (16.171 min): BF108669.D (-2347) (-) m/z 57.05 100.00%
5%.0
LI, e o 220 1550 16,00 1620 1640
ol b Ui SRR i m/z 43.10 58.59%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 S AR DR
15. 80 16. oo 16. 20 16.40
270 m/z 71.05 56.55%
0 141.0 183.0 2250 2820
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 46 .52%
99.0
Ozmﬂ‘djlmmjmonmzmw%o
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.05 22.68%
5000
99.0
oL 20 J ;\ | }410 1830 2250 2810  337.0  394.0
m/z--> 55 100 1%0 260 2éo 360 3éo ' 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108669.D

Aca On : 31 Aug 2018 4:57

Operator : JU/SJ

ﬁ?ggle i J4700-07 082818-DBRI-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.82 ng 85121 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
Abundance Scan 2445 (16.718 min): BF108669.D (-2439) (-) m/z 57.10 100.00%
57.1
85.1
5000
13 B i S
41. 2 177 0207.1 16 40 16. 60 16. 80 17. oo
0||j.ﬂl fl . N m/z 43.05 71.09%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 : LR AL B B SR

29.0 16.40 16.60 16.80 17.00
m/z 71.05 66.41%

o 13.0141.0169.0197.0225.0253,0282.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0

16.40 16. 60 16. 80 17.00

85.0

5000 ' m/z 85.10 55.27%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
—_— SV w25 S S,
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0 16.40 16.60 16.80 17.00
m/z 55.00 25.60%
5000 85.0
29.0 1
. ‘ j | J‘Jﬂ.‘ 141.0169.0197.0225.02530 _ 29503230 _ 367.0
SIS N S i e S e
miz--> 50 100 150 200 250 300 350 16,40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108669.D

Aca On : 31 Aug 2018 4:57

Operator : JU/SJ

ﬁ?ggle i J4700-07 082818-DBRI-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.37 2.02 ng 60943 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2556 (17.371 min): BF108669.D (-2549) (-) m/z 57.10 100.00%
57.1
5000 AWJLM
17.00 17.20 17.40 17.60
Obrrrprrer e m/z 71.10 54.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129491: Eicosane
57.0
5000 L AR UL ff???ﬂf?fﬁf‘
29.0 ﬂ%ﬂ%ﬂ%ﬂm
m/z 43.10 51.59%
o 113.0 141.0 169.0 197.0 225.0 253.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
o 17160 17120 1740 1760 "
5000 m/z 85.10 37.47%
29 0 113.0
. ‘ L ) 10 1690 1970 2250 2530 2960
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 220 240 260 2§o 300
Abundance #83026: Hexadecane
57.0 17.00 17.20 17.40 17.60
m/z 55.05 21.17%
5000 85.0
29.0 113.0
0 ‘ I ‘ | ‘\ il H\ I‘ 1l 141 O 169 O 197 0 226 0
m/z--> ﬁo 45 éo 85 160 150 150 160 180 200 220 240 2éo 2§o 300 1700 1720 1740 1760
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083018\

Data File : BF108669.D

Acg On : 31 Aug 2018  4:57

Operator : JU/SJ

3?22'6 i J4700-07 082818-DBRI-F-D-S
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
unknown6.77 6.77 48.2 ng 1386610 1 7.01 575743 20.0
Bromoacetic acid,... 14.04 2.3 ng 86318 5 14.19 767467 20.0
Eicosane 15.29 2.1 ng 62952 6 15.75 604409 20.0
Heneicosane 16.17 3.1 ng 94823 6 15.75 604409 20.0
Hexacosane 16.72 2.8 ng 85121 6 15.75 604409 20.0
Nonadecane 17.37 2.0 ng 60943 6 15.75 604409 20.0
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