LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109149.D

Aca On : 19 Sep 2018 17:49

Operator : JU/SJ

Sample : J4983-01

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 - 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 4.913 435 438 445 rVB 45351 56329 3.03% 0.308%
2 5.331 505 509 513 rBVY 1690642 1542600 82.96% 8.444%
3 6.354 679 683 699 rBV2 1704276 1759935 94.64% 9.633%
4 6.489 702 706 709 rBVY 1962679 1617890 87.01% 8.856%
5 6.719 742 745 749 rBV 920606 807616 43.43% 4.421%
6 6.878 768 772 775 rBV 1694767 1365292 73.42% 7.473%
7 7.278 836 840 843 rBVY 1114645 937189 50.40% 5.130%
8 8.001 959 963 967 rBVY 1168280 980971 52.75% 5.370%
9 9.077 1142 1146 1149 rBVvV 2259257 1859529 100.00% 10.179%
10 9.472 1209 1213 1220 rBV 247383 203253 10.93% 1.113%

11 9.754 1257 1261 1265 rBV 1153053 993851 53.45% 5.440%
12 10.536 1390 1394 1405 rBV 970483 881745 47.42% 4._.826%
13 11.230 1508 1512 1515 rBV 1075375 887591 47.73% 4._.858%
14 11.765 1598 1603 1606 rBV 30804 30413 1.64% 0.166%
15 12.812 1776 1781 1784 rBV 1622224 1519131 81.69% 8.315%

16 13.401 1878 1881 1887 rVB2 19479 22915 1.23% 0.125%
17 13.718 1932 1935 1943 rBV 102534 136191 7.32% 0.745%
18 13.854 1954 1958 1962 rBV 1071996 978987 52.65% 5.359%

19 13.971 1975 1978 1980 rVB3 24939 21629 1.16% 0.118%
20 14.042 1987 1990 1996 rVB 42101 43948 2.36% 0.241%
21 14.342 2038 2041 2046 rBV2 55845 59085 3.18% 0.323%
22 14.636 2088 2091 2096 rVB 73865 74039 3.98% 0.405%
23 14.706 2100 2103 2108 rVB 75852 75149 4.04% 0.411%

24 14.954 2142 2145 2150 rBV 91787 101441 5.46% 0.555%
25 15.259 2192 2197 2202 rBV 715242 868136 46.69% 4.752%

26 15.306 2202 2205 2211 rVB 95033 129285 6.95% 0.708%
27 15.712 2270 2274 2280 rBV 105143 162367 8.73% 0.889%
28 16.183 2349 2354 2365 rVB2 79739 152599 8.21% 0.835%

Sum of corrected areas: 18269106
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109149.D

Aca On : 19 Sep 2018 17:49

Operator : JU/SJ

Sample : J4983-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109149.D

Aca On : 19 Sep 2018 17:49

Operator : JU/SJ

Sample : J4983-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 1

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

6.49 40.07 ng 1617890 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 706 (6.489 min): BF109149.D (-702) (-) m/z 132.00 100.00%
13%.0
5000 68.1
200 540 ®1 TS50 6 ok ok
01 : e m/z 68.10 42 .54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS R R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 33.00%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TS50 ok o ko
5000 980 1160 m/z 66.00 26.69%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R AR E S m s
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.48%
117.0
5000
91.0
T, Lo
0|'“"f'“M'NH'”M"”'lw"hl'“‘w""l""l"" RS R R A
m/z--> 20 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\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109149.D

Aca On : 19 Sep 2018 17:49

Operator : JU/SJ

Sample : J4983-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.72 2.78 ng 136191 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 1935 (13.718 min): BF109149.D (-1932) (-) m/z 57.10 100.00%
57.1
97.1
5000
13.40 13.60 13.80 14.00
Ot m/z 43.10 92.92%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LR SRR SN S S
1340 13.60 13.80 14.00
m/z 83.10 78.98%
o 1, ‘ | 190 2380 2830 434.0
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
580 o4
1340 13.60 13.80 14.00
5000 m/z 55.00 71.69%
ol100 4, ‘ ‘ 1113?0182022402660 NJJ/M
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate B R o
57.0 13.40 13.60 13.80 14.00
97.0 m/z 69.10 67 .59%
5000
3 280.0
0 ..L.,....,...ﬁ H~82°2’%4° O . 112 e ——
m'z--> 0 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109149.D

Aca On : 19 Sep 2018 17:49

Operator : JU/SJ

Sample : J4983-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .95 2.34 ng 101441 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 86
Abundance Scan 2144 (14.948 min): BF109149.D (-2142) (-) m/z 57.10 100.00%
57.1
5000

14.60 14.80 15.00 15.20

205.0
0 230.1 282.0 m/z 71.10 68.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane
57.0
5000 LA L L L L L LB L

14.60 14.80 15.00 15.20
m/z 43.00 60.99%

99.0
LA ) 1419 1830 2250 2670 3090 3060

ol b e O T
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
s R ARRAw
14.60 14.80 15.00 15.20
5000 m/z 85.05 49_36%
99.0
RECRE W | | 1410 1830 2400
B e e A 2
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane RS
57.0 14.60 14.80 15.00 15.20
m/z 55.05 21.68%
5000
9.0
ol | ; 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0
L e s R ARRAw
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\BF091918\
Data File : BF109149.D

Aca On : 19 Sep 2018 17:49

Operator : JU/SJ

Sample : J4983-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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.
15.71 3.74 ng 162367 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2274 (15.712 min): BF109149.D (-2270) (-) m/z 57.10 100.00%
51.1
85.1
5000
141.2 197.1 15.40 15.60 15.80 16.00
o ,| J ll L [S1e011071227.0 2630 31 oot 7010 82.84%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 U SRR DR U DU
mmmmmmmm
m/z 43.10 59.21%
29.0 113.0
oLl J |y 1.|I [141.0160.0197.02250253.0 _ 296.0
m/z--> éo 100 150 200 250 300 3éo
Abundance #185535: Heptadecane, 9-octyl-
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.10 56.78%
0 wkﬂ‘ﬁ$%“M%Mwozw%mmmmmmmo
m/z--> éo 160 1éo 200 2%0 360 3éo
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- A Ea
57.0 15.40 15.60 15.80 16.00
m/z 55.05 21.94Y%
5000 85.0
‘ I i’ \\1130141 0169.0 21\10
0:::‘:‘ \I\I . ! —r——T S P —— ——T . R e N RS
m/z--> 5'0 100 150 200 250 300 3éo 15. 40 15 60 15. 80 16. oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109149.D

Aca On : 19 Sep 2018 17:49

Operator : JU/SJ

Sample : J4983-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.18 3.52 ng 152599 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2354 (16.183 min): BF109149.D (-2349) (-) m/z 57.10 100.00%
57.1
85.1
5000 ‘
LN B B
141.1 197.2 2391 15.80 16.00 16.20 16.40 16.60
oL ,|. I 168 3091 351 n/z 71.10  76.26%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 R AR B B BN
15. 80 16. 00 16. 20 16 40 16. 60
m/z 43.10 58.45%
29.0 113.0
oLl L |y 1.|I [141:0160.0197.0225.02530 2960
m/z--> éo 100 150 260 250 300 3%0
Abundance #175557: Tetracosane
57.0
15,80 16.00 16.20 16.40 16.60
5000 85.0 m/z 85.10 55.76%
290 113.0
0 JLL|‘AilmmwMWMEm%mmmwM%0
m/z--> éo 160 1éo 200 2%0 360 3%0
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- RS e s
43.0 15.80 16.00 16.20 16.40 16.60
m/z 99.10 20.73%
71.0
5000
99.
o | ‘ J‘ | ‘12.7 015501830 22502530 250 3370
m/z--> % mo 1m M) %o 3& 350 mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091918\
Data File : BF109149.D

Acq On : 19 Sep 2018 17:49

Operator : JU/SJ

Sample - J4983-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .49 6.49 40.1 ng 1617890 1 6.72 807616 20.0
Heptadecyl heptaf... 13.72 2.8 ng 136191 5 13.85 978987 20.0
Hexacosane 14.95 2.3 ng 101441 6 15.26 868136 20.0
Heneicosane 15.71 3.7 ng 162367 6 15.26 868136 20.0
Tetracosane 16.18 3.5 ng 152599 6 15.26 868136 20.0
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