LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107545.D

Aca On = 21 Jul 2018 00:56

Operator : JU/SJ

Sample : J3828-11 2X

Misc :

ALS Vial : 19 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-BF072018 .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 5.189 482 485 497 rBV 337840 389939 13.17% 1.113%
2 5.595 550 554 577 rBVY 1690446 2583130 87.22% 7.374%
3 6.601 721 725 745 rBVY 1824197 2887893 97 .51% 8.244%
4 6.742 745 749 774 rVB 2588558 2961753 100.00% 8.455%
5 6.972 784 788 811 rBVY 1695819 1970532 66.53% 5.625%
6 7.125 811 814 830 rBVY 1864181 2081897 70.29% 5.943%
7 7.530 880 883 903 rBVY 1290052 1723498 58.19% 4.920%
8 8.254 1002 1006 1025 rBV 2304926 2522832 85.18% 7.202%
9 9.330 1185 1189 1198 rBV 2933596 2950832 99.63% 8.424%
10 9.395 1198 1200 1204 rVB2 37354 42108 1.42% 0.120%
11 9.719 1252 1255 1260 rBV 225019 229744 7.76% 0.656%
12 9.924 1287 1290 1294 rBvV2 39027 40589 1.37% 0.116%
13 10.013 1299 1305 1319 rBVY 2300404 2477321 83.64% 7.072%
14 10.324 1356 1358 1363 rBvV6 23172 31235 1.05% 0.089%
15 10.424 1372 1375 1378 rvVB2 53817 51693 1.75% 0.148%
16 10.648 1408 1413 1417 rBvV2 46255 64448 2.18% 0.184%

17 10.807 1436 1440 1450 rBV 1497305 1575405 53.19% 4._.497%
18 10.913 1454 1458 1462 rVvVv2 74678 120269 4._.06% 0.343%

19 11.348 1530 1532 1535 rBV 77619 67617 2.28% 0.193%
20 11.383 1535 1538 1545 rVB3 56454 79291 2.68% 0.226%
21 11.507 1555 1559 1567 rBV 2199996 2174090 73.41% 6.206%
22 11.777 1603 1605 1608 rBV 77717 59829 2.02% 0.171%
23 12.018 1643 1646 1652 rBVS8 87698 146064 4._.93% 0.417%
24 12.183 1672 1674 1677 rBV 67339 63481 2.14% 0.181%
25 12.724 1764 1766 1769 rBV 70252 61277 2.07% 0.175%

26 12.954 1802 1805 1812 rVB3 137639 195990 6.62% 0.559%
27 13.089 1825 1828 1836 rVB 2455388 2175131 73.44% 6.209%
28 13.307 1863 1865 1867 rBV 108804 81416 2.75% 0.232%
29 13.648 1921 1923 1927 rBV 145206 123369 4_.17% 0.352%
30 13.977 1976 1979 1982 rBV 273270 250466 8.46% 0.715%

31 14.159 2006 2010 2014 rBV 2006999 2010119 67.87% 5.738%
32 14.601 2083 2085 2090 rVB 319643 312487 10.55% 0.892%
33 15.283 2199 2201 2206 rVB 424936 413819 13.97% 1.181%
34 15.695 2267 2271 2278 rVB2 1502266 2110828 71.27% 6.026%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107545.D

Aca On = 21 Jul 2018 00:56

Operator : JU/SJ

Sample : J3828-11 2X

Misc :

ALS Vial : 19 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-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 35030392
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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\BF072018\

BF107545.D

21 Jul 2018 00:56

JussJ

J3828-11 2X

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107545.D

Aca On = 21 Jul 2018 00:56

Operator : JU/SJ

Sample : J3828-11 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 3.96 ng 389939 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 3-0Octanol 130 C8H180 000589-98-0 33

Abundance Scan 485 (5.189 min): BF107545.D (-482) (-) m/z 43.00 100.00%

43.0
59.0
5000

101.1 IIIIIIIIIIIIIIIIIIIIIIII
| 69.0 83.0 | 480 5.00 520 5.40 5.60
ol e R e e m/z 59.00 59.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS LI L L L L L L L L LB
59.0 480 500 520 5.40 5.60
m/z 57.95 17.95%
o a0 | 830 930'°M°
B R e e o L B e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
ARG EEEE L
480 5.00 520 5.40 5.60
5000 m/z 101.10 16.02%
41.0 101.0
ol 150 810 " 510 69.0 830
B TR e e T B o B e s o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- A e R mE
59.0 480 5.00 520 5.40 5.60
m/z 41.00 8.33%
5000
41.0
29.0 101.0
o ll.s00 J] 730 860 | MMNMJ
L L N A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107545.D

Aca On = 21 Jul 2018 00:56

Operator : JU/SJ

Sample : J3828-11 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 1

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

6.74 30.06 ng 2961750 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.742 min): BF107545.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0
40.0 54.0 6.40 6.60 6.80 7.00
o! gLl e e — m/z 67.95 38.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 o 6.40 6.60 6.80 7.00
410 70 o m/z 134.00  32.31%
Oty .S:L'.Ol...?ﬂ".o...l — .“ i .H. T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 65.95 26.80%
51.0 70.0 86.0
L S L WL B UL WL AL S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.26%
74.0
5000 g0 1160
O T I‘I\I - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ - —— Il5|80| —— |:!-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107545.D

Aca On = 21 Jul 2018 00:56

Operator : JU/SJ

Sample : J3828-11 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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-Chloroeicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.98 2.49 ng 250466 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Chloroeicosane 316 C20H41ClI 042217-02-7 91
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 87
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 86
4 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 86
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 86
Abundance Scan 1979 (13.977 min): BF107545.D (-1976) (-) m/z 57.00 100.00%
57.0
5000
ord 2201 13.60 13.80 14.00 14.20
141.1 . . . :
ot y Jll, Wil I9BL, 28733174 742 m/z 43.00 62.32%
m/z--> 50 100 150 200 250 300 350
Abundance #158254: 1-Chloroeicosane
57.0
5000 R SR B R B
10 13. 60 13 80 14. oo 14.20
o T m/z 71.10 55.03%
ol ‘,\‘Id\ | ‘Mmﬂ‘lelp, a0 200 300
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 85.10 35.31%
97.0
27.0 127.0 169.0 239.0 2010
m/z--> - "55' B 160" ' 150" "266 ' "250" ' 560" ' ééd L
Abundance #172308: Sulfurous acid, butyl tetradecyl ester T
57.0 13.60 13.80 14.00 14.20
m/z 55.00 31.17%
5000
97.0
o 27“.0” | U 121.0 16801970 231.0261.0
m/z--> 50 100 150 260 2%0 360 350 1360 1380 1400 1420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107545.D

Aca On = 21 Jul 2018 00:56

Operator : JU/SJ

Sample : J3828-11 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 5

Peak Number 5 Heptacosane

R.T. EstConc Area Relative to ISTD R.T.
14.60 3.11 ng 312487 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 97
2 Tricosane 324 C23H48 000638-67-5 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Docosane 310 C22H46 000629-97-0 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 87

Abundance Scan 2085 (14.601 min): BF107545.D (-2083) (-) m/z 57.00 100.00%
57.0
5000 J
99.1 262.1 14:20 14.40 14.60 14.80 15.00
141.1 ) : : : : :
oL L LAl g | 2411 18512151 “77p0013241 3723 m/z 71.10 54.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 LR AR DR DU B
mmmmmmmmmm
m/z 43.00 51.55%
0 27. 0\ L 99‘0‘ 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 160 1éo 200 250 300 3éo 400
Abundance
57.0
14:20 14.40 14.60 14.80 15.00
5000 m/z 85.10 39.42%
99.0 324.0
27,0 1410 183.0 2250 267.0
m/z--> ' "éolll 160"' 150"' éoo"' ésd B éoo"' 556 B ﬁoo
Abundance #209566: Octacosane S R
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 16.87%
5000
99.0
o 27,0 ‘ N , 1410 1830 225.0 281.0 337.0 394.0
m/z--> éo 160 1éo 200 250 360 350 460 1420 1440 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107545.D

Aca On = 21 Jul 2018 00:56

Operator : JU/SJ

Sample : J3828-11 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.28 3.92 ng 413819 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 87
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 87
5 1-lodoundecane 282 C11H23lI 004282-44-4 87
Abundance Scan 2201 (15.283 min): BF107545.D (-2199) (-) m/z 57.00 100.00%
57.0
5000
149.1 217.2 5561 15.00 15.20 15.40 15.60
— a3t 319.3 357.3 | 4134 m/z 71.10 57.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 L SRS B ISR SULA
15.00 15.20 15. 40 15. 60
m/z 43.00 51.91%
ol h | MH 4 }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 100 150 260 250 360 3%0 460
Abundance
57.0
' 15.00 15.20 15.40 15.60
5000 m/z 85.10 44 .11%
99.0
0l15.0 141.0 183.0 225.0 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #175565: Tricosane, 2-methyl- B A RRREE R
43.0 15.00 15.20 15.40 15.60
m/z 55.00 30.19%
5000
85.0
o | .‘J | 127.0 169.0 211.0 253.0 290 3380
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(|)O 15'00 15 20 15. 40 15. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072018\
Data File : BF107545.D

Acq On = 21 Jul 2018 00:56

Operator : JU/SJ

Sample - J3828-11 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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]
2-Pentanone, 4-hy... 5.19 4.0 ng 389939 1 6.97 1970530 20.0
unknown6 .74 6.74 30.1 ng 2961750 1 6.97 1970530 20.0
1-Chloroeicosane 13.98 2.5 ng 250466 5 14.16 2010120 20.0
Heptacosane 14.60 3.1 ng 312487 5 14.16 2010120 20.0
Octacosane 15.28 3.9 ng 413819 6 15.69 2110830 20.0
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