LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\

Data File : BF111699.D

Aca On : 21 Dec 2018 20:41 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J6191-01 2X NB-07-122018-A

ALS Vial : 20 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-BF121918.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 2.181 12 16 21 rVB 53760 73317 3.92% 0.365%
2 5.110 511 514 522 rVB 92069 97986 5.25% 0.488%
3 5.528 581 585 589 rBY 1876460 1668894 89.34% 8.314%
4 6.534 752 756 761 rBVY 1898767 1867983 100.00% 9.306%
5 6.675 776 780 783 rBVY 2077489 1761092 94.28% 8.774%
6 6.904 815 819 822 rBVY 1114716 1022536 54.74% 5.094%
7 7.057 841 845 849 rVB 1676800 1361579 72.89%% 6.783%
8 7.457 908 913 916 rBY 1295004 1059944 56.74% 5.281%
9 8.186 1032 1037 1040 rBV 1349550 1235805 66.16% 6.157%
10 8.245 1044 1047 1050 rVB 28425 29297 1.57% 0.146%
11 8.480 1079 1087 1093 rBvV8 17537 43762 2.34% 0.218%
12 8.610 1105 1109 1111 rBV 30267 27898 1.49% 0.139%
13 9.210 1208 1211 1215 rBV 39012 31581 1.69% 0.157%
14 9.257 1215 1219 1222 rBvV 2323715 1773370 94.94% 8.835%
15 9.345 1230 1234 1239 rBv4 38096 55412 2.97% 0.276%
16 9.645 1283 1285 1291 rVB 263793 249605 13.36% 1.244%
17 9.857 1318 1321 1325 rVB3 27248 29188 1.56% 0.145%
18 9.939 1331 1335 1339 rVB 1444383 1195924 64.02% 5.958%
19 10.139 1361 1369 1372 rVB7 24527 51020 2.73% 0.254%
20 10.351 1401 1405 1410 rVB5 27174 47803 2.56% 0.238%
21 10.592 1441 1446 1449 rVB3 24282 30196 1.62% 0.150%
22 10.727 1464 1469 1472 rBV 1144226 1083119 57.98% 5.396%
23 10.763 1472 1475 1481 rVB7Y 11683 23042 1.23% 0.115%
24 10.857 1486 1491 1498 rVB2 40856 57948 3.10% 0.289%
25 10.963 1506 1509 1513 rBV3 32460 38680 2.07% 0.193%
26 11.074 1524 1528 1532 rBV7 16700 32650 1.75% 0.163%
27 11.322 1568 1570 1574 rVB2 29026 31158 1.67% 0.155%
28 11.422 1584 1587 1591 rBV 1254848 1111458 59.50% 5.537%
29 11.645 1621 1625 1628 rBV5 25727 33815 1.81% 0.168%
30 11.945 1671 1676 1681 rBV3 109705 151288 8.10% 0.754%
31 12.463 1762 1764 1768 rVB3 30290 40477 2.17% 0.202%
32 12.504 1768 1771 1772 rBV3 56506 49159 2.63% 0.245%
33 12.521 1772 1774 1777 rVB4 58148 51852 2.78% 0.258%
34 12.633 1791 1793 1796 rBV 48052 40998 2.19% 0.204%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111699.D

Aca On - 21 Dec 2018 20:41

Operator : JU/SJ

3?22'6 i J6191-01 2X NB-07-122018-A
ALS Vial =: 20 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.863 1830 1832 1835 rBV 65046 59517 3.19% 0.297%

36 13.004 1853 1856 1860 rBV 1746553 1545315 82.73% 7.699%
37 13.898 2005 2008 2014 rBV 209906 278420 14.90% 1.387%
38 14.063 2032 2036 2039 rBV 1062967 920485 49.28% 4 _.586%
39 14.539 2114 2117 2120 rVB 217899 210572 11.27% 1.049%
40 15.545 2285 2288 2292 rVB2 519420 598020 32.01% 2.979%

Sum of corrected areas: 20072165
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122118\
: BF111699.D

: 21 Dec 2018 20:41

: Ju/sd

: J6191-01 2X

- 20 Sample Multiplier: 1

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

NB-07-122018-A

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121918_M

Abundance

2000000

1500000

1000000

500000

TIC: BF111699.D

5.11

6.67

5.53 6.53

7.06

7.46
6.90

Time-->

0_/\_

A
5.00

Abundance

2000000

1500000

1000000

500000

TIC: BF111699.D

9.94
8.19

10.73

9.65

9.79.35 9.86 10.1410.35 10.5

B.25 8.48,61

11.94 13282.63 12,89
9607 11.37 11.65 S

13.00

11.42

L

0
Time-->

10.50

9.00 9.50

o= T
10.00

8.00

11.00

13.00

12.00 12.50

11.50

Abundance

2000000

1500000

1000000

500000

0

TIC: BF111699.D

14.06

15.54

14.54
13.90

Time-->

16.00 16.50

15.00

15.50

R
13.50 14.00 14.50

I
17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111699.D

Aca On - 21 Dec 2018 20:41

Operator : JU/SJ

ﬁ?ggle i J6191-01 2X NB-07-122018-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 1

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

6.67 34.45 ng 1761090 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 779 (6.669 min): BF111699.D (-776) (-) m/z 132.00 100.00%
132.0
5000 68.0
" 640 6.60 6.80 7.00
B E e m/z 68.05 43.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 U I R UL A
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.12%
'J'%I!J!'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5k ok 7h0
5000 ggo 1160 m/z 66.10 29.02%
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R AR AR
132.0 6.40 6.60 6.80 7.00
m/z 69.10 19.36%
5000 67.0
41.0 97.0
‘ ‘ 117.0
...“i“. .%1’.0".“l‘.‘.?r:ll‘".o.‘.‘a|....“|..H.|....|....|.... T
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\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111699.D

Aca On - 21 Dec 2018 20:41

Operator : JU/SJ

ﬁ?ggle i J6191-01 2X NB-07-122018-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.72 ng 151288 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 64

Abundance Scan 1677 (11.951 min): BF111699.D (-1671) (-) m/z 43.05 100.00%

.0 730

5000
129.1
213.2

11.60 11.80 12.00 12.20
m/z 41.10 88.13%

157.1 185.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 L L TT T T[T T T T[T TrT T

11. 60 11. 80 12. 00 12.20

0
157.0 1g50 2130 256.0 m/z 73.00 86.50%
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
R B
43.0 11.60 11.80 12.00 12.20
5000 m/z 60.00 77.51%
129.0
‘ 710 2140
o fMB AR Lo | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e B
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.10 64 .94%
5000 129.0
.1.5.'(,)....,... - R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111699.D

Aca On - 21 Dec 2018 20:41

Operator : JU/SJ

ﬁ?ggle i J6191-01 2X NB-07-122018-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.90 6.05 ng 278420 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
3 1-Eicosene 280 C20H40 003452-07-1 95
4 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 94
5 Cycloeicosane 280 C20H40 000296-56-0 94
Abundance Scan 2008 (13.898 min): BF111699.D (-2005) (-) m/z 43.10 100.00%

s

5000

13.60 13.80 14.00 14.20
m/z 57.10 97.85%

280.3 310.2 341.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81246: Cyclohexadecane
55.0 83.0

139.1 168.2 207.1 236.1

E

29.0 ] 13!60 13.I80 14.IOO 14.I20
m/z 55.10 92.88%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)-
57.0

E

13.60 13.80 14.00 14.20
m/z 83.10 80.36%

5000
29.0

1y 139.0 167.0 196.0 224.0 252.0 280.0
.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

3

Abundance #127766: 1-Eicosene R R R
43.0 13.60 13.80 14.00 14.20
m/z 69.10 71.60%
- M
\ Il 1540 182.0 2100  252.0 2800
e B REaE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111699.D

Aca On - 21 Dec 2018 20:41

Operator : JU/SJ

ﬁ?ggle i J6191-01 2X NB-07-122018-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .54 4.58 ng 210572 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 91
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
Abundance Scan 2117 (14.539 min): BF111699.D (-2114) (-) m/z 57.10 100.00%
51.1

a

5000
l“l 14130 14140 1460 1480
169.1 254.1 325.0 397.3 - : - :
0,”.,.”.“.d“H#ﬁ.”.“.”,”.w.”.p.”,”.w.”.“.”,. m/z 43.10 85.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151538: 1-Docosene
53.0
5000 LA L L L L L L |
11.0 14.20 14.40 14.60 14.80
' m/z 55.10 67.57%
. | 167.0 308.0
A e e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232315: Hexacosy! trifluoroacetate
57.0
s
14.20 14.40 14.60 14.80
5000 110 m/z 71.10 54 _.42%

l 1167.0 2220 278.0 336.0 409.0 460.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #241397: Dotriacontyl pentafluoropropionate e
57.0 14.20 14.40 14.60 14.80
m/z 69.10 52.59%
= o vMﬁA/MWdﬂwunﬂhwwwavmwNww
l;1670 222.0 278.0 334.0 390.0 448.0493.0 594.0
R B A BB RN EREEE B ats So R RS B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14. 40 14 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF122118\

Data File : BF111699.D

Acg On : 21 Dec 2018 20:41

Operator : JU/SJ

ﬁ?ggle i J6191-01 2X NB-07-122018-A
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
unknown6 .67 6.67 34.5 ng 1761090 1 6.90 1022540 20.0
n-Hexadecanoic acid 11.95 2.7 ng 151288 4 11.42 1111460 20.0
Cyclohexadecane 13.90 6.0 ng 278420 5 14.06 920485 20.0
1-Docosene 14.54 4.6 ng 210572 5 14.06 920485 20.0
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