LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083118\

Data File : BF108730.D

Aca On : 1 Sep 2018 10:33 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : J4729-16 082918-TIP(?—E-D-S
isc :

ALS Vial : 42 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

5.684 560 569 572 rBv4 27998 84476 3.42% 0.647%
6.660 730 735 740 rBV 47922 99180 4.02% 0.759%
rvB 375683 960424 38.89% 7.353%
7.007 790 794 815 rVB 129737 379384 15.36% 2.905%
7.154 815 819 844 rBV 1210065 1764455 71.44% 13.509%
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7.566 886 889 912 rBV 441897 1214806 49.19% 9.301%
8.284 1007 1011 1040 rBV 157354 462056 18.71% 3.538%
rBV 1485023 2372531 96.07% 18.164%
9.748 1256 1260 1271 rBV 23730 39869 1.61% 0.305%
10.036 1306 1309 1334 rBV2 299580 457468 18.52% 3.502%
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11 10.695 1418 1421 1428 rBV 59151 58875 2.38% 0.451%
12 10.836 1441 1445 1470 rBV 377768 809970 32.80% 6.201%
13 11.542 1559 1565 1577 rBV 266613 516643 20.92% 3.955%
14 12.454 1714 1720 1724 rBV 23050 24721 1.00% 0.189%
15 13.118 1829 1833 1857 rBV 2088301 2469686 100.00% 18.908%

16 14.101 1992 2000 2003 rBvVv6 20926 59327 2.40% 0.454%
17 14.195 2012 2016 2025 rBvV 412710 590090 23.89% 4.518%
18 14.936 2139 2142 2145 rBvV 37427 38283 1.55% 0.293%
19 15.018 2152 2156 2161 rBvV 32919 37871 1.53% 0.290%
20 15.295 2199 2203 2210 rVB 35269 42415 1.72% 0.325%
21 15.707 2268 2273 2276 rBV 37271 52285 2.12% 0.400%
22 15.748 2276 2280 2297 rVB 194476 393559 15.94% 3.013%
23 16.177 2348 2353 2359 rVB 33024 51103 2.07% 0.391%
24 16.718 2440 2445 2452 rVB2 27606 46377 1.88% 0.355%
25 17.365 2549 2555 2563 rVB5 15314 35651 1.44% 0.273%
Sum of corrected areas: 13061505
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108730.D

Aca On : 1 Sep 2018 10:33

Operator : JU/SJ

ﬁ?gg le J4729-16 082918-TIPC-E-D-S
ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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

Abundance TIC: BF108730.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108730.D

Aca On : 1 Sep 2018 10:33

Operator : JU/SJ

3?22 le J4729-16 082918-TIPC-E-D-S
ALS Vial : 42 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 50.63 ng 960424 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 754 (6.772 min): BF108730.D (-751) (-) m/z 132.00 100.00%

640 660 680 700 720

132.0
5000 68.0

01 m/z 68.05 44 _27%

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

5000 R
6.40 6.60 6.80 7.00 7.20

m/z 134.00 31.27%

31.0 51.0
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0

6.40 6.60 6.80 7.00 7.20

5000 m/z 66.00 27 .65%
104.0
66.0
ol 140 270 380 SL0 27 70 890 || 1150 “
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 17.38%

5000
33.0 44.0 0.0 105.0
| 560, 1 860 | “ ‘
SN R VOO 1 S N P AN N N ENN— N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108730.D

Aca On : 1 Sep 2018 10:33

Operator : JU/SJ

3?22 le J4729-16 082918-TIPC-E-D-S
ALS Vial : 42 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 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.57 ng 58875 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 50
3 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 36
4 3-Chloro2-fluorobenzoic acid. 6-... 342 C19H28CIF02 1000338-64-1 36
5 3-Chloro2-fluorobenzoic acid, 6-... 370 C21H32CIF0O2 1000338-64-9 36
Abundance Scan 1422 (10.701 min): BF108730.D (-1418) (-) m/z 157.05 100.00%
157.1
5000 115.0
43.0 SRR AL B
87.0 203.1 10.40 10.60 10.80 11.00
o Y T L m/z 115.00 39.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 AR AUSAR AR
115.0 1040 10.60 10.80 11.00
203.0 m/z 43.00 22 .31%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 10.82%
87.0
\ ‘ I Ly | 18§0
0 N ‘|‘||‘| ||M|| le\” I— o s o L e e e SV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecyl ester e B e s ]
157.0 10.40 10.60 10.80 11.00

m/z 87.00 10.57%

5000
196.0

mo 69.0 97.0 1290
0 1IN R PR T R A A ‘ | ‘ 229.0
T T T e e SRS § S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108730.D

Aca On : 1 Sep 2018 10:33

Operator : JU/SJ

3?22 le J4729-16 082918-TIPC-E-D-S
ALS Vial : 42 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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.10 2.01 ng 59327 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 90
2 n-Heptadecanol-1 256 C17H360 001454-85-9 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 87
4 11-Tricosene 322 C23H46 052078-56-5 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 86
Abundance Scan 2000 (14.101 min): BF108730.D (-1992) (-) m/z 83.00 100.00%
58.1 , 83.0
5000 111.0
207.0
13.80 14.00 14.20 14.40
(o} m/z 55.10 99.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
580 83.0

5000

13.80 14.00 14.20 14.40
m/z 43.05  96.35%

o 167.0 196.0 238.0 266.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1
53.0 83.0

13.80 14.00 14.20 14.40
5000 111.0 m/z 69.00 93.03%

i 139.0 1680  210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1
55.0 83.0 13.80 14.00 14.20 14.40

m/z 97.10 90.61%

5000

139.0

o ‘ 168.0 196.0 238.0 266.0
Tt e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108730.D

Aca On : 1 Sep 2018 10:33

Operator : JU/SJ

3?22 le J4729-16 082918-TIPC-E-D-S
ALS Vial : 42 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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.16 ng 42415 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 Heptadecane 240 C17H36 000629-78-7 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2202 (15.289 min): BF108730.D (-2199) (-) m/z 57.10 100.00%

57.1

5000
00.0 1469 177.0 15,00 15.20 15.40 15.60
207.0 281.1
0! m/z 71.10 67.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57.0

5000
15.00 15.20 15.40 15.60

m/z 43.10 67.51%

141.0 169.0 197.0 225.0 2530 282.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
R N RERE SRR R
85.0 15.00 15.20 15.40 15.60
5000 ' m/z 85.10 41.81%
29.0 113.0
o ||| M0 1420 1690 1970 2250 2530 2960
L B L L o e e RANARASNERRSs REEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane
57.0 15.00 15.20 15.40 15.60
m/z 55.10 31.26%
5000 85.0
29.0
L Tl 180 1410 1600 197.0 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108730.D

Aca On : 1 Sep 2018 10:33

Operator : JU/SJ

3?22 le J4729-16 082918-TIPC-E-D-S
ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexacosane Concentration Rank 5

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

16.72 2.36 ng 46377 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Heneicosane 296 C21H44 000629-94-7 80

4 Heptacosane. 1l-chloro-

414 C27H55CI

5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S

062016-79-9 78
1000309-12-4 78

Abundance Scan 2445 (16.718 min): BF108730.D (-2440) (-) m/z 57.10 100.00%
57.1
5000
99.1 R R E e e
149.0 190.8 281.1 16.40 16.60 16.80 17.00
(o 7 m/z 43.10 66.92%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 TT TTTT LR B TT T T
16 40 16. 60 16. 80 17. 00
99.0 m/z 71.10 60.13%
o ‘ j y l|.|.941° 183.0 2250 267.0 3090  367.0
—— —t L e e e e e LI A o
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.05 42 .37%
99.0
o 270) | | | n | 1410 1830 2250 267.0 309.0 351.0380.0
e e A T o LA B e e o B e e e AR
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 16.40 16.60 16.80 17.00
m/z 55.05 24 .48%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
....,... T T T T T R A
m/z--> 50 100 150 200 250 300 350 16 40 16. 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\

Data File : BF108730.D

Acq On : 1 Sep 2018 10:33

Operator : JU/SJ

3?22 le J4729-16 082918-TIPC-E-D-S
ALS Vial : 42 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.77 6.77 50.6 ng 960424 1 7.01 379384 20.0
Triethyl citrate 10.70 2.6 ng 58875 3 10.04 457468 20.0
1-Heneicosanol 14.10 2.0 ng 59327 5 14.19 590090 20.0
Eicosane 15.29 2.2 ng 42415 6 15.75 393559 20.0
Hexacosane 16.72 2.4 ng 46377 6 15.75 393559 20.0
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