LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107921.D

Aca On : 2 Aug 2018 20:39

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 17 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-BF073018.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 5.190 481 485 500 rBV 279002 412783 13.45% 1.822%
2 5.601 551 555 580 rBV 884135 2110446 68.77% 9.318%
3 6.601 722 725 743 rBV 973808 2191130 71.40% 9.674%
4 6.731 743 747 782 rVV 1730777 3068940 100.00% 13.550%
5 6.954 782 785 807 rvVv 335271 827461 26.96% 3.653%
6 7.107 807 811 841 rVB 1514382 2044443 66.62% 9.026%
7 7.525 878 882 904 rBV 580608 1403453 45.73% 6.196%
8 8.236 999 1003 1032 rBV 507719 910656 29.67% 4.021%
9 9.307 1181 1185 1214 rBV 1732169 2313129 75.37% 10.213%
10 9.701 1248 1252 1266 rBV 203510 251067 8.18% 1.108%

11 9.995 1298 1302 1314 rBV 616591 756720 24.66% 3.341%
12 10.789 1433 1437 1462 rBV 756148 1256803 40.95% 5.549%
13 11.489 1552 1556 1575 rBV 424186 707954 23.07% 3.126%
14 11.995 1638 1642 1647 rBV3 37809 56432 1.84% 0.249%
15 13.071 1821 1825 1843 rBV 1774090 2123175 69.18% 9.374%

16 13.271 1856 1859 1862 rBV2 32912 33027 1.08% 0.146%
17 13.618 1915 1918 1921 rBV 51088 50473 1.64% 0.223%
18 13.948 1970 1974 1981 rBV 148580 213739 6.96% 0.944%
19 14.142 2003 2007 2018 rBV 630037 971149 31.64% 4.288%

20 14.260 2025 2027 2033 rBV 74439 71121 2.32% 0.314%

21 14.566 2076 2079 2083 rBV 83169 94074 3.07% 0.415%

22 14.883 2130 2133 2138 rBV 75445 82215 2.68% 0.363%

23 15.236 2190 2193 2196 rBV 61922 70365 2.29% 0.311%

24 15.677 2263 2268 2277 rBV 302562 569928 18.57% 2.516%

25 16.089 2335 2338 2344 rVB2 44464 59118 1.93% 0.261%
Sum of corrected areas: 22649801
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080218\
Data File : BF107921.D

Aca On > 2 Aug 2018 20:39

Operator : JU/SJ

Sample : J4285-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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: BF107921.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107921.D

Aca On : 2 Aug 2018 20:39

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 9.98 ng 412783 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23

Abundance Scan 485 (5.190 min): BF107921.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 450 500 520 540 550
o..,....,....,....',':=.?,1-.°.~!~.,...6?-,°....f‘.3~:°..,...=,|....,. m/z 59.00 64.88%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RN RN R
4.80 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 19.81%
ol 3500 S20 || 670 809010 LT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 5.00 5.20 5.40 5.60
5000 m/z 58.00 16.47%
410 101.0
o150 30 || 10, | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 7.90%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ 510“‘ . . 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107921.D

Aca On : 2 Aug 2018 20:39

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.73 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.73 74.18 ng 3068940 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 747 (6.731 min): BF107921.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.0 K\
oo || e | o ok ok 7
O B T e e e e ! m/z 68.00 37 .29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BRSNS RN SRR

6.40 6.60 6.80 7.00
m/z 134.00 33.07%

310 510

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R RN R e RARRE
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.36%
41.0 97.0
‘ ‘ 117.0
ob— H SLO“‘“F ...ju..”.,..”,....,...
m/z--> 100 120 140 160 180
Abundance #52379. Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00

m/z 69.10 14 .69%

74.0
116.0
5000 98.0 NL
o T 1580 1890

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\BF080218\
Data File : BF107921.D

Aca On : 2 Aug 2018 20:39

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Triacontyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.40 ng 213739 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 91
2 Tetratriacontvl trifluoroacetate 591 C36H69F302 1000351-75-3 90
3 Oxalic acid. isobutvl tridecvl e... 328 C19H3604 1000309-37-8 90
4 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 90
5 Hexatriacontyl trifluoroacetate 619 C38H73F302 1000351-88-6 90
Abundance Scan 1974 (13.948 min): BF107921.D (-1970) (-) m/z 57.05 100.00%
57.0
5000
J ot 13.60 13.80 14.00 14.20
154.1 282. o : : : :
ol Addlitsar 202820 R OG 67280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238130: Triacontyl trifluoroacetate
57.0
5000 AR A BN UM
11.0 1360 13.80 14.00 14.20
m/z 55.00 48 .25%
N 11%6102100 264.0 320.0363.0 420.0465.0 516.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240770: Tetratriacontyl trifluoroacetate
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.05 43.99%
11.0
ob b llﬁ610 222.0 278.0 334.0 390.0432.0476.0521.0 572.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #167554: Oxalic acid, isobuty! tridecy! ester B e e
57.0 13.60 13.80 14.00 14.20
m/z 83.00 37.07%
5000
227.0
ol LAl D 1820
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107921.D

Aca On : 2 Aug 2018 20:39

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Nonadecane, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.24 2.47ng 70365  Perylene-di2 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 72

2 2-methvloctacosane
3 Tetracontane

C29H60
C40H82

1000376-72-8 72
004181-95-7 64

4 Tetrapentacontane 759 C54H110 005856-66-6 64
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S

1000309-18-0 64

Abundance Scan 2194 (15.242 min): BF107921.D (-2190) (-) m/z 57.00 100.00%
57.0
5000
9.0 R S N EEEEE R
0..w..ﬁﬂ m"“““‘r'mum““,h..“..w..”,.”.,”..“.. m/z 71.10 66.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129498: Nonadecane, 2-methyl-
57.0
5000 LA L L L L LB
15.00 15.20 15.40 15.60
0.0 m/z 43.10 50.54%
0 141.0183.0 239.0
L o e T B B o e e  EEEEEEEEE e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
R S N EEEEE R
15.00 15.20 15.40 15.60
5000 m/z 85.10 38.89%
9.0
A 141.0183.0 239.0281.0  365.0
e o N B I BN i o e S S SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239764: Tetracontane EEEE BRI
57.0 15.00 15.20 15.40 15.60
m/z 41.00 19.95%
5000
9.0
141.0
ol 17/183.0 239.0281.0323.0365.0  449.0491.0  562.0
A o o B R AR RN R RS RS e e R S N EEEEE R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107921.D

Aca On : 2 Aug 2018 20:39

Operator : JU/SJ

Sample = J4285-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.09 2.07 ng 59118 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 60
2 Eilcosane 282 C20H42 000112-95-8 58
3 Nonadecane 268 C19H40 000629-92-5 49
4 Undecane 156 C11H24 001120-21-4 49
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 49
Abundance Scan 2338 (16.089 min): BF107921.D (-2335) (-) m/z 57.00 100.00%
57.0
5000 85.1
ob—— P '.“.‘Iu' | 4 ||‘l: IIln. il |'|‘|"I| I ||I|II|I|II T— | - m/z 71_00 49_09%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 85.0 R DA SUNILS SN SR
15.80 16.00 16.20 16.40
m/z 43.00 40.20%
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #129491: Eicosane
57.0
' 15.80 16.00 16,20 16.40
5000 85.0 m/z 85.10 37 .93%
29.0
0 L‘ 1 1\ i 30141.0169.0197.0225.0253.0 2820
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #117637: Nonadecane R EEEEE S
57.0 15.80 16.00 16.20 16.40
m/z 41.00 15.20%
85.0
5000
29.0
0 \‘ 111 “ \J\ Jl\ I‘11d3.0114:‘|"0169'0197'0 268.0
m/z--> 50 160 150 260 2%0 300 350 1580 16b0 1650 1&40

8270-BF073018.M Fri Aug 03 13:58:20 2018 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080218\
Data File : BF107921.D

Acq On : 2 Aug 2018 20:39

Operator : JU/SJ

Sample - J4285-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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]
2-Pentanone, 4-hy... 5.19 10.0 ng 412783 1 6.96 827461 20.0
unknown6.73 6.73 74.2 ng 3068940 1 6.96 827461 20.0
Triacontyl triflu... 13.95 4.4 ng 213739 5 14.14 971149 20.0
Nonadecane, 2-met... 15.24 2.5 ng 70365 6 15.68 569928 20.0
Hexadecane 16.09 2.1 ng 59118 6 15.68 569928 20.0
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