LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091818\

Data File : BF109121.D

Aca On : 19 Sep 2018 3:21 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

agmple : J4930-14 0&31&HP£F4»3
isc :

ALS Vial : 29 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 4.901 433 436 448 rVB 120643 126461 4._.06% 0.616%
2 5.325 504 508 512 rBVY 1045306 975646 31.33% 4._.749%
3 6.348 679 682 690 rBVY2 803159 697047 22.38% 3.393%
4 6.489 702 706 709 rBVY 2060271 1753925 56.32% 8.537%
5 6.719 742 745 749 rBV 837188 688206 22.10% 3.350%
6 6.878 768 772 776 rBVY 2804435 2460824 79.01% 11.977%
7 7.283 836 841 844 rBVY 2126450 1947104 62.52% 9.477%
8 8.001 959 963 969 rBV 955323 757447 24.32% 3.687%
9 9.077 1142 1146 1149 rBV 3386626 3074440 98.71% 14.964%
10 9.472 1209 1213 1216 rBV 158132 135467 4 .35% 0.659%

11 9.754 1257 1261 1268 rVB 778363 712155 22.87% 3.466%
12 10.536 1390 1394 1406 rBV 1309414 1187921 38.14% 5.782%
13 11.230 1508 1512 1515 rBV 719461 645922 20.74% 3.144%
14 12.648 1749 1753 1756 rBV 80650 65471 2.10% 0.319%
15 12.813 1776 1781 1784 rBV 3373055 3114489 100.00% 15.159%

16 13.348 1869 1872 1875 rBV 86397 69869 2.24% 0.340%
17 13.724 1931 1936 1945 rBV2 44777 67944 2.18% 0.331%
18 13.854 1954 1958 1962 rBV 993816 849218 27.27% 4_.133%
19 14.342 2038 2041 2044 rBV 39166 34699 1.11% 0.169%
20 14.636 2088 2091 2095 rVB 58276 59273 1.90% 0.288%
21 14.707 2100 2103 2109 rVB 42144 43439 1.39% 0.211%
22 14.954 2141 2145 2149 rBV 73650 79462 2.55% 0.387%

23 15.259 2192 2197 2202 rBV 592502 680341 21.84% 3.311%
24 15.312 2202 2206 2212 rVB 79083 107737 3.46% 0.524%

25 15.712 2270 2274 2282 rVB 65028 95549 3.07% 0.465%

26 16.183 2349 2354 2360 rVB 43588 70684 2.27% 0.344%

27 16.730 2443 2447 2452 rVB3 25255 44964 1.44% 0.219%
Sum of corrected areas: 20545704
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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\BF091818\

BF109121.D

19 Sep 2018 3:21

JussJ

J4930-14

29 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

091318-TIPC-F-U-S
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109121.D

Aca On : 19 Sep 2018 3:21

Operator : JU/SJ

ﬁ?ggle i J4930-14 091318-TIPC-F-U-S
ALS Vial : 29 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 3.68 ng 126461 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Propanoic acid. 2-nitro-. methvl... 133 C4H7NO4 006118-50-9 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 436 (4.901 min): BF109121.D (-433) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 | 4.60 4.80 5.00 5.20
MY N1 et A U m/z 59.10 57.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USRS SRR LN AR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 20.62%
270 || oo 830 1010
Ot e e P e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.00 15.17%
20.0 101.0
o B0 | Ll 730 850
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e A R
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.67%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109121.D

Aca On : 19 Sep 2018 3:21

Operator : JU/SJ

ﬁ?ggle i J4930-14 091318-TIPC-F-U-S
ALS Vial : 29 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 2 unknown6.49 Concentration Rank 2

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

6.49 50.97 ng 1753930 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 706 (6.489 min): BF109121.D (-702) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || g0 i "% ok oky 6o
o A 1 N PO .- D £ I | N m/z 68.10 41.22%
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 UL R A
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.18%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 26.26%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T T l,}| L L BB
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.52%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109121.D

Aca On : 19 Sep 2018 3:21

Operator : JU/SJ

ﬁ?ggle i J4930-14 091318-TIPC-F-U-S
ALS Vial : 29 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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.95 2.34 ng 79462 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2144 (14.948 min): BF109121.D (-2141) (-) m/z 57.10 100.00%
57.1
5000
| u 1411 1800 . 1450 14150 15,00 1550
Ouuulul'u' i I ||||I|||I||IIIII I R I m/z 71_10 69_27%
m/z--> 50 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LR DA DA DR SRS B
14 60 14. 80 15. 00 15.20
|Fgo m/z 85.05 59.44Y%
ol Il 1) 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #209565: Octacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 43.05 57.07%
99.0
ol 1, ] | | }41.0 1830 2250 2810 3870 3840
m/z--> 55 160 1%0 260 2%0 360 350 460 '
Abundance #141426: Heneicosane L B o
57.0 14.60 14.80 15.00 15.20
m/z 41.05 20.66%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 ! 14 60 14. 80 15. 00 15. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109121.D

Aca On : 19 Sep 2018 3:21

Operator : JU/SJ

ﬁ?ggle i J4930-14 091318-TIPC-F-U-S
ALS Vial : 29 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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.31 3.17 ng 107737 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Nonacosane 408 C29H60 000630-03-5 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2206 (15.312 min): BF109121.D (-2202) (-) m/z 57.10 100.00%
571.1
5000
s 15.00 15.20 15.40 15.60
141.2 183 1 . . . .
0...|, ]JI" 28 "m/z 71.10 70.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 U DA UL IS RN
15.00 15.20 15.40 15.60
99.0 m/z 43.10 59.72%
027,o.| ] J] | 1410 1830 2250 267.0 3090 3650
m/z--> 50 100 1éo " 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 52.06%
99.0
2m”]ldJ¥ﬂ1%02mzmom% 366.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215180: Nonacosane e R BB,
57.0 15.00 15.20 15.40 15.60
m/z 41.00 19.50%
5000
99.0
027?0\ ey [0 1830 2250 267.0 3090 3510 4080
m/z--> 50 100 150 260 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109121.D

Aca On : 19 Sep 2018 3:21

Operator : JU/SJ

ﬁ?ggle i J4930-14 091318-TIPC-F-U-S
ALS Vial : 29 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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.71 2.81 ng 95549 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2274 (15.712 min): BF109121.D (-2270) (-) m/z 57.05 100.00%
5000
155.1 197.1 . 15.40 15.60 15.80 16.00
o 2670 876.2 m/z 71.10  77.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 UL B B SULRULN B
mmmmmmmm
99.0 m/z 43.05 59.06%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 2%0 360 3éo 460
Abundance #175558: Tetracosane
57.0
1540 15.60 15.80 16.00
5000 m/z 85.05 50.70%
99.0
m/z--> éo 100 150 260 250 300 3éo 460
Abundance #185533: Pentacosane LA B S e
57.0 15.40 15.60 15.80 16.00
m/z 99.10 21 .65%
5000
99.0
0260 | | | }#10 1830 2250 267.0 3090 352.0
m/z--> éo 160 1éo 260 250 360 3éo 460 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109121.D

Aca On : 19 Sep 2018 3:21

Operator : JU/SJ

ﬁ?ggle i J4930-14 091318-TIPC-F-U-S
ALS Vial : 29 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 7 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.08 ng 70684 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2354 (16.183 min): BF109121.D (-2349) (-) m/z 57.05 100.00%
5%.0
99.1
“ Mlmu 267.0 ﬁmﬁmm%m%m@
I 0 0 P m/z 71.05 76.56%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 AR R DR
15. 80 16. 00 16. 20 16 40 16. 60
99.0 m/z 43.05 64 .05%
oL 2o L) 1| | }41 -0 1830 2250 2810 337.0 3940
m/z--> 50 100 150 260 250 360 3éo '
Abundance #141426: Heneicosane
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 60.21%
99.0
Ozmﬂ‘djlmmjmonmzmw%o
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #194494: Hexacosane BRI BN ELEL N AL N B
57.0 15.80 16.00 16.20 16.40 16.60
m/z 99.10 27 .85%
5000
.0
27,0) J_‘ x\ || 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 2(')0 250 3(')0 3&'30 ' 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091818\

Data File : BF109121.D

Acq On : 19 Sep 2018 3:21

Operator : JU/SJ

3?22'6 i J4930-14 091318-TIPC-F-U-S
ALS Vial : 29 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .90 3.7 ng 126461 1 6.72 688206 20.0
unknown6 .49 6.49 51.0 ng 1753930 1 6.72 688206 20.0
Hentriacontane 14.95 2.3 ng 79462 6 15.26 680341 20.0
2-methyloctacosane 15.31 3.2 ng 107737 6 15.26 680341 20.0
Triacontane 15.71 2.8 ng 95549 6 15.26 680341 20.0
Octacosane 16.18 2.1 ng 70684 6 15.26 680341 20.0
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