LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109707.D

Aca On : 9 Oct 2018 20:55

Operator : JU/SJ

Sample : J5329-01

Misc :

ALS Vial : 11 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-BF100818 .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 4.898 475 478 488 rBV 43104 61638 3.25% 0.387%
2 5.316 546 549 576 rBVY 1236377 1591673 84.03% 10.000%
3 6.345 720 724 741 rBVY 1301398 1731505 91.42% 10.878%
4 6.469 741 745 768 rVB 1702349 1873711 98.92% 11.772%
5 6.698 780 784 794 rBV 335249 434885 22.96% 2.732%
6 6.851 806 810 836 rVB 1456685 1406536 74.26% 8.837%
7 7.257 876 879 914 rBV 749830 1159090 61.20% 7.282%
8 7.975 998 1001 1025 rBV 449741 566605 29.91% 3.560%
9 9.051 1180 1184 1209 rBV 1835140 1894091 100.00% 11.900%
10 9.445 1248 1251 1261 rBV 132220 128401 6.78% 0.807%

11 9.722 1294 1298 1319 rBV 546041 547747 28.92% 3.441%
12 10.510 1428 1432 1451 rBV 761928 925585 48.87% 5.815%
13 11.204 1546 1550 1568 rBV 355189 482242 25.46% 3.030%
14 11.739 1638 1641 1648 rBV2 16417 23618 1.25% 0.148%
15 12.780 1814 1818 1834 rBV 1501666 1457016 76.92% 9.154%

16 13.698 1969 1974 1985 rBV4 29220 81491 4 _30% 0.512%
17 13.827 1992 1996 2009 rBV 516977 555596 29.33% 3.491%
18 13.998 2022 2025 2029 rVB 19403 19055 1.01% 0.120%
19 14.304 2073 2077 2081 rVB 35857 34903 1.84% 0.219%
20 14.598 2123 2127 2130 rBV 62506 65418 3.45% 0.411%
21 14.662 2135 2138 2141 rVB 26393 23817 1.26% 0.150%

22 14.904 2175 2179 2184 rBV 89056 100188 5.29% 0.629%
23 15.227 2229 2234 2237 rBV 317140 444780 23.48% 2.794%
24 15.651 2301 2306 2311 rBV 95428 139603 7.37% 0.877%
25 16.103 2378 2383 2392 rVB 60471 106070 5.60% 0.666%

26 16.633 2467 2473 2479 rBV2 27909 61941 3.27% 0.389%

Sum of corrected areas: 15917205
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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\HPCHEM1I\BNA F\DATA\BF100918\

BF109707.D

9 Oct 2018 20:55

JussJ

J5329-01

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.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\BF100918\
Data File : BF109707.D

Aca On : 9 Oct 2018 20:55

Operator : JU/SJ

Sample : J5329-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 8

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

4.90 2.83 ng 61638 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-0Octanol 130 C8H180 000589-98-0 28
4 3-Pentanol 88 C5H120 000584-02-1 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 478 (4.898 min): BF109707.D (-475) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 T T e
83.1 | 4.60 4.80 5.00 5.20
o Y N | E— m/z 59.10 57.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LN UL L
59.0 460 480 500 5.20
m/z 101.10 20.66%
31.0 83.0 101.0
0'“|'“'|“'Wﬁ"ﬁ”'“l'”'l“"w"w“'“l'“'”“"w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 15.15%
20.0 101.0
0 150 | Il 730 830
R I UL IR IULLIL JURELS SULILLN SRR S IR B B
m/z--> 10 20 3 40 50 60 70 80 90 100 110
Abundance #13640: 3-Octanol
54.0 4.60 4.80 5.00 5.20
m/z 41.00 10.72%
5000 41.0 83.0
31.0
‘ 101.0
‘ ‘ \‘M ‘ ‘ il 69.0 Il 112'0
e e I R RS I UL RS I AR ASS RAARS AR IR RS LR UL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109707.D

Aca On : 9 Oct 2018 20:55

Operator : JU/SJ

Sample : J5329-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1

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

6.47 86.17 ng 1873710 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 745 (6.469 min): BF109707.D (-741) (-) m/z 132.00 100.00%
13%.0
5000 68.0
6.20 6.40 6.60 6.80
01 e m/z 68.05 42 .87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.77%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.20 6.40 6.60 6.80
5000 9go 1160 m/z 65.95 27 .51%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.15%
117.0
5000
91.0
Ao N
0 w“--f--W-rm--“u-H-.”--EH-“‘-.--nu----u---- IREBERARSE RN LRSS S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109707.D

Aca On : 9 Oct 2018 20:55

Operator : JU/SJ

Sample : J5329-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Carbonic acid, octadecyl 2,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.93 ng 81491 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI303 1000314-56-3 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 91
Abundance Scan 1974 (13.698 min): BF109707.D (-1969) (-) m/z 57.10 100.00%
57.1
97.0
5000
[ 91 e 0 T340 13160 13,80 1400
| I— L m/z 43.05 89.18%
m/z--> 50 100 150 200 250 300 350
Abundance #225717: Carbonic acid, octadecyl 2,2, 2-trichloroethyl ester

11.0

13.40 13.60 13.80 14.00
m/z 83.05 87.72%

5000

195.0224.0954

04
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 |97.0
13.40 13.60 13.80 14.00
5000 m/z 55.00 83.02%
39.0
ol 2700 I UL 7} 1680 200.0238.0 278.0308.0 348.0378.0
e L B S R T i S e S
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R R e R
43.0 83.0 13.40 13.60 13.80 14.00
: m/z 69.05 81.41%
5000 1110
iy J” Ly 00 1s20 o moomogo g U
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109707.D

Aca On : 9 Oct 2018 20:55

Operator : JU/SJ

Sample : J5329-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 6
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.94 ng 65418 Perylene-di12 15.23
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 Heneicosane 296 C21H44 000629-94-7 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2127 (14.598 min): BF109707.D (-2123) (-) m/z 57.05 100.00%
57.0
T s 1450 1440 1450 1450 15,00
183. 1 : : : : :
ol |,I .‘:l|, Lol 2 28 m/z 71.10 69.83%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 U DA DAL SN
1420 14.40 14.60 14.80 15.00
99.0 m/z 43.10 58.71%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.05 51.66%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane T
57.0 14.20 14.40 14.60 14.80 15.00
m/z 99.10 21.57%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109707.D

Aca On : 9 Oct 2018 20:55

Operator : JU/SJ

Sample : J5329-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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.
14.90 4.51 ng 100188 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2178 (14.898 min): BF109707.D (-2175) (-) m/z 57.05 100.00%
510
5000
9.1 U IR B B
]] l 1411 1972 2810 14.60 14.80 15.00 15.20
0...!q." ! :"'”..u:...,...n,....,....,... m/z 71.10 79.39%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 L AN SN U SURA
14 60 14. 80 15. oo 15. 20
99.0 m/z 43.05 64 .83%
o | ][ | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #141426: Heneicosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 56.39%
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #194493: Hexacosane L L L L N LB
57.0 14.60 14.80 15.00 15.20
m/z 55.00 28.52%
5000
99.0
oL 14 l]] | 4 1410 1830 225.0 267.0 309.0  367.0
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3%0 4(|)O 14 60 14. 80 15. oo 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109707.D

Aca On : 9 Oct 2018 20:55

Operator : JU/SJ

Sample : J5329-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Eilcosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.65 6.28 ng 139603 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane 310 C22H46 000629-97-0 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2306 (15.651 min): BF109707.D (-2301) (-) m/z 57.10 100.00%
57.1
5000
0 " 15.40 15.60 15.80 16.00
155.2 : : : :
o] s .1|, bdjnf 2t 2820 | “w/z 71.05 76.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LR UM BRI SURBURE U
1540 15.60 15.80 16.00
99.0 m/z 43.10 66.07%
ool LA || 1 1830 2250 2820
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
" 15.40 15.60 15.80 16.00
5000 m/z 85.05 57 .58%
99.0
0 ‘ 1 J‘ | o 140 1830 2330 2810 3230
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T T T
57.0 15.40 15.60 15.80 16.00
m/z 55.00 25.22%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 1éo 200 250 300 350 400 1540 15.60 15.80 16.00
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
BF109707.D
9 Oct 2018 20:55
Ju/sJ
J5329-01

11 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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

Peak Number 9 Pentadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.63 2.79 ng 61941 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 59
2 Hexacosane 366 C26H54 000630-01-3 59
3 Octacosane 394 C28H58 000630-02-4 59
4 Eicosane 282 C20H42 000112-95-8 58
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 53
Abundance Scan 2473 (16.633 min): BF109707.D (-2467) (-) m/z 57.05 100.00%
57.0
5000 \vvmmmM/\fuMw/\ﬂﬂ,LWNﬁNMwwu
1911 1790 5140 1510 1580 1700
0! m/z 71.10 88.11%
m/z--> 50 100 150 200 250 300 350
Abundance #83035: Pentadecane, 2-methyl-
43.0
5000 LB BN I BRI I
85.0 1640 1660 16.80 17.00
{ 1830 m/z 43.00 67.83%
127.0 :
ol e 0 o
m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
57.0
' 16.40 16.60 16.80 17.00
5000 m/z 85.05 58.37%
ol219) ] ’ J 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 260 250 300 350
Abundance #209566: Octacosane L B e B B A
57.0 16.40 16.60 16.80 17.00
m/z 99.10 33.51%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
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\HPCHEM1\BNA_F\DATA\BF100918\
Data File : BF109707.D

Acq On : 9 Oct 2018 20:55

Operator : JU/SJ

Sample - J5329-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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 2.8 ng 61638 1 6.70 434885 20.0
unknown6 .47 6.47 86.2 ng 1873710 1 6.70 434885 20.0
Carbonic acid, oc... 13.70 2.9 ng 81491 5 13.83 555596 20.0
2-methyloctacosane 14.60 2.9 ng 65418 6 15.23 444780 20.0
Triacontane 14.90 4.5 ng 100188 6 15.23 444780 20.0
Eicosane 15.65 6.3 ng 139603 6 15.23 444780 20.0
Pentadecane, 2-me... 16.63 2.8 ng 61941 6 15.23 444780 20.0
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