LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091018\

Data File : BF108924.D

Aca On : 11 Sep 2018 5:45 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

agmple : J4830-14 0mm1&oséiaue
isc :

ALS Vial : 37 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-BF090518 .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 4.925 436 440 451 rvB 133366 145673 2.96% 0.481%
2 5.343 507 511 515 rBVY 1643479 1555955 31.57% 5.137%
3 6.366 681 685 694 rBY 1220041 1057999 21.47% 3.493%
4 6.507 704 709 712 rBVY 3201752 2833779 57 .50% 9.355%
5 6.737 745 748 752 rBVY 1326054 1035031 21.00% 3.417%
6 6.895 771 775 778 rBVY 4157323 3839036 77.89% 12.674%
7 7.301 838 844 847 rBVY 3172211 3074810 62.39% 10.151%
8 8.019 962 966 969 rBVY 1544346 1188223 24.11% 3.923%
9 9.095 1144 1149 1152 rBvV 5207512 4928535 100.00% 16.271%
10 9.484 1212 1215 1226 rVB 625848 492528 9.99% 1.626%

11 9.766 1260 1263 1267 rBV 1245535 1113304 22.59% 3.675%
12 10.448 1376 1379 1382 rBV 84745 61904 1.26% 0.204%
13 10.548 1392 1396 1407 rBV 1676359 1647297 33.42% 5.438%
14 11.242 1511 1514 1518 rBV 1019951 957001 19.42% 3.159%
15 12.830 1779 1784 1787 rBV 4208503 3872526 78.57% 12.785%

16 13.742 1935 1939 1948 rBvV2 55859 91121 1.85% 0.301%
17 13.871 1957 1961 1964 rBY 1283840 1116825 22.66% 3.687%
18 14.654 2091 2094 2098 rVB 55960 54491 1.11% 0.180%
19 14.724 2103 2106 2112 rVB 152171 145035 2.94% 0.479%
20 14.971 2145 2148 2152 rBV 69916 77887 1.58% 0.257%
21 15.277 2195 2200 2205 rBV 651533 753104 15.28% 2.486%
22 15.330 2205 2209 2214 rVvVv 70705 96691 1.96% 0.319%
23 15.742 2274 2279 2284 rBV2 57631 86147 1.75% 0.284%
24 16.213 2354 2359 2366 rVB 40804 65806 1.34% 0.217%
Sum of corrected areas: 30290708
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108924.D

Aca On : 11 Sep 2018 5:45

Operator : JU/SJ

ﬁ?ggle i J4830-14 090618-DBRI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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: BF108924.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108924.D

Aca On : 11 Sep 2018 5:45

Operator : JU/SJ

ﬁ?ggle i J4830-14 090618-DBRI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 4

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

4.93 2.81 ng 145673 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 441 (4.931 min): BF108924.D (-436) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 BE AR LR RN LA
| 83.0 | 4.60 4.80 5.00 5.20
Obrrr e e m/z 59.10 54.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L LI R
59.0 460 480 500 520
0
150 41, 1010 m/z 101.10 20.68%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
4.60 480 500 520
5000 410 m/z 58.00 15.46%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- R e AR AR
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.08%
5000
101.0
17-0 270 6.0 71.0 ‘
0'”I””I”mw”””J”I”LI”'W”'Wﬁqg”'d”'W”'W”'W”'W“'W
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\BF091018\

Data File : BF108924.D

Aca On : 11 Sep 2018 5:45

Operator : JU/SJ

ﬁ?ggle i J4830-14 090618-DBRI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.51 Concentration Rank 2

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

6.51 54_.76 ng 2833780 1,4-Dichlorobenzene-d4 6.74
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 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 709 (6.507 min): BF108924.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
DS SRR L R
6.20 6.40 6.60 6.80
0 B E e m/z 68.10 42 .26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I SRR R SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.32%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok oko ok
5000 ggo 1160 m/z 66.00 26.52%
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R AT
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.23%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\0 \11%0 |
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108924.D

Aca On : 11 Sep 2018 5:45

Operator : JU/SJ

ﬁ?ggle i J4830-14 090618-DBRI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.72 3.85 ng 145035 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 90
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 72
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 2-Octene, 2-methyl-6-methylene- 138 C10H18 010054-09-8 53
Abundance Scan 2105 (14.719 min): BF108924.D (-2103) (-) m/z 69.10 100.00%
69.1
5000
AU BN SN
137.1 14.40 14.60 14.80 15.00
07.
o B g KU redaor  “m/z 81.05  50.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LR BN SURRR
14.40 14.60 14.80 15.00
m/z 41.05 26 .95%
0 e }[0{-0"13,7 '(,) 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 1460 14.80 15.00
5000 m/z 95.05 14 _.20%
137.0
0 29.0{ L1 3970 1 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- LN BSLAL UL LS B
69.0 14.40 14.60 14.80 15.00
m/z 68.05 11.93%
5000
29.0
123.0
0 .‘.L,M“..‘“,'..”.*.‘,.1.77.'9,.... T
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108924.D

Aca On : 11 Sep 2018 5:45

Operator : JU/SJ

ﬁ?ggle i J4830-14 090618-DBRI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .97 2.07 ng 77887 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2148 (14.971 min): BF108924.D (-2145) (-) m/z 57.10 100.00%

5000

14.60 14.80 15.00 15.20

o} m/z 71.05 80.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 LA L L L L L L L LB B B
14.60 14.80 15.00 15.20
99.0 m/z 85.05 60.37%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
i — T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
e e L e
14.60 14.80 15.00 15.20
5000 m/z 43.10 60.21%
99.0
ol Ll | | J | }41 01830 2250 2810 337.0  394.0
...,.... A
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane B B
57.0 14.60 14.80 15.00 15.20
m/z 55.00 23.66%
5000
99.0
0260 | | | }#10 1830 2250 267.0 3090 352.0
i L A e A ma e
m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. OO 15.20

8270-BF090518.M Tue Sep 11 10:49:59 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108924.D

Aca On : 11 Sep 2018 5:45

Operator : JU/SJ

ﬁ?ggle i J4830-14 090618-DBRI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.33 2.57 ng 96691 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
5 Hexadecane 226 C16H34 000544-76-3 91
Abundance Scan 2209 (15.330 min): BF108924.D (-2205) (-) m/z 57.05 100.00%
5%.0
5000
o’ 15100 1520 1540 1560
411 1832 : - : :
oL, ...,.m.‘|| LEG3882 2250 om0 T q00 75 20%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L AR SR B B
15.00 15.20 15.40 15.60
99.0 m/z 43.05 59.98%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #209566: Octacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 59.35%
‘ 99.0
oL.25/0 |y, 1410 1830 2250 281.0 337.0 394.0
m/z--> §o 160 1éo 200 250 300 350 460
Abundance #219831: Triacontane e R
57.0 15.00 15.20 15.40 15.60
m/z 55.10 22.75%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(|)O 15'00 15. 20 15. 40 15|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108924.D

Aca On : 11 Sep 2018 5:45

Operator : JU/SJ

ﬁ?ggle i J4830-14 090618-DBRI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.74 2.29 ng 86147 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2279 (15.742 min): BF108924.D (-2274) (-) m/z 57.10 100.00%
57.1
5000
99.1 LRI PN B SR B
| l| “ II]_4]_ 1 179.0 282.0 15.40 15.60 15.80 16.00
ob— .H .ﬂm-'“.-". — m/z 71.10 75.89%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LA BURBLN BN B B
mmmmmmmm
‘ 99.0 m/z 85.10 56.81%
410
oZOL L L a | L 10 g0 os0 a0
m/z--> 50 1 o 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.05 56.12%
99.0
0280 ].iAL UJJ‘%4}Ol 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 55 100 150 260 250 300 3%0
Abundance #209566: Octacosane R R RaEEE L
57.0 15.40 15.60 15.80 16.00
m/z 55.05 24 .76%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo ' 1550 1560 1580 1600 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091018\

Data File : BF108924.D

Acq On : 11 Sep 2018 5:45

Operator : JU/SJ

3?22'6 i J4830-14 090618-DBRI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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 .93 2.8 ng 145673 1 6.74 1035030 20.0
unknown6.51 6.51 54_.8 ng 2833780 1 6.74 1035030 20.0
Squalene 14.72 3.9 ng 145035 6 15.28 753104 20.0
Triacontane 14 .97 2.1 ng 77887 6 15.28 753104 20.0
Heneicosane 15.33 2.6 ng 96691 6 15.28 753104 20.0
Eicosane 15.74 2.3 ng 86147 6 15.28 753104 20.0
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