Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\

BF108958.D

12 Sep 2018 18:59
JuUssJ

J4856-01

11 Sample Multiplier: 1
Parameters: rteint.p
RTE

ON

1

0.2

0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

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 4.931 438 441 449 rVB 80892 92409 3.28% 0.357%
2 5.348 507 512 515 rBVY 2460115 2266533 80.37% 8.746%
3 6.366 680 685 688 rBY 2327848 2395323 84.93% 9.243%
4 6.501 704 708 712 rBVY 2429701 2433263 86.28% 9.390%
5 6.736 744 748 751 rBV 1241017 986497 34.98% 3.807%
6 6.895 771 775 778 rBVY 2164994 1937088 68.68% 7.475%
7 7.295 838 843 846 rBVY 1685502 1529376 54.23% 5.902%
8 8.019 962 966 969 rBVY 1412300 1236426 43.84% 4_.771%
9 9.095 1144 1149 1152 rBvY 3070026 2820253 100.00% 10.883%
10 9.219 1167 1170 1179 rVB 79506 78417 2.78% 0.303%
11 9.483 1211 1215 1225 rBV 780426 616238 21.85% 2.378%
12 9.766 1259 1263 1270 rBVv2 1590680 1339729 47.50% 5.170%
13 10.548 1392 1396 1406 rBY 1650955 1449161 51.38% 5.592%
14 11.242 1510 1514 1518 rBV 1473901 1199541 42.53% 4.629%
15 11.777 1602 1605 1609 rBvV 115406 108750 3.86% 0.420%
16 12.559 1736 1738 1748 rBvV3 20969 32829 1.16% 0.127%
17 12.824 1779 1783 1786 rBVY 2378921 2047286 72 .59% 7 .900%
18 13.742 1935 1939 1952 rBvV3 58425 132522 4_.70% 0.511%
19 13.865 1956 1960 1964 rBY 1183252 1013025 35.92% 3.909%
20 14.353 2040 2043 2046 rBV 51322 51095 1.81% 0.197%
21 14.653 2090 2094 2097 rBV 87649 81824 2.90% 0.316%
22 14.724 2102 2106 2111 rVB 128601 131954 4.68% 0.509%
23 14.971 2144 2148 2155 rVB 117682 126024 4_47% 0.486%
24 15.277 2194 2200 2204 rBV 970735 1181820 41.90% 4_.561%
25 15.324 2204 2208 2217 rVB 126171 168166 5.96% 0.649%
26 15.736 2272 2278 2285 rBV 115714 176745 6.27% 0.682%
27 16.206 2352 2358 2363 rVB 81162 138652 4.92% 0.535%
28 16.753 2445 2451 2458 rVB2 45919 87339 3.10% 0.337%
29 17.406 2557 2562 2567 rVB4 27617 55958 1.98% 0.216%
Sum of corrected areas: 25914243
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BF108958.D

Aca On - 12 Sep 2018 18:59
Operator : JU/SJ

Sample - J4856-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC: BF108958.D

4.93
A

5.35

6.3!;'

50

6.90

6.74

7.30

(O e B L B e s o S o o

Time--> 2.50 3.00 3.50

Abundance
3000000 9110

2500000

2000000

15000004 8.02

1000000

500000

9.48

9.77

L

o
5.00

T
5.50

TIC: BF108958.D

10.55

11.24

11.78

12.56

12.82

e T
Time--> 8.00 8.50 9.00
Abundance

3000000

2500000
2000000
1500000
13.87

1000000

500000

il 2

9.50

1414572 14.97
13.7 1435 14657 %

15.28

.32

R
10.00 10.50

11.00 11.50

TIC: BF108958.D

15.74
A

16.21
N

16.75

17.41

12.00

T
12.50

=7
13.00

O

I T
Time--> 13.50 14.00 14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108958.D

Aca On : 12 Sep 2018 18:59

Operator : JU/SJ

Sample : J4856-01

Misc :

ALS Vial : 11 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 unknown6.50 Concentration Rank 1

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

6.50 49.33 ng 2433260 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 708 (6.501 min): BF108958.D (-704) (-) m/z 132.00 100.00%
13R.0
5000 68.1
200 o | TS5 0 ok ok
01 B e L T m/z 68.10 43.55%
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 SRS SRR RSN AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.46%
0 ‘ | H | L 1
RN FURLELEL FUELEL SLEL LIS LR DU DL B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.00 27 .82%
104.0
O 27'0 5:‘[‘"‘0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.96%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R E e aEmEE
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\BF091218\
Data File : BF108958.D

Aca On : 12 Sep 2018 18:59

Operator : JU/SJ

Sample : J4856-01

Misc :

ALS Vial : 11 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 3 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.62 ng 132522 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 83
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 70
3 1-Eicosanol 298 C20H420 000629-96-9 64
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 64
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 64
Abundance Scan 1939 (13.742 min): BF108958.D (-1935) (-) m/z 57.05 100.00%
57.0
97.0
5000
“mﬂ 13.40 13.60 13.80 1400
o M m/z 43.00 78.36%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 SRR LR AR
nmnmnmmm
J m/z 71.05 63.07%
. 12501670 2100 267.0307.0 490.0
BRI FURLELEL DAL DL SARLELEL UARLLESN UL SR DAL S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecy! ester

83.0 SR LA N SRS
13.40 13.60 13.80 14.00
5000 m/z 69.00 62.38%

25.0
182.0
o

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #143256: 1-Eicosanol R R EaaEE
43.0 13.40 13.60 13.80 14.00
m/z 83.05 61.49%
83.0
5000
%50
m/z--> 0 50 100 150 200 250 300 350 400 450 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108958.D

Aca On : 12 Sep 2018 18:59

Operator : JU/SJ

Sample : J4856-01

Misc :

ALS Vial : 11 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 6
R.T. EstConc Area Relative to ISTD R.T.

14.72 2.23 ng 131954 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 78
5 2,6,10,14-Hexadecatetraen-1-ol, ... 332 C22H3602 061691-98-3 72
Abundance Scan 2105 (14.718 min): BF108958.D (-2102) (-) m/z 69.10 100.00%

69.1

5000 \*_f“~_,~A4NJ\w_v_Jk__“wﬁ

121.1 Mmmmmmwm
o..39}'1,-l.".l.-'|,".-.".‘.;..1.8?',1....,.... e m/z 81.10 50.19%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0

5000 R i  Eaaa
14. 40 14. 60 14. 80 15. OO

m/z 41.00 23.69%

‘ 07.0137.0
ol Lo BT wrs0 o0 a0 amo
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene

69.0

14.40 14. 60 14. 80 15.00

5000 m/z 95.10 13.70%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
M ,,,,
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- T
69.0 14. 40 14. 60 14. 80 15. OO

m/z 68.10 12.11%

5000
136.0
29.0 1
ol L d0s0, | Ao zso280

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\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108958.D

Aca On : 12 Sep 2018 18:59

Operator : JU/SJ

Sample : J4856-01

Misc :

ALS Vial : 11 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 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.97 2.13 ng 126024 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 86
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 2148 (14.971 min): BF108958.D (-2144) (-) m/z 57.10 100.00%
57.1
85.0
5000
P mniers oy 12160 1080 15,00 1550
ot . m/z 71.10 71.70%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 D S BN BN
Mmmmﬁmﬁm
m/z 43.10 63.95%
29.0 113.0
oL | ‘ || | ] 14101600197.022502580 2960
m/z--> 55 160 1%0 260 2éo 360 350
Abundance #124147: 2-Bromotetradecane
57.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.05 55.27%
29.0
| ‘ ﬂ13°1410 197.0
Ouu‘utuluu‘u‘uJ‘ullulu‘u|‘|||||‘||||||||||||||| :
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T T T T T T T T T
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22.21%
5000 85.0
0 150141.0169.0197.0 23-9267.0204.0323.0 352.0
m/z--> % 1& ﬁo 2& 250 300 %o Mmmmﬁmwm '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108958.D

Aca On : 12 Sep 2018 18:59

Operator : JU/SJ

Sample : J4856-01

Misc :

ALS Vial : 11 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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.74 2.99 ng 176745 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2279 (15.742 min): BF108958.D (-2272) (-) m/z 57.10 100.00%
57.1
5000
99.1 e )
141 1 183.2 2821 15.40 15.60 15.80 16.00
o....-,.'..-” s 2 el m/z 71.10  72.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 A PR A BN B
15.40 15.60 15.80 16.00
99.0 m/z 43.05 64 .06%
ot ‘, | || j 1410 ;830 225.0 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.05 58.11%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #141426: Heneicosane e
57.0 15.40 15.60 15.80 16.00
m/z 55.05 26 .53%
5000
99.0
m/z--> 50 100 1%0 260 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108958.D

Aca On : 12 Sep 2018 18:59

Operator : JU/SJ

Sample : J4856-01

Misc :

ALS Vial : 11 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 5
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.35 ng 138652 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2359 (16.212 min): BF108958.D (-2352) (-) m/z 57.10 100.00%
57.1
5000
ﬁlmu 1585 16100 1630 1640 1660
183.1 2251  282.0 . . . . .
0 ...,..n‘ Loy ot 2201 2820 m/z 71.10 75.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
571.0
5000 ABRUARRUARERA DR
15. 80 16. oo 16. 20 16. 40 16. 60
99.0 m/z 85.10 56.11%
o280l L]l 1\ “10 1830 2250 2820
m/z--> 50 100 150 260 250 300 350 460
Abundance #209566: Octacosane
57.0
15.80 16.00 16,20 16.40 16.60
5000 m/z 43.10 49 .08%
99.0
o280} | )l | | 1410 1830 2250 2810 337.0  394.0
m/z--> 50 100 1%0 260 250 360 3%0 460
Abundance #219831: Triacontane R EaE T
57.0 15.80 16.00 16.20 16.40 16.60
m/z 99.10 22.13%
5000
99.0
0260, | w“ﬂ | 1419 1830 2250 267.0 309.0 3510 422.0
m/z--> 50 100 1%0 260 2%0 360 3%0 460 15.80 16.00 16.20 16.40 16.60

8270-BF090518.M Thu Sep 13 16:49:50 2018
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Top Hit name

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF091218\
BF108958.D

12

Sep 2018 18:59

Ju/sJ
J4856-01

11

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

RT EstConc

unknown6 .50 6.50 49.3
17-Pentatriacontene 13.74 2.6
Squalene 14.72 2.2
Heneilcosane 14 .97 2.1
2-methyloctacosane 15.74 3.0
Eicosane 16.21 2.4

8270-BF090518.M Thu Sep 13 16:49:50 2018

Units Response

ng
ng
ng
ng
ng
ng

2433260
132522
131954
126024
176745
138652

|--Internal Standard---|
Resp Conc]|

|#

RT

986497
1013030
1181820
1181820
1181820
1181820
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