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:\HPCHEMI\BNA F\DATA\BF031318\

BF103631.D

14 Mar 2018 5:29
SJ/JU

J1894-04

34 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:\HPCHEM1\BNA F\METHODS\8270-BF022218_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC

peak R.T. first max last PK peak

# min
1 5.087
2 5.504
3 6.522
4 6.628
5 6.857
6 7.010
7 7.428
8 7.575
9 8.139
10 9.216
11 9.616
12 9.804
13 9.898
14 10.304
15 10.522
16 10.563
17 10.692
18 10.780
19 11.398
20 12.774
21 12.980
22 13.857
23 14.057
24 14.862
25 15.568
26 15.951
27 17.056

scan scan scan TY heiaht
507 510 526 rBvV 33130
577 581 604 rBvV 198954
749 754 769 rBvV 208217
769 772 808 rvv 1526711
808 811 833 rvB 463917

833 837 864 rBV 2693850
905 908 931 rBV 1949077
931 933 953 rVvB 63408
1026 1029 1056 rBV 618763
1208 1212 1251 rVB 3552307

1277 1280 1285 rVB 74373
1309 1312 1317 rBV 90401
1325 1328 1345 rVB 1059262
1394 1397 1400 rBV 128866
1430 1434 1437 rBV 40271

1437 1441 1446 rVB 95847
1460 1463 1475 rBV 1112092
1475 1478 1488 rVB 138622
1579 1583 1605 rBV 812815
1814 1817 1821 rBV 80288

1847 1852 1870 rBV 2641329
1997 2001 2009 rBV 45609
2031 2035 2052 rBV 504655
2169 2172 2178 rVB 70326
2287 2292 2309 rVV 335987

2352 2357 2363 rVB2 32917
2540 2545 2553 rVB3 22081

Sum of corrected

8270-BF022218_.M Wed Mar 14 12:35:26 2018

90620
939631
779783

2917306
918726

3511880
3194068

159130
1264886
4764257

78170
87060
1306591
99905
47874

109665
1828589
199940
1256911
66679

3045326
68916
728432
78711
664728

51798
51655

areas:

corr.
% max.
1.90%
19.72%
16.37%
61.23%
19.28%

73.71%
67 .04%

3.34%
26 .55%
100.00%

1.64%
1.83%
27.42%
2.10%
1.00%

2.30%
38.38%
4._.20%
26 .38%
1.40%

63.92%
1.45%
15.29%
1.65%
13.95%

1.09%
1.08%

28311237

2.754%
10.304%
3.245%

12 .405%
11.282%
0.562%
4.468%
16.828%

0.276%
0.308%
4.615%
0.353%
0.169%

0.387%
6.459%
0.706%
4.440%
0.236%

10.757%
0.243%
2.573%
0.278%
2.348%

0.183%
0.182%
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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:\HPCHEMI\BNA F\DATA\BF031318\

- BF103631.D

- 14 Mar 2018 5:29

- SJ/JU

- J1894-04

- 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF103631.D

7.01

7.43

6.63

6.86

5.50 6.5

5.09 7.57

0

Time-->
Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

2.50

3.00

3.50

4.00

4.50

5.00
TIC: BF103631.D

5.50

6.00

6.50

7.00

22

12.98

9.90 10.69

11.40
8.14

12.77

Time-->
Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

A
LIS B S B B S N B S RN B S B S N B R N R R S B SN R

1
10.50 11.00 11.50 12.00 12.50 13.00 13.50
TIC: BF103631.D

14.06
15.57

J\» 15,95

13.86 17.06

Time-->

8270-BF022218_.M Wed Mar

14.00 14.50

15.00 15.50

16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103631.D

Aca On : 14 Mar 2018 5:29

Operator : SJ/JU

Sample : J1894-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.63 Concentration Rank 2

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

6.63 63.51 ng 2917310 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 772 (6.628 min): BF103631.D (-769) (-) m/z 132.00 100.00%
132
5000 68 ﬁ\\\\
40 sy % 620 6.40 6.60 6.80 7.00
/8 | 106 0
L L A I m/z 67.95 43.89%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132

5000 ey
620 640 6.60 6.80 7.00

33 44 105 m/z 134.00 32.15%

70
60 7" g0 115
L o o e B o o LA e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.00 30.19%
104
66

14 27 39 51 T g9 115

L B o e e e B o B AL I B e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- prop|ony|

57 132 6.20 6.40 6.60 6.80 7.00

m/z 69.00 16.50%

74
5000 9g 116 f\\ﬂ\\‘~h
j ‘M L ‘\ ! 158 189

m/z--> 20 40 100 120 140 160 180 6. 20 6. 40 6. 60 6. 80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103631.D

Aca On : 14 Mar 2018 5:29

Operator : SJ/JU

Sample : J1894-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.18 ng 199940 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Octadecane. 1-i1odo- 380 C18H371 000629-93-6 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Pentadecane 212 C15H32 000629-62-9 78
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1478 (10.780 min): BF103631.D (-1475) (-) m/z 57.00 100.00%

5000

10.40 10.60 10.80 11.00
m/z 43.00 66.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71
5000 [TTrr[rrrr[rrrryrrror|m
85 10.40 10.60 10.80 11.00
29 m/z 71.00 63.65%

99
113127141155169183197211225239253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
43 57
R AL st
71 10.40 10.60 10.80 11.00
5000 a5 m/z 85.00 42.88%
29
9913
15 127141155169183197211 253
mﬁmﬁmﬁm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane A R aa e L e
43 57 10.40 10.60 10.80 11.00
m/z 41.00 32.44%
5000 [
85
29
L L w 99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103631.D

Aca On : 14 Mar 2018 5:29

Operator : SJ/JU

Sample : J1894-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.86 2.37ng 78711 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 74
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53
Abundance Scan 2172 (14.862 min): BF103631.D (-2169) (-) m/z 69.00 100.00%
60
5000
4 R BN B SUNRE B
9% 137 14.60 14.80 15.00 15.20
gy 4103 207 %2 "m/z 80.95 51.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
so00{ 4 LA U B SURIRE R
14.60 14.80 15.00 15.20
m/z 41.00 26.31%
9 137
1177 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
' 14.60 14.80 15.00 1520
5000 m/z 95.00 11.15%
41
95 137
117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!- R R R E e s
69 14.60 14.80 15.00 15.20
m/z 137.00 10.46%
41
5000
ey “;“.““‘,‘J’.‘lﬁ.“. o1 205 28
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
Data File : BF103631.D

Acq On : 14 Mar 2018 5:29

Operator : SJ/JU

Sample - J1894-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
Quant Title : 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]|
unknown6 .63 6.63 63.5 ng 2917310 1 6.86 918726 20.0
Eicosane 10.78 3.2 ng 199940 4 11.40 1256910 20.0
Squalene 14.86 2.4 ng 78711 6 15.57 664728 20.0
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