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:\HPCHEM1I\BNA F\DATA\BF042718\

BF104905.D

28 Apr 2018 3:03

Ju/sJ
J2593-01

25 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-BF040618_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC

peak R.T. first max last PK

# min
1 4.993
2 5.410
3 6.434
4 6.569
5 6.798
6 6.951
7 7.363
8 8.081
9 8.786
10 9.157
11 9.551
12 9.763
13 9.839
14 10.263
15 10.480
16 10.633
17 10.733
18 11.186
19 11.333
20 12.916
21 13.804
22 13.980
23 15.457

scan scan scan TY

562 565 580 rBvV

peak
heiaht
38311
617613

736 739 758 rBv2 400319

758 762 769 rBV
797 801 807 rBvV

823 827 831 rBV
893 897 911 rBV
1016 1019 1033 rBV
1135 1139 1154 rBV
1198 1202 1212 rBV

1265 1269 1276 rBV
1301 1305 1308 rBV
1314 1318 1331 rVB
1387 1390 1393 rVB
1423 1427 1429 rBV

1449 1453 1463 rBVY
1467 1470 1481 rVB
1543 1547 1549 rBV
1568 1572 1582 rBV
1837 1841 1845 rBV

1989 1992 1997 rBV
2018 2022 2030 rVB
2268 2273 2284 rVB

1565097
680741

1924909
1280993
743064
163636
2650650

214783
69056
822450
81557
23233

833769
76899
29541

589258

1917805

160632
682371
408124

49886
716306
522566

1323964
576220

1813860
1362950
732880
227278
2430974

193609
58685
729370
67357
27570

820900
75838
26554

612416

1819944

185696
652548
563397

Sum of corrected areas:

8270-BF040618.M Mon Apr 30 18:04:59 2018

corr.
% max.

2.05%
29.47%
21.50%
54 _.46%
23.70%

74.61%
56.07%
30.15%
9.35%
100.00%

7.96%
2.41%
30.00%
2.77%
1.13%

33.77%
3.12%
1.09%

25.19%

74 .86%

7.64%

26 .84%
23.18%

15590768

3.352%
8.492%
3.696%

11.634%
8.742%
4.701%
1.458%

15.592%

1.242%
0.376%
4.678%
0.432%
0.177%

5.265%
0.486%
0.170%
3.928%
11.673%

1.191%
4.185%
3.614%
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Abundance

2500000

2000000

1500000

1000000

500000

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042718\

BF104905.D

28 Apr 2018 3:03

JussJ

J2593-01

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC: BF104905.D

6.95

6.57

7.36

5.41 6.80

6.43

4.99

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

oo
T T T LI B

I
5.00

TIC: BF104905.D

T
6.50

T
5.50

T
6.00

12.92

10.63

955
9.7 10.261 a0 0.73

11.33

11 19

_

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

13.80

13. 50

12.50

11 50 12.00

10. OO 10. 50 11. OO
TIC: BF104905.D

13.00

13.98

15.46

|

Time-->

8270-BF040618.

14.00

19.00

18.00 18.50

17.00

17.50

16.00 16.50

15.00

15.50

14.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104905.D

Aca On : 28 Apr 2018 3:03

Operator : JU/SJ

Sample : J2593-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 2

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

6.57 45.95 ng 1323960 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 762 (6.569 min): BF104905.D (-758) (-) m/z 132.00 100.00%
5000 68
6 e
40 ,_ 54 75 104 6.20 6.40 6.60 6.80 7.00
Obrrrrrprrerre i AL e SLAL a7 | T ws L m/z 68.10 38.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
5000 67 SRR AR AR SRR
a1 o7 6.20 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 32.47%
0 34 60 89 105 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 23.89%
104
ol 14 27 37 44 51 o 6 77 g9 o 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R e e e o
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.43%
97
5000
70
31
. 4451 60 | 77 g5 | 105 116 |
m/z--> 10 20 30 40 50 éo fo 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF040618.M Mon Apr 30 18:05:00 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104905.D

Aca On : 28 Apr 2018 3:03

Operator : JU/SJ

Sample : J2593-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Ethyl cyclopropanecarboxylate Concentration Rank 3

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

8.79 6.20 ng 227278 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 56
2 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 45
3 Ethvl cvanoacetate 113 C5H7NO2 000105-56-6 9
4 Cvclopropanecarboxylic acid. 3-m... 154 C9H1402 1000299-37-4 9
5 2-Butenoic acid, methyl ester 100 C5H802 018707-60-3 9

Abundance Scan 1140 (8.792 min): BF104905.D (-1135) (-) m/z 69.00 100.00%
6o
5000 ﬂ\\_
I 7 103 e B Ak S ek
o....,....Ll'.'..‘??.!'..,.'|...,|....,1.2.6..,..1.5.4,....,....,...., m/z 41.10 24.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
5000 T TR ----u----uA”T
41 8.40 8.60 8.80 9.00 9.20
29 86 m/z 103.00 17.62%
15 58 99 114
G L UL I S B I B B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
AR SRR RRAAE SRR
8.40 8.60 8.80 9.00 9.20
5000 m/z 39.00 17.08%
41
ol 15 21 55 8 126 141 210
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6880: Ethyl cyanoacetate
20 8.40 8.60 8.80 9.00 9.20
68 m/z 87.00 16.36%
5000
40
86
0 15 “ “H‘ o4 ‘ 98 113 ™
m/z--> 2'0 4'0 6IO 8|O 1(|)O 12'0 14'10 1('30 15';0 2(|)O ' 8.|40 8.%0 8.80 9.00 9.'20

8270-BF040618.M Mon Apr 30 18:05:01 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104905.D

Aca On : 28 Apr 2018 3:03

Operator : JU/SJ

Sample : J2593-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Sulfurous acid, 2-propyl te... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.48 ng 75838 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1469 (10.728 min): BF104905.D (-1467) (-) m/z 57.10 100.00%
5000 j
10.40 10.60 10.80 11.00
0 m/z 71.05 70.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57
71
5000 85
10.40 10.60 10.80 11.00
m/z 43.05 61.77%
0 29 99113127 141 155168 197 231 261
U RN LR AR RN SRR BN BRARE BN SRR LR LR BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
a 10.40 10.60 10.80 11.00
5000 g5 m/z 85.00 40.61%
29 99
o 113127141155169182196210 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane
57 10.40 10.60 10.80 11.00
43 m/z 41.00 30.41%
71
5000 85
29 9
m/z--> 20 4'0 6|O 8|O 1(')0 150 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104905.D

Aca On : 28 Apr 2018 3:03

Operator : JU/SJ

Sample : J2593-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 5.69 ng 185696 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1991 (13.798 min): BF104905.D (-1989) (-) m/z 56.95 100.00%
. o ﬁﬂyﬁwk,_vuﬁ_JA\mwﬂv,¢wAﬁvuw
| 139 081 13.40 13.60 13.80 14.00 14.20
(o} S T S o S S m/z 55.05 95.37%
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
5000 111 AL MR DI SRR B
nmnmnmmmmm
m/z 83.05 94 .16%
29 139
o 167 196 238 266 294
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 43.05 93.99%
29
o 139 168 196 238 266
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #210517: 1-Heptacosanol T T
57 7 13.40 13.60 13.80 14.00 14.20
m/z 69.00 88.89%
5000
125
o 21 ’ | i L L1534181 209 236 264 292 320 350 378
m/z--> 5'0 160 150 2(|)0 250 3(')0 351,0 13 I40 13|60 13|80 14'00 14 20

8270-BF040618.M Mon Apr 30 18:05:02 2018
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : BF104905.D
Acq On : 28 Apr 2018
Operator : JU/SJ
Sample - J2593-01
Misc :

ALS Vial :

Quant Method
Quant Title

Z:\HPCHEMI1I\BNA_F\DATA\BF042718\

25 Sample Multiplier: 1

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

TIC Top Hit name

unknown6 .57

Ethyl cyclopropan...
Sulfurous acid, 2...
1-Heneicosanol

RT EstConc

8.79
10.73
13.80

Units Response

ng 1323960

ng 227278
ng 75838
ng 185696

8270-BF040618.M Mon Apr 30 18:05:02 2018

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|# RT

2 8.08
4 11.33
5 13.98

576220
732880
612416
652548
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