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\

BF103628.D
14 Mar 2018
SJ/JU
J1894-01

4:09

31 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

# min
1 5.092
2 5.498
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 9.810
12 9.869
13 9.898
14 10.304
15 10.563
16 10.698
17 10.780
18 11.398
19 12.774
20 12.980
21 13.480
22 13.857
23 14.057
24 14.862
25 15.568

8270-BF022218_.M Wed Mar

SCan scan scan

Sum

PK peak
TY heiaht

rBv2 28076
rBv 220881
rBv 197776
rvv 1489617
rvB 441519

rBV 2745584
rBvV 1940831
rvB 51252
rBv 584271
rBV 3467158

rBv 55115
rvv 54519
rvB 973080
rBv 77586
rBv 117439

rBvV 1159196
rvB 90081
rBv 789873
rBv 138769
rBvV 2728017

rBv 100520
rBv 44597
rBv 548746
rvB 54661
rBv 336207

of corrected

14 12:34:23 2018

79676
1029087
729046
2917978
859157

3447743
3177798

139339
1189484
4645693

54650
46587
1218250
63545
127435

1855806
126891
1187181
121318
3153570

84672
54683
781264
53784
704128

areas:

corr.
% max.

1.72%
22 .15%
15.69%
62.81%
18.49%

74.21%
68 .40%

3.00%
25.60%
100.00%

1.18%
1.00%
26.22%
1.37%
2.74%

39.95%
2.73%
25.55%
2.61%
67 .88%

1.82%
1.18%
16.82%
1.16%
15.16%

27848765

2.618%
10.478%
3.085%

12 .380%
11.411%
0.500%
4.271%
16.682%

0.196%
0.167%
4_375%
0.228%
0.458%

6.664%
0.456%
4.263%
0.436%
11.324%

0.304%
0.196%
2.805%
0.193%
2.528%
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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\
BF103628.D

14 Mar 2018 4:09

SJ/JU

J1894-01

31 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

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

TIC: BF103628.D

5.09

5.50

6.63

6.5

7.01

6.86

7.43

1.57

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

2.50 3.00 3.50 4.00 4.50 5.00

5.50

TIC: BF103628.D

9[22

10.70
9.90

8.14

9BRK7 10.30 10.5610.78

11.40

6.00

6.50

7.00

12.98

12.77 13.48
A

Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

8.00 8.50 9.00 9.50 10.00 10.50 11.00

13.86 14.86

TIC: BF103628.D

14.06
15.57

11.50

12.00

12.50

13.00 13.50

Time-->

14.00 14.50 15.00 15.50 16.00 16.50

8270-BF022218_.M Wed Mar 14 12:34:24 2018

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 : BF103628.D

Aca On : 14 Mar 2018 4:09

Operator : SJ/JU

Sample : J1894-01

Misc :

ALS Vial : 31 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 67.93 ng 2917980 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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): BF103628.D (-769) (-) m/z 132.00 100.00%
132
5000 68 ﬁ\\Nn
40 54 %6 620 640 6.60 6.80 7.00
78 | 30 e Tm/z 67.95  43.70%

m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
69
104

5000 R AR ma S
6.20 6.40 6.60 6.80 7.00

m/z 134.00 32.67%

31 51
79
B B e BN o o o o o LA e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.00 29.47%
33 44 o 105
€0 " 80 115
I B e BN A I e o o i
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00

m/z 69.00 17.61%

74
5000 9g 116
b o “ L M‘ ! 158 189
....,.”.,....“...,...w A

m/z--> 40 60 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00

8270-BF022218_.M Wed Mar 14 12:34:24 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103628.D

Aca On : 14 Mar 2018 4:09

Operator : SJ/JU

Sample : J1894-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown7.57 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.57 2.34 ng 139339 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 28
2 1-Propene-1-thiol 74 C3H6S 000925-89-3 11
3 Pentasiloxane. 1.1.3.3.5.5.7.7.9... 356 C10H3204Si5 000995-83-5 9
4 Benzeneethanamine. N-I(pentafluo... 475 C21H26F5N02Si2 055429-85-1 9
5 Trimethylsilyloxyethane, 2-(3-tr... 282 C14H2602Si2 1000365-49-0 9

Abundance Scan 932 (7.569 min): BF103628.D (-931) (-) m/z 73.00 100.00%
73
5000
112 267 e
45 | | 132,c4 355 7.20 7.40 7.60 7.80 8.00
0 Y ) ) HE— m/z 267.00 22.01%
miz--> 50 100 150 200 250 300 350
Abundance
73
5000 LA L L L L L LB L
267 7.20 7.40 7.60 7.80 8.00
45 m/z 73.90 19.48%
135
N 115 175193 233
T T T e
miz--> 50 100 150 200 250 300 350
Abundance
73
7.20 7.40 7.60 7.80 8.00
5000 m/z 112.00 13.31%
45
e L e e S
miz--> 50 100 150 200 250 300 350
Abundance #187469: Pentasiloxane, 1,1,3,3,5,5,7,7,9,9-decamethyl- e A EARRaE
73 267 7.20 7.40 7.60 7.80 8.00
m/z 56.90 12.69%
5000 133
341
45 ‘ 207 ‘
2 Dy A8 | lserrry | 2s22) |24 0
miz--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00

8270-BF022218_.M Wed Mar 14 12:34:25 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103628.D

Aca On : 14 Mar 2018 4:09

Operator : SJ/JU

Sample : J1894-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Triethyl citrate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.09 ng 127435 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Piperazine-l1l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-79-9 42
4 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 40
5 Quinoline, 4,8-dimethyl- 157 C11H1i1IN 013362-80-6 40
Abundance Scan 1441 (10.563 min): BF103628.D (-1437) (-) m/z 157.00 100.00%
1%7
5000 15
43 NSNS SRR
87 139 203 10.20 10.40 10.60 10.80
S | i m/z 115.00 37.37%
m/z--> 50 100 150 200 250 300 350
Abundance
157
5000 29 UNNBSRLINN |'ﬁf'|""|'
115 10.20 10.40 10.60 10.80
203 m/z 43.00 17.76%
47 69 87 139 231 277
m/z--> 50 100 150 200 250 300 350
Abundance
157
10.20 10.40 10.60 10.80
5000 43 115 m/z 110.90 9.61%
87
69 133 188
m/z--> " 's0 100 150 200 250 300 350
Abundance #191455: Piperazine-1-carboxylic acid, 4-(4-chloro-3-metho...
157 10.20 10.40 10.60 10.80
m/z 158.00 8.16%
5000
56
85
sa) | | ] 11129 | 185205 56 317 362
m/z--> 50 100 150 200 250 300 350 10.20 10140 10.60 10.80

8270-BF022218_.M Wed Mar 14 12:34:25 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103628.D

Aca On : 14 Mar 2018 4:09

Operator : SJ/JU

Sample : J1894-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Decane, 3,8-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.14 ng 126891 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 83
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 80
3 Hexadecane 226 C16H34 000544-76-3 78
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 64
Abundance Scan 1478 (10.780 min): BF103628.D (-1476) (-) m/z 57.00 100.00%
5000
9 e e o
113 126 140 10.40 10.60 10.80 11.00
19 221 m/z  43.00  71.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
71
85
5000 43 AU AR R
10.40 10.60 10.80 11.00
m/z 71.00 57.67%
99 113 141
155 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 10.40 10.60 10.80 11.00
5000 71 a5 m/z 85.00 39.36%
29
99 141
15 112 126 155 170
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57 10.40 10.60 10.80 11.00
43 m/z 41.00 26 .53%
71
5000 85
| L Lo g 118127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 160 150 140 160 180 200 220 10,40 10.60 10.80 11.00

8270-BF022218_.M Wed Mar 14 12:34:26 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103628.D

Aca On : 14 Mar 2018 4:09

Operator : SJ/JU

Sample : J1894-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.77 3.11 ng 121318 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 35
Abundance Scan 1816 (12.768 min): BF103628.D (-1814) (-) m/z 55.95 100.00%
56

-

5000 41
73
129
97 157 185 913 239 257 12.40 12.60 12.80 13.00
m/z 57.00 60.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
5000 LA L L L L LB L
41 12.40 12.60 12.80 13.00
73 257 m/z 43.00 43.97%
101 129 239
26 157 185 213 283 312
vwmmmmwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
B
12.40 12.60 12.80 13.00
s000| 41 m/z 41.00 43.16%
73
129
26 97112 157 185 213 239257 g1 310
TWW_WFWTWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I I

Abundance #58308: 2-Methyl-n-1-tridecene e
12.40 12.60 12.80 13.00

m/z 55.00 28 .94%

5000

:

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF022218_.M Wed Mar 14 12:34:26 2018 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103628.D

Aca On : 14 Mar 2018 4:09

Operator : SJ/JU

Sample : J1894-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknownl3.48 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.48 2.17 ng 84672 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 43
2 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 38
3 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 38
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 5-Methyl-2-hexanol, chlorodifluo... 228 C9H15CIF202 1000376-27-1 32
Abundance Scan 1937 (13.480 min): BF103628.D (-1934) (-) m/z 56.00 100.00%
56
5000 41
73
129
h ”| 7111 | 143 18550 41 267 285 13.20 13.40 13.60 13.80
e e m/z 57.00 58.49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

5000 IIIIIIIIIIIIIIIIIII
13 20 13. 40 13. 60 13. 80
73 m/z 41.00 42 .63%
95 113128
mw'mwwwmmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
e Al B
13.20 13.40 13.60 13.80
5000 m/z 43.00 40.39%
41
27 85 g9 126 169
mmwmwwwmmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6583: Cyclopentanone, 2,2-dimethyl- N B EE
56 13.20 13.40 13.60 13.80
m/z 55.00 36.02%
5000 41
27 112
| L\ | 78 o
| ol il 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13. 60 13. 80

8270-BF022218_.M Wed Mar 14 12:34:26 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
Data File : BF103628.D

Acq On : 14 Mar 2018 4:09

Operator : SJ/JU

Sample - J1894-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

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

TIC Top Hit name RT EstConc Units Response
unknown6.63 6.63 67.9 ng 2917980
unknown7 .57 7.57 2.3 ng 139339
Triethyl citrate 10.56 2.1 ng 127435
Decane, 3,8-dimet... 10.78 2.1 ng 126891
Hexadecanoic acid... 12.77 3.1 ng 121318
unknownl13 .48 13.48 2.2 ng 84672

8270-BF022218_.M Wed Mar 14 12:34:26 2018

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|# RT

8.14
9.90

14 .06

1
2
3
4 11.40
5
5 14.06

859157
1189480
1218250
1187180

781264

781264
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