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\
BF103635.D
14 Mar 2018
SJ/JU

J1895-04

38

7:15

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2
0

Peak separation: 5

Method
Title
Signal > TIC
peak R.T. first
# min scan
1 5.098 508
2 5.510 577
3 6.528 751
4 6.628 769
5 6.857 808
6 7.010 833
7 7.428 905
8 7.575 931
9 8.139 1026
10 9.210 1208
11 9.810 1309
12 9.898 1325
13 10.304 1395
14 10.698 1460
15 10.780 1475
16 11.398 1579
17 12.774 1814
18 12.980 1847
19 13.480 1934
20 13.857 1997
21 14.057 2031
22 15.127 2213
23 15.510 2278
24 15.568 2287
25 15.951 2352
26 16.457 2439

8270-BF022218_.M Wed Mar

max

last
scan

PK peak

TY heiaht
rBv2 16231
rBv3 126505
rBv 138134
rvv 1042936
rvv 415254

rvB 2200589
rBV 1440773
rvB2 54538
rBv 517956
rBvV 3176722

rBv 60711
rvB 939804
rBv 86163
rBv 912512
rvB 91410

rBv 753773
rBv 155700
rBvV 2652709
rvB 107985
rBv 119754

rBv 563450
rBv 44226
rBv 43184
rvB 340744
rvB 38364

rvB3 28105

of corrected

14 12:36:44 2018

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

43446
745929
516187

2519786
936161

3138011
2686323

168476
1213532
4302512

61959
1244930
71295
1577613
150969

1232183
129151
3007957
88140
201470

788107
50473
52738

679445
59841

49688

areas:

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.
1.01%
17.34%
12.00%
58.57%
21.76%

72.93%
62 .44%

3.92%
28.21%
100.00%

1.44%
28.93%
1.66%
36.67%
3.51%

28 .64%
3.00%
69.91%
2.05%
4.68%

18.32%
1.17%
1.23%

15.79%
1.39%

1.15%

25716322

2.007%
9.798%
3.640%

12.202%
10.446%
0.655%
4_.719%
16.731%

0.241%
4.841%
0.277%
6.135%
0.587%

4._.791%
0.502%
11.697%
0.343%
0.783%

3.065%
0.196%
0.205%
2.642%
0.233%

0.193%
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103635.D

Aca On : 14 Mar 2018 7:15

Operator : SJ/JU

Sample : J1895-04

Misc :

ALS Vial : 38 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

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF103635.D

7.01

7.43

6.63

6.86
5.51

5.10

C |
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

8.

14

5.00
TIC: BF103635.D

5.50

12.98

10.70
11.40

12.77

0.78 13.48

Or——
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.86

14.06
15.57

15.13 1&%{ 15.95

13.50

12.50 13.00

10.50 11.00
TIC: BF103635.D

11.50 12.00

16.46

Time-->

8270-BF022218.

14.00

14.50

15.00 15.50 16.00

M Wed Mar 14 12:36:44 2018

18.00 18.50 19.00

16.50

17.00 17.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103635.D

Aca On : 14 Mar 2018 7:15

Operator : SJ/JU

Sample : J1895-04

Misc :

ALS Vial : 38 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 1 unknown6.63 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.63 53.83 ng 2519790 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 16
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): BF103635.D (-769) (-) m/z 132.00 100.00%
132
5000 68 ﬁ\\y\~
40 54 % 620 640 6.60 6.80 7.00
|77,?.7.!,]195...,.. e || M/Z  67.95  44.43%

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

5000 R EARRE R
6.20 6.40 6.60 6.80 7.00

51 78 m/z 134.00 31.79%

31
e I B e L A i o 0 L o o o o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132

6.20 6.40 6.60 6.80 7.00

5000 m/z 65.95 30.78%
33 44 o 105
€0 ' g0 115
e e L B e B L A e LA I B o o o o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00

m/z 69.00 17.86%

74
5000 gg 116 /kkﬁ\\\w\
A T r@Q7ILLII 1 158 189

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

8270-BF022218_.M Wed Mar 14 12:36:44 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103635.D

Aca On : 14 Mar 2018 7:15

Operator : SJ/JU

Sample : J1895-04

Misc :

ALS Vial : 38 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 5
R.T. EstConc Area Relative to ISTD R.T.

757 2.78ng 168476  Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentasiloxane. 1.1.3.3.5.5.7.7.9... 356 C10H3204Si5 000995-83-5 33
2 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 23
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 10
4 Trimethvlsilvloxvethane. 2-(3-tr... 282 C14H2602Si2 1000365-49-0 9
5 Benzoic acid, 2-[(trimethylsilyl._._. 282 C13H2203Si2 003789-85-3 9

Abundance Scan 932 (7.569 min): BF103635.D (-931) (-) m/z 72.95 100.00%
73
5000
41 128 267 MM
207
R 7.20 7.40 7.60 7.80 8.00
—_—e = m/z 41.00 26.41%
miz--> 50 100 150 200 250 300 350
Abundance
73 267
5000 133
341 7.20 7.40 7.60 7.80 8.00
207 m/z 266.90 21.86%
27 P 103 159177 232249 | 284 309
e T e e e e =
miz--> 50 100 150 200 250 300 350
Abundance
73
R e R
7.20 7.40 7.60 7.80 8.00
5000 m/z 128.00 21.48%
267
44
91 115133151 179 209 o5
i e e B S e T e
miz--> 50 100 150 200 250 300 350
Abundance #827: 1-Propene-1-thiol  EAam s e o REARE
73 7.20 7.40 7.60 7.80 8.00
m/z 74.00 17.61%
5000
45
—_t e —————
miz--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00

8270-BF022218_.M Wed Mar 14 12:36:45 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103635.D

Aca On : 14 Mar 2018 7:15

Operator : SJ/JU

Sample : J1895-04

Misc :

ALS Vial : 38 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 Tetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.78 2.45 ng 150969 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Eicosane 282 C20H42 000112-95-8 78
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72

Abundance Scan 1478 (10.780 min): BF103635.D (-1475) (-) m/z 57.00 100.00%
57
5000 85
113 10.40 10,60 10.80 11.00
..'.\,'.'...‘...1‘.10,1.69..,....,....,....,.... m/z 43.00 71.58%
m/z--> 50 100 150 200 250 300 350
Abundance
57
5000 85 NSNS IR B

10.40 10.60 10.80 11.00
29 m/z 70.95  59.22%

113 141 169 197 225 253 281 309 338
A e Y Y S
mz--> 50 100 150 200 250 300 350
Abundance
57

10 40 10. 60 10 80 11.00

5000 m/z 85.05 38.48%
85
29
113 141 169 197 225 253 281 323 351 380
A e e e e A LA B e o o e e e o
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57 10.40 10.60 10.80 11.00
m/z 41.00 29.57%
5000 85
29
113

m/z--> 50 100 150 200 250 300 350 10 40 10. 60 10 80 11. OO

8270-BF022218_.M Wed Mar 14 12:36:46 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103635.D

Aca On : 14 Mar 2018 7:15

Operator : SJ/JU

Sample : J1895-04

Misc :

ALS Vial : 38 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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.77 3.28 ng 129151 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 38
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 38
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 38

Abundance Scan 1816 (12.769 min): BF103635.D (-1814) (-) m/z 56.00 100.00%
56
5000
73 I | GON A
3 | 97 129 939 257 12.40 12.60 12.80 13.00
S !|.~.l|..,J:'..-.l,'...-.,..'..,....,.1.7.? e e M/Z 57.00  57.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
5000
12.40 12.60 12.80 13.00
29 73 129 257 m/z 40.95 41 .35%
101 157 185 213 239 83 312
Wmmmwwwwwmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12:40 12.60 12.80 13.00
5000 m/z 42.95 41 .19%
29 73
971131 157 185 213 239757 o5 3
mm‘mmmﬁmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12890: Cyclopentanecarboxylic acid, 2-amino-, cis- T
56 12.40 12.60 12.80 13.00
m/z 54.95 33.82%
B W‘AM\\/\
30 100 129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. oo

8270-BF022218_.M Wed Mar 14 12:36:46 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103635.D

Aca On : 14 Mar 2018 7:15

Operator : SJ/JU

Sample : J1895-04

Misc :

ALS Vial : 38 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 Butyl myristate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.48 2.24 ng 88140 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 86
2 7-Methvl-octadecan-7-ol 284 C19H400 1000194-50-8 40
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37
Abundance Scan 1937 (13.480 min): BF103635.D (-1934) (-) m/z 55.95 100.00%

5000

13.20 13.40 13.60 13.80

171185
199 m/z 57.00 59.97%

143

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

Abundance
56
5000
41 229 13.20 13.40 13.60 13.80
73 129 s 21 - m/z 43.00 46.58%
87101115 | 143157171 255269
mmmmﬁmmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 129
43 . = S
13.20 13.40 13.60 13.80
5000 83 m/z 41.00 38.14%
111 199
29 97
153467181 223238 269
mmrmmmw
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18264: Urea, N,N-di-2-propenyl- R R AR R R
56 13.20 13.40 13.60 13.80
m/z 55.00 36.10%
5000 a1
T e AR AR s maae sl s
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 1340 13.60 1380
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103635.D

Aca On : 14 Mar 2018 7:15

Operator : SJ/JU

Sample : J1895-04

Misc :

ALS Vial : 38 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 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 5.11 ng 201470 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 95
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 2002 (13.863 min): BF103635.D (-1997) (-) m/z 57.00 100.00%
57 g3
5000
111
3 139 - ’s ' 13.60 13.80 14.00 14.20
! m/z 43.00 90.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
83
5000 U U BN SURIUR SR
111 13.60 13.80 14.00 14.20
m/z 54.95 85.81%
26 65 139 182 210
L A B B LA LA RS ARAN LA LA NN LR SRS LAY KA LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 UL BURUSR BUN SURIUR SR
97 13.60 13.80 14.00 14.20
5000 m/z 82.95 80.64%
125
26 153 196 224

L L L I L L L L L R R IR LR LS RN R RRR LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #194196: Octadecyl trifluoroacetate
13.60 13.80 14.00 14.20

m/z 96.95 72.48%

5000

29
154 182 224 252 279297 308348

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
Data File : BF103635.D

Acq On : 14 Mar 2018 7:15

Operator : SJ/JU

Sample - J1895-04

Misc :

ALS Vial : 38 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 53.8 ng 2519790
unknown7 .57 7.57 2.8 ng 168476
Tetracosane 10.78 2.5 ng 150969
Hexadecanoic acid... 12.77 3.3 ng 129151
Butyl myristate 13.48 2.2 ng 88140
Trichloroacetic a... 13.86 5.1 ng 201470

8270-BF022218_.M Wed Mar 14 12:36:47 2018

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

|#

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

RT

8.15
11.40
14 .06
14 .06
14 .06

936161
1213530
1232180

788107

788107

788107
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