Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

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

BF126238.D

Ju/CaG

.13

: M5064-03

: 17 Dec 2021 16:46

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

Peak separation: 5

Method
Title

Signal

peak R.T. f
# min

.439
.816
.375
.586
.004

O 00N O
ONNO O

.098
.698
.175
.263
.439

iy
w
O O OV 0 0

16
17
18
19
20

.516
.586
.669
.792
.851

O OV OV OV VO

21 10.022
22 10.051
23 10.116
24 10.292
25 10.516

26 10.598
27 10.639
28 10.763
29 10.957
30 11.086

31 11.216
32 11.245
33 11.333
34 11.392
35 11.639

36 11.739

: TIC: BF126238.D\data.ms

irst
scan

17
295
494
563
633

735
800
894
931
1002

1018
1120
1201
1217
1244

1257
1269
1287
1307
1317

1345
1352
1361
1392
1427

1444
1450
1473
1505
1529

1548
1554
1569
1579
1621

1638

740
804
899
935
1006

1022
1124
1205
1220
1250

1263
1275
1289
1310
1320

1349
1354
1365
1395
1433

1447
1454
1475
1508
1530

1552
1557
1572
1582
1624

1641

last
scan

743
807
902
940
1016

1026
1127
1209
1224
1257

1265
1277
1295
1313
1324

1352
1357
1369
1398
1435

1450
1457
1484
1510
1537

1554
1563
1576
1587
1627

1644

PK
TY

rVB
rvB2
rvVB
rBv
rVB

rBv
rBv
rBv
rvVB
rBv

rBv
rBv
rBv
rBv
rBv8

rvva
rvv
rVB6
rVB
rvVB

rBv2
rvv2
rvv3
rvB
rBv

rBv2
rBv
rVB
rBv
rVB3

rBv
rvVB
rBv
rvB3
rBv

rvVB

peak
height
91129
29183
1203509
3945291
175685

3800761
1653132
2686969
55216
190255

2008772
92129
3702231
289596
20255

37080
103689
40315
441171
1579075

54251
59795
89958
534769
181121

60515
1777941
477199
49215
33536

408509
170317
1197089
49392
335645

150451

8270-BF121521.M Mon Dec 20 16:32:09 2021

Filtering:
Min Area:
Max Peaks:
Peak Location:

corr.
area
124678
46395
1503715
4206482
159511

4163433
1305971
2666731
49301
176440

1639757
71309
3526777
228162
44365

50381
134506
61836
311578
1368988

79469
57908
99917
394337
219758

71140
1584504
571679
53328
43658

345344
173757
1108153
80675
250070

118512

LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\

5

3 % of largest Peak

100
TOP

corr.
% max.

NNEFE W

Ui O N R

: Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

OO0, P~ OrRroOOC POOOO®

OO0 WO R
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

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

BF126238.D

Ju/CaG

.13

: M5064-03

LSC Area Percent Report
: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\

: 17 Dec 2021 16:46

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

Peak separation: 5

Method
Title

37 11.804
38 11.869
39 12.045
40 12.445

41 12.810
42 12.921
43 13.163
44 13.504
45 13.833

46 13.968
47 15.092
48 15.415

. ASP

1649
1660
1690
1758

1820
1838
1879
1939
1994

2016
2209
2262

1652
1663
1693
1761

1823
1842
1883
1941
1997

2020
2211
2266

1657
1666
1697
1764

1825
1846
1887
1944
2006

2024

2215
2271

Sum

Filtering:
Min Area:
Max Peaks:
Peak Location:

rBva 34426 58521 1
rBv2 82249 81081 1
rBv 237157 198236 4
rvB2 346202 35509 8
rBv 123729 103331 2
rBv 2713092 2539241 60.
rBv 88731 92632 2
rve2 53001 46381 1.
rBv 184368 287622 6

rBv2 1590747 1702492 40.
rvB3 47360 48549 1.
rBv2 680185 828911 19.

of corrected areas:

8270-BF121521.M Mon Dec 20 16:32:09 2021

5

3 % of largest Peak

100
TOP

.39%
.93%
.71%
.44%

.46%

36%

. 20%

10%

.84%

47%
15%
71%

33434612

: Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF121521.M
BNA STANDARDS FOR 5 POINT CALIBRATION

O OO ND® P OO ®

o wun

.175%
.243%
.593%
.062%

.309%
.595%
.277%
.139%
.860%

.092%
.145%
.479%
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
BF126238.D

: 17 Dec 2021 16:46

Ju/CaG

: M5064-03

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF126238.D\data.ms
5.428

6.439

7.375

6.816

5.028

210 5834

3.881 7.586

Time-->
Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF126238.D\data.ms
9.175

12.921

8.098

10.639

0
Time-->
Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

8270-BF121521.M Mon Dec 20 16:32:10 2021

VAN
= — — —
10.00 11.0 12.50 13.00

TIC: BF126238.D\data.ms

0

13.968

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

T ‘ T
14.00
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Data Path :

Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46
Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Library Se

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\

arch Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.028 23.03 ng 1503720 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 N,N'-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 500 (5.028 min): BF126238.D\data.ms (-494) (-)
3.0

m/z 43.00 100.00%

4.80 5.00 5.20 5.40
m/z 59.00 56.84%

4.80 5.00 5.20 5.40
m/z 101.00 18.99%

59.0
5000
101.0
Ll Ll 83'0 .
0l e
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0
15.0 101.0
‘ Wl | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
5000 41.0
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4576: Morpholine, 4-methyl-

43.0

5000

4.80 5.00 5.20 5.40
m/z 58.00 16.30%

101.0
71.0

Y N B
m/z--> 20

40 60 80 100 120 140

8270-BF121521.M Mon Dec 20 16:32:11 2021

4.80 5.00 5.20 5.40
m/z 41.00 8.19%

4.80 5.00 5.20 5.40

Page:



Data Path :
Data File

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

: BF126238.D

: 17 Dec 2021 16:46
Ju/ca

: M5064-03

: 13 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number

2 2-Pentanone, 4-methoxy-4-me...

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
5.834 2.44 ng 159511 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-methoxy-4-methyl-
2 N-.alpha.-Acetylglycinamide

3 Isobutyl acetate

4 2-Pentanone, 3-methyl-

5 N-Formylmorpholine

130 C7H1402
116 C4H8N202
116 C6H1202
100 C6H120

115 C5HSNO2

Abundance Scan 637 (5.834 min): BF126238.D\data.ms (-633) (-)
3.0 3.1

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

56.0

100.0 11‘5'0

10 20 30 40 50 60 70 80 90 100 110 120
#15498: 2-Pentanone, 4-methoxy-4-methyl-

43.0 73.0

150 220 ), %80 |
n il

100.0 11‘5.0

H\‘\\‘H‘HH‘HH‘HH‘HH‘HH“

10 20 30 40 50 60 70 80 90 100 110 120
#9027: N-.alpha.-Acetylglycinamide
0

73.
30.0

43.0

20 M e |
1

87.0 100.0 117.0

10 20 30 40 50 60 70 80 90 100110 120

#9159: Isobutyl acetate
43.0

56.0 73.0

J 86.0

270 |

101.0

000107-70-0 83
002620-63-5 25
000110-19-0 23
000565-61-7 10
004394-85-8 9

m/z 42.95 100.00%

5.60 5.80 6.00 6.20
m/z 73.10 99.28%

|

5.60 5.80 6.00 6.20
m/z 115.00 11.70%

5.60 5.80 6.00 6.20
m/z 41.00 11.47%

5.60 5.80 6.00 6.20
m/z 39.00 6.56%

10 20 30 40 50 60 70 80 90 100 110120

8270-BF121521.M Mon Dec 20 16:32:12 2021

A
L L L L R

5.60 5.80 6.00 6.20

Page:



Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
BF126238.D
: 17 Dec 2021 16:46

Ju/CaG
: M5064-0

3

Library Search Compound Report

: 13 Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3

Ethanol, 2-(2-butoxyethoxy)-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
Cs.e0s 21508 176440 Naphthalene-ds 8.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 Car1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83

3 Ethylene glycol monoisobutyl ether

4 Ethanol, 2-[2-(2-methylpropoxy)e...

5 DL-Lactamide, butyl ether

Abundance Scan 1006 (8.004 min): BF126238.D\data.ms (-1002) (-)
57.1

5000

0

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->

118 C6H1402
162 C8H1803
145 C7H15N02

75.0
39 ‘ 101.0
S N O o vl
20 40 60 80 100 120 140 160
#38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
29.0
75.0
s ‘H i M \h‘ ‘HlO‘(‘).O 132.0
\\\‘\\\“\\ H\\\\“\i\\‘\\\\’\\w\‘\\\\’\\\
40 60 80 100 120 140 160
#38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
29.0 75.0
100.0
A, M U L 1|
20 0 60 80 100 120 140 160
#10091: EmyMnecholmonomobuwlemer
570
29.0 75.0
\‘\ L “ ,100.0118.0
““‘ i R LA e
0 60 80 100 120 140 160

8270-BF121521.M Mon Dec 20 16:32:13 2021

004439-24-1 64
018912-80-6 50
1000452-56-5 50

m/z 57.10 100.00%

—

7.60 7.80 8.00 8.20 8.40
m/z 45.00 95.32%

—

7.60 7.80 8.00 8.20 8.40
m/z 41.05 30.72%

-

7.60 7.80 8.00 8.20 8.40

m/z 75.00 21.45%
7.60 7.80 8.00 8.20 8.40
m/z 56.00 16.28%

%

7.60 7.80 8.00 8.20 8.40

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46
Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.263 3.33 ng 228162  Acenaphthene-die 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 72

Abundance Scan 1220 (9.263 min): BF126238.D\data.ms (-1217) (-) m/z 57.00 100.00%
57.0

5000
85.0
R R R
9.00 9.20 9.40 9.60
1131
ISR “Hu Ay AL 1983 myz 43.e5  70.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 T T T T T T T
9.00 9.20 9.40 9.60
29.0 m/z 71.10 57.37%
O L ‘ \‘\‘\ \“M T \H“ T \“} T “1‘\ T \““\lfl_ws\.‘()\”\]\-%i‘].\.g \]‘-(\S\E)\.\()‘ \?‘2?.\()\\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
R RRa R
9.00 9.20 9.40 9.60
5000 m/z 85.05 35.11%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ e 11\\3'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl- N S RARRE RN
57.0 9.00 9.20 9.40 9.60
m/z 41.00 30.41%
5000
85.0
29.0 ‘ 126.0
0 d 1 L | 154.0 1830

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

8270-BF121521.M Mon Dec 20 16:32:14 2021 Page:



Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\

: 17 Dec 2021 16:46

Data Path :

Data File : BF126238.D
Acqg On

Operator : JU/CG
Sample : M5064-03
Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Tridecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.792 4.55 ng 311578  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S

Abundance Scan 1310 (9.792 min): BF126238.D\data.ms (-1307) (-)
57.1

1010309-12-5 78

m/z 57.10 100.00%

o

%

o

%

°

%

°

%

- i M
‘9%0‘ iobd
1131 ' '
om‘m‘_HHW‘MM‘“_Mu‘l““?“lu‘l@?%w‘2“1‘2“2‘”‘ m/z 43.00 69.71
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 =T 0
85.0 9.50 10.00
29.0 m/z 71.05 59.01
0 d h‘ | J ) 11301410 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
et Ry
9.50 10.00
5000 85.0 m/z 85.10 40.92
H‘_“w‘H"H‘w“H‘H“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane A o
57.0 9.50 10.00
m/z 41.00 31.02
5000
85.0
29.0
0 ‘\ “ | H‘ ;113.0 141.0 169.0 197.0 226.0
rrrrr e e e e e T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF121521.M Mon Dec 20 16:32:15 2021
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\

Library Search Compound Report

Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46
Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M

Quant Title

TIC Library ¢ C:

\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Hexadecane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10202 s.76ng 304337 Acenaphthene-dio 5.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl6H3a 000544-76-3 95

2 Heptadecane

240 C17H36

3 Tridecane, 6-propyl- 226 C16H34

4 Sulfurous acid,

5 Tetradecane, 1-

2-ethylhexyl hex... 278 C14H3003S

iodo- 324 C14H291

000629-78-7 83
055045-10-8 81
1000309-20-2 80
019218-94-1 78

°

%

°

%

o

%

o

%

Abundance Scan 1395 (10.292 min): BF126238.D\data.ms (-1392) (- m/z 57.05 100.00%
57.0
> 0 M
1000 1050
113.0 : :
oHWH‘_HH‘_J‘:“Jm‘_‘H_‘1““‘1‘9‘1,59‘1‘”Hw?ﬁ‘?‘l‘_‘ m/z 43.10 66.94
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 T -
10.00 10.50
2.0 850 m/z 71.10  60.13
0 “ ‘ L\ H‘ ,113.0 141.0 169.0 197.0 226.0
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane
57.0
- =
85.0 10.00 10.50
5000 m/z 85.05 40.51
29.0
“““‘,““
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107222: Tridecane, 6-propyl- RN s
43.0 10.00 10.50
71.0 m/z 41.00 29.26
5000
99.0 126.0 1540 183.0
Qbbb b e 2260 bl e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF121521.M Mon

Dec 20 16:32:15 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46

Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.516 3.21 ng 219758  Acenaphthene-die 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 72
2 Hexacosane 366 C26H54 000630-01-3 72
3 Tridecane 184 C13H28 000629-50-5 68
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 64
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 64
Abundance Scan 1433 (10.516 min): BF126238.D\data.ms (-1427) (- m/z 57.05 100.00%
57.0
5000 M
5.0 — T
4[], 169t e
o b m/z 71.18  46.33%
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
5000 o :
10.50
m/z 43.05 41.65%
LU \\ | 1410183.0225.0 2810 337.0_ 394
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
T \
10.50
5000 m/z 85.05 27.34%
9.0
oL 1L || #101830225.0267.0300.0 3660
A e
m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane T
57.0 10.50
m/z 41.05 17.67%
h M
o150 ‘\‘ L] #9014101840
e e —
m/z--> 50 100 150 200 250 300 350 10.50

8270-BF121521.M Mon Dec 20 16:32:16 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46
Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Nonane, 5-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.763 10.32 ng 571679  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-butyl- 184 C13H28 017312-63-9 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1475 (10.763 min): BF126238.D\data.ms (-1473) (- m/z 57.05 100.00%
57.0
> o w
e T
‘ 113.1 140.0 169.1 10.50 11.00
Obrer bl g 701400 16911970 2402y 43 00 69.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59031: Nonane, 5-butyl-
43.0 71.0
5000 126.0 U T
10.50 11.00
m/z 71.10 62.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123958: Heptadecane
57.0
= T
10.50 11.00
5000 85.0 m/z 85.10 38.38%
29.0
0 J b H b ‘11? 0\141 0 169 0197.0 240 ¢
R aa A RRRRA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107232: Pentadecane, 7-methyl- P T
57.0 10.50 11.00
m/z 41.00 29.63%
5000
85.0
%0 1120 1400
S P M R T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF121521.M Mon Dec 20 16:32:17 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46
Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Decane, 2,3,5-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.216 6.23 ng 345344  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1552 (11.216 min): BF126238.D\data.ms (-1548) (1 m/z 57.00 100.00%
57.0

o m
‘ 99.0 11.00 11,50
141 1 192 0 ’ ’
ob— M“ b d g 240 9D 2542 m/z 71.05  65.60%
m/z--> 50 100 150 200 250
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
5000 T —
11.00 11.50
m/z 43.10 64.31%
99.0 141.0
O \2\6\\0‘\‘ “‘\ ‘!‘ \“\ ““ T T T }‘ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
—— —
11.00 11.50
5000 m/z 85.10 43,39%
99.0
0 26\10\‘\ ‘\ HH\ I h‘ u %410‘ 1830 225.0 296.(
el - e
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane T —7
57.0 11.00 11.50
m/z 41.00 25.24%
B W
o 2@\0“ I “‘9?-0‘ 141.0 183.0 226.0
el e e T —— —
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF121521.M Mon Dec 20 16:32:18 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46
Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.245 3.14 ng 173757  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 1557 (11.245 min): BF126238.D\data.ms (-1554) (1 m/z 57.00 100.00%
57.0

o m
113.1 ‘11‘00‘ ELl‘Sd
‘ LT 1e81 1072 ' 28 40%
ol b e m/z 71.10 88.40%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 A hekt
11.00 11.50
m/z 43.10 47.51%
99.0
Ot \“‘ ”U‘ \‘H\ “‘ \“‘ T ‘]\-4\‘1‘0\ \18\3\0‘ T \2\3\9.’0\ T \2\96‘(
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
—— —
11.00 11.50
5000 m/z 85.10 45.05%
99.0
oL2gol L [T, e 2o
miz--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl- — ——
57.0 11.00 11.50
m/z 41.00 22.19%
- KquwmmNﬂkaxmmmAJ
113.0
026‘0 ‘M“\ b 1880 - —
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF121521.M Mon Dec 20 16:32:19 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46
Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Heptadecane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.639 4.51 ng 250070  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 1624 (11.639 min): BF126238.D\data.ms (-1621) (-
57.0

m/z 57.00 100.00%

o vﬂm«M\MAJJMAJVWMMﬂW
—— —
‘ ‘ 99.0 1550 11.50 12.00
ol dhdl, 1852 2070 m/z 43.05 62.71%
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 — ——
11.50 12.00
99.0 m/z 71.10 62.69%
0 2610 ““\ ”H‘ \‘”‘\ h“ \“‘ \“?\-41‘1.‘9\ %8\‘3\0‘ \22\5\0\ T \2?6’(
m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
— —
11.50 12.00
5000 m/z 85.10 41.84%
99.0
obaslol |1 [} ) 2410 gaso 200
m/z--> 50 100 150 200 250
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 11.50 12.00
m/z 41.00 25.79%
B VKLV$MNMWKNNAJANVAW
99.0
155.0 197.0
o 01 0wt e N —— ——
m/z--> 50 100 150 200 250 11.50 12.00

8270-BF121521.M Mon Dec 20 16:32:20 2021

Page:
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
BF126238.D

: 17 Dec 2021 16:46

Ju/CaG

: M5064-03

: 13 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Pentadecanoic acid, 14-meth...

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.739 2.14 ng 118512  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 78
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 72
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 72

Abundance Scan 1641 (11.739 min): BF126238.D\data.ms (-1638) (-]

5000

o

74.

0

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

O

m/z-->
Abundance

5000

o

m/z-->

m/z 74.00 100.00%

43.0
R —

H ‘ 1430 ooy 2271 11.50 12.00
m_HWJ‘H“H“Mﬁuuu_wkH‘,mwmmwH_‘m\umz‘?‘?‘,l m/z 87.00  76.71%
20 40 60 80 100120140160180200220240260
#161236: Pentadecanoic acid, 14-methyl-, methyl ester

74.0

43.0 ]
1150 1200
m/z . 33.80%
‘ ‘M‘J\m 111.0 1430 185.0 227.0 270.C
H\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘H\\‘!\H’\\H‘\\H‘HH‘HH‘HH‘HH’
20 40 60 80 100120140160180200220240260
#161210: Hexadecanoic acid, methyl ester
74.0
43.0 1150 1200
' m/z . 24.61%
143.0
‘ ‘ ‘ 185.0 227.0 270.C
w‘mw‘MH‘LM]‘MWWHu,m‘_mW_LH_HW‘H,
20 40 60 80 100120140160180200220240260
#143572: Pentadecanoic acid, methyl ester
74.0 1150 1200
m/z . 20.25%
43.0
143.0
213.0 256.0
L0 00 2130 260
20 40 60 80 100120140160180200220240260 1150 1200

8270-BF121521.M Mon Dec 20 16:32:21 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\

Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46
Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Concentration Rank 8

Peak Number 13 Heneicosane

R.T. EstConc Area
12.045 3.58 ng 198236
Hit# of 5 Tentative ID

Relative to ISTD R.T.

Phenanthrene-di10

1 Heneicosane

2 Tetradecane, 1-iodo-

3 Pentadecane

4 Tetracosane

5 Dodecane, 2-methyl-6-propyl-

324
212
338
226

C21H44
C14H29I
C15H32
C24H50
Cl6H34

Abundance Scan 1693 (12.045 min): BF126238.D\data.ms (-1690) (-]
57.0

000629-94-7 91
019218-94-1 90
000629-62-9 90
000646-31-1 90
055045-08-4 86

m/z 57.00 100.00%

o M
99.1 1900 |
12.00
141.0
Y O e o S S m/z 71.10  62.74%
m/z--> 50 100 150 250
Abundance #194588: Heneicosane
57.0
5000 —— ‘
12.00
99.0 m/z 43.10 61.65%
Jisol | LA | ) 10 1630 2050 2s6
T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T ‘ T T T T ‘
m/z--> 50 100 150 250
Abundance #228591: Tetradecane, 1-iodo-
57.0
T \
12.00
5000 m/z 85.10 43.37%
99.0
155.0 197.0
o o 0 N Wl G
m/z--> 50 100 150 250
Abundance #90189: Pentadecane T
57.0 12.00
m/z 41.00 23.23%
B M
99.0
oLzsol || [, tar0  a1zo o
miz--> 50 100 150 250 12.00

8270-BF121521.M Mon Dec 20 16:32:21 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46
Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 14-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.445 6.41 ng 355090 Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 47
2 14-Pentadecenoic acid 240 C15H2802 017351-34-7 38
3 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 27
4 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 27
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 25

Abundance Scan 1761 (12.445 min): BF126238.D\data.ms (-1758) (- m/z 55.00 100.00%

5000 \J\N/k\/\/\r
141.0 180.1 2222 264.1 1250
0! uHmHHHmm mJ g ;\‘ - ‘H\‘ — m/z 74.00 82.34%
m/z--> 150 200 250 300
Abundance #194421. 14-Octadecenoic acid, methyl ester
53.0
5000 R
87.0 12.50
264.0 m/z 69.05  75.58%
\H M \H M 20 1800 220 | 960
0! M \\ ‘ ‘\u‘ \H\‘H e ‘ Pl N A— ‘
miz--> 150 200 250 300
Abundance #123669.14—Pentadecen0k:acw
55.0
——
12.50
5000 97.0 m/z 83.05  69.27%
“ 138.0 180.0 222.0
0! \\H\‘H\H\W‘L ‘ ul h‘ — ‘L R
miz--> 100 150 200 250 300
Abundance  #87664: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane T
55.0 .
97.0 12.50 }
m/z 43.10 67.10%
5000
‘ 167.0
AR T i
m/z--> 50 100 150 200 250 300 12.50

8270-BF121521.M Mon Dec 20 16:32:22 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46

Operator : JU/CG

Sample : M5064-03

Misc :

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15

Heneicosyl heptafluorobutyrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.833 3.38 ng 287622 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
2 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 91
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126238.D

Acqg On : 17 Dec 2021 16:46
Operator : JU/CG

Sample : M5064-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.028 23.0 ng 1503720 1 6.816 1305970 20.0
2-Pentanone, 4-... 5.834 2.4 ng 159511 1 6.816 1305970 20.0
Ethanol, 2-(2-b... 8.004 2.1 ng 176440 2 8.098 1639760 20.0
Tetradecane 9.263 3.3 ng 228162 3  9.851 1368990 20.0
Tridecane 9.792 4.5 ng 311578 3 9.851 1368990 20.0
Hexadecane 10.292 5.8 ng 394337 3 9.851 1368990 20.0
Octacosane 10.516 3.2 ng 219758 3 9.851 1368990 20.0
Nonane, 5-butyl- 10.763 10.3 ng 571679 4 11.333 1108150 20.0
Decane, 2,3,5-t... 11.216 6.2 ng 345344 4 11.333 1108150 20.0
Heptadecane, 2,... 11.245 3.1 ng 173757 4 11.333 1108150 20.0
Heptadecane 11.639 4.5 ng 250070 4 11.333 1108150 20.0
Pentadecanoic a... 11.739 2.1 ng 118512 4 11.333 1108150 20.0
Heneicosane 12.045 3.6 ng 198236 4 11.333 1108150 20.0
14-Octadecenoic... 12.445 6.4 ng 355090 4 11.333 1108150 20.0
Heneicosyl hept... 13.833 3.4 ng 287622 5 13.974 1702490 20.0

8270-BF121521.M Mon Dec 20 16:32:23 2021

Pag 19



