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 >

BF126234.D

Ju/CaG

: 9

: M5030-01 5X

: 17 Dec 2021 14:35

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

Peak separation: 5

Method
Title

Signal

peak R.T. f
# min

6 8.098
7 9.175
8 9.263
9 9.516

9.581

11 9.792
12 9.851
13 10.292
14 10.510
15 10.633

16 10.763
17 11.21e
18 11.245
19 11.333
20 11.357

21 11.639
22 11.663
23 11.739
24 11.839
25 11.863

26 11.945
27 12.045
28 12.145
29 12.386
30 12.427

31 12.445
32 12.527
33 12.574
34 12.774
35 12.921

36 13.092

8270-BF121521.M Mon Dec 20 16:29:

: TIC: BF126234.D\data.ms

irst
scan

1018
1201
1217
1256
1269

1308
1315
1392
1428
1450

1473
1549
1554
1569
1575

1621
1626
1637
1654
1660

1672
1690
1702
1744
1754

1759
1772
1781
1811
1838

1866

1022
1205
1220
1263
1274

1310
1320
1395
1432
1453

1475
1551
1557
1572
1576

1624
1628
1641
1658
1662

1676
1693
1710
1751
1758

1761
1775
1783
1817
1842

1871

last
scan

807
902

1025
1208
1224
1265
1276

1315
1324
1398
1438
1458

1485
1554
1561
1575
1579

1626
1631
1644
1660
1666

1679
1702
1718
1754
1759

1768
1781
1787
1820
1845

1878

PK
TY

rBv
rBv
rBv
rBv
rBv

rBv
rBv
rVB
rBve
rBv4

rVB
rBv
rvVB
rvB
rBv

rBv
rBv
rvB2
rBv
rvVB

rBv
rvB2
rBv
rBv
rVB

rBv2
rvB2
rBve
rBv4
rvwv

rvv2
rBv2
rvv3
rBv
rVB

rBv2

peak
height

279005
1298953
1257305
1790586

838285

2422545
1444448
72731
25484
29479

103918
2131624
116493
45094
568822

143047
96471
42690

1543226

214268

91108
106028
2183425
40435
93420

59399
67806
37051
55510
3461914

3416127
643398
45195
283227
762107

89122

35 2021

Filtering:
Min Area:
Max Peaks:
Peak Location:

corr.
area
274827
1107119
1104533
1446139
700306

1918754
1133846
58707
38396
41017

76094
1769373
86381
56890
460983

152677
89863
46394

1318447

119967

80262
79278
1695723
41249
72864

65790
82993
79097
80019
3216732

3277726
807635
41868
322258
676651

153939

LSC Area Percent Report

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

40.

RN D

5

3 % of largest Peak

100
TOP

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

BF126234.D

Ju/CaG

: 9

: M5030-01 5X

: 17 Dec 2021 14:35

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

Peak separation: 5

Method
Title

37 13.169
38 13.257
39 13.327
40 13.504

41 13.604
42 13.721
43 13.833
44 13.968
45 13.992

46 14.998
47 15.092
48 15.292
49 15.351
50 15.415

51 15.898

. ASP

1881
1896
1908
1939

1956
1973
1994
2015
2023

2191
2208
2242
2252
2261

2344

1884
1899
1911
1941

1958
1978
1997
2020
2024

2195
2211
2245
2255
2266

2348

1888
1901
1915
1946

1964
1980
2002
2023
2027

2207
2215
2250
2259
2270

2354

Sum

rvv3
rBv

rvVB4
rVB5

rvB2
rBv3
rvVB
rBv
rVB

rVB
rBv2
rVB
rvVB
rBv

rBv

63700
60605
42982
36246

27099
38080
98953
1271305
123445

128188
129896

89871
106739
888849

109298

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

Filtering:
Min Area:
Max Peaks:
Peak Location:

93927
54875
53596
39720

43662
57829
108373
1286041
92648

266961
159164
105350
111013
1078618

157557

of corrected areas:

8270-BF121521.M Mon Dec 20 16:29:35 2021

N O WR R

N W WAoo

5

3 % of largest Peak

100
TOP

2.87%
1.
1
1

67%

.64%
.21%

.33%
.76%
.31%
. 24%
.83%

.14%
.86%
.21%
.39%
.91%

.81%

26484131

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

O P,P,OOO® [ORRRE)

PO OO®R

LSC Area Percent Report

.355%
.207%
.202%
.150%

.165%
.218%
.409%
.856%
.350%

.008%
.601%
.398%
.419%
.073%

.595%
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
BF126234.D

: 17 Dec 2021 14:35

Ju/CaG

: M5030-01 5X

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

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF126234.D\data.ms

6.816

5.416 6.428

7.369

5.004

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: BF126234.D\data.ms
12425

8.098

9.851 11.739

11.333
9.175

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

10.

\ =
50 11.00

I
10.00
TIC: BF126234.D\data.ms

13.968

14159692 5,851 15.898

Time-->

8270-BF121521.M Mon Dec 20 16:29:36 2021

14.00

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

Page: 3



Library Search Compound Report

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

Data File : BF126234.D

Acqg On : 17 Dec 2021
Operator : JU/CG
Sample : M5030-01 5X
Misc :

14:35

ALS vial : 9 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 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
504 3.80ng 274827 1,4-Dichlorobenzene-d4  6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
' 2-Pentanone, 4-hydroxy-4-methyl- 116 CeH1202 000123-42-2 59
2 Acetone 58 C3H60 000067-64-1 9

3 Morpholine, 4-methyl-

101 C5H11NO

4 2,3-Butanedione, monooxime 101 C4H7NO2
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202

Abundance Scan 496 (5.004 mi

n): BF126234.D\data.ms (-493) (-)

43.0
59.0
5000
101.0
\‘M dully 830 I
0 e pree e e e e S e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590
15.0 101.0
‘ \:\),w]IO N | 830 \‘
O\\\‘\f!f‘\\ff[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #236: Acetone
43.0
5000
58.0
15"0 270
Ottt e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4576: Morpholine, 4-methyl-
43.0
5000
15.0 710 101.0
21.0 560 | ‘
O et et e 889l
m/z--> 10 20 30 40 50 60 70 80 90 100 110

8270-BF121521.M Mon Dec 20 16:29:37 2021

000109-02-4 9
000057-71-6 9
000540-88-5 9

m/z 42.95 100.00%

4.60 4.80 5.00 5.20 5.40
m/z 59.00 56.86%

4.60 4.80 5.00 5.20 5.40
m/z 101.00 17.90%

4.60 4.80 5.00 5.20 5.40
m/z 58.00 17.38%

|

4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.38%

4.60 4.80 5.00 5.20 5.40

Page:



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

Library Search Compound Report

Data File : BF126234.D

Acqg On : 17 Dec 2021 14:35
Operator : JU/CG

Sample : M5030-01 5X

Misc :

ALS vial : 9

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 2 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.763 2.32 ng 152677  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 1475 (10.763 min): BF126234.D\data.ms (-1473) (-]
57.0

1
140.1 184.1

100 150 200 250 300 350
#59029: Tridecane

Fg.o 141.0 184.0

R —— L
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
100 150 200 250 300 350

#287977: Heptacosane

9.0
| F |, 141.0183.0225.0267.0 323.0 380.(

100 150 200 250 300 350
#107218: Hexadecane

9.0

i %J , 141.0183.0 226.0

m/z 57.00 100.00%

-

— T —
10.50 11.00

m/z 71.05 70.31%

-

T T
10.50 11.00
m/z 43.00 66.47%

-

—T —
10.50 11.00

m/z 85.05 40.09%

=

T —
10.50 11.00

m/z 41.00 25.64%

-

5000
(R p‘
m/z--> 50
Abundance
57.
5000
0 l‘s.‘dr ‘\ |
m/z--> 50
Abundance
57.
5000
ol ‘L “
m/z--> 50
Abundance
57
5000
oL ‘\“
m/z--> 50

100 150 200 250 300 350

8270-BF121521.M Mon Dec 20 16:29:38 2021

— —
10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126234.D

Acqg On : 17 Dec 2021 14:35
Operator : JU/CG

Sample : M5030-01 5X

Misc :

ALS vial : 9 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 3 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.739 25.72 ng 1695720  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91

5 Pentadecanoic acid, methyl ester 256 C16H3202

Abundance Scan 1641 (11.739 min): BF126234.D\data.ms (-1637) (-]
74.0

5000
43.0
‘ 101.0 1431 2272
N O = W G
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000
43.0
143.0
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.0
O‘HH‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\\‘\\‘

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
5000| 4o 270.0
143.0 227.0
‘ H ‘1010 ‘ 185.0 ‘
bbbl bl bbbttt
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #126208: Methyl tetradecanoate
74.0
5000
43.0

143 0 199. 0

007132-64-1 90

m/z 74.00 100.00%

11.50 12.00
m/z 87.00 70.79%

7 T
11.50 12.00

m/z 43.00 31.93%

11.50 12.00
m/z 55.00  24.85%

11.50 12.00
m/z 41.05 21.21%

o

m/z--> 20 40 60 80 100120140160 180200220240 260

8270-BF121521.M Mon Dec 20 16:29:39 2021

11.50 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
BF126234.D

: 17 Dec 2021 14:35

Ju/CaG

: M5030-01 5X

: 9 Sample Multiplier: 1

hod
le

ry : 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

12.427

Hit# of

4 9,12-Octadecadienoic acid,

Concentration Rank 2

002566-97-4 99
000112-63-0 99
056554-61-1 99
056554-62-2 99

EstConc Area Relative to ISTD

48.80 ng 3216730  Phenanthrene-d10

5 Tentative ID MW MolForm

1 9,12-Octadecadienoic acid, methy... 294 C19H3402
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402
3 11,14-Octadecadienoic acid, meth... 294 C19H3402
4 10,13-Octadecadienoic acid, meth... 294 C19H3402
294 C19H3402

5 Methyl 1@-trans,12-cis-octadecad...

5000

0

m/z-->
Abundance

5000

0

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

1000336-44-2 99

Abundance Scan 1758 (12.427 min): BF126234.D\data.ms (-1754) (. m/z 67.00 100.00%
67.0
09.1
=T
150.1 12.50
263.1 K
‘ “wakhi W‘M¥§?}?29?‘ — ??4{ m/z 81.10 87.49%
50 100 150 200 250
#191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
=T
12.50
09.0 m/z 55.00 68.56%
149.0
— LM‘M \“‘ \H‘Lh‘“‘ “hm‘”h“‘”u‘ Wu SR T %6‘?‘0‘29“4‘(
50 100 150 200 250
#191917: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
=
12.50
m/z 95.05 59.55%
290‘
“\LMWMWH
50 100 150 200 250
#191907: 11,14-Octadecadienoic acid, methyl ester T
67.0 12.50
m/z 41.00 50.90%
200 09.0 294.C M‘L
) 263.0
150.0
1310’2200 [ L At
50 100 150 200 250 12.50

m/z-->

8270-BF121521.M Mon Dec 20 16:29:41 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126234.D

Acqg On : 17 Dec 2021 14:35

Operator Ju/caG

Sample : M5030-01 5X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 5 cis-13-Octadecenoic acid, m... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.445 49.72 ng 3277730  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 93
2 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 91
3 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 91
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 90
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 86

Abundance Scan 1761 (12.445 min): BF126234.D\data.ms (-1759) (- m/z 55.00 100.00%

SE
5000 97.1 ML
P
&371 1802 222.2 264. 12961 12.50
0! e e m/z 74.80 66.03%
miz--> 50 100 150 200 250 300
Abundance #194437: cis-13-Octadecenoic acid, methyl ester
558.0
5000 1T
or.0 12.50
m/z 69.10 64.73%
o150
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
P
12.50
5000 m/z 41.10 59.67%
41.0 264.0
10.0
1y =0 |
0L— ‘\h | H I H‘w\““h\‘”\ thgso L “‘ 1 ‘2‘96(:
miz--> 50 200 250 300
Abundance #194408: 7- Octadecen0|c acid, methyl ester / ‘
55.0 12.50
m/z 43.90 54.21%
5000
264.0
23.0 1800 222.0
L L h\ J || e
0L— “ } H\H h‘\ H\‘\M‘ L P 1 - ‘ I ‘\‘
m/z--> 200 250 300 1250

8270-BF121521.M Mon Dec 20 16:29:42 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126234.D

Acqg On : 17 Dec 2021 14:35
Operator : JU/CG

Sample : M5030-01 5X

Misc :

ALS vial : 9 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 6 7H-Benzanthrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.092 2.39 ng 153939 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H-Benzanthrene 216 C17H12 000199-94-0 52
2 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 46
3 13-Tetradece-11-yn-1-0l 208 C14H240 1000131-00-4 38
4 Tricyclo[4.3.1.0(2,5)]decane 136 C1@H16 042210-02-6 35
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 30

Abundance Scan 1871 (13.092 min): BF126234.D\data.ms (-1866) (-]
67.0

m/z 215.10 100.00%

215.1
5000
121.1 /’M
150.0 ‘ iAo t
179 304.. 13.00
0! m/z 67.00 99.67%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #94562: 7H-Benzanthrene
215.0
5000
1300
108.0 m/z 216.05 92.31%
O\\‘H\\‘\H\‘\H“\‘\“!\\‘\\\\‘\\\\‘\\\]\_‘8\?\\0’\\\“HH‘HH‘HH‘HH‘H\
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #94571: 7TH-Benzo|c]fluorene
216.0
T ‘ T T ‘ i
13.00
108.0
] 1870 |
O‘wH‘WHH_‘H_HW‘HWHH‘HH_H‘“A‘H‘WHH_‘H_HW‘H
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #85240: 13-Tetradece-11-yn-1-ol
55.0 13 00
m/z 79.00 70.07%
5000
95.0
ol ‘ | “\h |, (3501670 208.0
HMHW"WHH‘HH_H‘_HWH‘WHHM‘HMHW‘HWHH‘HHM‘
m/z--> 40 60 80 100120140160180200220240260280300 13 00

8270-BF121521.M Mon Dec 20 16:29:43 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126234.D

Acqg On : 17 Dec 2021 14:35
Operator : JU/CG

Sample : M5030-01 5X

Misc :

ALS vial : 9 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 7 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.092 2.95 ng 159164 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Heptadecane 240 C17H36 000629-78-7 74
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 74
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 74
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 74

Abundance Scan 2211 (15.092 min): BF126234.D\data.ms (-2208) (- m/z 57.10 100.00%
57.1

P90 252.0 15.00 |
ob— u‘m“ Li “L LA B0 3001 355 100 69.72%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —— |
15.00
9.0 m/z 43.05 53.07%
OL\S\Q‘\ “‘\ ““‘ \‘h‘\ h“ \“‘ \%\41‘1‘?\ ]‘\-8\‘3\0‘ \22\5\(\) T \29\6‘(\) T
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
RN \
15.00
5000 m/z 85.10 52.90%
9.0
olso LL 11 101850 200
miz--> 50 100 150 200 250 300 350
Abundance #45512: Decane, 3,8-dimethyl- T
57.0 15.00
m/z 55.00 18.53%
‘ 9.0 1410
S O Y —
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF121521.M Mon Dec 20 16:29:44 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126234.D

Acqg On : 17 Dec 2021 14:35
Operator : JU/CG

Sample : M5030-01 5X

Misc :

ALS vial : 9 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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.898 2.92 ng 157557 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 86

Abundance Scan 2348 (15.898 min): BF126234.D\data.ms (-2344) (- m/z 57.00 100.00%
57.0

99.0 — —
141.0 15.50 16.00
- “L “u Lh “‘ Lila 821 20512891 3481 /7 7165  71.91%
m/z--> 50 lOO 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — —
15.50 16.00
9.0 m/z 43.05 53.60%
olso LLLiL 1010902250 2o80
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— —r
15.50 16.00
5000 m/z 85.10 46 .54%
0 L\ H\ A \‘ u‘ 1410 183.0 239.0 296.0
e T T T
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane “ ——
57.0 15.50 16.00
m/z 99.05 19.73%
5000
A 7 1410 1830 225 0 2680
——

m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF121521.M Mon Dec 20 16:29:45 2021
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Data Path

Data File : BF126234.D

Acqg On : 17 Dec 2021 14:35
Operator : JU/CG

Sample : M5030-01 5X

Misc

ALS vial : 9

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

20.
20.
20.
20.
20.
20.
20.
20.

2-Pentanone, 4-...
Tridecane
Hexadecanoic ac...
9,12-Octadecadi...
cis-13-Octadece...
7H-Benzanthrene
Heptadecane
Heneicosane

8270-BF121521.M Mon Dec 20 16:29:45 2021

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

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

Tentatively Identified Compound (LSC) summary

| --Internal Standard---|

EstConc Units Response |#

WO PAPNOONWO®

ng
ng
ng
ng
ng
ng
ng
ng

274827
152677
1695720
3216730
3277730
153939
159164
157557

aouhbbh DR

RT

Resp Conc|

1446140
1318450
1318450
1318450
1318450
1286040
1078620
1078620

[OROEOGE R GEGR SR
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