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 >

BF126244.D

Ju/CaG

. 19

: M5078-01

: 17 Dec 2021 20:03

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

Peak separation: 5

Method
Title

Signal

peak R.T. f
# min

.816
.375
.586
.004
.098

O 00N O
00 00NN

.910
.175
.275
.304
.510

iy
w
O O OV OV

16 .669
17 .851
18 .886
19 10.057

20 10.269

O O VO

21 10.398
22 10.469
23 10.557
24 10.639
25 10.763

26 10.780
27 10.945
28 11.186
29 11.233
30 11.304

31 11.339
32 11.363
33 11.410
34 11.510
35 11.639

36 11.739

: TIC: BF126244.D\data.ms

irst
scan

16
494
563
633
735

800
894
932
1002
1018

1154
1201
1217
1224
1259

1286
1313
1323
1352
1387

1410
1419
1438
1450
1473

1476
1502
1544
1553
1563

1569
1575
1580
1600
1621

1638

804
899
935
1006
1022

1160
1205
1222
1227
1262

1289
1320
1326
1355
1391

1413
1425
1440
1454
1475

1478
1506
1547
1555
1567

1573
1577
1585
1602
1624

1641

last
scan

508
571
640
751

808
902
939
1014
1025

1163
1209
1224
1236
1265

1295
1323
1331
1358
1393

1419
1426
1444
1457
1476

1483
1509
1550
1561
1569

1575
1580
1588
1608
1627

1646

PK
TY

rVB
rVB
rBv
rvB
rBv

rBv
rBv
rBv2
rBv
rBv

rVB
rBv
rBv2
rvB
rBv2

rBv2
rBv
rVB
rBv
rBv2

rVB
rBv2
rvB2
rBv
rBv

rvB2
rBv3
rBv3
rvB2
rBv

rvw
rvv
rvVB
rvB
rBv2

rve2

peak
height
83476
585042
4183681
82457
3727273

1549919
2694342
45193
244345
1962133

80502
3926101
66297
209333
58405

69366
1479306
427329
258994
99084

364544
36808
87197

2078887
75330

97572
43925
34809
101141
121771

1196145
971758
110271

38119
69962

103749

8270-BF121521.M Mon Dec 20 16:35:33 2021

Filtering:
Min Area:
Max Peaks:
Peak Location:

corr.
area
102213
717251
4324094
71570
4370711

1231793
2797226
46116
233816
1568531

61233
3577811
92799
267829
59024

97202
1407763
336093
193326
98913

298885
48433
79988

1828040
58744

89347
49813
48067
125399
95796

1202306
745807
124932

44649
59946

92575

LSC Area Percent Report

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

BF126244.D

Ju/CaG

. 19

: M5078-01

: 17 Dec 2021 20:03

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

Peak separation: 5

Method
Title

37 11.839
38 11.863
39 11.904
40 11.951

41 12.045
42 12.133
43 12.327
44 12.380
45 12.439

46 12.545
47 12.651
48 12.774
49 12.921
50 13.104

51 13.168
52 13.204
53 13.721
54 13.833
55 13.968

56 13.998
57 14.286
58 14.657
59 14.833
60 14.939

61 14.998
62 15.292
63 15.357
64 15.415
65 15.898

. ASP

1654
1660
1666
1673

1690
1705
1737
1748
1755

1775
1793
1811
1838
1870

1880
1887
1974
1991
2015

2023
2069
2135
2164
2182

2191
2242
2252
2262
2346

1658
1662
1669
1677

1693
1708
1741
1750
1760

1778
1796
1817
1842
1873

1884
1890
1978
1997
2020

2025
2074
2137
2167
2185

2195
2245
2256
2266
2348

1660
1666
1672
1679

1696
1710
1745
1755
1763

1781
1800
1820
1846
1876

1887
1893
1981
2005
2023

2030
2078
2142
2172
2189

2198
2252
2259
2271
2353

Sum

rBv
rVB
rBv2
rBv2

rBv2
rBv

rBv3
rvv3
rvVB4

rBv
rBvVe
rBv
rvVB
rvVB

rvB2
rBv2
rBv2
rBv3
rBv2

rvVB

rBv5
rBv5
rBv2
rvB2

rBv
rvVB
rBv
rBv
rvB2

82254
220263
61128
131851

57472
57019
56359
63059
69160

656037
26635
588164
2694466
109309

88439
57385
54136
286860
1135207

221463
37320
43157

230532
53324

130222
96376
102752
593227
39309

Filtering:
Min Area:
Max Peaks:
Peak Location:

77437
205630
60845
137950

46533
58360
91092
89553
102409

552323
44194
598367
2458378
92399

86554
59934
72606
418721
1298160

187501
81033
75576

253001
57370

179484
128618
123725
739466

47504

of corrected areas:

8270-BF121521.M Mon Dec 20 16:35:33 2021

LSC Area Percent Report

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

[FO RS Y

NNNR PR

12.
.01%
13.
56.
.11%

P uUlR RN O ORRR

R OONNPA

5

3 % of largest Peak

100
TOP

77%
.70%
.39%
.16%

.06%
.34%
.08%
.05%
.34%

64%

69%
25%

.98%
.37%
.66%
.58%
.70%

.29%
.85%
.73%
.79%
.31%

L11%
.94%
.83%
.92%
.09%

35072764

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

OO0 WROoOOO® ONPFEOR [OGI ORI R I [ORRRE)

ONOOO

.221%
.586%
.173%
.393%

.133%
.166%
.260%
.255%
.292%

.575%
.126%
.706%
.009%
.263%

.247%
.171%
.207%
.194%
.701%

.535%
.231%
.215%
.721%
.164%

.512%
.367%
.353%
.108%
.135%
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
BF126244.D

: 17 Dec 2021 20:03

Ju/CaG

: M5078-01

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
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF126244.D\data.ms
5.428
6.439

7.375

6.816

5.028

.204 5.828 7.586

Time-->

Abundance
4000000
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: BF126244.D\data.ms
9.175

12.921

8.098 10.639

9.851

12.5435 774

8.00

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

304
8.910 %9%310? 9.519.669
ot N

9.50

1 10.2
S e

1
10.00 10.50 11.0
TIC: BF126244.D\data.ms

=
8.00 8.50 9.00 0

13.968

Time-->

8270-BF121521.M Mon Dec 20 16:35:39 2021

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Page: 3



Library Search Compound Report

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

Data Path :

Data File : BF126244.D

Acqg On : 17 Dec 2021 20:03
Operator : JU/CG

Sample : M5078-01

Misc

ALS vial : 19

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 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5028 11.65ng 717251  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 Propane, 2-methyl-2-(1-methyleth... 116 C7H160
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

4 1-Propen-2-o0l, acetate

5 Acetone

100 C5H802
58 C3H60

Abundance Scan 500 (5.028 min): BF126244.D\data.ms (-494) (-)
3.0

017348-59-3 33
001116-98-9 23
000108-22-5 10
000067-64-1 9

m/z 43.00 100.00%

59.0
5000
101.0 e EREEEREms e
83.0 4.80 5.00 5.20 5.40
ot e m/z 59.00  56.93%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L BN L I B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 18.49%
15.0 101.0
‘ T A | 83.0 !
O\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R R RREREE
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.92%
41.0
101.0
ob B0l
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e RRRREEEEEEE
59.0 4.80 5.00 5.20 5.40
m/z 41.05 7.86%
5000 41.0
0 \H\‘ \‘M 12\6'0142-0
et e PR e e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF121521.M Mon Dec 20 16:35:40 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126244.D

Acqg On : 17 Dec 2021 20:03
Operator : JU/CG

Sample : M5078-01

Misc :

ALS vial : 19 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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
.64 2.98ng 233816 Naphthalene-ds 8.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90

2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
4 Ethylene glycol monoisobutyl ether 118 C6H1402
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403

Abundance Scan 1006 (8.004 min): BF126244.D\data.ms (-1002) (-)
57.0

5000
75.0
39 H‘ ﬂ\lq%l 1321
.
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0
75.0
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \]-\0}0‘\0\ T ‘ ;‘\312\0‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000
29.0 75.0
100.0
0 bl Y3320 e
miz--> 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
5000
89.0
27‘0
119.0
oLl Mﬁmo
m/z--> 20 40 100 120 140 160

8270-BF121521.M Mon Dec 20 16:35:41 2021

054446-78-5 83
018912-80-6 78
004439-24-1 59
070159-90-9 50

m/z 57.00 100.00%

1

7.60 7.80 8.00 8.20 8.40
m/z 45.00 99.60%

|

7.60 7.80 8.00 8.20 8.40
m/z 41.00 33.37%

.

7.60 7.80 8.00 8.20 8.40
m/z 75.00 19.16%

A

L S

7.60 7.80 8.00 8.20 8.40
m/z 56.00 18.11%

el

7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

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

Data File : BF126244.D

Acqg On : 17 Dec 2021 20:03
Operator : JU/CG

Sample : M5078-01

Misc :

ALS vial : 19 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 3-(2-Hydroxyethyl)-2-oxazol... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.304 3.81 ng 267829  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Hydroxyethyl)-2-oxazolidinone 131 C5H9NO3 003356-88-5 91
2 3-Butyl-2-oxo0-1,3-oxazolidine 143 C7H13NO2 023288-01-9 50
3 1-Butanol 74 C4H1e0 000071-36-3 27
4 N-(3-Hydoxypropyl)morpholine 145 C7H15N02 1000425-83-2 25
5 4-Hydroxypiperidine 101 C5H11NO 005382-16-1 25

Abundance Scan 1227 (9.304 min): BF126244.D\data.ms (-1224) (-)

m/z 56.00 100.00%

56.0 100.0
5000
9.00 9.20 9.40 9.60
73.0 131.0 150.9
Ob e Bl B0 L B Y 2z 100,00 96.65%
m/z--> 20 40 60 80 100 120 140
Abundance #15884: 3-(2-Hydroxyethyl)-2-oxazolidinone
28.0 56.0
100.0
5000 TT [T T I rrrrToy
9.00 9.20 9.40 9.60
m/z 101.00 60.00%
| | 73.0 | 131.0
O\\\‘\H‘\ \\“\\\‘\‘\\\\‘\\\\‘\\‘\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #23339: 3-Butyl-2-ox0-1,3-oxazolidine
56.0 100.0
R REma e R EEE
9.00 9.20 9.40 9.60
5000 m z 42.00 24.69%
128.0
29.0
\Hw s ull 740 | | ‘
ot e e e
m/z--> 20 40 60 80 100 120 140
Abundance #966: 1-Butano
56.0 9.00 9.20 9.40 9.60
m/z 88.00 11.17%
31.0
5000
‘ ‘ 73.0
0"“q‘EMMM1M“H““““““““““““ L
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60

8270-BF121521.M Mon Dec 20 16:35:42 2021
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Library Search Compound Report

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

Data File : BF126244.D

Acqg On : 17 Dec 2021 20:03
Operator : JU/CG

Sample : M5078-01

Misc :

ALS vial : 19 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

Concentration Rank 9

Peak Number 4 Naphtho[2,1-b]thiophene

R.T. EstConc Area Relative to ISTD R.T.
11.233 2.09 ng 125399  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 97
2 Dibenzothiophene 184 C12H8S 000132-65-0 96
3 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 93
4 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 93
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 87

Abundance Scan 1555 (11.233 min): BF126244.D\data.ms (-1553) (1  m/z 184.00 100.00%
184.0
5000 ﬁ
2.0 139.0 L
. 11.00 11.50
69.0 1131 ‘
0 ‘H‘?"g‘q‘H_m\uwlwHH_HuH\wm‘“hﬁ??f m/z 139.00  19.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58972: Naphtho([2,1-b]thiophene
184.0
5000
11.00 11.50
139.0 m/z 185.0 14.60%
2.
0 40.0 690\ 9\‘0 1130 \‘\ ‘ \‘\
‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58964: Dibenzothiophene
184.0 A
T ‘ T T T T ‘ T \/
11.00 11.50
5000 m/z 91.95 10.43%
139.0
92.0
0 39.0 690 1 1130 “ 160.0 “‘
L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58975: Naphtho[2,3-b]thiophene e AL —
184.0 11.00 11.50
m/z 152.00 9.53%
5000
139.0
92.0
ol 300 930 | | 130 | se00 | .
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

8270-BF121521.M Mon Dec 20 16:35:43 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126244.D

Acqg On : 17 Dec 2021 20:03
Operator : JU/CG

Sample : M5078-01

Misc :

ALS vial : 19 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 5 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.863 3.42 ng 205630  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
2 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 92
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 92
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91

Abundance Scan 1662 (11.863 min): BF126244.D\data.ms (-1660) (1  m/z 192.10 100.00%
1

5000
—b —
1290 1651 jeg. 1150 12.00
o %61 m/z 191.05  53.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 “/\‘,\““,‘/‘\J\‘/L/\
11.50 12.00
m/z 73.00 41.47%
96.0 165.0
0 630 | 139.0 |
‘HH‘\\H‘HH‘\\H‘\H\‘\\H‘\H\‘\\H‘H \‘\\H‘\H\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67033: Phenanthrene, 9-methyl-
192.0
O
11.50 12.00
5000 m/z 43.00 38.06%
96.0 165.0
0 29.0 630 Il \\‘ 139.0 \‘ | \m
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67036: Phenanthrene, 3-methyl- — —
192.0 11.50 12.00
m/z 60.00 35.61%
5000
96.0
165.0
027-063-01390““ N LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126244.D

Acqg On : 17 Dec 2021 20:03

Operator : JU/CG

Sample : M5078-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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 6 4H-Cyclopenta[def]phenanthrene Conce

Relative to IS

ntration Rank 8

D R.T.

R.T. EstConc Area
11.951 2.29 ng 137950
Hit# of 5 Tentative ID

Phenanthrene-di10

1 4H-Cyclopenta[def]phenanthrene

2 Thiophene-3-carboxaldehyde, 5-ch...
3 2,2'-Bis(4,5-dimethylimidazole)

4 6H-Cyclobuta[jk]phenanthrene

5 Pyrimidine, 2-chloro-5-phenyl-

190 C15H10

190 C5H4BC103S
190 C1oH14N4
190 C15H10

190 C10H7CIN2

Abundance Scan 1677 (11.951 min): BF126244.D\data.ms (-1673) (-]

000203-64-5 93
036155-87-0 40
069286-06-2 40
083469-43-6 36
022536-62-5 27

m/z 190.10 100.00%

190.1
5000
94.4
alipive
12.00
63.0 139.0 163.0
Ol e Sl m/z 189.00  94.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T ‘ T T M/\\/V\j\\/\
940 12.00
' m/z 94.40 34.42%
o 39.0 630 | 137.0 163.0 UM
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrc
45.0 190.0
’ 146.0
12.00
5000 82.0 m/z 191.10 26.48%
117.0
o} i %p_ b
miz-> 20 40 60 80 100 120 140 160 180 200 J\JW\N
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) pralypang )~ Spedlane
189.0 12.00
m/z 192.05 22.32%
5000
42.0 122.0
0 \%QR\HN\W?%PW\?i?w\\M\\if%?yu\wa\w\\u‘ nafy —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126244.D

Acqg On : 17 Dec 2021 20:03

Operator Ju/caG

Sample : M5078-01

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

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

7 3-Eicosene, (E)-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.833 6.45 ng 418721 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 91

Abundance Scan 1997 (13.833 min): BF126244.D\data.ms (-1991) (-]

57.0

m/z 57.00 100.00%

97.0
5000
1350  14.00
39.0  207.0 : :
1 W “H\ L i 2883 3030 nz 3.5 94.00%
miz--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
7.0
5000 “ —
13.50 14.00
m/z 43.00 90.39%
O T ‘ “\‘H “ } h ‘ \1\8\2\0 21240 T \2\8\0\0‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #269867: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
— —
13.50 14.00
5000 m/z 55.00  85.55%
390 250.0
oL LU 92 1m0 220 2070 e,
miz--> 50 10 150 200 250 300 350
Abundance #155961: 1-Nonadecene “ —
43.0 97.0 13.50 14.00
m/z 97.05 83.42%
LU0 3620 720 2000
o+ p‘w‘ﬁ‘uﬁ‘”w‘u“ R B A B e — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126244.D

Acqg On : 17 Dec 2021 20:03
Operator : JU/CG

Sample : M5078-01

Misc :

ALS vial : 19 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 Supraene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.833 6.84 ng 253001 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 5-Bromo-1-pentanol 166 C5H11BroO 034626-51-2 53
3 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50
4 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 47
5 1,5-Heptadiene, 3,3-dimethyl-, (E)- 124 C9H1l6 067682-47-7 47

Abundance Scan 2167 (14.833 min): BF126244.D\data.ms (-2164) (1 m/z 69.05 100.00%

69.0
5000
— —
137.1 14.50 15.00
ol bbbl g d | 2891 2531 3180 416 g1 ap  s52.97%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 “ —
14.50 15.00
m/z 41.10 24.42%
137.0
0 L), 191.0  273.0 3410 410.0
\\\\‘\\\‘\\\\‘T\\\‘\\T\‘\\\\[\\\\‘\\\\‘!\
m/z--> 50 100 150 200 250 300 350 400
Abundance #41681: 5-Bromo-1-pentanol
69.0
— —
14.50 15.00
5000 m/z 95.05 13.53%
135.0
oLS'Q#J L — WMJ\\NWA
m/z--> 50 100 150 200 250 300 350 400
undance  #78820: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile T T T
Abund imethy! h icarbonitril ‘ ‘
69.0 14.50 15.00
m/z 68.05 10.23%
5000
135.0
T g
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126244.D

Acqg On : 17 Dec 2021 20:03
Operator : JU/CG

Sample : M5078-01

Misc :

ALS Vvial : 19 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 11.7 ng 717251 1 6.816 1231790 20.0
Ethanol, 2-(2-b... 8.004 3.0 ng 233816 2 8.098 1568530 20.0
3-(2-Hydroxyeth... 9.304 3.8 ng 267829 3 9.857 1407760 20.0
Naphtho[2,1-b]t... 11.233 2.1 ng 125399 4 11.339 1202310 20.0
Anthracene, 2-m... 11.863 3.4 ng 205630 4 11.339 1202310 20.0
4H-Cyclopenta[d... 11.951 2.3 ng 137950 4 11.339 1202310 20.0
3-Eicosene, (E)- 13.833 6.5 ng 418721 5 13.974 1298160 20.0
Supraene 14.833 6.8 ng 253001 6 15.421 739466 20.0
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