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 >

BF126236.D

Ju/CaG

11

: M5087-01 5X

: 17 Dec 2021 15:41

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

Peak separation: 5

Method
Title
Signal
peak R.T. f

# min
1 3.857
2 4,387
3 5.010
4 5.416
5 5.828
6 6.428
7 6.816
8 7.369
9 8.004
10 8.098
11  8.122
12 8.698
13  8.810
14  8.910
15 9.175
16 9.275
17  9.369
18 9.439
19 9.510
20 9.539
21  9.575
22 9.628
23 9.710
24 9.792
25 9.851
26 9.886
27  9.963
28 9.998
29 10.057
30 10.092
31 10.169
32 10.198
33 10.263
34 10.351
35 10.398
36 10.463

: TIC: BF126236.D\data.ms

irst
scan

387
493
562
632

735
800
890
1002
1018

1025
1120
1138
1155
1201

1216
1236
1246
1258
1265

1270
1280
1293
1308
1315

1323
1335
1342
1351
1359

1370
1377
1385
1399
1410

1420

636

738
804
898
1006
1022

1026
1124
1143
1160
1205

1222
1238
1250
1262
1267

1273
1282
1296
1310
1320

1326
1339
1345
1355
1361

1374
1379
1390
1405
1413

1424

last
scan

744
807
902
1010
1025

1029
1127
1146
1163
1208

1224
1243
1253
1265
1270

1277
1287
1302
1315
1323

1329
1342
1349
1358
1364

1377
1382
1394
1407
1420

1426

PK
TY

rBv
rBv
rBv
rBv
rBv

rVB
rBv
rvVB
rvB
rBv

rBv2
rvB
rBv2
rvv
rvwv

rvB3
rvVB
rvVB
rvB
rBv

rvVB
rBv2
rvv3
rvv
rvVB

rBv2
rvVB
rBv4
rBv7
rVB

rBv3

peak
height
22930
55779
631587
1260907
57804

1152467
1719166
758477
53477
2237987

203802
29790
165585
255802
1297731

65999
39275
89191
182742
104859

34131
83013
135062
30690
1808449

137481
34546
17021

129024
60237

48305
51691
50330
27544
250098

37957

8270-BF121521.M Mon Dec 20 16:31:11 2021

Filtering:
Min Area:
Max Peaks:
Peak Location:

59881
600879
1047680
47624

1012005
1372134
653420
49734
1852990

90988
25147
127295
198627
1004326

90850
42822
113062
176212
85268

47932
89846
119523
27429
1571702

125138
50616
26420

120824
49333

51144
37557
89918
37060
229470

50106

LSC Area Percent Report

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

54.
74.
35.

100.

84.

NORNO rO AN O OND [ I

NN BRDNMNDN

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 >

BF126236.D

Ju/CaG

11

: M5087-01 5X

: 17 Dec 2021 15:41

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

Peak separation: 5

Method
Title

37 1e.510
38 10.557
39 10.633
40 10.681

41 10.763
42 10.945
43 10.975
44 11.028
45 11.216

46 11.233
47 11.333
48 11.357
49 11.410
50 11.445

51 11.563
52 11.633
53 11.669
54 11.745
55 11.839

56 11.863
57 11.910
58 11.945
59 11.969
60 12.069

61 12.133
62 12.263
63 12.280
64 12.310
65 12.333

66 12.386
67 12.422
68 12.439
69 12.475
70 12.545

71 12.592
72 12.639
73 12.698
74 12.774
75 12.833

76 12.892

. ASP

1430
1437
1449
1458

1472
1501
1509
1518
1549

1553
1569
1575
1582
1588

1609
1621
1626
1638
1655

1660
1667
1673
1679
1695

1705
1728
1731
1736
1740

1748
1754
1759
1763
1775

1784
1792
1802
1812
1825

1835

1432
1440
1453
1461

1475
1506
1511
1520
1552

1555
1572
1576
1585
1591

1611
1623
1629
1642
1658

1662
1670
1676
1680
1697

1708
1730
1733
1738
1742

1751
1757
1760
1766
1778

1786
1794
1804
1817
1827

1837

1437
1445
1458
1468

1481
1509
1514
1524
1553

1560
1575
1580
1588
1594

1614
1626
1632
1647
1660

1667
1673
1679
1684
1700

1710
1731
1736
1740
1746

1754
1759
1763
1770
1782

1788
1797
1807
1820
1830

1839

rvvs3
rvB3
rVB2
rBv7

rvB3
rBv2
rvv2
rvB2
rBv

rVB
rBv
rvw
rvVB
rBv2

rBv
rBv2
rvVB
rvB2
rBv

rvVB
rBv2
rBv
rVB
rVB3

rBv2
rBv2
rvwv
rvv
rvB2

rvwv
rvv2
rvB2
rBv3
rvVB

rvv2
rvv2
rBv2
rBv
rVB

rBv2

43698
52876
514677
16993

71500
69171
62045
39926
35812

127514
1290160
955108
208701
38856

42999
45002
81037
75057
211787

271083
73565
291115
157807
33446

115010
40822
64712
86893
68260

181080
112948
98338
67109
787681

61083
31296
45979
928252
69073

44924

8270-BF121521.M Mon Dec 20 16:31:11 2021

Filtering:
Min Area:
Max Peaks:
Peak Location:

49709
54378
438071
25044

97122
97423
56771
36147
34210

127476
1300073
735354
161699
43008

40075
44013
70978
117519
191528

244394
76518
332309
117344
29703

106244
35508
62553
80376
60630

175494
133346

80078
103234
636136

55415
31214
49625
857824
71529

35905

LSC Area Percent Report

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

2.
2.
23.
.35%

=

PR wuun

OO wWNN

13.

4.
17.
.33%
.60%

=

wh wWwpEwu

Ul bh NV

5

3 % of largest Peak

100
TOP

68%
93%
64%

. 24%
.26%
.06%
.95%
.85%

.88%
.16%
.68%
.73%
.32%

.16%
.38%
.83%
.34%
.34%

19%
13%
93%

.73%
.92%
.38%
.34%
. 27%

.47%
. 20%
.32%
.57%
34.

33%

2.99%
1.
2.68%
46.
3.

68%

29%
86%

.94%

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

NOOOO® [OI ORI R RN OO, O [OI ORI R R OO wWwWuUo [OGI ORI R I ORrRrOoOO0

OWoOoOoeO

.213%
.233%
.877%
.107%

.416%
.417%
.243%
.155%
.147%

.546%
.569%
.150%
.693%
.184%

.172%
.189%
.304%
.503%
.820%

.047%
.328%
.424%
.503%
.127%

.455%
.152%
.268%
.344%
.260%

.752%
.571%
.343%
.442%
.725%

.237%
.134%
.213%
.675%
.306%

.154%
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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 >

BF126236.D

Ju/CaG

11

: M5087-01 5X

: 17 Dec 2021 15:41

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

Peak separation: 5

Method
Title

77 12.922
78 12.992
79 13.080
80 13.104

81 13.169
82 13.210
83 13.298
84 13.327
85 13.369

86 13.510
87 13.969
88 13.998
89 15.004
90 15.298

91 15.357
92 15.421

. ASP

1839
1851
1866
1870

1881
1887
1903
1909
1916

1939
2016
2023
2193
2243

2253
2263

1842
1854
1869
1873

1884
1891
1906
1911
1918

1942
2020
2025
2196
2246

2256
2267

1849
1858
1870
1876

1887
1894
1909
1915
1922

1944
2023
2027
2198
2252

2259
2270

Sum

rvB

rBv2
rBv3
rvB2

rvB2
rBv
rBv
rvv
rVB5

rBv3
rBv2
rVB
rBv
rvVB

rVB
rvv2

809713
102181

62442
185759

172724
149692
136426
144744

71826

79357
1228600
310702
143689
175802

161840
607338

Filtering:
Min Area:
Max Peaks:
Peak Location:

785961
117770

63236
178167

151946
171251
116216
125947

75268

93375
1451888
240225
186694
215011

171397
697996

of corrected areas:

8270-BF121521.M Mon Dec 20 16:31:11 2021

LSC Area Percent Report

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

42.
.36%
.41%
.62%

O w o

H O OO

5

3 % of largest Peak

100
TOP

42%

. 20%
.24%
.27%
. 80%
.06%

.04%
.35%
.96%
.08%
.60%

.25%
.67%

23344095

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

(ORI ORI OO0 W

(ORI o) B

()

.367%
.504%
.271%
.763%

.651%
.734%
.498%
.540%
.322%

.400%
.220%
.029%
. 800%
.921%

.734%
.990%
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
BF126236.D

: 17 Dec 2021 15:41

Ju/CaG

¢ M5087-01 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

2000000

1500000

1000000

500000

TIC: BF126236.D\data.ms

6.816

5.416
6.428

7.369
5.010

3.857 4.387 5.828

o

Time-->
Abundance

2000000

1500000

1000000

500000

A
L L B L L LA L L L L L L I I L L L B B L L L B I B I R R R R
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: BF126236.D\data.ms
8.098

9.851

9.175 11.333

11|357

10.633

10.398

11.410
11.2305

£ 1ok e
2ignjaasd

A0

15501 a8

AW

o
S,
ALY

0
Time-->
Abundance

2000000

1500000

1000000

500000

— — T —— — —
10.50 11.00 11.50 12.00 12.50

TIC: BF126236.D\data.ms

13.969

15.004 ;g og7

Time-->

8270-BF121521.M Mon Dec 20 16:31:13 2021

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator : JU/CG

Sample : M5087-01 5X

Misc :

ALS vial : 11 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.010 8.76 ng 600879 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 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 497 (5.010 min): BF126236.D\data.ms (-493) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0 BRI B e e
83.0 4.60 4.80 5.00 5.20 5.40
ol m/z 59.00 57.98%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B AL B W
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 18.69%
15.0 101.0
‘ Wl | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
s A maR T o
4.60 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.95%
LT
daso Wl L L
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester s REama aEET
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.53%
5000 41.0
oML w00 L
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40

8270-BF121521.M Mon Dec 20 16:31:14 2021 Page:



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

Library Search Compound Report

Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator : JU/CG

Sample : M5087-01 5X

Misc :

ALS vial : 11

Sample Multiplier: 1

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

Quant Title

TIC Library
TIC Integration

: C:\Database\NIST20.L

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 2

Naphthalene, 1,3-dimethyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

9.510 2.24 ng 176212  Acenaphthene-die 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 1262 (9.510 min): BF126236.D\data.ms (-1258) (-)
156.1

m/z 156.10 100.00%

5000 %
6.0 115.0 ‘K — ﬂ ; ;
sto0 & ‘ 9.50
Y Sl T L R u?@?‘ﬂ Ml “r m/z 141.05  86.78%
m/z--> 20 60 80 100 120 140 160
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000 "hA T h i T
9.50
115.0 m/z 155.10  28.54%
51.0 760 ‘
0 \\\‘2\7‘\.(\)\“ T \“\ T “H T \”U“ T [T t T \“!‘\ \“‘\ = T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 A N
A AR
9.50
5000 m/z 115.00 19.69%
c10 770 115.0
27.0 : ‘ ‘ 3
o L Y O Y VRO 1. I || N
m/z--> 20 40 60 80 100 120 140 160 A A
Abundance #33137: Naphthalene, 1,6-dimethyl- s — ‘WN\"J\M‘
156.0 9.50
m/z 128.00 14.28%
5000
77.0 115.0 A
1.
ol 220 0 [ eso T usmo o LMY Lo
m/z--> 20 60 80 100 120 140 160 9.50

8270-BF121521.M Mon Dec 20 16:31:14 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator : JU/CG

Sample : M5087-01 5X

Misc :

ALS vial : 11 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 Anthracene, 9-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.839 2.95 ng 191528  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 89
Abundance Scan 1658 (11.839 min): BF126236.D\data.ms (-1655) (1  m/z 192.10 100.00%
192.1
5000
— —
41.0 63.0 " 139.0 tep-d 1150 1200
ol A0 030 N 1501890 ) Ll m/z 191.10  54.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67020: Anthracene, 9-methyl-
192.0
5000 o N
11.50 12.00
m/z 189.10  29.36%
96.0 165.0
ol 39.0 630 l 139.0 ©T
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
1150 1200
5000 m/z 190.00 16.20%
94.0 1650
0 39.0 63.0 | | 115.0 139.0
_“w“‘w"H“‘H,“H“H“‘H‘,‘H“H T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0 11 50 12 00
m/z 94.50 15.07%
5000
165.0
ol 390 630 960 1390 |

m/z--> 20 40 60 80 100 120 140 160 180 200 1150 1200

8270-BF121521.M Mon Dec 20 16:31:15 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator : JU/CG

Sample : M5087-01 5X

Misc :

ALS vial : 11 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 Anthracene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.863 3.76 ng 244394  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93

Abundance Scan 1662 (11.863 min): BF126236.D\data.ms (-1660) (1  m/z 192.10 100.00%
192.1

JDJ\JL
94.4 e —
63.0 ‘ 1390165-1 } 11.50 12.00
obrrmd 2390 Ll 2472 ) 101,65 58.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67025: Anthracene, 2-methyl-
1 M
11.50 12.00
m/z 189.10 30.33%
‘\\\\‘\\\\‘\\\1‘\\\1‘\\\\‘\\\\‘\\\\‘\\\1‘\\ \‘\\\\‘\\\\‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
— N
11.50 12.00
5000 m/z 94.40 18.16%

165.0
270 630 960  139.0
S RammaEa

E

O F e e e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67042: Phenanthrene, 4-methyl- VWMWWWWMMA ‘ ‘ ‘
192.0 11.50 12.00
m/z 193.10  16.65%
5000
82.0 165.0
280 5‘5'0\” \‘ ‘H‘lllo 13\90\\ I —— wn
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator : JU/CG

Sample : M5087-01 5X

Misc :

ALS vial : 11 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 Phenanthrene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.945 5.11 ng 332309 Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 80
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 50
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 46
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 46
5 1a,9b-Dihydro-1H-cyclopropa[alan... 192 C15H12 006109-24-6 42

Abundance Scan 1676 (11.945 min): BF126236.D\data.ms (-1673) (-  m/z 192.10 100.00%
19p.1

165.0 LR
12.00
39.0 631 139.0
o‘_"w"H‘Hw‘”‘H“‘Huwmww‘m‘u wi2tll 0 msz 189,10 85.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67043: Phenanthrene, 1-methyl-
192.0
5000 T T
12.00
95.0 165.0 m/z 196.05  74.91%
O\‘\\:\3\9‘\0\\\6“‘\\‘\“\“‘\“\\‘1‘\\\\‘\\l\?\)?.\o\”}\‘u\\}‘\ \‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.
Aol
12.00
5000 m/z 191.10 66.50%
95.0
o300 63.0 “ 1370 1630
\‘\\\\‘\\\\‘\\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- —
192.0 12.00
m/z 94.60 39.67%
5000
165.0
ol 390 630 980 1390 | W
e e R —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator : JU/CG

Sample : M5087-01 5X

Misc :

ALS vial : 11 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 Phenanthrene, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.386 2.70 ng 175494  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 98
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 96
3 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 94
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
5 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 93

Abundance Scan 1751 (12.386 min): BF126236.D\data.ms (-1748) (1  m/z 206.10 100.00%

206.1
5000
s P
410 89‘-0‘ 1260 1650 h m ysa1 12.00 12.50
ol ud ) 2200 VLBl 2938 804U /7 191,10 42.39%
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 = —
12.00 12.50
101.0 oo ‘ m/z 189.05 25.62%
165.
027\0\ ’6\\?,\0‘ “‘h‘\ T “ \‘\‘”\ !‘ \LU L B s By
miz--> 50 100 150 200 250 300
Abundance #82933: 9,10-Dimethylanthracene
2050 AMJW&V\M/\W
e T ey
12.00 12.50
5000 m/z 205.10 20.72%
51.0 ‘ 127.0 165.0 | m
o‘”,m‘H”HHNH‘ /S
miz--> 50 100 150 200 250 300
Abundance #82943: Phenanthrene, 2,3-dimethyl- A —
206.0 12.00 12.50
m/z 207.10 13.93%
5000
89.0
o 810 L (a0 1504 [ T T
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF121521.M Mon Dec 20 16:31:18 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator : JU/CG

Sample : M5087-01 5X

Misc :

ALS vial : 11 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 Phenanthrene, 3,6-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.422  2.05ng 133346  Phenanthrene-dio 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 50

2 Naphthalene, 1,2-dihydro-4-phenyl- 206 Cl6H14 007469-40-1 49
3 Benzene, (2-methylene-1-phenylcy... 206 Cl6H14 025152-47-0 45
4 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 43

5 3,5-Dichloro-4-hydroxybenzoic acid

206 C7H4C1203

003336-41-2 43

Abundance Scan 1757 (12.422 min): BF126236.D\data.ms (-1754) (-] m/z 206.10 100.00%
206.1

5000

B

T
12.50

235.1 270.:
(o} m/z 189.00 69.58%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 T
12.50
102.0 m/z 204.10 49.24%
Ot \2‘\7\.9‘ T \G\ﬁ\c\)‘r‘ “\‘M\ i”‘\ T \1\\?’3\ \“%‘6‘\“5\.\%‘ \‘\‘1 T i‘h\‘\ T T T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82968: Naphthalene, 1,2-dihydro-4-phenyl-
206.0
91.0 T T ‘ T T T T
12.50
5000 128.0 m/z 191.10 47 .80%
51.0
165.0
O,
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #82984: Benzene, (2-methylene-1-phenylcyclopropyl)- T
206.0 12.50

m/z 205.10  35.19%

5000

128.0 165.0

=

—
m/z--> 20 40 60 80 100120140160180200220240260 12.50

8270-BF121521.M Mon Dec 20 16:31:19 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator : JU/CG

Sample : M5087-01 5X

Misc :

ALS vial : 11 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 Pyrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.104 2.45 ng 178167 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 74
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 70
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 68
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 64
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 62

Abundance Scan 1873 (13.104 min): BF126236.D\data.ms (-1870) (-  m/z 216.10 100.00%

216.1
5000
107.8 L —
13.00 13.50
550 ’ H 165.1 u
oLtk e S 20618020 s 015 10 73.09%
m/z--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl-
216.0
5000 el L
95.0 13.00 13.50
m/z 107.80  21.73%
T T T ’ T T \ \ T T T T ‘ T T T \ ‘ T T T T ‘ T T T T ’ T
miz--> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl-
216.0
~1 gl
13.00 13.50
5000 m/z 106.40  20.44%
108.0
0 39.0 740 L \“ 163.0 \‘ L \H‘
—
miz--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzo[a]fluorene
216.0 13.00 13.50
m/z 94.50 20.38%
5000
108.0
ol g0 w1 R
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF121521.M Mon Dec 20 16:31:20 2021 Page:



Data Path :

Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator Ju/caG

Sample : M5087-01 5X

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Sample Multiplier: 1

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

R.T. EstConc Area
13.169 2.09 ng 151946
Hit# of 5 Tentative ID

9 11H-Benzo[b]fluorene

Concentration Rank 10

Relative to ISTD R.T.

Chrysene-d12

1 11H-Benzo[b]fluorene

2 Pyrene, 1-methyl-

3 11H-Benzo[a]fluorene

4 Pyrene, 2-methyl-

5 Fluoranthene, 2-methyl-

216 C17H12
216 C17H12
216 C17H12
216 C17H12
216 C17H12

Abundance Scan 1884 (13.169 min): BF126236.D\data.ms (-1881) (-]

000243-17-4 89
002381-21-7 81
000238-84-6 81
003442-78-2 81
033543-31-6 81

m/z 216.10 100.00%

216.1
5000
107.6
==
570‘ \‘ 163.0 2611 304 13.00 13.50
ol bbb TRl 2ORE S0 /7 215,10 85.11%
miz--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 e o
13.00 13.50
108.0 m/z 107.60 28.49%
57.0 “‘ 163.0 H
O\\\\“\\\\“‘\\\‘\‘\”\\M\‘\M\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
T VT Dy
13.00 13.50
5000 m/z 213.05 26.88%
95.0
0 \%770\‘6§'9\ ‘J‘W — }5310‘¢ f\$y —
m/z--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzol[a]fluorene i —
216.0 13.00 13.50
m/z 217.05 20.49%
5000
108.0
ol 820 1 0
m/z--> 50 100 150 200 250 300 13.00 13.50
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Data Path :

Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator Ju/caG

Sample : M5087-01 5X

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

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

Sample Multiplier: 1

: 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 10

R.T. EstConc Area
13.210 2.36 ng 171251
Hit# of 5 Tentative ID

Fluoranthene, 2-methyl-

Concentration Rank 8

Relative to ISTD R.T.

Chrysene-d12

1 Fluoranthene, 2-methyl-
2 11H-Benzo[b]fluorene

3 Pyrene, 4-methyl-

4 Pyrene, 2-methyl-

5 Pyrene, 1-methyl-

216 C17H12
216 C17H12
216 C17H12
216 C17H12
216 C17H12

Abundance Scan 1891 (13.210 min): BF126236.D\data.ms (-1887) (-]
6.1

033543-31-6 97
000243-17-4 94
003353-12-6 94
003442-78-2 94
002381-21-7 93

m/z 216.10 100.00%

216
5000
107.9 1200 13
13.00 13.50
55.0 151.0
o220 i, 15101840 I 1250.1 2881 /) 515.05  58.67%
m/z--> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 = 1
13.00 13.50
m/z 217.10 16.89%
108.0
39.0 ‘74‘0‘ L \“ 1630 Lo \H‘
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
—— —
13.00 13.50
5000 m/z 213.05 15.76%
107.0
0280 630 | | 163.0 H‘
17—l
m/z--> 50 100 150 200 250 300
Abundance #94568: Pyrene, 4-methyl- i —
216.0 13.00 13.50
m/z 189.00  14.00%
5000
108.0
0 630 | 163.0 - \‘\‘
R B L A B e e e —— —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator : JU/CG

Sample : M5087-01 5X

Misc :

ALS vial : 11 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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.298 6.16 ng 215011 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 91
2 Perylene 252 C20H12 000198-55-0 90
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
5 Benzo[a]pyrene 252 C20H12 000050-32-8 76

Abundance Scan 2246 (15.298 min): BF126236.D\data.ms (-2243) (1  m/z 252.10 100.00%

252.1
5000
125.0 = T
69.0 ‘ 365.3 15.00 15.50
O bbbt N A9, g 801 L M02 7 250,10 26.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 T —
15.00 15.50
m/z 253.10 25.41%
125.0
oL 740 ] 2000 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138552: Perylene
252.0
—— —
15.00 15.50
5000 m/z 125.00 22.60%
126.0
0>70 74.0 ”M 198.0, |
B e B S A m o
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene T —
252.0 15.00 15.50
m/z 126.00 16.30%
5000
126.0
R B T B e e BRI B A o —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF121521.M Mon Dec 20 16:31:23 2021 Page:



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126236.D

Acqg On : 17 Dec 2021 15:41
Operator : JU/CG

Sample : M5087-01 5X

Misc :

ALS Vvial : 11 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-... 5.010 8.8 ng 600879 1 6.816 1372130 20.0
Naphthalene, 1,... 9.510 2.2 ng 176212 3  9.851 1571700 20.0
Anthracene, 9-m... 11.839 3.0 ng 191528 4 11.333 1300070 20.0
Anthracene, 2-m... 11.863 3.8 ng 244394 4 11.333 1300070 20.0
Phenanthrene, 1... 11.945 5.1 ng 332309 4 11.333 1300070 20.0
Phenanthrene, 2... 12.386 2.7 ng 175494 4 11.333 1300070 20.0
Phenanthrene, 3... 12.422 2.0 ng 133346 4 11.333 1300070 20.0
Pyrene, 2-methyl- 13.104 2.5 ng 178167 5 13.974 1451890 20.0
11H-Benzo[b]flu... 13.169 2.1 ng 151946 5 13.974 1451890 20.0
Fluoranthene, 2... 13.210 2.4 ng 171251 5 13.974 1451890 20.0
Benzo[e]pyrene 15.298 6.2 ng 215011 6 15.421 697996 20.0

8270-BF121521.M Mon Dec 20 16:31:23 2021

Pag 16



